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origin

JCI.No
1 2 3 4 5 6 7 8 9
HCC )
panel | P388 PK | Topo.| Tub. [p-Gp | Inv. | Angio.| Apo.
\ \
10055 87 YES NO NO NO NO [ NO NO [ YES
4 GI50
::'hiazinotrienomycin -7.04 (rr;rglflz/; Spec. | mode
Delta vi
0.69 a
( )| w1 /|
123456789 Range
NOXXXXXXX 2.29 b
Topoisomerase |l
1 HCC panel Topoisomerase | Mode of action
2 P388 P388 poly.
3 PK depoly.
4 Topo.
5 Tub.
8 p-Gp 1
7 Inv.
8 Angio.
9 Apo.
1 4 2 YES
GI50 50% Log
Delta Range

http.//www.jfcr.or.Jp/cads/contact.nhtml

Log



dan
（注）　サンプル提供者にご連絡をとりたい場合、スクリーニング委員会へご照会ください。

　　　　連絡先：

dan
http://www.jfcr.or.jp/cads/contact.html

http://www.jfcr.or.jp/cads/contact.html

JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8103 22 * NO NO
Hoo GI50 9
Berberine chloride AN 4.69 (rTTg;sz spec. mode
| Delta
.| 072
1234567809 ( ) I
Range
XXOOXOOOO 1.41
8104 22 H,CO. NO NO
cI=
GI50 0
Palmatine chloride [H.co 4,00 T/CkA) spec. mode
OCH,4 . (mg/kg
Delta
cH, | 0.49
1234567809 ( ) I
Range
XXOOOOOOoOo 057
8105 22 <° * NO NO
: cr GI50 9
13-Methylberberine | Yo w 475 T/;:k/" spec. mode
chloride OCH; : (mg/kg
HC Oi Delta
OCHs 1
1234567809 ( ) I
Range
XXOOXOOOO 1.74
8106 22 HaCO. o NO NO NO
GI50 0
13-Methylpalmatine |+co Y T/fk@ spec. mode
chloride e ocH, : (mg/kg
: Delta
cH;| 0.75
1234567809 ( ) I
Range
XXOOXOOOO 0.89
8107 22 <° + NO NO
cr
GI50 0
13-Ethylberberine o \] 203 T//Ck/" spec. mode
chloride OCH; : (mg/kg
it Oi Delta
ocr;| 1.06 I
1234567809 ( )
Range
XXOOXOOOO 178
8108 22 <o YES NO NO
cr GI50 0
9-0-Ethyl-13-ethylb| ‘o s T/fk@ spec. mode
erberrubine chloride on OCzHs . (mg/kg
i Delta
CHs 1.16
( ) I
1234567809 Range
XXOOXOOOO 19




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8109 22 <0:©© + NO NO
N O GI50 9
9-0-Ethylberberrubi| ‘o 404 T/;:k/" spec. mode
ne chloride OCoHs : (mg/kg
Delta
X OCHs 0.69 I
1234567809 Range( )
XXOOXOOOO 163
8110 22 <0\/\/\ NO YES
GI50 0
Berberrubine 451 T/;:kA) spec. mode
chloride : (mg/kg
Delta
146
0.43
1234567809 ( 100) I
Range
XXOOOOOOoOo 0.68
10241 22 <o\/'\/\| + NO
ct
M GI50 0
13-Propylberberine | X I/N 14 T//Ck/" spec. mode
chloride _ocks : (mg/kg
Coftr Delta
~oc,| 0.77 ’
123456789 Range( )
XXOOOOOO0O 1.48
10242 22 NO NO
GI50 0
Dihydroberberine 415 T/;:kA) spec. mode
N-Methyl! chloride i (mg/kg
Delta
0.56
( ) I
1234567809 Range
XXOOOOOOoOo 071
10243 22 * NO
GI50 0
Chloroform adduct of 467 T/;:k/" spec. mode
Berberine : (mg/kg
Delta
0.56
( ) I
1234567809 Range
XXOOOOOO0O 111
10244 22 <OW\| + NO
N GI50 3
13-Methyldihydrobe | 7 I/N o o T/fk@ spec. mode
rberine - OCH; : (mg/kg
N-Methylchloride ° Delta
SNoch, | 0.98 I
1234567809 Range( )
XXOOOOOOoOo 119




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10245 22 < * NO
. GI50 T/C% spec. mode
i:-Mehylberberrubl /k)‘j 4.23 | (ma/kg p
Delta
Soch, | 0.97 I
1234567809 Range( )
XXOOOOOO0O 12
10283 22 HSCO) NO NO
cr
GI50
13-Ethylpalmatine |uco X 2 o5 T/C% | spec. mode
chloride ocH | 7 (mg/kg
el Y Delta
0.52
1234567809 e Range( ) I
XXOOOOOOoOo 0.77
10295 22 Hscom NO NO
cl=
! GI50
13-Propylpalmatine |.co 4.46 T/C% | spec. mode
chloride JI\ OCH, | ~* (mg/kg
il </k3 Delta
0.47
1234567809 o Range( ) I
XXOOOOOO0O 0.94
10324 22 0 YES NO NO NO
$ LN G150 | T/c%
13-Butylberberine <N s 57 | spec. mode
chloride OCH | =2- (mg/kg
CHA(CHR) Delta
on| 114 ’
123456789 Range( )
XXXOXOOOO 202
10325 22 | \i)a * NO
GI50
13-Butylpalmatine cho) 488 T/;:l:/" spec. mode
chloride »)\/ : (mg/kg
CHa(C |\/k} Delta
0.77
1234567809 o Range( ) I
XXOOOOOO0O 133
10326 22 0 . YES NO
13-Hexylberberine <> S _(2'5301 T/C% | spec. mode
chloride CHs : (mg/kg
Coltis Delta
ocH,| 1.69 I
123456789 Range( )
XXOOOOOOoOo 253




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10353 22 * NO
13-Hexylpalmatine 65|5602 T/C% | spec. mode
chloride = (mg/kg
Delta
0.81 I
1234567809 Range( )
RROOOOO00 o
10523 22 o o YES
8-Butyl-12-bromobe <’ NG e[ G190 1 T/C% | spec. mode
-5.88
rberine chloride OCHs (mg/kg
Delta
Br OCH, 0.76 I
1234567809 Range( )
ROOOOOOOO Py
10524 22 YES
8-Phenyl-12-bromo _G5|5702 T/C% spec. mode
berberine chloride : (mg/kg
Delta
0.79 I
1234567809 Range( )
ROOOOOOO0 s
10525 22 o . +
8-Hexyl-13-bromob <3 : erascra - GISO T/C% | spec. mode
-6.39
erberine chloride OCH; (mg/kg
Delta
Br OCH, 0.4 I
1234567809 Range( )
ROOOOOOOO o
10526 22 /O NO
Cl
13-Hydroxyberberin N N G_IZO (Jéfl:z spec. mode
e chloride
h Y| Delta
~~ocCH; 0
( ) I
123456789 Range
XOOOOOooooOo 0
10747 22 <Z . +
N,
2,3-Methylenedioxy _(25202 T/;:IZA) spec. mode
-10,11-dimethoxypr << |(mg/kg
otoberberine o Delta
chloride | °l 0.93 ( ) "
1234567809 Range

XOOOoOoood

1.15




JCI.No

1.37

screening No. 1 2 3 4 5 6 7 8

compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10748 22 *

GI50 0
Coptisine chloride e (r;élck/é spec. mode

Delta

0.83 I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10003 1 e A YES
10-n caproxy-20(3) GIS0 T/;:l:/" spec. | mode
camptothecin (mg/kg
20 Delta
1234567809 ) ( ) -
Range
O0OXOOO00O N.D.
10004 1 o YES
10-lauroxy-20(3) G150 T/;:IZA) spec.| | mode
camptothecin (mg/kg
20 Delta
1234567809 H ( ) I
Range
OO0OXOO0O0OO N.D.
10005 1 . °_O YES
GI50
10-palmitoyloxy-20 T/;:l:/" spec. | mode
(3) camptothecin (mg/kg
20 Delta
1234567809 H ( ) -
Range
O0OXOOO00O N.D.
10006 1 el YES
10-stearoxy-20(3) o| G190 T/;:IZA) spec.| | mode
camptothecin (mg/kg
20 Delta
1234567809 ) ( ) I
Range
OO0OXOO0O0OO N.D.
10007 1| YES
! GI50
10-arachidiroxy-20 o T/;:l:/" spec. | mode
(3) camptothecin (mg/kg
20 Delta
1234567809 H ( ) -
Range
O0OXOOO00O N.D.
11266 93 +
GISO | T/C% mode
N- spec.
SN-353 8.3 (ma/kg
Delta
1.16
1234567809 ( ) I
Range
XOOOOOooOooOo >3




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11267 o3 +
I i GI50 T/C% s mode
- o pec.
SN-364 N - | 7.9¢ |(maskg
“ o?<’| Delta
1.13 I
1234567809 Range( )
XOOOOOOooad 212
11268 93 +
g GIS0 | T/Cc% | o mode
- A pec.
SN-392 - | -7.62 |(markg
v e, | Delta
1.37 I
1234567809 Range( )
XOOOOOOOad 3.29
11269 o3 +
[ i GISO | T/C%| ¢ mode
- MeO, peC.
SN-397 m -7.23 [(mg/kg
F W< | Delta
1.3 I
1234567809 Range( )
XOOOOOOooad 317
11270 93 +
[ GI50 | T/C% | mode
- e pec.
SN-443 A~ - | -8.3¢ |(ma/kg
F S
" wo” e, | Delta
1.15 I
1234567809 Range( )
XOOOOOOOad 233
11271 93 +
I i GI50 T/C% s mode
- . pec.
) HO' 'Cszo Delta
1.14 I
1234567809 Range( )
XOOOOOOooad 219
10373 138 * NO NO
2 GIS0 T/C% spec. | mode
-5.58 (mg/kg
Delta
2.35 I
1234567809 Range( )
XXOXOOOOO 3.93




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10374 | 138 @:ﬁ s | ves [ | no
N GI50 T/C% mode
CC-2 | spec. |
-6.31 (mg/kg
i Delta
Hac)\/“’—o 1.41 | 160 "
1234567809 H Range(200)
XXXXOOO0O0 258
10542 | 138 Nt * YES [ No | No | No | NO
A
cco N \ Y am G|653 T/C% spec. | mode
OH O Et?s o =°° |(mg/kg
‘R Delta
MesY S0 O | 1o | 210 :
OH
123456789 Range(125)
XIXNXNXXX OO 256
10543 | 138 N\t * ND | No | No| No | N
N \ GI50 T/C% mode
CKQ V4 spec. |
QH O Et.?s__(\) -6.72 |(mg/kg
A~ g o Delta
| S : 1.28
OH ( ) 1
123456789 Range
XXX XXX 000 26




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11323 1 NO NO [ NO NO
GI50 0
5-(S)-5-carboxystri Ao r;//Ck/" spec.| | | mode
ctosidine - (mg/kg
Delta
0.26
( ) I
123456789 Range
XOXNXXOOOO 0.27
10363 75 NO
MANZ-A PN GISO | T/C%| spec.| | | mode
(mg/kg
- Delta
( ) 1]
123456789 Range
O0OOxO0O0O00
11581 167 YES NO NO NO NO
: 5 GI50 T/C% | ¢ mode
pec. I
manzamine A on 6.12 (mg/kg
Delta
0.49
( ) I
123456789 Range

1.21




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6885 117 N NO
@ A O -Hcl| GI50 T/C% | spec. mode
HO 7 (mg/kg
NH—Q—NHSOZCH3 Delta
H3CO
1234567809 (>400) I
Range
OXOOOOOOad
6886 117 N YES
P - Hcll GIS0 T/C% | spec. mode
HsCO (mg/kg
NH: NHSO,CH3 Delta
HsC 123
1234567809 ( 50 ) I
Range
OXOOOOO0O04a !
6903 117 YES
s ‘ol GISO | T/C% | gpec, mode
e y (mg/kg
NH—Q—NHSOZCHg
Hico Delta 172
1234567809 Range(ZOO) I
OXOOOOOOad I
6904 117 « YES
y X -Hci| GISO0 T/C% spec. mode
y (mg/kg
N NHSO,CHg
oo Q Delta 186
1234567809 ( 200) I
Range
OXOOOOO0O04a !
7146 117 N YES
2~ - Hor | GISO T/C% spec. mode
H (mg/kg
NH—D_NHSOZCHz Delta 133
HsCO (50 ) I
1234567809 Range
OXOOOOOOad I
7147 117 N NO
A\ - Hci | GIS0 T/C% | spec. mode
CHs | M (mg/kg
NH—D—NHSOZCH;; Delta
1234567809 e (>400) I
Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7204 117 N YES
O 2N\ g GISO T/C% spec. mode
HOH,C H (mg/kg
NH NHSO.,CH
273 Delt
Q P =12
1234567809 Range(loo) I
OXOOOOO0OOa I
7205 117 NO
HOH, C N GIS0 T/C% Spec. mode
’ H (mg/kg
NH_Q_ W Delta
H; CO
1234567809 Range (>400) I
OXOOOOO0O0
7206 117 YES
”/ GISO | T/C% | spec. mode
HC N (mg/kg
NH —@— NHSOCHs| Delta 144
1234567809 Range(ZOO) I
OXOOOOO0OOa I
8098 117 | AN . + NO
M GIS0 | T/C% | spec. mode
CHs
H—Q—NHSOZCHg Delta
0.61 I
1234567809 Range( )
XXOOOOOOO 0.89
8099 117 * YES
GI50 T/C% | spec. mode
-6.96 (mg/kg
Delta
1.04 332 I
1234567809 Range(SO)
XXOOOOOOoOd I 215
COOCH;3
8166 117 N + YES
ha GI50 T/C% Spec. mode
Delta
H—Q—NHSOZCm 309
= 0.96
1234567809 H,CO Range(100) I
XXOOOOOOO ! 205




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
COOH
8167 117 N * YES
N +HCl GIS0 T/C% spec. mode
-5.3 (mg/kg
N NHSO0,CH; [;-ezt? 170
! ( 400) I
1234567809 HCOH Range
XXOOOOOOoOd 277
10058 117  |rooc N NO
|Q_014 /\H F HCl GI50 T/C% Spec. mode
(mg/kg
u—/_\— ,/,NHSOZCH3 Delta
cho/
1234567809 Range( ) I
OXOOOOO0O0
10059 117 | wcooc N YES
m wa| GIS0 T/C% mode
10-015 g spec.
l (mg/kg
H_< >_NHS02CH3 Del
H3CO/ elta 161
1234567809 Range(SO) I
OXOOOOO0OOa I
CONH,
10176 117 N *Hel YES
(1] moae
1Q-01 spec.
Q-016 | N (mg/kg
HQ_NHSOZCH3 Delta 140
1234567809 HCO Rane(SO) I
OROOO0000 i o
CONHCH,
10177 117 </ N +HCl YES
| _/© GI50 | T/C% mode
IQ-017 U spec.
© L N (mg/kg
HQ-NHSOZCHS Delta 152
1234567809 HiCO Rane(SO) I
OROOOOO00 i ?
CON(CHy),
10178 117 N *Hel NO
(1] moae
1Q-01 spec.
Q-018 N (mg/kg
HQ_NHSOZCH3 Delta
1234567809 HCO Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6665 210 CHs _ YES
N
@ /\ N @ nai| G190 | T/C% | spec, mode
15 N Ch (mg/kg
NH—Q— NHSOCH 3 Delta 197
H3CO ( 50 ) [l
1234567829 Range
OXOOOOO0OOa I
6666 210 E YES
OUTID | 0 | 7705 [ pue | 1| e
N (mg/kg
NH NHSO.CH 3 Delta 263
H3CO ||
1234567809 : Range(SO)
OXOOOO0O00O
6667 210 N YES
GI50 T/C% mode
(:L‘;[N—J:j spec.
NH_@_ .?(o—@ (mg/kg
NH-P
Delta
HaCO o~ 154
1234567809 Range(25) I
OXOOOOO0OOa I
6668 210 O NS O ND
Z N GISO T/C% spec. mode
H (mg/kg
NH—Q‘ CONHz| Delta
H3CO ( ) 1
1234567829 Range




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
OH
10750 28 H on YES NO
GI50
Narciclasine ‘ > 7 T/C% | spec. | mode
P oH |——- (mg/kg
<j e Delta
0.23
1234567809 OH O ( ) I
Range
XOOXOOOOO 0.7
OH
10751 28 T | YES NO
. G50 | T/c% mode
lycoricidine spec. |
o on |22 |(mg/kg
an Delta
0.23
1234567809 0 ( ) I
Range
XOOXOOOOOo 0.42
OH
10752 28 H on YES NO
GI50
trans-dihydrolycoric H 659 T/;:l:/" spec.| | mode
idine o on | —°2-2% |(mg/kg .
H Delta -
0.24
1234567809 0 ( ) -
Range
XOOXOOOOO 0.46
10753 28 NO NO
GI50 0
ELs—dihydroncoricidi Ao (r;g/fk/; spec.| | | mode
Delta
0.48
1234567809 ( ) I
Range
XOOXOOOOOo 05
OH
10754 | 28 o 1 o YES NO
o GI50 T/C% mode
1B -OH-lycoricidine spec. I
O. OH -5.64 (mg/kg
o Delta
0.33
1234567809 0 ( ) -
Range

0.58




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10476 NO NO NO NO NO | YES| NO
ONO-FO-349-01 O C\ G_'io (r;élcl:z spec.| | | mode
‘ ; Delta
0 ( ) 1
1234567809 Range
NXXXXOXXXI[] 0
10477 NO NO NO NO NO | NO NO
" GI50 T/C% | gpec. mode
oNe-=483 POy e [2202 [morkgr™ '
" Delta
0.6 ( ) I
1234567809 Range
RRRRORRKXO 0.63
10885 NO NO NO NO NO | NO NO
GI50 T/C% mode
FO-458 s spec.| |
FO-yOYNE < | 4 |(mg/kg
Delta
0 ( ) 1
1234567809 Range
NXXXXOXXXX 0
10941 137 NO
\ y GI50 T/C% spec. mode
PSA0028 ?‘O‘(_CE\iJ_O -4.03 |(mg/kg >
/ 3
Delta
0.62 ( ) I
1234567809 Range
ROOOOOOOO 0.65
10454 168 /“ NO | NO
PA N GI50 T/C% spec. mode
CF3;CO,H (mg/kg
NH, Delta
H ( ) 1
1234567809 Range
O0O00000XXO
10457 168 " * NO NO
2HCl | GISO0 T/C% | gpec. mode
IAA — NH, -4.17 (mg/kg P
H Delta
3.55 I
1234567809 Range( )
ROOOOORKO 371




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10740 4 NO NO NO NO NO | +/- NO NO
4 HoN—CamaH GI50 T/C% mode
Histargin ) y 4 spec. I
. <<!Hz>3 (mg/kg
HOOC—((SS)}—I—NH—CHz—CHz-Ni—I—((S!)H—COOH Delta
0.05
( ) 1
1234567809 Range
XOXXXXXXX 0.06
10118 e} NO YES NO NO NO NO NO NO
DFMO/HCI HoN eeeC C e C. CHFZCOOH « HCI G-lio (nT]-g//CIZ/; Spec | mOde
e Delt
o | 144
1234567809 Range(loo) I
NXXNXXXXX[] 0
7211 85 NO
DL-NHCH(COOH)CH.CH,CH GIS0 | T/C% | spec. mode
i (mg/kg
Delta
1234567809 Range (>400) I
OXOOOOOOad
7212 85 NO
GI50
L-NHCH(COOH)CH,CH,CH, (rrg f:/; spec. mode
Delta
1234567809 Range (>400) I
OXOOOOO0O04a
7213 85 NO
GI50 T/C% mode
D(+)-NHCH(COOH)CH,CH,CH Spec.
P (mg/kg
Delta
1234567809 Range (>400) I
OXOOOOOOad
7214 85 NO
GI50 T/C% Spec. mode
Delta
1234567809 Range (>400) I
OXOOOOO0O04a




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7215 85 NO
GI50 T/C% | spec. mode
DL-CH3CH(NH,)COOH (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7216 85 NO
GIS0 T/C% spec. mode
L-CHsCH(NH,)COOH (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOO0O00O
7217 85 NO
GI50 T/C% | spec. mode
D-CH3CH(NH,)COOH (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7218 85 NO
GIS0 T/C% spec. mode
H,NCH,COOH (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOO0O00O
7219 85 NO
.\ i GI50 T/C% | spec. mode
(CH3)3sNCH,COO" HCl (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7220 85 NO
+ - GIS0 T/C% spec. mode
(CH3)3NCH,COO0 (mg/kg
Delta
1
1234567809 Range (>400)




JCI.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10981 112 NO NO NO NO NO | NO NO | NO
HOK-AB5366 ; vy | G20 | T/C%| spec.| | | mode
W\/'\/\/\N%Z;H -4 (mg/kg N
Delta -
0
C I
1234567809 Range
XOXX XX XXX 0
11142 113 H NO NO NO
GI50
D-tryptophan=a-amino- @ . T/;:IZA) spec. mode
b-(3-indolylO propionic (mg/kg
acid CH,GHCOOH | Delta
H, 0
( ) 1]
123456789 Range
XXOOOOXOO 0
11464 122 NO NO NO | N.D. NO
o NH, GI50
L-2-carboxyethyl-( J\/\O on| 401 T/C% spec. I mode
3-amino-3-carboxyp|[+° !il 207 |(mg/kg
ropyl)phosphinic acid OH 0 Delta
0.48
( ) I
1234567809 Range
XOXXXOOXO 0.49 E1
11465 122 NO NO NO NO NO
N GI50
3-amino-3-carboxy- 0 402 T/;:IZA) spec.| | mode
4-methylpentyl(phen F’h\/\!l, He HCI : (mg/kg
ethyl)phosphinic acid OH HsC CHs Delta
hydrochloride 0.48 "
123456789 Range( )
RORRROORO o o
10455 168 NO NO
GISO T/C% mode
BTO . spec.
C':}\/\/Y (mg/kg
| Delta
( ) I
1234567809 Range
OOO0000OXXO
10456 168 +
02N~
NNA I GIS0 | T/C% | gpec. mode
HZNJ\N/\/\/COO- -4.43 | (mg/kg
" AH; Delta
3.57
( ) 1]
123456789 Range
XOOOOOOoOoOo 4




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10944 175 NO NO NO NO NO NO | NO NO | NO
GI50 T/C% | gpec. [ mode
ISP-1 Hfuoz%jl/\/\/\/\i/\/\/ -4.07 (mg/kg B
Delta
0.59 I
12345678 Range( )
XXX X X X XX X 0.66




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
HoN NH,
11390 109 NHZ NO NO
KB f GI50 T/C% | spec. mode
X (mg/kg
HO.
0 Delta
Hy
> I
12345678 Range( )
XOOOOXOO0O




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6711 72 NO
o GI50 T/C% | spec. mode
< ) ] < >
Cl S-CH,CNH Cl (mg/kg
Delta
1234567809 Range (>400) I
OXOOOOOOad
6712 72 NO
. GI50 T/C% spec. mode
CI—Q—SOZCHZ(;NN—O— cl (mg/kg
Delta
1234567809 Range (>400) I
OXOOOOO0O04a
6848 72 NO
Cl Cl o o GI50 T/C% spec. mode
N CII: (mg/kg
H Delta
1234567809 Range (>400) I
OXOOOOOOad
6849 72 cl NO
? Cl| GI50 T/C% spec. mode
NC (mg/kg
H Delta
Cl
( 100) -
1234567809 Range
OXOOOOO0O04a
6850 72 NO
Cl GI50 0
cl NC 9/x9
H Delta
1234567809 Range( ) I
OXOOOOOOad
6851 72 | NO
0 cl| GIS0 T/C% | ¢ mode
pec.
N—E—/_ (mg/kg
H Delta
cl
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6852 72 | NO
c
o ci| GI50 T/C% spec. mode
cl N'(I-!»—/_ (mg/kg
H
o Delta
1
123456789 Range(>400)
OXOOOO0O00O
6853 72 NO
al o q GI50 T/C% | spec. mode
CH3©—N— i/ (mg/kg
H Delta
I
1234567809 Range(>400)
OXOOOO0O0OO
6854 72 NO
OCHs o GIS0 | T/C% | gpec. mode
cl
NO, Nt/ (mg/kg
H Delta
1
1234567809 Range(>400)
OXOOOO0O00O
6855 72 NO
cl (e} GI50 T/C% s mode
pec.
H Delta
I
1234567809 Range(>400)
OXOOOO0O0OO
6872 72 NO
(o] S
NH!)C#—ES(!NHCHZCH:CHZ G50 T/C% | spec. mode
f;( (mg/kg
o Delta
Cl
1
1234567809 Range(>400)
OXOOOO0O00O
6873 72 NO
1 []
cl —Q— CHQ-N-C-CHZ»S-C-NQ (m g/kg
a Delta
I
1234567809 Range (>400)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6911 72 o NO
nH GI50 T/C% | spec. mode
<N (mg/kg
HsC—.\ Delta
COOCH;3 I
1234567809 Range(loo)
OXOOOO0O00O
7041 72 0 NO
\ OHsC GIS0 T/C% | spec. mode
(mg/kg
Delta
1234567809 H3C (>200) I
Range
OXOOOO0O0OO
7042 72 i NO
~ OH,c GI50 T/C% | spec. mode
He™ e (mg/kg
Delta
1234567809 HsC Range (>200) I
OXOOOO0O00O
7043 72 /?L NO
O Hg GIS0 T/C% | spec. mode
o (mg/kg
Delta
1234567809 HyC (>200) I
Range
OXOOOO0O0OO
7044 72 o |o YES
\ OH,C GI50 T/C% | spec. mode
CIQ (mg/kg
Del
elta 121
1234567809 H3C Range(25) I
OXOOOO0O00O
7045 72 ? NO
O Hg GIS0 T/C% | spec. mode
qu (mg/kg
Delta
1234567809 HyC Range(SO) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7046 72 NO
GI50 T/C% | spec. mode
O HsC (mg/kg
N_@ Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
7047 72 IO NO
pec.
i\ éo CHa (mg/kg
N—@ Delta
1
1234567809 Range(>400)
OXOOOOO0O0
7048 72 o) NO
o GI50 T/C% | spec. mode
\ (mg/kg
N_QCH3 Delta
1234567809 (>200) I
Range
OXOOOOO0OOa
7049 72 f NO
pec.
i\ éo cl (mg/kg
N—@ Delta
1234567809 Range (>400) I
OXOOOOO0O0
7050 72 ? NO
GI50 T/C% | ¢ mode
< pec.
\ O OCH (mg/kg
Delta
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10449 41 YES
GI50
Cytotrienin A 739 (Jé/cl:g spec. mode
Delta
0.61
1234567809 ( ) I
Range
XOOOOOOooad 1.62
10450 41 YES
GI50
Cytotrienin B g (r;éf:/; spec. mode
Delta
0.3
1234567809 ( ) I
Range
XOOOOOOoOad 1.37
11098 56 YES
GI50 T/C% | gpec. mode
NK-1 -7.43 (mg/kg P
Delta
0.57
1234567809 ( ) I
Range
XOOOOOOooad 1.84
11099 56 YES* NO YES NO NO YES
GIS0 T/C% spec. | mode
NK-2 6.56 | (ma/kg p
Delta
1.44
1234567809 ( ) I
Range
NOXXXOOXKX 316
11100 56 YES NO NO YES N.D.| YES
GI50 T/C% | gpec. [ mode
NK-8 -7.98 (mg/kg P
Delta poly.
0.54
1234567809 ( ) I
Range
XOXXXOOXX 1.97
11101 56 YES NO NO YES NO YES
GIS0 T/C% spec. | mode
NK-9 6.61 | (ma/kg p
Delta poly.
0.73
1234567809 ( ) I
Range
NOXXXOOXKX 263




JCI.No

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10055 180 ;)* YES NoO | Nof No| NOo| No| No| YES
— : ) o A GI50 T/C% spec. | mode
iazinotrienomycin : " -7.04
E HO e "o i (mg/kg
0 o« | Delta
H Y1l
O\Ii)" 0.69 ) NEZRI
123456789 Range
OOXNXNXXXXX 2.29 +
10056 180 A YES N | No | YES | NO NO | YES
— ) ] " ) GI50 T/C% spec. | mode
'é'hlazmotrlenomycm - . 7.3 |(mgrkg p
J\M/:jxo Delta poly.
O\[“\/g Y1
L, 0.6 ( ) I
123456789 Range
RORKRROXK > 28 e | o+
10057 180 * NO | YES| + NO | NO NO | YES
GI50
ZYdroxymycotrienin 593 (Jé/cl:g spec.| | mode
Delta
0.96 ( ) I
123456789 Range
XOXNKNXX XXX 246
10237 180 o YES NO YES [ NO | NO YES
_ ) \_,lf)w GI50 [ T/C% | spec. mode
Trienomycin A X ) -7.88 |(mg/kg P
O\(% | Delta vi poly.
" 0.67 ( ) M1 I
123456789 Range
XOXOXXXOX 2.09
10238 180 o YES YES YES [ NO | NO YES
e GI50 T/C% mode
MTN-I —’¢\N” spec.
HO! - o _7'03 (mg/kg Y2
O\m)\ *| Delta AL poly.
n 0.55 ( ) c1 I
123456789 Range M1
XOXOXXXCOX 1.4 E1
10239 180 o + YES YES [ NO | NO YES
s GI50 T/C% mode
MTN-II \—/qlw spec.
o CHa " -7.68 (mg/kg V2
O\(% | Delta Al poly.
" 0.7 ( ) c1 I
123456789 Range M1
RORORRROX 100 e1




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11358 180 YES
GI50 T/C% | gpec. mode
NOB-K-1 7.73 | (ma/kg P
Delta
0.42
( ) I
1234567829 Range
ROOOOOOOO 1 39
11359 180 YES
NOB-K-2 -8 28 (ma/kg P
Delta
0.33
( ) 1]
123456789 Range
ROOOOOOOO 1 oa
11360 180 YES
GI50 T/C% | gpec. mode
NOB-K-3 7.21 |(ma/kg P
Delta
0.54
( ) I
1234567829 Range
ROOOOOOOO 5 42
11471 180 i YES*
{ | GI50 9
Benzoxazomycin £ 65 (r;g/fk/g] spec. mode
O\[n i Delta
T 1.03
( ) 1]
123456789 Range
ROOOOOOOO 145




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6795 131 crvon NO
_ CONHNH, CHOH GIS0 | T/C% | gpec. mode
CHe . Neo (mg/kg
N
CONHNH2 A Delta
HO OH
1234567809 Range( ) I
OXOOOO0O00
6799 131 CH,OH NO
LHon G150 | T/C% | spec. mode
HaNCOOC:Hss - NI (mg/kg
— Delta
HO OH
( ) I
1234567809 Range
OXOOOO0O00O
6803 131 ?HZOH NO
o CHOH GI50 T/C% | spec. mode
3>SO_ o (mg/kg
Chs . Delta
HO OH M
1234567809 Range( )
OXOOOO0O00
6898 131 crvon NO
CHOH GI50 T/C% spec. mode
o (mg/kg
CH3(CH27NHy = - Delta
HO OH
1234567809 Range( ) I
OXOOOO0O00O
6899 131 NO
':c‘)j: GI50 T/C% spec. mode
NH,CHy(CHp)1oCHoNH « ( p—o > (mg/kg
v v 72| Delta
( ) 1
1234567809 Range
OXOOOO0O00
6905 131 CH,OH l\D
o GI50 T/C% | spec. mode
NH,CgH,CONHs 0 ; (mg/kg
. ,| Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6909 131 NO
Lo GISO | T/C% | spec, mode
CgHa(CONHNH 2), * < &O > (mg/kg
vt w2 2| Delta
1234 7 ( ) I
34567809 Range
OXOOOOO0OOa
6924 131 NO
E:é(;H GI50 T/C% spec. mode
H2NNHCO(CH 2) CONH NHQ( o > (mg/kg
HQH ’| Delta
1234567809 ( ) I
Range
OXOOOOO0O04a
6981 131 NO
CH>0H
CHOH GI50 T/C% spec. mode
CHz(CH2)11NH2 -~ ¢} (mg/kg
— Delta
HO OH
1234 7 ( ) I
34567809 Range
OXOOOOOOad
6982 131 NO
CH>0H
CHoH GI50 T/C% | spec. mode
CHy (CH2)1aNH,  * o (mg/kg
— Delta
HO OH
1234567809 ( ) I
Range
OXOOOOO0O04a
7102 131 NO
prow GI50 T/C% | spec. mode
N=C(NH2)N=C(NH2)N=C-CH3( ﬁ-o)’ (mg/kg
mot o2 Delta
1234 7 ( ) I
34567809 Range
OXOOOOOOad
7104 131 NO
E;bo? GIS0 | T/C% | spec. mode
=CH-N=CH-CH=CH - mg/k
N=CH-N=CH-CH=CH o (mg/kg
wSon | Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7111 131 NO
‘ NH, Lo GISO | T/C% | spec, mode
N ( 5}0) (mg/kg
C,Hg NJ\NH2 H —OH 2| Delta
1234567809 ( ) I
Range
OXOOOO0O00O
7152 131 NO
CH,OH GI50 T/C%
N NHp , GHOH C% | spec. mode
Jy 1 ( ° o) (mg/kg
N HN/ H —OH 2 Delta
1234567809 ( ) I
Range
OXOOOO0O0OO
7174 131 NO
¥ GI50
E::OOHH T/C% spec. mode
H,NCOCH,CH(NH,)COH ( b‘o) (mg/kg
HT Ton” [ Delta
1234567809 ( ) I
Range
OXOOOO0O00O
7177 131 NO
ggéo'_'H GI50 T/C% spec. mode
H,N- HNC(O)CH,C(O)NHNH, © 0) (mg/kg
Ho ol Delta
1234567809 ( ) I
Range
OXOOOOO0OO
7239 131 NO
ﬂﬁ%@ b | G0 | T/C% | spec. mode
N Neo (mg/kg
CHsCHY N)\NHz( <;kjo) Delta
1234567809 ( ) I
Range
OXOOOO0O00O
7241 131 CH,0H NO
HO_S\ CHOH GI50 | T/C% | spec. mode
| /NH . ° o) (mg/kg
c—c Delta
H (o) O o
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7243 131 CHaOH NO
CHOH GI50 T/C% spec. mode
(CH,CH,NH) - \I/ (mg/kg
(1:1) HO“ =(_ Delta
( ) 1
123456789 Range
OXOOOO0O00O
7244 131 CH,0H NO
" GISO T/C% spec. mode
(CH,CH,NH) - . (mg/kg
1) H Delta
’ ( ) I
1234567829 Range
OXOOOO0O0OO
7251 131 NO
N—I- NH; E:ZOOHH GI5S0 T/C% spec. mode
)\ N o (mg/kg
CHyS g
H 1) p oy | Delta
( ) 1
123456789 Range
OXOOOO0O00O
8009 131 CHoOH + NO
HOH GI50 0
Phenylhydrazine oty - I/O e (r;/;?kﬁa spec. mode
ascorbate #76 o g/Kg
H'\_ Delta
HO \SH 1.24 ( ) I
1234567829 Range
RROOOOOO0O Lon
CgHsC : NCH=CH-NH
8011 131 — NO
CH,0H
GI50 0
1-phenylimidazole lHOH T/;:k/" spec. mode
ascorbate #78 |/° (mg/kg
)JO Delta
- I
1234567809 H o Range( )
OXOOOO0O00O
8016 131 ermon NO
CHOH G|50 0,
Malonyldihydrazide | SO o T/fkﬁ) spec. mode
Ascorbate #80 N © (mg/kg
CO-NH NH, H Delta
HO OH
C ) L
1234567829 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8019 131 o o NO NO
= CHOH GI50 0
Maleimide Ascorbate| | - o 4.73 T/C% | spec. mode
#83 He=Cco ol %72 [(mg/kg
= Delta
HO OH 02
12 4 7 ( ) I
3456789 Range
XXOOOOOOO 035
8093 131 H, CHOH NO
N CHOH S50 —
2.4 Diamino 78 ko /ko spec. mode
6-phenyl-sym-triazi NI\//,L I\ W (mg/kg
ne ascorbate #85 c Ho . | Delta
|
CeHs
1234567809 ( ) I
Range
OXOOOO0O0OO
K CH,OH
8096 131 [':;I EHou NO
o GI50 0
1-phenyl piperazine ) o T/;:k/" spec. mode
ascorbate #88 4 (mg/kg
G oy | Delta
12 4 7 ( ) I
3456789 Range
OXOOOO0O00
8111 131 CH,0H NO
CHOH om0 o
Thiosemicarbazide I/O /k° spec. mode
ascorbate NH,CSNHNH; I\ 0 (mg/kg
H Delta
OH OH _ ”
1234567809 Range( )
OXOOOO0O0OO
8114 131 cho NO
Sucenic dihydrazide |SH—co—tr—nr "0 GIS0 | T/C% | spec. mode
ascorbate o (mg/kg
CHyp=CO—=NH=NH, _ Delta
HO OH
1234 7 ( ) I
3456789 Range
OXOOOO0O00
10009 131 NO
CH,0H
3-Amino 1,2,3 T Eront GISO | T/C% | gpec. mode
triazole Ascorbate I\N/ IQ—O (mg/kg
. == Delta
HO OH
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10011 131 NO
drons GI50 | T/C% d
Malony! dihydrazide con Lo spec. mode
A o -4 |(mg/kg
scorbate He{ . '!\
'CONHNH, Ho Am— on Delta
0 1
1234567809 Range( )
XOOOOOOOdOo 0
10171 131 NO
CH,OH GISO
Nicotin amide S Jlﬁo T/fli% spec. mode
l-ascorbate (\I/ a W (mg/kg
N) H OH Delta
I
1234567809 Range( )
OXOOOO0O0OO




JCI.No

compound | sup.
screening | code

screening No.

structure/comments

HCC
panel

PK

10170

Nicotin amide
l-asparatate

GI50

spec.

. |H02CCH2CH(NH2)COZH]

Delta

Range




JCI.No

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
7224 31 N . NO
O:NY\S%O:O GI50 | T/C% | spec. mode
P (mg/kg
° Delta
1
1234567809 Range(>400)
OXOOOOOOad
10927 120 N@O YES YES no | ves| Nno| No | ves
TKOO11 spec.
S 00 6 ﬁ\i -5.75 (mg/kg
l/\“ ”O Delta v2
H ", 0.94 ( ) c1 '
1234567809 s Range
NOXOXXXXX 1.47
10928 120 m YES* YES No | vEs| Nno| No | YES
| GI50 | T/C% | ¢ mode
pec.
STKO0157 )Nj 5.8 |(mg/kg
(\N O Delta va
’ CH, 0.61 ( ) c3 I
123456789 5 Range
XOXOXXXXX 108
7249 131 NO
i\, GIS0 T/C% | spec. mode
. CH,ICOOH
(IA : (mg/kg
H (1:1) Delta
1234567809 Range( ) I
OXOOOOO0O04a




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8151 119 M NO
/HH a GI50 T/C% spec. mode
L-365, 260R Kg-w\!/&O/ -4.31 |(mgrkg p
Delta
0.5 I
1234567809 Range( )
XOOOOO00o0 081
8152 119 "\ o *
i GISO | T/C%| ¢ mode
; N pec.
L-364, 7185 \!/(w 45 |(makg
Delta
1.06 i
1234567809 Range( )
XOOOOO0O0ooOo 1.56




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11590 125 NO NO NO NO NO NO [ NO NO NO
— GI50 T/C% mode

4-[3-(4-benzylpiperidin-1-yl) spec. |
ropionyl]-7-methoxy-2,3,4,5 w| -4.87
E)t:‘ga?h;d]ro—l,:—tb;n;/othiazep Nm/d}j/vg/\o (mg/kg
ine monohydrochloride De|ta

0.72

( ) 1

1 2345674829 Range

0.88




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10230 79 + NO YES | YES NO NO NO NO
GI50 T/C% | gpec. [ mode
FJ-5001 5.4 |(ma/kg P
Delta Al
0.68 Y1 I
123456789 Range( )
XXX NXNXXXMX[] 208 E2
10231 79 + NO YES | YES NO NO NO NO
“[ GISO T/C% mode
FJ-5002 . /ﬁ’ spec.| |
1500 \... | -5-88 |(mg/kg o
N o Delta Y2
0.6 ( | e i
1234567809 Range M1
XXX X XX X X[] 248 E2
10232 79 + NO YES | YES + NO | YES NO
FJ-5003 GISO | T/C% | spec.| | | mode
) -5.71
‘O:Bi A A (mg/kg A2 ND
S Delta Y2 e
0.7 M2 I
123456789 Range( ) o1
XXX NXNXXXMX[] 209 E2
10233 79 * YES [ NO + NO | YES| NO
GI50 T/C% | gpec. | mode
FJ-5004 /O_?_W_;_m_(:ow | -6.53 |(ma/kg p
2 11/\/0/\/ N
Delta v2
0.78 ( )| 1 i
1234567809 Range
XOXX XXX X[] 1.43 E2




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11102 56 NO
GI50 T/C% | ¢ mode
_ " pec.
N-1379 °“’°‘2;>‘\u~,_;u; _dJ (mg/kg
+teq Delta
1234567809 Range( ) I
OO000O0OXO0OO0
11103 56 NO
GI50 T/C% | ¢ mode
_ " pec.
N 2403 CH‘D_E‘\N_CHAJ“—N—F—d—“ (mg/kg
+ "’“4 Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
11104 56 NO
N-5228 \/O GISO | T/C% | spec. mode
@‘ OCH, (mg/kg
H,(\(\), \/O; Delta
1234567809 Range( ) I
OO000O0OXO0OO0
11105 56 NO
N-5739 \/O GIS0 T/C% spec. mode
@‘ OCH. (mg/kg
H,(\(\), \/O:O Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
11106 56 NO
N-5689 \/O GISO | T/C% | spec. mode
@‘ OCH, (mg/kg
H,(\(\), \/O; Delta
1234567809 Range( ) I
OO000O0OXO0OO0
11107 56 NO
A o L] 650 | T/Cc% spec. mode
O '\(P‘ (mg/kg
. | Delta
123456789 Range( ) I




JCI.No screening No. 1 2 3 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11262 131 NO NO
GIS0 | T/C% mode
2-Amino pyridine Y o -4 Spec.
n-butyrate Q—Ng [”%4%—6@" (mg/kg
Delta
o
( ) I
1234567829 Range
XXOOOOOOoOo 0
11263 131 NO NO
H
i i !_LN<H GIS0 T/C% spec mode
Benzoic hydrazide -4 |(mgrkg pec.
n-butyrate i ff
I*‘—i—{—i—C{Hl Delta
0]
( ) 1]
123456789 Range
XXOOOOOooO 0




JCL.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11178 NO NO
GI50
Forsythoside A 37 (Jéfl:z spec. mode
Delta
1.04
1234567809 ( ) -
Range
XXOOOOOooOo 122
11179 | NO
HO - ‘g : :3“ GI50
Acteoside 405 (r;g/flz/; spec. mode
. Delta
. 0.72
( ) 1]
123456789 Range
XOOOOOOoOoOo 077
6876 181 NO
H GI50 T/C% spec. mode
! (mg/kg
Delta
I
1234567809 Range(>50)
OXOOOOOOoO;o
10251 199 +
o oHl GIS0
petasiphenone . | OT\Q 466 (r;g/flz/; spec. mode
Ho Delta
0.76
( ) 1]
123456789 Range
XOOOOOOoOoOo 103




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10067 171 NO
GI50
Cqo-Malonic acid _4.28 (r;]r/fl:/" spec. mode
diadduct 9/xg
Delta
0.39 I
1234567809 Range( )
XOOOOOOOdOo 067
EtO,C_COLEt
10068 171 +
GI50 0
Ceo-Malonic acid o toa (r;-/;:kb spec. mode
diethyl ester 979
triadduct CosEt ot Delta
1.14 I
1234567809 CO,Et Range( )
XOOOOOooOooOo 119
10972 184 /w NO
- N I GI50 o
C60 2 N 403 T/;:k/" spec. mode
bis(N-methylpiperazi : < |(mg/kg
nium iodide) Delta
0.85 I
1234567809 Range( )
XOOOOOOOdOo 0.88
10973 184 * NO
GI50 0
€60 N,N-dimethyl e T/fk@ spec. mode
pyrrolidinium iodide : (mg/kg
Delta
0.78 I
1234567809 Range( )
XOOOXOOOOo 125
10974 184 YES YES NO
c60 _3'5604 T/ /C;/O spec.| | | mode
bis(N,N-dimethy! 04 [(mg/kg
pyrrolidinium iodide) Delta
0.82 I
1234567809 Range( )
XOOXXOOOO 1.46
10975 184 NO
GI50 0
C60 Aot T/fk@ spec. mode
ethylenediamine-N,N : (mg/kg
'-diacetic acid Delta
0.24 I
1234567809 Range( )
XOOOOOooOooOo 0.24




JCI.No screening No. 1 2 3 4 5 6 7 8

compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.

11374 82 g" NO N.D. NO | NO
ceramide HO/YY\H;\ 3'5003 T/C% | spec. mode
NH  OH -4. (mg/kg
OW Delta
A, 19 0.57 ( ) I
1 234567809 Range

ROOOROORK 0.6




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10954 16 NO
T 9 GIS0 T/C%
sec-0O-glucosylhama | Gl¢© 2 /k° spec. mode
udol | (mg/kg
o} o] Delta
0.02 I
1234567809 Range( )
XOOOOOOOdOo 0.03
11022 178 NO
. GIS0 T/C% | gpec. mode
Troglitazone - -4.64 |(mg/kg p
Delta
0.17 I
1234567809 Range( )
XOOOOOooOooOo 0.37




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10672 17 9 YES NO YES NO NO NO NO YES
cre GI50 T/C% mode
Mel-1020 spec. I
€ . -6.05 (mg/kg
*| Delta
e 0.9 "
1234567809 Range( )
XOXXXXXXX 1.58
10934 17 YES
. GI50 T/C% | gpec. mode
Chrysomycin A -8.08 |(mg/kg P
Delta
0.92 I
1234567809 : Range( )
XOOOOOOoOad 1.59
oS GIS0 | T/C% mode
KY-1 T spec.
H2NOf o o (CHoye _501 (mg/kg
" _LD Delta
’ i B 0.2 0
12345678 9| mo Range( )
XOOOOOOooad 0.21
Haf
10995 103 . YES
. GI50 T/C% mode
Chartreusin Spec.
O e
Ho Delta
Hs 0.74 I
HO! H
1234567809 HCHa Range( )
XOOOOOOoOad 1.52
10996 103 " YES
IST-622 GISO T/C% spec. mode
K%ﬁ e |82 |(mg/kg
Delta
m 0.79 ’
1234567809 Range( )
XOOOOOOooad I 15
10997 103 . YES
A-132 spec.
3 H 40 e -6.48 (mg/kg
PM’ Delta
s 0.77 I
1234567809 ”cHa Range( )
XOOOOOOoOad 1.33




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10998 103 . YES
GI50 T/C% | ¢ mode
- pec.
A-132M ’<O . 6.63 | (mg/kg
" W Delta
HA o O 0.77 '
1234567809 HOTon Range( )
XOOOOOOooad I 1.62
10662 214 YES
/ GI50 | T/C% | mode
pec.
KY45726 6.91 | (ma/kg
P o
Delta
/ 0.72 '
1234567809 Range( )
XOOOOOOOad 205
10915 214 YES*
i GI50 T/C% | ¢ mode
- pec.
X-CU001 5.44 | (maskg
/) o Delta
1.05 I
1234567809 Range( )
XOOOOOOooad 203
10916 214 +
GISO | T/C% | ¢ mode
; pec.
X-CU004 218 | (ma/kg
/JN © Delta
0.98 '
1234567809 Range( )
XOOOOOOOad 117
10917 214 YES
i GI50 T/C% | ¢ mode
- pec.
X-CU002 5 |(markg
/) o Delta
0.74 '
1234567809 Range( )

1.74




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11284 8 NO
H GI50
m-Bis(5-amino-2-m /\(me\)\N 2 T/;:l:/" spec. mode
ethoxyhexyloxy)ben (mg/kg
zene H, Delta
Me ( ) I
123456789 Range
OXOOOO0O00O
11285 8 NO
H2
GI50
m-Bis(5-amino-2-m m T/fli% spec. mode
ethoxypentyloxy)ben (mg/kg
zene Hz [ Delta
Me
123456789 Range( ) -
OXOOOOO0OO
11286 8 Hy NO
Me
GI50
p-Bis(5-amino-2-me T/;:l:/" spec. mode
thoxypentyloxy)benz (mg/kg
Delta
ene NH,
I
123456789 OMe Range( )
OXOOOO0O00O
11287 8 NO
Mo [Teiso | Trcw d
m-Bis(5-acetylamin Me /k° spec. mode
0-2-methoxypentylo (mg/kg
xy)benzene NHAc| Delta
Me
123456789 Range( ) -
OXOOOOO0OO
11288 8 /\(!)/\/\NHAC NO
Me
GI50
p-Bis(5-acetylamino T/;:l:/" spec. mode
-2-methoxypentylox (mg/kg
Delta
y)benzene O/T\/\NHAC
Me I
1234567809 Range( )
OXOOOO0O00O
11289 8 WN NO
GI50
m-Bis(4-cyano-2-hy H T/;:IZA) spec. mode
droxybutoxy)benzen N (mg/kg
e /T\/{’ Delta
H () I
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11290 8 O/\l/\/CN NO
GI50
m-Bis(4-cyano-2-m OMe T/;:l:/" spec. mode
ethoxybutoxy)benze CN (mg/kg
ne o/\(\/ Delta
OMe I
1234567809 Range( )
OXOOOO0O0OO;O
11291 8 NN NO
OMe GI50
p-Bis(4-cyano-2-me T/;:IZA) spec. mode
thoxybutoxy)benzen (mg/kg
e CN Delta
123456789 OMe Range( ) -




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7237 64 NO
0 o) GIS0 | T/C% | gpec. mode
1 1 (mg/kg
HO-C—CH 75~ C-OH[ - —
123456789 Range (>400) -
OXOOOOOOoO;o
11309 76 NO NO | YES
i f . cis GIS0 T/C% spec | mode
oleic acid(C18:1) CHG(CHaTCH=CHCHICOOR | g | (o e pec.
Oleic acid (C18:1) Delta Al
0.11 ( ) c1 I
1234567809 Range
RORKROOOOR o o
11310 76 NO NO | YES
CH3(CH»)14COOH
palmitic acid(C16:0) 3 214 3552] (r;]rg/’fl:/; spec. I mode
Palmitic acid (C1¢:0) Delta
0.24
( ) I
1234567809 Range
RORROOOOX ooy
11311 76 NO NO | YES NO
CH3(CH COOH | @50
Stearic acid(C18:0) 3( 2)16 4.55 (r;g/flz/g] spec. I mode
i i Delta
Stearic acid (C1g-0)
18:0 0.21 -
123456789 Range( )
RORKROOOOR o :
11312 76 NO NO | YES NO
Nonadecanoic CH3(CHy)17CO0H 35409 T/ 5;/0 spec.| | mode
acid(C19:0) 4% |(mg/kg
Nonadecanoic acid (C19:0) Delta
0.27
( ) I
1234567809 Range
RORROOOOX o
7192 85 NO
GIS0 T/C% spec. mode
CH3(CH2)14,COOCH(CHy), (mg/kg
Delta
123456789 Range (0.2m) I
OXOOOO0O000O




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7193 85 NO
GI50 T/C% | spec. mode
CH;(CH,),4,CO0OCH;, (mg/kg
Delta
1234567809 Range (0.2m) I
OXOOOO0O00
7194 85 NO
GI50 T/C% | spec. mode
CHg(CH 2)14COOC2 H5 (mg/kg
Delta
1234567809 Range (0.2m) I
OXOOOO0O0OO
7195 85 NO
GI50 T/C% | spec. mode
C17H29COOH (mg/kg
Delta
1234567809 Range (>400) I
OXOOOO0O00
7196 85 NO
GI50 T/C% | spec. mode
(C15H3,CO0)C3H5 (mg/kg
Delta
1234567809 Range(400) I
OXOOOO0O0OO
7197 85 NO
GI50 T/C% | spec. mode
CH3(CH,),,COOCH=CH, (mg/kg
Delta
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11627 24 I ) NO
GI50
3-0-butyryl-(-)epig [+ | 43¢ n-]r/fl:/" spec. mode
allocatechin : (mg/kg
Delta
b Jconen| 038 N -
123456789 Range
XOOOOOOOdOo 077
11650 24 OH I\D
"I cis0
(-)-epigallocatechin |, . 4.49 (r;g/flzg spec. mode
. Delta
0.25
1234567809 " ( ) I
Range
XOOOOOooOooOo 0.74
11651 24 \Q:j:du NO
. . ° H GI50 T/C% mode
(-)-epigallocatechin ] Spec.
gallate f ) 4.48 |(mg/kg
g Delta
. 0.27
1234567809 o ( ) -
Range
XOOOOOOOdOo 075
10431 49 NO NO NO NO NO NO
uvaretin HO, CHs GIS0 (r;g/flz/g] spec. | mode
Delta *
I
1234567809 Range( )
OOXXX XXX
10432 49 OH * NO | YES
i i GISO [ T/C% mode
d t spec. I
iuvaretin > . 5.45 | (maskg
Delta
; ] 0.19
1234567809 ( ) -
Range
XOXXOOOOO 055
OH
10433 49 NO [ NO NO NO | NO NO
GI50
isouvaretin T/C% | spec. [ mode
HO, OCH, (mg/kg
Delta
1234567809 H ( ) I
Range
OOXXX XXX




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10434 49 NO | YES| NO NO | NO
- GI50 T/C% mode
uvangoletin spec. |
(mg/kg
Delta
123456789 ( ) -
Range
OOXNXNXXXCO E1
10438 49 + NO YES NO NO
GI50
isochamuvarritin 543 (r;g/flz/; spec.| | mode
Delta Y1
0.27 ( ) Al I
123456789 Range
RORKRKOOO 0.58
10439 49 on o YES NO | YES
GI50
5"-(2""-hydroxybe o -4.97 (nT//Cl:/o spec.| | | Mot
nzyl)diuvaretin & [ 9/%9
Delta all
H H 1.27 1
( ) I
1234567829 Range
RORKOOOOO 16
10440 49 on on YES NO | YES| NO NO
GI50 0
5"-(2""-Hydroxyben h 3 54 (rrT/;:kA) spec.| | mode
zyl)diuvaretin & | 9/7K9
N Delta
W h 2.6 Al
( ) I
123456789 Range
RORKRKOOO 25
10441 49 Ho, CH, l\D ’\D
¢ GI50 T/C% | gpec. mode
comp.18 o -4.73 | (mg/kg p
on Delta
0.13
1234567809 : ! ( ) -
Range
ROROOOOOO .97
10606 49 OCH; NO
° GI50 | T/C% | spec. mode
aby_l HO 0 -4.46 (mg/kg P
@ Delta
oH 6 0.37
« !
1234567809 Range
ROOOOOOOO 0.83




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10607 49 OCH;, NO
OH GI50 T/C% | ¢ mode
. pec.
aby-IlI o o -4.51 |(mg/kg
Delta
H 0.19 I
1234567809 Range( )
XOOOOOOooad 0.47
11031 49 OH YES
. GI50 T/C% | ¢ mode
pec. |
angoluvaretin . N (ma/kg
Delta
H H ”
1234567809 Range( )
O0OXOOO00O
11032 49 YES* YES
GI50 T/C% | ¢ mode
pec. |
L(12) -5.11 (mg/kg
Delta
1.95
1234567809 ( ) I
Range
XOOXOOOOO 227
11033 49 oH OH YES
V(22)- spec. |
( ) b HO CH. (mg/kg
Delta
" [
1234567809 Range( )
O0OXOOO00O
11034 49 YES
GI50 T/C% | ¢ mode
} pec. [
X(24)-b (mafk
Delta
1
1234567809 Range( )
OO0OXOOO0OO0
11183 49 oH NO
. GI50 T/C% mode
angoluvaretin i Spec.
HO = CHs 4.7 (mg/kg
N Delta
H H 0.17
1234567809 ( ) I
Range
XOOOOOOoOdnOo 0.3




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11185 49 +
GI50 T/C% | ¢ mode
pec.
v(22) -4.81 (mg/kg
Delta
0.79 I
1234567809 Range( )
XOOOOO0O0ooOo 1.05
11186 49 NO
GI50 T/C% | ¢ mode
pec.
X(24) -4.84 (mg/kg
Delta
0.7 I
123456789 Range( )
XOOOOOOod 0.95
10890 67 NO NO NO NO NO NO NO NO
. GI50 T/C% | ¢ mode
pec. |
Rutine -4.01 |(mg/kg "
Delta c1
0.24 M1 I
123456789 Range( ) 1
XOXXNXXXXX 0.25
11201 82 + NO NO | YES
: _ GI50 T/C% | ¢ mode
pec.
ginkgetin -5.56 |(mg/kg
Delta
0.33 I
123456789 Range( )
XOOOXOOXKX 0.66
11202 82 Wl E NO NO | YES
) . HO, o GI50 T/C% | ¢ mode
pec.
hinokiflavone - -5.21 |(mg/kg
%}p Delta
" 0.43 I
1234567809 Range( )
XOOOXOOXX 1
8075 84 NO
HO O on GI50 T/C% de
. e spec. mo
XM-1 U?LCH_O_OH -4.03 |(mg/kg
b Delta
0.74 I
123456789 Range( )
XOOOOOOod 0.76




JCI.No screening No. 1 2 3 14 > 6 [ 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |[Topo.| Tub. [p-Gp | Inv. [Angio.
8076 84 *
5 GI50 T/C% | spec. mode
-4.15 |(mg/kg
Delta
0.98 [l
123456789 Range( )
XOOOOOOOdOo 1.13
10274 90 ™ NO
: 6B | T/C% | o mode
pec. I
Eupatorin HoCO. o (mg/kg
HJCO);P | Delta
1234567829 R ( ) -
ange
OO0OXOO0O0OO
10619 | 104 o NO
" GI50 T/C% | ¢ mode
pec.
EGCG C . -4.48 |(mg/kg
S | Delta
. | 0.42 I
1234567829 “ Range( )
XOOOOOOOdOo 0.9
OMe
11097 | 109 ove | NO o | Mo Mo No =
MeO 2 GI50 | T/C% mode
NFMQ-4 -4.07 ey |
MeO o) . (mg/kg
HCI*HN — 0 Delta
Hy 1.7 [l
123456789 OH F Range( )
XOXXXXOXX 1.77
10648 | 129 NO YES
— GI50 | T/C% | mode
] pec.
prodelphinidin B-3 -4.63 (mg/kg c3
Delta Y3
0.17 M3 [
1234567809 Range( )Al
XOXOOOOOO 0.6
10649 | 129 NO YES
— GI50 T/C% | ¢ mode
j pec.
procyanidin B-3 -4.01 |(mg/kg Y3
Delta c2
0.43 M2 [l
1234567809 Range( )Al
XOXOOOOOOo 0.44




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7231 138 on NO
CH30, OH GIS0 T/C% spec. mode
O (mg/kg
CHO Delta
OCHz; O r
1234567809 Range(>200)
OXOOOOO0OOa
7232 138 oH NO
O | (ma/kg
CHsO Delta
OCH; O !
1234567809 Range(>200)
OXOOOOO0O0
7233 138 o NO
CH30 GI50 T/C% mode
S L)
J | (mg/kg
CH30 \I Delta
OH O "
1234567809 Range(>200)
OXOOOOO0OOa
7234 138 oH NO
O (mg/kg
CHsO Delta
OCH; O !
1234567809 Range(>200)
OXOOOOO0O0
11295 139 YES
NA3013G OIS0 | T/C% | spec. mode
(mg/kg
OH o " Delta
1234567809 ( ) I
— Range
DD&DDDDDD Genistein E2
11296 139 NO
NA3013 | OIS0 | T/C% | spec. mode
(mg/kg
o . Delta
1
123456789 Range( )




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11297 139 NO
NA3013D GISO | T/C% | spec. mode
(mg/kg
° ) Delta
1234567809 ( ) I
Range
OOXOOOO0O0O
10273 143 + YES | YES NO NO YES NO
GI50
Baicalein A6 (r;g/flz/g] spec. I mode
M4
Delta Y3
0.65 ( ) A2 I
1234567809 Range oo
NXOXXXXXX[ 115 E2
11554 143 YES YES | YES NO NO YES NO
GI50
2-(4-hydroxyphenyl 462 (r;]r/fl:/" spec. [ mode
)-5,6,7-tetrahydrox g/kg c3
y-4H-1-benzopyran- Delta M3
4-one 0.82 Y3 I
1234567809 Range( )A2
NXOXKXXXXXX 1.44 E5
11501 144 NO NO NO NO
GI50
Sophoranone 4.84 (r;g/flz/g] spec. [ mode
Delta
0.29
1234567809 ( ) I
Range
XOXXXOOOO 0.42
10334 180 NO
GIS0 T/C% mode
WT-H1 spec.
-4.49 (mg/kg
Delta
0.4
1234567809 ( ) I
Range
XOOOOOOoOod 0.89
10335 180 YES* NO NO
GIS0 T/C% spec. mode
WT-H2 -5 24 (mg/kg p
Delta
1.47
1234567809 ( ) I
Range
XOXOXOOOO 223




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10958 181 NO YES
BOM-0104 G150 T//C:/O spec. mode
m
(mg/kg AD
Delta co
( ) M2 I
123456789 Range v
OOXOO0O000OX
10959 181 . on| YES NO | NO| NO YES
BOM-01 CHsO spec.| |
OM-0105 ’:C(OH -5.11 |(mg/kg
A2
. Delta c2
s 1.2 ( ) M2 I
123456789 Range v2
XOXXNXOOOX 1.89




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11597 86 +
5-peaza-5-thia-5,6, HW 3'5104 T/C% | spec. mode
7-tetrahydrofolic *j;irj) o - (mg/kg
Acid TR Delta

1.63 I
1234567809 Range( )
XOOOOOoooo 178
11598 86 NO
8-Deaza-8-thia-5,6, Y H o (25001 T/C% | spec. mode

N = .

7,8-tetrahydrofolic “/(i;( )) o (mg/kg
Acid AT Delta

0.34 I
1234567809 Range( )
XOOOOOOoOoOo 0.36




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7112 131 NO
N GI50 | T/C% | spec. mode
( :; + [NH,C(:NH)SO,H], (mg/kg
N Delta
123456789 ( ) -
Range
OXOO0O000O0
7113 131 NO
— GI50 T/C% | spec. mode
O@O- NH ,C(:NH)SO,H (mg/kg
H Delta
1]
1234567809 Range( )
OXOOOO0O000O
7114 131 NO
GI50 T/C% | spec. mode
NH,C H,CONH, * [NH ,C(:NH)SOH]; (mg/kg
Delta
123456789 ( ) -
Range
OXOO0O000O0
7116 131 NO
Q GI50 T/C% | spec. mode
(l‘\ " NH,C(NH)SOH (mg/kg
N) Delta
1]
1234567809 Range( )
OXOOOO0O000O




JCL.No screening No. 1 2 3 | 4 5 | 6 | 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10145 91 “';‘1:; NO
3"-Sulfono H-Hri 3'5701 T/C% spec. mode
Quinovosgq| i (mg/kg
1'-Monoacyl Delta
Glyceride 0.17 ( ) "
1 2345674829 Range
ROOOOOOOO ooy
10886 91 NO No | No
ot GI50 9
Sulfoquinovosyl Ho T/C% | spec. mode
: HO. 4.1 (mg/kg
monoacylglyceridea ” COCHCH,
-No.4 H Delta
0.72 I
1234567809 Range( )
ROOOOOORK s
10887 91 NO NO | NO
GI50 Y
Sulfoquinovosyl 466 T/;:k/" spec. mode
monoacylgreceridea : (mg/kg
-No.2 Delta
0.28 I
1234567809 Range( )
ROOOOOORK vt
oar GI50 9
Sulfoquinovosyl Ho T/C% | spec. mode
H HO. -4.55 (mg/kg
monoacylgreceridea ” COCH s CH,
-No.6 H Delta
0.43 I
1234567809 Range( )
ROOOOOORK g
11013 91 NO
° GI50 0
Sulfonoquinovosyl HO T/;:k/" spec. mode
diacylglyceridea " CH3(CH,)14CO (mg 9
_No.5 CH(CH14CO Delta
I
1234567809 Range( )
OO00000xO0
11014 91 NO
GI50 0
Sulfoquinovosyl " OH3 OCH3(CH,)15CO T/;:kA) Spec. mode
diacylglyceridep vo o (mg/kg
-No.9 H CH(CH1sCO | Delta
1]
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10297 179 OH + NO NO [ NO | NO NO | YES| NO
HO Q OH GI50 T/C% mode
PDC-GIu Hoéﬁb spec.| |
-5.15
" (mg/kg
Delta
CH,(CH,), 7 1.41 I
123456789 Range( )
XXX NXNXKXXX[] 1.92
10298 179 o + NO NO [ YES| NO | NO| NO|[ NO
oo o G50 | T/C%
PDC-Mal HOX/ﬁ _0 oH spec. | mode
2 w| % ~ -4.8 |(mg/kg
Delta
CH3(CHy),. 13 | I
123456789 Range( )
XXX X XXX X[] 1.62
10299 179 NO NO NO | YES| NO NO [ NO NO
K =T GI50 | T/C%| gpec.| | | mode
PDC-IAM » /Pa,% o | -2.63 |(mgrkg p
Jtl Delta
0.18 I
123456789 Range( )
XXX NXNXKXXX[] 081




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10552 + NO NO NO NO YES| YES
H H GIS0 T/C% spec. | mode
FOY'305 szHN—O—coo—O—cHzcoowzco@Hj _41 (mg/kg p
Delta
2.96 I
1234567809 Range( )
NXXXXOXXX[ 3.06
10119 e} YES YES NO NO NO NO | YES NO
'l GI50 | T/C%
MGBG 2HCI ISV 524 | /ko spec.| | mode
G —N—C—NH, + 2HCI 5 'It g/Kg
NH elta
oe7 | 133 '
1234567809 Range(loo)
NXXXXXXXX[] 1.91
10415 75 NO
& GI50 0
PURD-0 mea L rox, w | 501 T//Ck/" spec. mode
Br NN N H, . (mg g
H Delta
0.23 I
1234567809 Range( )
XOOOOOOoOod 0.24




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11048 153 . YES
s = | GI50 0
Gymnastatin J ) 571 (r;]rész spec. mode
oo [ Delta
0.77
( ) I
123456789 Range
XOOOOO00o0 172
11257 153 NO NO | YES| NO NO
HO, g GI50 T %
Gymnastatin G | 471 (mg/fkg] spec. I mode
N\M - —
0.14
( ) I
123456789 Range
XOXX KX OO 023 +
11260 153 oH NO
GI50 0
Gymnastatin H Ass (rTTg;sz spec. mode
/\/\/W soc,| DEIR
" | 017
( ) I
123456789 Range
XOOOOO00o0 072




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6797 131 NO
_ CONHNH, CFa GISO T/C% Spec. mode
2 CH{CONHNH2>. (CeH/:—‘i -0H>2 (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O00O
6801 131 NO
. GI50 T/C% | spec. mode
CH3>CH NH , HO,C(CH ), CONHN(CH3) (mg/kg
Delta
( ) I
1 234567829 Range
OXOOOOO0OO
6830 131 o NO
CH; NH GI50 T/C% | spec. mode
>CH- NHo - | (mg/kg
CH NH
3 Delta
© ( ) 1
123456789 Range
OXOOOO0O00O
6847 131 NO
CONHNH, GIS0 | T/C% | gpec. mode
CH - CF,COOH (mg/kg
CONHNH, Delta
( ) I
1 234567829 Range
OXOOOOO0OO
6901 131 NO
GI50 T/C% | spec. mode
(CH3) ££CH £(CHz)NH ;7 HO2C(CH,) ,CONHN(CH3), (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O00O
6902 131 NO
GI50 T/C% | spec. mode
CHa(CHo )11 NHp*  HO2C(CH2),CONHN(CH 3); (mg/kg
Delta
1 2 3 567 8 9 Range ( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6907 131 NO
GI50 T/C%
NH,C,H,CONH, o spec. mode
[HO,C(CH,),CONHN(CH3),]» (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
6921 131 NO
GI50 T/C%
HaNHNC(O)CH2C(O)NHNH; /ko Spec. mode
S2(CH,CH,COOH), (mg/kg
Delta
( ) I
1 234567829 Range
OXOOO0O0O0O0
6922 131 NO
GI50 T/C% | spec. mode
CsH,(CONHNH,), . S,(CH ,CH ,COOH), (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
6923 131 NO
GI50 0
H,NHNC(O)CH,C(O)NHNH, T/CkA) spec. mode
S(CH,COOH), (mg/kg
Delta
( ) I
1 234567829 Range
OXOOO0O0O0O0
6925 131 NO
GI50 T/C% | spec. mode
H ,NNHCO(CH2,CONHNH, . S,(CH,CH,COOH), (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
6926 131 NO
GI50 T/C% Spec. mode
HO,C(CH.,),CONHN(CH,), . S(CH,COOH), (mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7176 131 NO
GISO T/C% spec. mode
H,N- HNC(O)CH,C(O)NHNH
[HO:C- CHy -CH(NH2)COH] (mg/kg
Delta
( ) I
1234567809 Range
OXOOOO0O00O
7178 131 NO
(o]
CH—CO—NH S-CH,-C-OH GIS0 T/C% | spec. mode
I (mg/kg
cri=co—nr 2 Delta
N
( ) I
1234567829 Range
OXOOOO0O0OO
10687 131 NO NO
- - .| GI50 T/C% mode
Amino benzoic 1 I :( Hl ) i 7 40 Spec.
hydrazide Mono ,I_O_! J'I T N O (mg/kg
chloro acetate | Delta
0
1
1234567809 Range( )
XXOOOOOO0O 0
10688 131 NO NO
] ] .| GI50 T/C% mode
Amino benzoic i ‘ﬁ_:‘ ! H_j_f 455 spec.
hydrazide Mono i_Q_ ~l I 1o — (mg/kg
bromoacetate Delta
0.4
I
1234567809 Range( )
RROOOOOOO oo
11120 131 NO NO
nd " GI50
BenzoicHydrazide-2- O_'c'-_]l f\)\s_l | I T//Cl:/" spec. mode
pyrimidylthioacetate N J_i (mg/kg
"J| Delta
0 ( ) I
1234567829 Range
XXOOOOOO0O 0
11121 131 j_j_j NO NO
. o r! GI50 T/C% spec mode
Isonicotinic N 4 7k pec.
Hydrazide- \J\s i i (mg/kg
imidylthi S =1 || Delta
2-Pyrimidylthioacet Lok, e
ate 0] '
1234567809 Range( )
XXOOOOOOoOo 0




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10622 37 NO NO NO YES NO NO NO YES
Q9 7 H
Se AN GI50 T/C% mode
ONO-M-1 N OH spec. |
H/\g)/ -4.66 [(mg/kg
Delta all
0.24 ( ) 1 I
1234567809 Range
XXXXXXXX[ 0.48
10943 37 NO NO NO NO NO NO | +/- NO
~ GI50 | T/C%
M- spec. | mode
ONO-M-2 o 42 (mg/kg p
) ,O Delta
0.51 ( ) I
1234567809 Range
NXXNXXXXXX 0.71
10106 121 NO NO NO NO NO NO | YES
- o) " GI50 T/C% spec. [ mode
OPB-3206 oy § -4.08 | (ma/kg
OIND Delta
o 0.7 ’
1234567809 Range( )
XOXXXXXXO 0.78
10107 121 NO NO NO NO NO NO YES
GISO [ T/C% mode
OPB-3378 spec. I
HO, Hj]é“ -4.24 (mg/kg
"o Delta
0.6 I
1234567809 Range( )
NOXXXXXX[ 0.85




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10684 30 g NO NO
GI50 T/C% | ¢ mode
- pec.
SA-1 socr, -4.02 (mg/kg
Delta
0.41 I
1234567809 Range( )
XOOOOOOOX 0.43
10369 75 NO
B N GI50 T/C% mode
ORO y ) spec. I
J’B\(N\/\I?‘” (mg/kg
" Delta
1
1234567809 Range( )
OO00OXOOO0O0
6828 131 NO
N——CH (|:F3 GISO0 T/C% spec. mode
by A <°5“4—f—°”>2 (mg/kg
H CFs Delta
1234567809 ( ) I
Range
OXOOOOOOad
10755 181 NO NO
CH,
I GI50 T/C% spec. mode
TX-1877 Ho? A -4.02 |(mg/kg °
OOZN J\V ] Delta
0.44 I
1234567809 Range( )
XOOOOOXOO 0.46
10756 181 No
i GI50 T/C% mode
- spec.
TX-1908 Ho/\/A\!/\kj (mg/kg
N no, | Delta
1234567809 ( ) I
Range
OO000O000XO0
10757 181 NO
CH,
GI50 T/C% s mode
_ pec.
TX-1910 N (ma/kg
Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10759 181 YES
H3C\N GI50 | T/Cc%
KIN-806 - ° | spec. mode
HsC \ﬂ/\N | (ma/kg
)\ Delta
O,N N
1
1234567809 Range( )
OO000O000XO0
10760 181 YES
N GI50
SR-2508 Ho? A" N T/C% | spec. mode
! J\ || (mg/kg
O,N N Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6720 138 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
123456789 COL Hs (>200) -
Range
OXOOOOOOad
6721 138 cre NO
GI50 T/C% Spec. mode
N (mg/kg
H3C_</;>?( " Delta
HoON E\COZCZHS !
COLHs
1234567809 Range(>200)
OXOOOOO0O04a
6722 138 OCH; NO
(Q/ GI5S0 T/C% | spec. mode
N (mg/kg
e O'f( [ Delta
o P cocos
COLC 2H5 ||
1234567809 Range(>200)
OXOOOOOOad
6723 138 CH NO
(o/ o] G190 T/C% | spec. mode
N (mg/kg
Hac_@? I Delta
H £ 7CoCots
1234567809 o (>200) I
Range
OXOOOOO0O04a
6724 138 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range(>200)
OXOOOOOOad
6725 138 NO
ocHs| GISO T/C% spec. mode
N (mg/kg
QT‘\( J\ I Delta
H H E\COZCZHB
COCHs 1
1234567809 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
|
6726 138 ¢ NO
¢ cl GI50 T/C% spec. mode
\@ (mg/kg
.-"< Delta
H N3
H i COCHg "
123456789 C0Cats Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10069 35 . YES YES NO
F20036 HaCO GI50 T/C% | spec. mode
o -7.58 (mg/kg
e Delta poly.
i 1 I
1234567809 _ Range( )
EDDDEDDxD Colchicine 263
10070 35 . YES YES NO
HaCoO. GI50 T/C% mode
AM-4 spec.
6 . -7.97 |(mg/kg
e .| Delta poly.
0.8 I
1234567809 __ Range( )
XOOOXOOX[ | cotehicine 2.83
10071 35 ] + YES NO
AM-82 HsCO CHa GIS0 | T/C% | gpec. mode
o -8.53 (mg/kg
e ) Delta poly.
H 0.51 I
1234567809 _ Range( )
EDDDEDDxD Colchicine 1.85
10072 | 35 . YES YES NO
HsCO Hs GI50 T/C% mode
AM.-97 spec.
o . -7.51 |(mg/kg
e .| Delta poly.
— !
123456789“”_ Range
XOOOXOORX[ | cotehicine 1.8
10073 35 . YES NO NO
HCO GI50 T/C% mode
AM-98 spec.
HyCO -5.76 (mg/kg
HaC Delta
0.87 I
1234567809 _ Range( )
EDDDEDDxD Colchicine 1.21
10074 | 35 . * YES NO
HaCO. Hs GI50 T/C% mode
AM-147 Spec.
-7.42 (mg/kg
Y\D HaC Delta p0|y
0.43 I
123456789“”_ Range( )
XOOOXOORX[ | cotehicine 1.88




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
X
10448 41 |/\ / +
. | | I GI50 T/C% | gpec. mode
Terpeptin H \I\ -4.53 |(mg/kg P
A Delta
|/ 0.66 I
123456789 Range( )
XOOOO0O00o0 1.04
10626 61 o + NO | YES| NO NO
N GI50 T/C% s mode
a pec.| |
HS-1 | / NH |4 80 (mg/kg
Delta C1
0.99 Yl
N ( ) ma |
1234567829 H Range
XOXKXXXOOO 1.35
10371 75 NO
oM ____ | GI50 T/C% spec. [ mode
vio G_J/—‘ "\NHU (mg/kg
‘NJ‘O Delta
( ) I
1234567829 Range
OO00OXOO0O0O0O
[¢]
11020 100 | No YES| NO [ NO NO | NO NO
GI50 T/C% spec. | mode
SU6668 4.48 |(ma/kg p
/ N
. H Delta v2
N 0.51 ( ) Al I
1234567829 Range
XXX KRB | V-FF 0.97
11021 100 I\ * YES | NO NO NO [ NO NO
GI50 T/C% | ¢ mode
pec.| |
SU5416 | N 4.36 | (mg/kg -
Delta
Y
© 1.05 é)
( ) I
1234567829 H Range
XOXX KK XK | V-EF 141 +
8150 119 /o/ NO
A GI50 T/C% | gpec. mode
AG-041R n 4.7 |(mg/kg P
N
(IN:\[-O\[ mw Delta
0 0.17
- ( ) 1
1234567829 He Range
XOOOOOOod 053




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8153 119 CZ NO
" GI50 T/C% | ¢ mode
_ o Ve pec.
Chu-1 ~ s h/c( -4.83 |(mg/kg
O\T/t* Delta
S/oa 0.27 I
1234567809 9 Range( )
XOOOOOOooad 0.65
8154 110 CZ NO
" GI50 T/C% | ¢ mode
_ o e pec.
Chu-2 ~. h/c( -4.68 |(mg/kg
O\j;A Delta
H/ost 0.16 I
1234567809 a Range( )
XOOOOOOOad 04
8155 119 Q NO
" GI50 T/C% | ¢ mode
_ o Ve pec.
chu-s < Q" [482 [(maskg
. . Delta
S/oa 0.39 I
1234567809 9 Range( )
XOOOOOOooad 0.73
8156 119 Q NO
" GI50 T/C% | ¢ mode
_ o NMe, pec.
Chu-4 ~. jBes ~4.6_|(mg/kg
O\N_/t Delta
%oa 0.61 I
1234567809 & Range( )
XOOOOOOOad 0.82
10743 146 Q +
GI50 T/C% | ¢ mode
NHCONH pec-
AG 202 O\_/EHQCONH_O_W -4.72 [(mg/kg
Delta
E‘°\!) 1.29 "
1234567809 o Range( )
XOOOOOOooad 1.67
10744 146 " NO
)5) GI50 T/C% | ¢ mode
: pec.
AG 250( ) oo NHCOTCONH _404 (mg/kg
\(j\:t : Delta
b 0.37 i
1234567809 Range( )
XOOOOOOOad 04




0.36

JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11653 42 NO NO YES | N.D. NO NO NO YES
GI50
Rebeccamycin 402 T/;:l:/o spec.| | mode
aglycone ¥ (mg/kg
Delta
0.35
123456789 ( ) -
Range
XOXX XX XXX




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10192 183 e YES
OB-242 GISO T/;:l:/o spec. mode
' (mg/kg ca
8 Delta A2
N(CH ( ) Y2 I
1234567809 (CHo, Range ML
OOXOOO0O0O0
10193 183 N YES
TH-80 ’ GISO | T/C% | spec. mode
(mg/kg
\W4 Delta C3
N N A2 "
1234567809 Range( )| y2
OOXOOOO0O0
[
10194 183 ° §_€] YES
TH-38 g GISO | T/C% | spec, mode
$ (mg/kg
{ Delta c2
5 Al "
1234567809 ; Range( ) va
OOXOOO0O0O0
10195 183 8 YES
GISO [ T/7C% mode
TH-46 spec.
; (mg/kg
Z Delta c2
Y1l I
1234567809 IR Range( )
OOXOOOO0O0
=
10680 194 YES YES | YES| NO NO
GI50
Arcyriacyanin A 411 (Jéfl:z spec.| | mode
Delta c3 | *
0.61 Y3 "
1234567809 Range( )| M1
XOXXXXOOX 072
11652 194 + NO NO
GI50
10,15-dimethylgran — 415 T/;:IZA) spec.| | mode
ulatimide . (mg/kg
J Delta
1.34
H l}l 1
C
1234567809 Hs Range( )
XOXXOOOOO 1.48 +




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6796 131 NO
CIONHNHz GI50 T/C% spec mode
CH=C .
cn” | (mg/kg
\\N ICH,COOH Delta
— CH=CH
123456789 ( ) -
Range
OXOOOOOOoO;o
6798 131 NO
CONHNH; GI50 T/C% | gpec mode
P .
cH, ICH,COOH (mg/kg
\CONHNHZ Delta
123456789 ( ) I
Range
OXOOOO0O0O0
6800 131 NO
GI50 T/C% | spec. mode
H:NCOOCH 5 ICH ,COOH (mg/kg
Delta
123456789 ( ) -
Range
OXOOOOOOoO;o
6827 131 NO
CIT I'\Il GI50 T/C% spec. mode
N\ /CH ICH,COOH (mg/kg
H Delta
123456789 ( ) I
Range
OXOOOO0O0O0
6829 131 NO
CHéN\ o GI50 T/C% | spec. mode
C| 1] ICH,COOH (mg/kg
T, Delta
1234567 « ) !
34567809 Range
OXOOOOOOoO;o
6900 131 NO
GI50 T/C% | spec. mode
HO,C(CHy ), CONHN(CH ), *  ICH,COOH (mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6906 131 NO
GI50 T/C% | spec. mode
NH2CgH4CONH, — w (ICH,COOH), (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
6908 131 NO
GI50 T/C% | spec. mode
CeH4(CONHNH 2, - (ICH2COOH), (mg/kg
Delta
( ) I
1 234567829 Range
OXOOO0O0O0O0
6910 131 NO
GI50 T/C% | spec. mode
CH;(CH11NH, * CHaICOOH (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
6983 131 NO
GI50 T/C% | spec. mode
CH3(CH,)13NH, - CH2ICOOH (mg/kg
Delta
( ) I
1 234567829 Range
OXOOO0O0O0O0
6984 131 NO
GI50 T/C% | spec. mode
NH ,(CH,);NH(CH,) ,NH, - (CH ICOOH), (mg/kg
Delta
( ) 1
123456789 Range
OXOOOO0O0OO;O
7103 131 NO
GI50 T/C% | spec. mode
N=C(NH2)N=C(NH, )N=C-CHg: (ICH,COOH); (mg/kg
Delta
1 2 3 567 8 9 Range( ) .




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7105 131 NO
GI50 T/C% | spec. mode
N=CH-N=CH-CH=CH- CH,ICOOH (mg/kg
Delta
1234567809 ( ) I
Range
OXOOOO0O00
7115 131 o NO
GI50 T/C% | spec. mode
NH mg/k
| * CH,ICOOH (mg/kg
) Delta
N
( ) 1
1234567829 Range
OXOOOO0O0OO
7153 131 NO
N NH, GI50 T/C% | ¢ mode
T pec.
HNJI\N/L ( CHA COOH) 2 (mg/kg
O H Delta
1234567809 ( ) I
Range
OXOOOO0O00
7175 131 NO
GI50 T/C% | spec. mode
H;NCOCH, CH(NH,)COH * CH ,ICOOH (mg/kg
Delta
1234567809 Range( ) I
OXOOOO0O0OO
7252 131 NO
N N GI50 T/C% mode
| | CH,ICOOH SPec.
H3CJ\SJ\NH2 ’ (mg/kg
(1:1) Delta
1234567809 ( ) I
Range
OXOOOO0O00
8008 131 NO
. GI50
1,3_Diphyeny|guanid (CGHSNH)ZC . NH (n:g//CI:/; SpeC. mode
ine monoiodo acetate
iner CHal  COOH[Gom
123 56789 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8010 131 NO
Phenylhydrazene C6H5NH.NH2 GISO T/C% spec. mode
monoiodoacetate (mg/kg
#T7 CH,ICOOH | Deita
( ) I
123456789 Range
OXOOOO0O00
8012 131 NO
2-phenylimidazole C6H5C|—|: NCH=CHNH eiso T/CI:A) spec. mode
monoiodoacetate#79 (mg/kg
CH,ICOOH Delta
( ) I
1234567809 Range
OXOOOO0O00O
8020 131 * NO
GI50 0
Maleimide HC=CO =58 T/C% | spec. mode
monoiodoacetate N CHACOOH| 79 (mg/kg
#84 He-co Delta
0.26 I
1234567809 Range( )
XXOOOOOOO 102
8094 131 |R NO
N
2.4 Diamino e Ne—nr; GISO | T/C% | spec. mode
6-phenyl-sym-triazi rI\!\ //1!1 - CH, 1 COOH (mg/kg
ne monoiodo acetate CI Delta
#86 CeHs "
1234567809 Range( )
OXOOOO0O00O
H
8097 131 N NO
1-phenyl piperazine I:Nj GIS0 T/C% spec. mode
monoiodo acetate * CH,ICOOH (mg/kg
#89 Delta
( ) I
123456789 Range
OXOOOO0O00
8112 131 NO
Thiosemicarbazide //O GIS0 T/;:IZA) spec. mode
monoiodoacetate NH,CSNHNH, = CHICJ (mg/kg
OH| Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8113 131 YES* YES NO
(o]
GI50 0
Nicotin amide /é—NHZ o | &g T/;:k/o spec. mode
monoiodoacetate O . CH2|C< : (mg/kg
oH| Delta
N 0.56 ( 138 ) I
38.7kt
RRKO00000 Rage
10010 131 NO
GI50 0
5-Amino 1,3,4 NN i o T/fk@ spec. mode
triazole 2-thiol HZNJ\SJ\SH ”—!—C\OH (mg/kg
monoiodo Acetate Delta
« I
1234567809 Range
OXOOO0O0O0O0
10172 131 . NO
7 GI50 9
Anthranilamide TS, _:!i o T/;:k/" spec. mode
Monoiodo acetate Z | NH, H —c/< (mg/kg
S | “ov| Delta
( ) I
123456789 Range
OXOOOO0O0OO;O
10173 131 NO
GI50 0
Hydroxy urea H i P T/C% | spec. mode
monoiodo acetate NHCO—N - H=G=C{ (mg/kg
'OH ' OH
Delta
( ) I
1234567809 Range
OXOOO0O0O0O0
10329 131 * YES
) L o GISO0 T/C% mode
6-Amino Nicotin 1 Ho o Spec.
- -5.26
Amide Mono lodo /(N: N ”—‘i-”\m (mg/kg
Acetate . Delta 131
0.48 I
1234567809 Range(8l)
RROOOOO00 s
10460 131 NO NO
GI50 0
Asparagine Mono 0o 4 T/;:kA) spec. mode
iodo Acetate HeNee Ce=CH,==CH,COOH  ICH,=—=COOH (mg g
Delta
0
( ) I
1234567809 Range
XXOOOOOOoOo 0




JCI.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10614 131 YES NO
GI50 0
4-Amino benzoic . 0 E_N'i 1 2| -2.04 (rT-1r/ka) spec. mode
hydrazide mono iodo |~ < >_:_ TN 9/Kg
acetate Delta
0.77 I
1234567809 Range( )
XXOOOOOOoOd 108
10615 131 YES NO YES
GI50 0
Pyrazin amide mono N o I J ol = 06 T/;:kA) spec. mode
iodo acetate L H—’—C// : (mg/kg
"| Delta
0.46 I
1234567809 Range( )
RROOOOOOX o)
10616 131 YES NO
CHg3
. GI50 T/C% | gpec. mode
2-Amino L Z N T Py -5.24 (mg/kg P
4-methylpyrimidine J\ H—?—C<OH
mono iodo acetate SN N, | Delta
0.48 I
1234567809 Range( )
XXOOOOOOoOd 093
10617 131 NO NO
GI50 0
5-Amino 1,3,4 N— o | nas T/fk@ spec. mode
thiadiazole 2-thiol HZN)\S)\SH ”_CF—C\OH i (mg/kg
mono iodo acetate Delta
0.45 I
1234567809 Range( )
RROOOOOOO s
10686 131 NO NO
N GI50 0
Nicotinic acid ~ 0 H H Hooo T 4.75 T/;:k/" spec. mode
Hydrazide Mono iodo | —r\ll—l=l [H_c!_cfo : (mg/kg
acetate A ! H _| Delta
0.61 I
1234567809 Range( )
XXOOOOOOoOd 092
10689 131 YES* NO NO
-1 GI50 0
Benzoic Hydrazide O‘i—j—“! 127 500 (r;/fkb spec. mode
Mono iodo acetate 17T o 9/Kg
-| Delta
0.71 I
1234567809 Range( )
RRROOOO00 o




JCI.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10892 131 NO NO
GI50
Thionicotinamide E_NHZ H_1 a4 T/;:l:/" spec. mode
Monoiodoacetate O_ ' (;H (mg/kg
Y Delta
0
1234567809 Range( ) I
XXOOOOOOO 0
10893 131 - YES* NO
I ! GI50 T/C%
3.5 I / H—::i'—c//o -5.28 |(m /k0 e mode
Dimethylpyrazole-1-["" ™ on 9/kg
carboxamide j‘””z Delta
Monoiodeacetate 0.66 "
1234567809 Range( )
XXOOOOOOOo 137
10894 131 o u YES NO
|
—N— GI50
Isonicotinic acid i 'L Nre 487 T/;:l:/o spec. mode
hydrazide n; 87 |(mg/kg
Monoiodoacetate S | You [| Delta
N 0.98 0
1234567809 Range( )
XXOOOOOOO 1.44
10895 131 YES NO
GI50
2-Amino-6-picoline fl j P & oE T/;:IZA) spec. mode
Monoiodoacetate e Ny A, ”—,—C\OH D'I (mg/kg
elta
0.69 I
1234567809 Range( )
XXOOOOOOOo 136
11122 131 * NO
[e]
GI50
Allantoin . n | nT//Cl:/O spec. mode
Monoiodoacetate i_!_N | H '—C\OH : (mg/kg
Delta
0.32 I
1234567809 Range( )
XXOOOOOOO 0.86
11123 131 + NO YES
h GI50 0
2-Picolinamide @o . & 5e r;/fkh spec. mode
Monoiodoacetate S H_i [ Now . (mg/kg
Delta
2.45 I
1234567809 Range( )
XXOOOOOOOo 3.09




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11264 131 YES* NO
GI50 T/C% mode
2-Amino pyrimidine (\J\ H_E_C,O -4.99 |(mg/kg Spec.
monoiodoacetate W N I ow
SH Delta
0.71 ( ) I
1 2345674829 Range
XXOOOOO0o00 1.22
11265 131 M YES* NO
N
_ _L/ Y GI50 T/C% | gpec. mode
3-Amino-1,2,4 '"\ " o 511 (ma/kg p
triazole N H_(!_C/
monoiodoacetate ,L ' Non || Delta
0.57 ( ) I
123456789 Range
XXOOOOOoO 1.08
11453 131 YES NO NO YES
o 4 y GI50 T/C% | gpec mode
N-methyl 1_/ I/ 527 pec.
H—t— - mg/k
nicotinamide [:Nj_( \Cf:[ [ (mg/kg
Monoiodoacetate Delta
0.47 ( ) I
1 2345674829 Range
XXOOOOO0o00 112
11454 131 YES NO
2-Aminopyridine @ ] H_I_/O 5.48 | (maskg spec.
Monoiodoacetate S\ I No—n
Al Delta
0.31 ( ) I
123456789 Range
XXOOOOOoO 1.06
11593 131 * ND
. an ; GI50 T/C% | spec. mode
2-Amino-4-hydroxy /L)\N 1~ | -5.24 (mg/kg
-6-methyl I o
Pyrimidine HC \J\NHz Delta
monoiodoacetate 1.53 ( ) I
1 2345674829 Range
XXOOOOO0o00 2.09
11594 131 + ND
nHe GI50 T/C% mode
iami W spec.
2,4-D|a_m|_nc_)—6-hydr A\ H_l_cfo -5.14 |(mg/kg
oxy pyrimidine )\ [ N
monoiodoacetate Ho N Delta
1.58 ( ) I
123456789 Range
XXOOOOOoO 2.09




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11595 131 * ND
T GISO | T/C%| ¢ mode
L pec.
2,4—D|am|np-§-meth N)\N H_I_C//o -5.45 |(mg/kg
yl-1,3,5 triazine )\ J\ I o
monoiodo acetate Hio” N Delta
1.39 I
1234567809 Range( )
XXOOOOO0o00 205




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11008 38 NO NO NO NO
GI50 T/C% mode
P1151 spec.
-4.38
(mg/kg Al
Delta c1
0.47 ( ) Y1 I
123456789 Range
XOXOOXOOX 0.79
10891 154 NO YES | YES| NO NO | NO NO | NO
: g GI50
Sclerotiorin - 4 (rrT/fI:A) spec. I mode
g/kg c2
" Delta Al
© f¢ | M|
123456789 Range Vi
XOXX XXX XX 0 E1 +




0.4

JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
NCS
11576 167 H\ & NO NO | NO| NO NO | NO NO | NO
GI50 T/C% | gpec. [ mode
compound-1 -4.04 |(mg/kg P
SEEE
= : Y1
1234567809 - Range( ) -
XOXNXNXX XXX




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10979 76 NO YES | YES NO NO NO NO YES
2 .| GI50 T/C% d
Astaxanthin 483 (mg/k(; spec.| | mode
monoester Q! VYN ; Y3
R: Oleic acid (C18:1) ester Delta A2
0.64 ( ) c2 I
1234567809 Range M2
NXOXXXNXXXX 0.89 E3
11119 76 NO NO NO NO NO | NO NO | NO
s .| GIS0 T/C% ode
Astaxanthin ):j 411 (mg/kg] spec. I m
- Delta
3.89 I
1234567809 Range( )
XOXNKNXX XXX 4
11308 76 ] NO NO | YES NO
Y| 50 | T/C%m | o mode
- A pec. |
Astaxanthin diester W 4 |(mg/kg
R: Main ester, Oleic acid Delta
18:1)
0.06 I
1234567809 Range( )
XOXXOOOOX 0.06




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11243 8 NO
(11S)-1,1-ethylenedi GIS0 | T/C% | gpec. mode
oxy-3b,14-epoxy-4a (mg/kg
-hydroxyeudesm-11 Delta
-enol2,6a-lactone I
1234567809 Range( )
OO000OXO0O0O
11244 8 NO
(11S)-1,1-ethylenedi GIS0 | T/C% | gpec. mode
oxy-3b,14-epoxy-4a (mg/kg
-hydroxyeudesm-12. Delta
6a-lactone I
1234567809 Range( )
OO0O0O0O0OXO0OO
11245 8 NO
(11S)-1,1-ethylenedi GIS0 [ T/C% | gpec. mode
oxy-3a (mg/kg
-hydroxyeudesm-4(1 Delta
4)-enol2,6a-lactone I
1234567809 Range( )
OO000OXO0O0O
11277 8 NO
(115)-2a GISO | T/C% | spec. mode
-Bromo-3-oxoeudes I IE=| X (mg/kg
mano-12,6a-lactone i -O_< Delta
O I
1234567809 Range( )
OXOOOOO0OO
11278 8 NO
2a GI50 T/C% spec. mode
-Bromo-3-oxoeudes : % X (mg/kg
m-11(13)-eno-12,6a é)‘é) Delta
-lactone
( ) 1
123456789 Range
OXOOOO0O00O
11279 8 NO
o GIS0 | T/C% | spec. mode
-Bromo-3-oxoeudes (mg/kg
m-11(13)-eno-12,6b Delta
-lactone
( ) I
1234567829 Range

OXOOOoooad




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11280 8 NO
(+)Tuberiferine GIS0 | T/C% | spec. mode
: H < (mg/kg
6\( Delta
1234567809 o Range( ) -
OXOOOO0O00O
11281 8 | NO
3-Oxoeudesm-11(13) Om/ GI50 T/C% spec. mode
-eno-12,6a- lactone ; Igl X (mg/kg
b\( Delta
1234567809 o Range( ) I
OXOOOO0O0OO
11282 8 NO
3-Oxoeudesm-11(13) GIS0 | T/C% | gpec. mode
-eno-12,6b- lactone (mg/kg
Delta
1234567809 o Range( ) -
OXOOOO0O00O
11283 8 NO
3,3-(Ethylenedioxy)- GISO | T/C% | gpec. mode
eudesm-11(13)-eno- (mg/kg
12,6b- lactone Delta
1234567809 Range( ) I
OXOOOO0O0OO
11248 75 NO
EUDES GISO | T/C% | spec. mode
(mg/kg
Delta
1234567809 ( ) I
Range




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10361 142 HO + NO NO NO
H GI50
ent-11a- i 596 T/C% | spec.| | mode
Hydroxy-16-Kauren-15- : (mg/kg
on Delta
0.51 I
1234567809 Range( )
XOXXXOOOO 0.84
11130 175 YES NO YES | YES NO NO NO YES
. GI50 T/C% | gpec. | mode
Kamebakaurin -5.48 |(mg/kg p
Delta poly.
0.43 M1 "
1234567809 Range( )
RORKRRRRKE 103 el
11131 175 NO NO NO YES NO NO N.D.| YES
. GI50 T/C% | gpec. [ mode
rabdophyllin G -4.74 | (mg/kg P
Delta c1 poly.
0.63 ( ) M1 I
1234567829 Range
XOXXXXXXX 0.84 E1
11132 175 YES YES | YES| YES NO NO NO YES
. GI50 T/C% | gpec. | mode
henryin -5.53 |(mg/kg P
ly.
Delta c1 poly
0.57 ( ) M1 I
1234567829 Range
RORKRRRRKE 104 -
11133 175 NO NO YES | YES NO NO NO YES
— GI50 T/C% | gpec. [ mode
oridonin -4.83 (ma/kg p
Delta c1 poly.
0.74 M1 I
1234567809 OH Range( )
XOXXXXXXX 0.97 E1
11134 175 NO NO NO NO NO NO NO NO
. . GI50 T/C% | gpec. | mode
Lushianosin -4.03 (ma/kg p
Delta
0.48 I
1234567809 Range( )
NXOXXXNXXXX 051




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11090 7 7z | NO
i GI50 T/C% | ¢ mode
-2 3- pec.
Squalene-2,3-oxide | -4.4 |(mg/kg
Delta
0.37 I
123456789 Range( )
XOOOOOOOooOo 0.77
11091 7 t
GI50 T/C% | ¢ mode
pec.
Squalene -4.5 |(mg/kg
Delta
0.66 I
123456789 Range( )
XOOOOOOooo 1.15
7238 64 NO
GI50 T/C% | spec. mode
Delta
123456789 Range (>400) -
OXOOOO0O00O




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10665 3 YES*
GI50 T/C% | ¢ mode
; pec.
OSw-1 HO’%/ i -8.25 [(mg/kg
y CHJ_Q_( Delta
1.75 I
123456789 Range( )
XOOOOOoooo 4
10666 I NO
Ho GI50 | T/C%| ¢ mode
2 o pec.
OSW-32 -4.02 | (mg/kg
) . Delta
HoZ 0.37 !
123456789 H Range( )
XOOOOOOoOoOo 0.39
11064 YES* NO NO NO
GI50 T/C% | ¢ mode
i} pec. |
GC-5 -5.83 (mg/kg
Delta
1.9 I
123456789 Range( )
XOXXXOOOX 3.73
11065 YES NO NO NO
GI50 T/C% | ¢ mode
; pec. |
GC-8 . -6.14 (mg/kg
ot Delta
e 1.57
1234567809 51 Range( ) I
XOXNXXOOOX 2.89
11301 * NO
GI50 T/C% | ¢ mode
_ pec.
TE-5 i . M -5.74 |(mg/kg
= M Delta
" 0.07 I
123456789 Range( )
XXOOOOOooOo 0.11
11088 7 NO
GI50 T/C% | ¢ mode
_ pec.
7-ketoncholesterol -4.99 |(mg/kg
Delta
HO 0.6 I
123456789 Range( )
XOOOOOOoOoOo 0.91




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11089 7 +
H GI50 T/C% mode
25-Hydroxycholeste 491 Spec.
rol : (mg/kg
J::@\\_e Delta
" 1.28 ’
1234567809 Range( )
XOOOOOOooad 219
10951 16 NO NO
GI50
3-Acetyl-2-(3'-hyd 4 T/;:IZA) spec. mode
roxy-3'-methyl)glut (mg/kg
arylcrustulinol Delta
0.09
1
1234567809 Range( )
XOXOOOOOO 0.09 E1
10864 19 . 9 NO
N GI50
(24R)-cycloartane-3b 484 T/C% | spec. mode
,28-diol-24-one : (mg/kg
Delta
"o '\CHZOH 051 ”
1234567809 Range( )
XOOOOOOooad 0.66
8144 28 \T/\/\/ *
H I | 650 | T/c%
oH spec. mode
YS-59 2.2 | (marke p
. Delta
‘!” 0.79 I
1234567809 Range( )
XOOOOOOOad 171
YSG-319 e ! GISO T/C% spec. mode
' PRI -4.79 |(mg/kg
o | Delta
o 0.8 I
1234567809 Range( )
XOOOOOOooad 133
8146 28 \F/\/\ +
YSG-326 < l/ GISO T/C% spec. mode
) /lj -4.88 |(mg/kg
Delta
" 0.97 :
1234567809 Range( )
XOOOOOOOad 12




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10300 28 +
H GI50 T/C% | ¢ mode
. pec.
e d)EVY |
)\/:i/ Delta
Ho af 0.41 0
1234567809 Range( )
XOOOOOOooad 097
7235 64 . NO
RE—O—CHZ GIS0 T/C% | spec. mode
Ho (mg/kg
ﬂ o Delta
OH ”
1234567809 Range(>400)
OXOOOOO0O0
7236 64 R NO
oHe0H GISO | T/C% | spec. mode
HO (mg/kg
OH ”
1234567809 Range(>400)
OXOOOOO0OOa
10366 75 on NO
XEST-B § ~| G150 | T/C%| spec.| | | mode
(mg/kg
Delta
“MOoH
1
1234567809 Range( )
OO00OXOOO0O0O
10825 75 NO
ZT1-EA7-1 GIS0 | T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range( )
OO000O0OXO0OO0
11250 81 o V| YES
£ GISO | T/C% | ¢ mode
pec.
€109 cHe on -6.57 |(mg/kg
{ Delta
HoH 0.52 "
1234567809 : Range( )
XOOOOOOOad 1.42




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11376 82 N i NO NO NO [ NO
. j GI50 T/C% | spec. mode
cerevisterol -4.19 |(mg/kg P
Delta
ﬁHOH 0.4 I
123456789 Range( )
XOOOXOOXKX 0.59
11377 82 NO NO NO | NO
. GI50 T/C% | gpec. mode
ergosterol perpxide -4.15 |(mg/kg P
Delta
0.54 I
123456789 Range(
XOOOXOOXKX 0.69
11665 100 * NO NO
. GI50 T/C% | spec. mode
SR16234 ):IEEQ q -5.81 |(mg/kg
o Y | Delta
0.29 I
123456789 Range( )
XOOOXOOXO 0.41
10423 | 134 I NO
CH3
GI50 T/C% mode
MPA OCOCH; spec.
e ﬁ (mg/kg
Delta
lHS ( ) 1]
123456789 Range
OOO00000x0
10424 134
A GI50 T/C% | spec. mode
(mg/kg
Delta
' [
L
1234567809 : Range( )
OO000000XxO
11258 153 M NO
GI50 T/C% | gpec. mode
Gymnasterone B ! -4.24 |(ma/kg P
° Delta
© 0.63 I
123456789 Range( )
XOXOOOOOoO 0.87




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11259 153 YES
GI50 T/C% | gpec. mode
Dakasterone A \ 541 (mo/kg p
Delta
0.35 I
1234567809 Range( )
XOOOOOOooad 0.97
11492 159 ) YES NO NO NO NO | NO NO | NO
L GI50 T/C% | ¢ mode
. pec.| |
Dioscin Tgv,d:():tgjﬂ‘ -5.23 |(mg/kg
4;1:5% Delta
" 0.4 I
1234567809 Range( )
NOXKXXXXXX 0.83
11493 159 ) YES NO NO NO NO NO
GI50
AT-8(Lilagenin o \(:lé:&kd ey T/;:l:/" spec.| | mode
chacotrioside) B ’%\/ i (mg/kg
% ‘i' Ny Delta
Bz 0.8 "
1234567809 Range( )
XOXXXXOOX 1.03
11494 159 NO NO NO NO NO NO NO NO
. GI50 T/C% | gpec. | mode
Aculeatioside A -4.01 (ma/kg p
Delta
0.19 I
1234567809 Range( )
NOXKXXXXXX 0.2
11495 159 NO NO NO | N.D. NO NO
GI50
NOD-11(Vespertiline e Md{ji;( 401 T/;:l:/o spec.| | mode
chacotrioside) #’%’ : (mg/kg
71 Delta
- 0.36 r
1234567809 Range( )
XOXXXXOOX 0.37
11496 159 YES NO | NO| NO NO | NO YES
. . GI50 T/C% | gpec. | mode
Cilistoside A -4.96 (ma/kg p
Delta
0.43 I
1234567809 Range( )
NOXKXXXXOX 0.71




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10045 161 NO NO NO NO YES| NO
ZO-O-b OH \/Y 35703 T/C% Spec_ | mOde
-D-glucopyranosyl-20( - (mg/kg
S)-protopanaxadiol Delta
- 0.17
1234567809 ( ) -
Range
RORKRORKO 003
10046 161 e NO NO NO YES| NO
B \/Y GISO [ T/C% | spec.| | mode
-L-Arabinopyranosyl(1 (mg/kg
-6)b o Delta
-D-glucopyranosyl]-20( I
1234567809 Range( )
OOXXNXOXXC
10047 161 . NO NO NO YES NO
20-0-[a Y [ o0 | T/c% | spec.| | | mode
-L-Arabinofuranosyl(1 (mg/kg
~6)b o Delta
-D-glucopyranosyl]-20( I
1234567809 Range( )
OOXXXOXXC
10048 161 o 7&\/\( NO NO NO NO YES| NO
OH N
GISO | T/C% mode
20(S)-Protopanaxat spec. |
riol( ) b -4.7_|(mg/kg
Ho Delta
H 0.15
1234567809 ( ) I
Range
ROXRRORKO 538
10427 161 NO NO NO NO | YES NO
oH © GI50
Majonoside-R2 T/C% | spec.| | mode
(mg/kg
Delta
1234567809 ) ot ( ) -
- Range
OOXXX XXX
10442 161 Vv + NO | NO| NO | NO| YES| NO
GI50
20(S)-Protopanaxat f a1 T/;:IZA) spec. I mode
riol oxide Il -~ |(mg/kg
Delta
HO//\ 0 1
1234567809 5 Range( )
XOXNKNXXXX[] 0




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10562 161 | =] NO | NO
GI50
Hexaacetyl-20-0-B T/;:l:/o spec. mode
-glueopyranosyl (mg/kg
protoparaxadiol Delta
1
1234567809 Range( )
O00000XXO
11204 166 F YES NO NO NO
L " GI50 T/C% | gpec. | mode
Olitoriside ) N -7.61 | (mg/kg p
’S\/l’e’ T AT | Delta *
Y 0.39 !
1234567809 Range( )
XOXXXOOOO 117 +
AcQ,
11573 167 OH 40 YES NO | NO| YES| NO| NO| NO| YES
GI50
heteronemin 658 (Jéfl:z spec. [ mode
| Delta poly.
0.35 I
1234567809 7 Range( )
NXOXKXXXXXX 1
10153 176 * NO NO NO NO
) ) 24| G150 [ T/C% | spec.| | | mode
Ritterazine B woundi I';l&,}y -6.67 |(mg/kg P
o p$:|~ é Delta
2.75 I
1234567809 Range( )
XOXXXXOOO 3.42
10154 176 *
: - W& | G150 | T/C% | gpec. mode
Ritterazine H wo |E;:lj§j5 -6.18 |(mgrkg p
p g Delta
1.13 I
1234567809 Range( )
XOOOOOOoOod 1.31
10410 184 j'* NO
ELB1 Spec.
0 i j -4.02 [(mg/kg
&
Delta
F 0.26 I
1234567809 Range( )
XOOOOOOoOdnOo 0.28




JCI.No

3.97

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10411 184 i +

: ] GISO | T/C%| ¢ mode
pec.
ENB10 OH 412 |(mg/kg
Z
Delta
F 3.85 I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11215 8 NO NO
GI50
11(15->1)abeo-taxi e T//C:/" spec. mode
nine NN-1 : (mg/kg
Delta
0.4 I
1234567809 Range( )
XOOOOXOOO 0.69
11216 8 o NO NO
0, GI50
2(3->20)abeo-taxine Q  QMe: 18 T/C% | spec. mode
NA-2 “ ph | _—%- 1€ [(Mmg/kg
Aco™ < H Delta
Sac 0.74 ’
1234567809 Range( )
XOOOOXOOO 0.92
11217 8 s
o A o 8" GI50
7-epicephalomannine /=<'\§H . 715 (Jé/cl:g Spec. mode
e %gzb“ Delta
0.75 I
1234567809 Range( )
XOOOOOOooad 19
11218 8 NO NO
h 'IQAC GI50 0
taxine NA-1 Me, T/C% spec. mode
(mg/kg
L H Delta
1
1234567809 Range( )
OXOOOXOOO
11219 8 NO
Ac Ac
taxine NA-3 Ve, GISO | T/C% | spec. mode
(mg/kg
e a: Delta
1
1234567809 Range( )
OO000O0OXO0OO0
11220 8 NO
Ac OAc
taxine NA-4 O NHMe GIS0 T/C% spec. mode
(mg/kg
Aac H Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11221 8 . NO
AcO C
\_J
taxine NA-5 0 NHMe GIS0 (Jéfl:/g; spec. mode
o 7 o Del
B Bac elta
( ) 1
1234567809 Range
OO000O0OXO0OO0
11222 8 NO
GI50
taxine NA-6 (r;g/flz/; spec. mode
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
11223 8 NO NO NO NO YES
) AcQ QAc GI50 1/C% oo | -
taxine NA-8 O NMe; -4.64 (mg/kg pec.
peo OH Delta
0.44
( ) 1
1234567809 Range
XOXXXXOOO 0.72
11224 8 on NO
AcQ ¢ 0Ac
i \ GIS0 T/C% mode
taxine NA-11 Qe spec.
3 (mg/kg
© H 3al H Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
11225 8 NO
GI50
2(3->20)abeo-taxine T/;:l:/" spec. mode
NA-1 (mg/kg
Delta
( ) 1
1234567809 Range
OO000O0OXO0OO0
11226 8 YES NO NO NO YES
Ac QAC
d GI50
taxinine NN-1 ) & 33 (r;g/flz/; spec. [ mode
AcO™ Y ©
A &y Delta
0.43 I
1234567809 Range( )
NOXXXXOOO 13




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11227 8 on YES
AcO
I
taxinine NN-3 o GIS0 T/C% | spec. mode
A “o? \ (mg/kg
° i Delta
1
1234567809 Range( )
OO000O0OXO0OO0
11228 8 YES
GI50
taxinine NN-4 (r;g/flz/; spec. mode
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
11229 8 NO YES
GI50
taxinine NN-7 474 (Jéfl:z spec. mode
Delta
0.6
1234567809 ( ) I
Range
XOOOOXOOO 093
11230 8 NO
GI50
taxinine NN-8 (rgéf:g spec. mode
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
11231 8 NO
2(3->20)abeo-taxini GIS0 T/;:l:/" spec. mode
ne NN-1 (mg/kg
Delta
1234567809 ( ) I
Range
OO000O0OXO0OO0
11232 8 NO
GI50
2(3->20)abeo-taxini T/fli% spec. mode
ne NN-2 (mg/kg
Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11233 8 A . YES
C! c
. ({ fQ GI50 T/C% mode
3,11-cyclotaxinine N e‘ o) Spec.
NN-2 ‘ N oG (mg/kg
7 MO dac Delta
1234567809 ( ) -
Range
O0O000OXO0O0O
11234 8 YES
GI50
2-deacethoxy T/;:IZA) spec. mode
taxinine B (mg/kg
Delta
I
1234567809 Range( )
OO0O0O0OXO0OO
11235 8 NO
AcQ  QAAC
GI50
2" -desacetylaustros 0 NMe, T/;:l:/" spec. mode
picatine A i o (mg/kg
HO Delta
1234567809 ( ) -
Range
O0O000OXO0O0O
11236 8 J\/\ + NO | YES| NO | YES
" | Gis0
Taxinine NN-11 465 (r;g/flz/; spec. I mode
Delta
s 7 0.86 ( N i
123456789 Range
XOXXXXOOO 151
11237 8 NO
ACC{ OAc
GI50
taxinine E mo (Jéfl:z spec. mode
AcO L.}
i k/\Q Delta
( ) I
123456789 Range
O0O000OXO0O0O
11238 8 ACO\ NO NO
GI50
taxuyunnanine C (r;g/flz/; spec. mode
Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
A
11239 8 ] NO
GI50
yunnanxane OAc (Jéfl:z spec. mode
Oﬁ Delta
1234567809 H Range( ) -
O0O000OXO0O0O
11240 8 A N | NO YES
GI50
14-(2'-Me)buthyryl bAc T/C% | spec. mode
) A -4.53 |(mg/kg
oxy-2,5,10,triaceth F 6AC
oxyl-4(20),11-taxa o) Delta
diene 0.51 "
123456789 Range( )
RROOOROOO ol
11241 8 YES
GI50
2,5,10,-triacethoxy T/;:l:/" spec. mode
-14-propionyloxy-4 (mg/kg
(20),11-taxadiene Delta
123456789 0 Range( ) -
O0O000OXO0O0O
11242 8 NO
GI50
14-isobuthyryloxy- . T/;:IZA) spec. mode
2,5,10,triacethoxy- 3 (mg/kg
4(20),11-taxadiene o Delta
jﬁ C I
1234567809 Range
OO0000XxXO0O0
11272 8 NO
Sy GI50 0
taxine Il Q  NMe T/C% | spec. mode
(mg/kg
A Delta
( ) I
1234567809 Range
OXOOOO0O00O
11273 8 ) NO
¢ oAc
ifi L GISO | T/C% mode
t f spec.
axagifine . o (ma/kg
NS Delta
123456789 Range( ) -




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11274 8 NO
AcO !OAC
taxinine o GIS0 T/C% | spec. mode
N oA (mg/kg
N H 0:c Delta
1
1234567809 Range( )
OXOOOO0O00O
11275 8 NO
taxinine A GISO T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OXOOOO0O0OO
11276 8 NO
. GI50 T/C% | ¢ mode
pec.
taxuspine W ACO-- (mg/kg
Delta
1
1234567809 Range( )
OXOOOO0O00O
11347 8 NO
2(3- GISO | T/C% | spec. mode
20)abeo-taxinine (mg/kg
NN-3 Delta
I
1234567809 Range( )
OO0O0O0OXO0OO
11348 8 NO
\ ¢ oAc
taxinine NN-9 o GIS0 T/C% | spec. mode
- (mg/kg
e Delta
1234567809 Range( ) I
O0O000OXO0O0O
11349 8 NO
taxinine NN-10 0 GISO | T/C% | spec. mode
(mg/kg
o
T Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11350 8 A} NO
GI50
2a-Hydroxy-5a,10b,14 T/C% | spec. mode
b ‘ ) (mg/kg
-triacetoxy-4(20),11-tax : 2 Oac| Delta
adiene H HO "
123456789 "% ( )
Range
O0O000OXO0O0O
11351 8 YES
taxusin GIS0 T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0O0O0OXO0OO
11443 8 YES
GI50
10-deacetyl taxinine (Jéfl:z spec. mode
Delta
1234567809 ( ) I
Range
O0O000OXO0O0O
11444 8 NO
taxinine NN-13 GISO | T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0O0O0OXO0OO
1144 YES
° 8 Ac({ OAc
taxinine NN-12 GIS0 T/C% | spec. mode
(mg/kg
Delta
1234567809 ( ) I
Range
O0O000OXO0O0O
11446 8 NO
2-desacetoxy GISO | T/C% | spec. mode
taxinine E (mg/kg
Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11447 8 YES
AcQ  QAc
. GI50 T/C% mode
taxuspine Z mez (ma/kg spec.
AcO” N "| Delta
OH
1
1234567809 Range( )
OO000O0XO0O0O
11448 8 YES
AcQ ?/-\C Ac
2-desacetoxy > o GIS0 (r;g/flz/; spec. mode
taxinine J
AcO™ H Nph Delta
I
1234567809 Range( )
O0O000OXO00O
11449 8 YES
5-cinnamoyloxy-10- G50 T/;:l:/" spec. mode
acetoxy taxcin Il (mg/kg
Delta
1
1234567809 Range( )
OO000O0XO0O0O
10031 75 NO
DATXN B > o we | G190 | T/C% | gpec. mode
° I (mg/kg
L. Delta
I
1234567809 Range( )
O0O000OXO00O
10032 75 NO
TX42534 GISO | T/C% | spec, mode
(mg/kg
Delta
1
1234567809 Range( )
OO000O0XO0O0O
10033 75 o o NO
\ OAc
7ATXN A 4 GISO | T/C% | gpec. mode
ACOa o NMe, (mg/kg
)ﬁ)\vn Delta
ACC{. HO ”
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10034 75 NO
- o NMe Spec.
TAXSP-H i (maskg
. Delta
1
1234567809 Range( )
OO0O00OXO0O0O
10256 75 NO
TAXSPO GISO | T/C% | gpec. mode
(mg/kg
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
10257 75 NO
TYNTIN GISO | T/C% | gpec. mode
(mg/kg
Delta
1
1234567809 Range( )
OO0O00OXO0O0O
10258 75 NO
10 DABAC Il GISO | T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
10259 75 NO
7EDATXL GISO | T/C% | spec, mode
(mg/kg
Delta
1
1234567809 Range( )
OO0O00OXO0O0O
10260 75 NO
19ATNNM GIS0 | T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10261 75 NO
TCSTIN Homn GIS0 (ng /C:/; spec. mode
Delta
1234567809 Range( ) I
OO000O0XO0O0O
10301 75 o on YES
TN-EP ;\‘ 0 eI%0 ( T/ fli% spec. mode
o s mg/Kg
v >
\/!‘ _,OOJI\/\F’h Delta
Bac
1234567809 ( ) I
Range
O0O000OXO00O
10302 75 AcO\ OAc NO
TNA-AEP GISO | T/C% | spec, mode
o) (mg/kg
.,O"OH Delta
- ( ) 1
123456789 Range
OO000O0XO0O0O
10303 75 NO
TNA-BEP G150 (r;éflzg spec. mode
Delta
1234567809 Range( ) I
O0O000OXO00O
10304 75 o o NO
N GI50 T/C% mode
TNDIOL =2:/(—\ spec.
o ¥, j\/\ (mg/kg
* o =
H\E;]'j ° | Delta
( ) 1
123456789 Range
OO000O0XO0O0O
10305 75 o on NO
TNTR1OL . Ny o 6150 (r;/ fli% spec. mode
%1 'OMPh 9/
- Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10306 75 NO
TNA-AEP-MS GISO | T7C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0O0O0O0OxOO0O
10307 75 OAc QA NO
\ H AcC
TAXSP-K - GIS0 | T/C% | gpec. mode
acomd Yo I\)\ (mg/kg
& F-. OH| Delta
HO % OAc
© [
123456789 Range( )
OO0O000xOOO0
10308 75 NO
TAXSP-L GISO | T7C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0O0O0O0OxOO0O
10309 75 NO
S e G50 | T/C%
TAXSP-M o /k° spec. mode
AcO 1 ‘OJv\Ph (mg g
o Delta
I
123456789 Range( )
OO0O000xOOO0
10310 75 NO
2DADCTJ GISO | T7C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0O0O0O0OxOO0O
10311 75 o NO
7EPTXL N o 3R e | G190 | T/C%| spec. mode
AL (mg/kg
H 7| Delta
&82 OAC
I
123 6 7 8 Range ( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10312 75 NO
TATXI GISO | T/C% | spec. mode
(mg/kg
Delta
1234567809 Range( ) I
O0O000OXO0O0O
10313 75 NO
OAc QH
29DATNN 0‘2:‘@‘;] o GIS0 (r;g;;::g spec. mode
] I
H 5"' © | Delta
H
( ) I
123456789 Range
OO0O0O0OXO0OO
10345 75 NO
TAXSP Q GISO (r;é/ci/; spec. mode
Delta
1234567809 Range( ) I
O0O000OXO0O0O
10346 75 NO
TAXSP R GISO | T/C% | spec, mode
AcOs- (mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXO0OO
10347 75 NO
AcO\ QACCC))HAC GI50 T/C% 9
TAXSP S -m%,v—J\‘/H o o | spec. mode
o4 | (mg/kg
%‘OMF’“ Delta
AcO
( ) 1
123456789 Range
O0O000OXO0O0O
10348 75 o oncOAC NO
f A
TAXSP T t., O ¢ o GIS0 (n://CIZA) spec. mode
oo X, Jv\ g/Kg
AR ° ' Delta
AcO
( ) I
123456789 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10370 75 NO
N ACO\ Faa . GI50 T/C% spec. [ mode
~" [JV\Q Delta
1
1234567809 Range( )
O00OXOO0O0O0O
10507 75 NO
TXSP-5A7 GISO T/C% spec. mode
(mg/kg
Delta
I
1234567809 Range( )
O0O000OXO00O
10508 75 NO
TXSP-S7D GISO | T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range( )
OO000O0XO0O0O
10509 75 AcQ PAc (‘)Ac NO
TXSP-7112 [ GISO | T/C% | spec, mode
HO s . (mg/kg
A "l Delta
VA
Ach ( ) I
123456789 Range
O0O000OXO00O
10510 75 NO
BHB-TXL GISO | T/C% | spec, mode
(mg/kg
Delta
1
1234567809 Range( )
OO000O0XO0O0O
10511 75 NO
TXSP-SGA AcQ  QAc . . GI50 T/C% Spec. mode
JI\/I\O (mg/kg
| Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10512 75 NO
© TR Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10513 75 A O NO
BACC-3 GISO T/C% spec. mode
HOw=- (mg/kg
i L 5, °| Delta
Ac
"o 6Bz ”
1234567809 Range( )
OO00O00O0OXO0O0O
10514 75 BZO\ }?AC NO
GI50 T/C% mode
TXSP-A11 spec.
° . (mg/kg
! A 'l Delta
HO Ac ||
1234567809 Range( )
OO000O0OXO0OO0
10573 75 AcQ  OAC NO
TN-DE % spec.
L AN 0N (mg/kg
H "0 (0]
H bac Delta
TN-DE !
1234567809 Range( )
OO00O00O0OXO0O0O
10574 75 NO
TTES GIS0 | T/C% | spec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10575 75 ACQ QA YES
TTES-BE . GIS0 | T/C% | spec. mode
(mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10576 75 ACO  QAc YES
TTES-AE GISO | T/C% | spec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10577 75 NO
TA-BE spec.
(mg/kg
Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
10578 75 NO
TO-200H GISO T/C% spec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10579 75 NO
TO-20AC GISO T/C% spec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
10580 75 NO
c OAc
TNSEM \A_f—\] GISO T/C% spec. mode
% OAO/\’SIM83 (mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10581 75 YES
Ac OAc
TNBOM _ /’ GISO [ T/C% | spec. mode
o v N~ (mg/kg
Lind Delta
OAc
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10582 75 ACO\ onc NO
TNBOM-AE =, I GISO | T/C% | spec. mode
203 rL,OAO,Bn (mg/kg
T H o Del
H OAc eita
( ) 1
1234567809 Range
OO0O00OXO0O0O
10583 75 NO
TNA-25YHF G150 (r;éz:g spec. mode
Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
10584 75 NO
TNA-56ENE 6150 (r;glcl:/; spec. mode
Delta
1234567809 Range( ) I
OO0O00OXO0O0O
10585 75 NO
TNA-47DEN 6150 (r;éflzg spec. mode
Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
10586 75 o NO
TNCP-E A3 \9 GISO T/C% spec. mode
' o S (mg/kg
HI\;/Ilﬁ\’r Pl Delta
OAc
( ) 1
1234567809 Range
OO0O00OXO0O0O
10587 75 NO
TNCP-Z spec.
© o (mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10761 75 NO
TNN 910 CIN GISO | T/C% | spec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXOOO
10762 75 NO
TNA 13 CIN i GISO | T/C% | spec, mode
O/\)\a ) (mg/kg
LA Delta
1234567809 Range( ) I
OO0O0O0OXO0OO
10763 75 NO
5 OTNAMM GISO | T/C% | spec, mode
(mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXOOO
10764 75 AcQ  QAc NO
.I ' GI50 T/C% mode
spec.
TNA epl13 OH . ) (mg/kg
A "l Delta
. !
1234567809 Range( )
OO0O0O0OXO0OO
AcO OAc
10765 75 NO
TNA-2CIN o N o G150 (ng/cig spec. mode
H i\!/\/O Delta
1234567809 Range( ) I
OO0O0O0OXOOO
10766 75 NO
TNA-DIMER GISO | T/C% | spec, mode
(mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10767 75 AQ QA NO
TNA13 OH ! GISO | T/C% | spec, mode
HOv~-- . (mg/kg
| Delta
g T
ACE) ( ) ”
123456789 Range
I o o > o
10816 75 NO
TNN910 MONO CIN GISO | T/C% | spec. mode
(mg/kg
Delta
I
123456789 Range( )
OO0000XxXO0O0
10817 75 > NO
TNN 2 CIN-910 AND : GISO | T/C% | spec. mode
° J\?\@ (mg/kg
! )/\):j Delta
I
1234567809 Range( )
I o o > o
10818 75 j JV\O NO
TNN 2910 CIN ) . GISO | T/C% | spec, mode
o ] (mg/kg
i )A/O Delta
I
123456789 Range( )
OO0000XxXO0O0
10819 75 NO
TXZPD-A GISO | T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
I o o > o
10820 75 NO
TXZPD-B GISO | T/C% | gpec. mode
(mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10821 75 NO
TXZPD-C GISO | T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
I o o > o
10822 75 NO
TXZPD-D GISO | T/C% | gpec. mode
(mg/kg
Delta
I
1234567809 Range( )
OO0000XxXO0O0
10823 75 YES
TXZPD-G GISO | T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
I o o > o
10824 75 YES
TXZPD-H L GISO | T/C% | spec, mode
Homn (mg/kg
H J\/\O Delta
I
123456789 Range( )
OO0000XxXO0O0
10855 75 NO
TNA13EPI-CIN2 N < T GIS0 | T/C% | gpec. mode
OA)\C’ )\/\o (mg/kg
e Delta
I
1234567809 Range( )
I o o > o
10856 75 NO
ACO\ OA(
TNA13EPI-CIN1 ¢ GISO | T/C% | spec. mode
O/\)\e ) (mg/kg
" Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10866 75 o NO
TNA13a0H5Bz 0 GISO | T/C% | spec. mode
o (mg/kg
1
1234567809 Range( )
O0O000OXO0O0O
10868 75 s NO
TNA13aBz i GISO | T/C% | spec, mode
o H (mg/kg
1 Delta
I
123456789 Range( )
OO0O0O0OXO0OO
10869 75 TS o
TNA2Bz910AN o j GIS0 | T/C% | gpec. mode
(mg/kg
ES" Delta
1
1234567809 Range( )
O0O000OXO0O0O
10870 75 C NO
GISO | T/C% mode
m— oaVas.
2iom \ o (mg/kg
° JV\O Delta
- I
123456789 Range( )
OO0O0O0OXO0OO
10871 75 e NO
TNA-5Bz-bEP 0 GIS0 | T/C% | spec. mode
° (mg/kg
i )\O Delta
1
1234567809 Range( )
O0O000OXO0O0O
10872 75 o NO
TNA-5Bz 0 GISO | T/C% | spec, mode
° (mg/kg
H )\O Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10873 75 o NO
TNA-5Bz-aEP o GIS0 T/C% | spec. mode
° (mg/kg
H Delta
1
1234567809 Range( )
OO000O0OXO0OO0
10881 75 NO
TA513bBz RS GISO | T/C% | spec. mode
O"\’ J\O (mg/kg
e Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
10882 75 . NO
TA25Bz ° o GIS0 | T/C% | gpec. mode
(mg/kg
5 Delta
1
1234567809 Range( )
OO000O0OXO0OO0
10883 75 0 ° NO
TA5910Bz O)\\ ?J\O GISO | T/C% | gpec. mode
o (mg/kg
° J\O Delta
" Ac |I
1234567809 Range( )
OO00O00O0OXO0O0O
10884 75 oG A YES
T5910MIX . GIS0 | T/C% | spec. mode
Bz (mg/kg
4 !A Delta
(R1=H, R2=Bz or R1=Bz, R2=H mix) ( ) ”
1234567809 Range
OO000O0OXO0OO0
AcQ OAc
11149 75 \ : NO
35DIENE GISO | T/C% | spec, mode
o (mg/kg
Delta
" I
1234567809 AcD Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11150 | 75 NO
319CP GISO | T/C% | gpec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXOOO
11151 75 NO
520DIOX GISO | T/C% | gpec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXO0OO
AcO
11152 75 £ NO
5ALD GIS0 | T/C% | gpec. mode
(mg/kg
Delta
1234567809 Range( ) I
OO0O0O0OXOOO
AcO OAc
11153 75 \ I NO
2420 ORT o GISO | T/C% | spec. mode
| oH (mg/kg
H ; A Delta
s /
7L" ( ) I
1234567809 Range
OO0O0O0OXO0OO
11154 75 NO
5ALD-DIM e OL GISO | T/C% | gpec. mode
OH‘; o (mg/kg
oL . Delta
1234567809 Range( ) I
OO0O0O0OXOOO
10049 86 PN ore NO
O-cinnamoyl-taxicin 0-2 GISO | T/C% | spec. mode
| triacetate —7 o (mg/kg
nd g \O/L7 Delta
1234567809 o Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10050 86 NO NO
GI50
4a,20-epoxy taxinine H (r;]rg/’fl:/; spec. mode
Delta
123456789 ( ) -
Range
OO0O0OXXOOO
10051 86 YES NO NO | YES| NO NO
GI50
9,10-di deacety! A4 T/;:IZA) spec. mode
taxinine : (mg/kg
Delta
0.99
( ) 1
1234567809 Range
RORORRREO e
10052 86 NO NO
GI50
2,9,10- tri deacetyl T/;:l:/" spec. mode
taxinine o (mg/kg
Delta
Ph ( ) ”
123456789 Range
OO0O0OXXOOO
10053 86 NO
4a-Br, 20 hydroxy GIS0 T/C% spec. mode
taxinine H (mg/kg
Delta
( ) 1
1234567809 Range
OO000O0XO0O00O
10284 86 NO NO NO | YES| NO NO
. GI50 T/C% mode
t C spec.| |
axuspine (mafk
Delta
( ) I
123456789 Range
OOXXX XXX
10285 86 NO NO
9,10-dideacetyl G150 T/;:IZA) spec. mode
taxuspine C (mg/kg
Delta
123456789 Range( ) -




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10286 86 "R on NO NO
N G50
2,9,10 trideacetyl |o T/;:l:/" spec. mode
taxuspine C ° (mg/kg
--.,O,(/\ Delta
Ph ( ) I
123456789 Range
OO0O0OXXOOO
10287 86 NO NO
14B3 acetoxy GISO | T/C% | spec. mode
taxuspine C (mg/kg
Delta
1]
123456789 Range( )
OO000XXOOO
10288 86 NO
4B ,20 epoxy GISO | T/C% | spec. mode
taxinine (mg/kg
Delta
123456789 ( ) -
Range
I o = o o
10289 86 NO NO | NO NO
4a ,20 epoxy GI50 [ T/C% | gpec. mode
taxinine (mg/kg
Delta
( ) 1
1234567809 Range
OO000XXXXC
10292 86 NO
40 ,20 epoxy GISO | T/C% | spec. mode
taxinine A (mg/kg
Delta
( ) I
123456789 Range
I o = o o
10293 86 NO
40 ,20 epoxy GISO | T/C% | spec, mode
2-deacetyl 9,10 (mg/kg
isopropylidenebisdea Delta
cetyl taxinine A ( ) I
1234567809 Range

I o > o o




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10531 86 AcO OAc NO NO NO | YES NO
Taxinine A \ G150 (Jé/cl:g spec. mode
-, Delta
OH
123456789 ( ) -
Range
OOXOXXXXC
10532 86 AcQ OAC NO NO NO
GI50
Taxinine H T/;:IZA) spec. mode
photo-product (mg/kg
Delta
OAc
123456789 ( ) -
Range
OOXOXXOOO
10533 86 + NO NO NO
GI50
9,10-Diacetyl 416 T/;:l:/" spec. mode
9-benzoyl taxinine i (mg/kg
Delta
0.96
123456789 ( ) -
Range
XOXOXXOOO 115
10534 86 NO NO NO
GI50
5-Benzoyl taxinine A (r;g/flz/; spec. mode
Delta
123456789 ( ) -
Range
OOXOXXOOO
10535 86 NO YES | YES
GI50
5-Benzoyl taxinine A T/fl:/" spec. [ mode
photo-product (mg/kg deool
Delta poly
1234567809 ( ) -
Range
OOXOXXOOO
10536 | 86 o L NO NO | NO
GI50
9,10-Dibenzoyl e T/fli% spec. mode
taxinine : (mg/kg
Delta
2.95
( ) I
123456789 Range
XOXOXXOOO 307




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10537 86 NO NO NO
GI50
9,10-Dibenzoyl o T/;:l:/" spec. mode
taxinine (mg/kg
photo-product Delta
1
1234567809 Range( )
OOXOXXOOO
10538 86 NO [ NO NO
20-Bromo,4a GIS0 T/;:IZA) spec. mode
-hydroxyl taxinine (mg/kg
Delta
I
1234567809 Range( )
OO0000XXXO
10539 86 NO NO NO
GI50
9,10-Isopropylidene T/;:l:/" spec. mode
taxinine (mg/kg
Delta
1
123456789 Range( )
O0O0000XXXO
10540 86 NO NO [ NO NO
GI50
2-Deacetyl! taxinine (r;g/flz/g] spec. mode
Delta
I
1234567809 Range( )
OO000XXXXC]
10541 386 Ao NO NO
N 4O0Ac
GI50
5-Oleyl taxinine A T/C% | spec. mode
AN o (mg/kg
HAC6H
1
1234567809 Range( )
O0O00000XXO
10558 86 NO NO NO
GI50
Taxinine o (r;glflzg spec. mode
Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10589 36 NO NO
2-Deacetyl 3'5001 T/C% | spec. mode
20-acetoxy 4 i (mg/kg
a ,22,23-trihydrox Delta
y taxinine 0.24 ( ) "
1234567809 Range
XOOOOXOOO 0.25
10590 86 NO NO
9,10-Diacetyl GISO | T/C% | spec. mode
10-benzoyl taxinine (mg/kg
photo-product Delta
123456789 ( ) -
Range
OO000XXOOO
10591 86 NO NO
9,10-Diacetyl GISO | T/C% | spec. mode
10-benzoyl taxinine (mg/kg
Delta
1234 7 ( ) 0]
34567809 Range
OO0O0OXXOOO
10592 86 NO NO
9,10-Diacetyl GISO | T/C% | spec. mode
9-benzoyl taxinine (mg/kg
photo-product Delta
( ) 1]
1234567809 Range
OO000XXOOO
10593 86 NO NO
GI50
2-Deacetyl taxinine T/;:l:/" spec. mode
photo-product (mg/kg
Delta
1234 7 ( ) 0]
34567809 Range
OO0O0OXXOOO
NO NO
10594 86 ACO\ _OAc
Taxinine A GIS0 T/C% | spec. mode
photo-product (mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10595 86 |c,Hs0CO NO | NO
OCOC,H
9,10-Dipropionyl \ 2 G150 T/;:l:/o spec. mode
taxinine (mg/kg
Delta
I
1234567809 Range( )
OO0O0OXXOOO
10596 86 NO NO
9,10-Dipropionyl GIS0 T/;:IZA) spec. mode
taxinine (mg/kg
photo-product Delta
I
123456789 Range( )
OO000XXOOO
10829 36 NO NO
GI50
2-0-Benzoyltaxinine (Jéfl:z spec. mode
Delta
123456789 ( ) -
Range
OO0O0OXXOOO
10830 86 NO NO
GI50
2-0-Benzoylrtaxuspi T/C% | spec. mode
ne C (mg/kg
Delta
( ) 1]
123456789 Range
OO000XXOOO
10831 86 NO NO
GI50
2,5-Dibenzoyltaxinin T/C% | spec. mode
eA (mg/kg
Delta
C L
1234567809 Range
OO0O0OXXOOO
10832 86 NO NO
GI50
2,5-0-Dibenzoyltaxu T/C% | spec. mode
spine C (mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10833 86 NO YES
GI50
22,23-Dihydtrotaxin T/C% | spec. mode
ine (mg/kg
Delta
1
1234567809 Range( )
O00O0XXOOO
10834 86 NO | YES
GI50
22,23-Dihydrotaxus T/C% | spec. mode
pine C (mg/kg
Delta
1234567809 ( ) I
Range
OO0O0OXXOOO
10835 86 NO NO
GI50
5-Cyclohexanecarbo T/;:l:/" spec. mode
nyltaxinine A e} (mg/kg
O-b Delta
1234567809 ( ) I
Range
O00O0XXOOO
10836 86 NO | YES
GI50
5-Cyclohexanecarbo T/;:IZA) spec. mode
nyltaxuspine C o (mg/kg
Delta
1234567809 ( ) I
Range
OO0O0OXXOOO
10837 86 Ac NO | YES
DAc
=\, GI50
4'-Phenylbutyltaxini )(V T/C% | spec. mode
ne A }?Q (mg/kg
Ae %_(O/\/ Delta
1234567809 ( ) I
Range
O00O0XXOOO
10838 86 NO | YES
GI50
4'-Phenylbutyryltax T/;:IZA) spec. mode
uspine C (mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10839 86 NO NO
Taxinine H G150 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range( )
O000XXOOO
10840 86 NO NO
9,10-0-Deacyl-2-O-benz GISO | T/C% | gpec. mode
oyltaxinine (mg/kg
Delta
I
1234567809 Range( )
O00O0XXOOO
10841 86 NO NO
GI50
13b -Hydroxytaxinine A (Jéfl:z spec. mode
Delta
1
1234567809 Range( )
O000XXOOO
10842 86 NO NO
GI50
13a -Hydroxytaxinine A (r;g/flz/; spec. mode
Delta
I
1234567809 Range( )
O00O0XXOOO
10843 86 NO NO
GI50
4(20),5(6),11(12)- T//C;/O spec. mode
Trienetaxane (mg/kg
Delta
( ) 1
1234567809 Range
O000XXOOO
10844 86 NO NO
13-Anti-hydroxyimi GIS0 T/;:IZA) spec. mode
notaxinine A (mg/kg
Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11108 86 NO
AcO OAc
{ GI50
Taxinine A > o T/;:IEA) spec. mode
cyclohexylacetate ‘.,O JI\/O (mg/kg
o iH Delta
H OAc
( ) I
123456789 Range
I o o > o
11109 86 NO
AcO  QAc
i GI50 Y
Taxinine A Xg\:b o (r;glfkg spec. mode
cyclohexylpropionat -
e i O [ooa
( ) 1]
123456789 Range
OO0000xXO00
11110 86 NO
heoy ¢ GI50 0
Taxinine A . T//Ck/" spec. mode
cyclohexylbutyloate ¢ ~0J\/\/<:> (mg/kg
0" VH Sac Delta
( ) I
123456789 Range
I o o > o
11111 86 NO
AcO  QAc
H GI50 9
Taxinine A ) o T/;:kA) spec. mode
phenylpentanoate 4 .OJ\/\/\Ph (mg/kg
W Gac Delta
« !
123456789 Range
OO0000xXO00
11112 86 NO
3 H GISO | T/C% mode
4,20-Dihydrotaxinin \ o e PeC:
e "o A ph (mg/kg
o 1 H Delta
H OAc
1234567809 Range( ) -
I o o > o
11113 86 NO
Aoy BV G50 | T/C% ode
4,20,22,23-Tetrahy \ o eoyReS:
drotaxinine ,,.O/]j\/\Ph (mg/kg
o {H Delta
H OAc
123456789 Range( ) -




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11114 86 NO
GI50
4,20-Dihydrotaxinin T/C% | spec. mode
eA (mg/kg
Delta
I
123456789 Range( )
I o o > o
11385 86 NO
B¢ GI50
9,10-Dideacetyltaxi . T/C% | spec. mode
nine A )\/\O (mg/kg
5-0O-phenylpropionat | ° o Delta
: « ) I
123456789 Range
OO0000XxXO0O0
11386 86 NO
Taxinine A o GIS0 T/C% | spec. mode
5-0-(pyridin-3-yl)p )\/\(j (mg/kg
ropionate e A| Delta
1234 7 ( ) 0]
3456789 Range
I o o > o
11387 86 NO
N GI50
9,10-Dideacetyltaxi 0 T/C% | spec. mode
nine A J\/\(j (mg/kg
5-0-(pyridin-3-yl)p e A| Delta
ropionate ( ) I
123456789 Range
OO0000XxXO0O0
11388 86 NO
Taxinine A o GIS0 T/C% | spec. mode
5-0-(guinolin-3-yl)a (mg/kg
te Ac v Delta
( ) I
1234567809 Range
I o o > o
11389 86 NO
Taxinine K 0 GIS0 T/C% | spec. mode
5-0-(guinolin-3-yla | (mg/kg
te ° e » Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11540 86 YES
Taxinine A ico T o GISO | T/C% | spec. mode
5-0-(p-fluoropuemyl : OA/\O_F (mg/kg
)propionate O™ bac Delta

I
1234567809 Range( )
O0O000OXO0O0O
11541 86 YES
Taxinine A SR ° GISO T/C% spec. mode
5-0-(p-Methoxypnen /4 ~,O)\/©_0Me (mg/kg
yDpropionate H OAc Delta

I
1234567809 Range( )
OO0O0O0OXO0OO
11542 86 NO

AcQ  OAc

Taxinine A N o GIS0 | T/C% | gpec. mode
5-0-(2-Furyl)propio ‘ -.o)k/XOJ (mg/kg
nate oA AN Delta

I
1234567809 Range( )
O0O000OXO0O0O
11543 86 o YES
Taxinine A 9 GIS0 T/C% | spec. mode
5-0-(Indol-3-ylpropi| AL TH "")\/\%W (mg/kg
onate Delta

I
1234567809 Range( )
OO0O0O0OXO0OO
11557 86 NO
Taxinine K \ACQ T o GIS0 | T/C% | gpec. mode
5-0-(p-methoxy)ben ) «O)'\Q_OMQ (mg/kg
zoate H Oac Delta

I
1234567809 Range( )
O0O000OXO0O0O
11558 86 NO
Taxinine K gy o GISO | T/C% | spec. mode

i A O mg/kg

5-0-(p-nitro)benzoa ) o NO, (
te o H ac Delta

I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11559 86 YES
AR/ GI50
Taxinine K o 3 o T/;:l:/o spec. mode
5-0-(p-fluoro)benzo O)I\Q—F (mg/kg
ate o H BAc Delta
1
1234567809 Range( )
OO000O0OXO0OO0
11632 128 * NO NO | YES YES
N\
T GI50 | T/C% mode
TX-21 M H BOCammNH o OH Spec. |
SO Ph‘ 1 ) ! CH,SOH -7.97 (mg/kg
b 7 nd Delta depoly
' 1.3
( ) 1
1234567809 Range
XOXXXOOOO 3.27
11633 128 * NO NO | YES YES
o N’_\\I—ME
GI50 T/C% mode
TX-82 MSOH B LAY spec.| |
asor| ~8-03 [(mg/kg
- ST i ) >4 Delta depoly
1.18
( ) 1
1234567809 Range
XOXXXOOOO 321
11634 128 * NO NO | YES YES
GI50 T/C% spec. | mode
TX-85 MSOH 8.02 | (ma/kg p
Delta depoly
1.33
( ) 1
1234567829 Range
XOXXXOOOO 3.36
11500 164 +
GI50
Paclitaxel derivative . 5t (r;élcl:z spec. mode
Delta
0.79
1234567809 ( ) I
Range
XOOOOOOooad 263
10075 182 NO NO
NO1 spec.
° (ma/kg
Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10076 182 NO NO
GI50 T/C% | ¢ mode
pec.
nez (mg/kg
Delta
1
1234567809 Range( )
OOXOXOOOO
10077 182 - NO NO NO
NQ3 spec.
SPh -4.43 (mg/kg
Delta
Lo | 036 !
1234567809 Range( )
XOXOXOOOO 0.79
10078 182 NO NO
GI50 T/C% | ¢ mode
pec.
Hes (mg/kg
Delta
1
1234567809 Range( )
OOXOXOOOO
10079 182 NO NO
GISO | T/C% mode
N spec.
© (mg/kg
Delta
1
1234567809 Range( )
OOXOXOOOO
10080 182 NO No
GI50 T/C% | ¢ mode
pec.
NQ7 -4.61 (mg/kg
Delta
0.35 I
1234567809 Range( )
XOOOXOOOO 051
10081 182 i NO
NQ8 H ﬂ GISO T/C% | spec. mode
(C2Hs)3Si0— OCH3 (mg/kg
H3CO. O “ocHs | Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
Ph
10082 182 {—Bu—8i—0 NO
y o GISO | T/C% mode
% spec.
NQ9 424\,0% (ma/kg
HBC_S_“Q\ il Delta
éHs/ OCH; "
1234567809 Range( )
OO000O0XO0O00O0
10084 182 NO NO NO
pec.
NQ13 -4.36 (mg/kg
Delta
0.62 I
1234567809 Range( )
XOOOXXOOO 0.98
10085 182 NO NO NO
GI50 T/C% | ¢ mode
pec.
NQ14 (mg/kg
Delta
1
1234567809 Range( )
OOXOXXOOO
10086 182 NO
GISO | T/C% mode
NO1 spec.
QLo (mg/kg
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
ne e
10087 182 . c}éi\ CHa NO NO
NQ16 o GISO | T/C% | spec. mode
(mg/kg
o OCHs Delta
HaCO OCH3
1234 ( ) I
34567809 Range
OO000O0XXOOO
10088 | 182 | el 1. NO
NQ17 spec.
° (mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
(o)
10089 182 /ll\/ NO NO
H\| GI50 T/C% | ¢ mode
pec.
NQ18 )L\/sph (ma/kg
Delta
HiCO~/ "OCHs
( ) 1
1234567809 Range
OO000O0XXOOO
(o)
NO NO
10093 182 B /‘Il\/ _
0,
NQ22 /‘le/sph T/C% | spec. mode
AcOm (mg/kg
Delta
e Oonc
( ) 1
1234567809 Range
O000XXOOO
10094 182 NO
GI50 T/C% | ¢ mode
pec.
NQ23 (mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10095 182 NO
GISO | T/C% mode
NQ24 spec.
° (mg/kg
Delta
1234567809 Range( ) I
OO00O00O0OXO0O0O
10096 | 182 NO
GI50 T/C% | ¢ mode
pec.
NQ25 (mg/kg
Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10097 182 NO
GIS0 T/C% mode
NO2 spec.
Q20 (mg/kg
o - Delta
( ) 1
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10098 182 NO | NO
GI50 T/C% | ¢ mode
pec.
NQ27 (mg/kg
Delta
1
1234567809 Range( )
OO000O0XXOOO
10099 182 NO
NO2 spec.
Q28 (mg/kg
Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
10100 182 o NO
NQ29 GI50 T/C% spec. mode
sh (mg/kg
o~ _ons| Delta
H3(><CH3 I
1234567809 Range( )
OO000O0OXO0OO0
(o)
10101 182 NO
NQ30 HO GISO | T/C% | spec, mode
Hoems —sph (mg/kg
o . Delta
-LBr ( ) ”
1234567809 Range
OO00O00O0OXO0O0O
OH
10102 182 P cn NO | NO
NQ31 o | VI GISO [ T/C% | spec. mode
o sph (mg/kg
oo L, Delta
o ..
1234567809 Range( )
OO000O0XXOOO
10103 182 NO NO
NQ32 spec.
© HOmm ‘ OCH; (mg/kg
HaCO Delta
& O ““OCH;
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
CH2CH3
10262 182 HiCH2C—Gi—CH2CHs NO
't GI50 T/C% mode
spec.
NQ40 " (mg/kg
Bn Delta
O. “OBn "
1234567809 Range( )
OO000O0OXO0OO0
10263 182 YES
GISO [ T/C% mode
N spec.
039 (ma/kg
y Delta
1234567809 A/\) Range( ) I
OO00O00O0OXO0O0O
10264 182 NO
GI50 T/C% mode
NQ38 spec.
SPh (mg/kg
‘0(CH,),0Bz | Delta
1234567809 Range( ) I
OO000O0OXO0OO0
10265 182 NO
NO37 spec.
© (ma/kg
.. Delta
1234567809 cl:> Range( ) I
OO00O00O0OXO0O0O
(o]
10266 182 YES
HO. GI50 T/C% mode
NQ36 spec.
ACOmam S—Q (mg/kg
AcO, Delta
(Y o™ -
1234567809 7 Range( )
OO000O0OXO0OO0
10267 182 YES
GISO [ T/C% mode
N spec.
% (ma/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10268 182 YES
GI50 T/C% | ¢ mode
pec.
NQ34 (mg/kg
Delta
( ) 1
1234567829 Range
OO000O0OXO0OO0
10269 182 ° YES
o GIS0 T/C% | ¢ mode
Ho, pec.
NQ33 o S—O (mg/kg
"o \b/\/OH Delta
« !
1234567809 Range
O0O000OXO00O
10278 | 182 | | /'\/I\ * NO | NO
] GIS0 T/C% | gpec. mode
NQ41 Ho -4.09 (mg/kg P
e Delta
" e~ | 0.93 0
1234567809 Range( )
XOOOXXOOO 1.02
BzNH O
10281 182 o ! o * NO NO
HO GI50 T/C% | gpec. mode
BZO— SPh Delta
ACQ\" 'O\/\OH 0.57 I
1234567809 Range( )
ROOORROOO 107




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11322 1 NO NO NO NO
GI50
Quinovoside A 5} on (r;élcl:/é spec.| | | mode
b-D-Fuc-(4 - 1)-b-D-Glc- & Delta
0.41
( ) 1
1234567809 Range
XOXXXOOOO 0.42
10994 21 oh | YES
GI50 T/C% spec. mode
1577-33C 428 | (masig>
Delta
H HO 0,
HOH, .| 0.94 I
1234567809 H Range( )
XOOOOOOoOad 1.43
6884 145 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range(>100)
OXOOOOOOad
10647 157 +
- . H GI50 T/C% mode
betul d (BA Spec.
etulinic acid (BA) oon| -4-64 |(ma/kg
! wo | Delta
y 0.6
( ) 1
1234567809 Range
XOOOOOOoOad 1.24
10826 | 180 ,Q:g?\ NO No | no| no | v No| N
Hooc N GI50 T/C% spec. | mode
NOB-H-8 @ X -4.08 (mg/kg p
P Delta
% o 0.36 Al
1234567809 Q Range( ) I
XOXXXXXXX 0.44 +
10827 | 180 ,Q;?‘;} NO No | no| o | ono
GI50 T/C% | gpec. | mode
NOB-H-9 ) — 419 (mg/kg p
P Delta *
Y 0.4
1234567809 Q Range( ) I
NOXXXXOOX 0.58 +




JCI.N

(0]

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10128 105 NO NO | YES| NO NO
GISO | T/C% mode
TK-1 Spec. |
-4.42 (mg/kg
Delta
0.39 I
123456789 Range( )
XOXNXKXXOOO 0.81 +
10129 105 NO NO | YES| NO NO
R GIS0 T/C% spec. | mode
TK-2 cHoH | -4.7 (mg/kg P
Delta
0.17
© H 1]
123456789 LIE-? Range( )
XOXX KX OO 0.44




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10527 22 *
GI50 T/C% mode
SA-11 spec.
-6.01 (mg/kg
Delta
0.79
( ) I
1234567829 Range
XOOOOOOOooOo 227
10671 132 YES NO NO | NO| NO NO [ +/-] NO
wJ 1-1 spec.| |
cwJ -5.7 (mg/kg
H,CO: \CH Delta
o 2.3
( ) 1]
1234567809 Range
MXXXXXXX[] 3.44 +




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11210 173 + NO NO NO NO NO NO NO | YES
H;3C =S CH2mCHomCH 2O H ) N saC S GI50 T/C% 9
01 spec. | mode
4-MITC 5.02 | (ma/kg p
H3C S (CH)) pmeN=C =5 =4
! Delta
0.57 M1
( ) 1
1234567829 Range
bz dzdzdd 0.03 £1
11211 173 YES NO NO NO NO NO NO NO YES
6 MITC H ComSemCH; .CHz CH; CH, _CH; _CH p NS G|50 T/C% Spec. | mode
B -5.41 (mg/kg
H3ComSem{ CHy) N mmCrm .
Delta
2.4 ( ) I
1234567829 Range
RRRRRRRRXE 310 £1
11381 173 NO YES
e CHa—j—(CHz)n—N—C—S . GI50 T/C% spec. mode
B -4.75 (mg/kg
CHz—ﬁ-CHZ-CHz—N=C=S Delta
0.19
( ) 1
1234567829 Range
ROROOOOOO 0.45 £>
11382 173 YES YES | YES| YES NO YES NO YES
ChmmnS e CH, ), =N o - GI50 T/C% spec. [ mode
8-MITC 5.38 |(ma/kg P
CH;.j.CHZ-CHZ-CHFCHZ-CHz-CHZ.CHZ-CHz-N-C_S Delta pO |y .
0.31
( ) 1
1234567829 Range
RORKRRRRKE 0.08 £>




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11319 1 NO NO NO NO
GI50
Strictifolione A o (r;élcl:/é spec.| | | mode
Delta
0.17 I
1234567809 Range( )
XOXXXOOOO 05
10742 4 NO NO NO NO NO NO NO YES
Ebel B W spec. I
belactone o de i) e A .| -4-04 [(mg/kg
omdd 17 b
Delta
0.57 I
1234567809 Range( )
XOXX XX XXX 061
10125 15 YES NO
. GI50 T/C% | gpec. mode
Cytostatin -5.99 |(mg/kg P
Delta
0.61 I
1234567809 Range( )
XOXOOOOOO 1.95
10435 49 . | ves NO | YES
GI50
desacethyluvaricin s (r;g/flz/; spec.| | mode
Delta
8 2.2 I
1234567809 Range( )
XOXXOOOOOo 3.23 +
10436 49 o . NO NO
GI50
squamocin (rrglclz/é spec.| | mode
Delta +
H H |I
1234567809 Range( )
OOXXOOOOO
10437 49 N | ves N | N no | N No| N
. GI50 T/C% | ¢ mode
pec.| |
uvaricin _4.55 (mg/kg
Delta
" 3.45 I
1234567809 Range( )
XOXXXXXX[] 4




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10698 63 NO
. . GI50 T/C% | gpec. mode
scyphostatin %\ 4.8 |(mgrkg p
\)\)\/'\/'\/WT“ Delta
0.42 I
1234567809 Range( )
XOOOOOOooad 0.69
10670 112 * NO NO NO NO | NO NO
M ve GI50 T/C% mode
HOK-AB552 spec. |
0 5529 o ° ve| -4.59 (mg/kg
©T e ™| Delta
1.75 I
1234567809 Range( )
NXOXNXXXXXX 235
10651 148 YES NO NO | YES NO NO NO
H H R GI50 T/C% spec. | mode
Pironetin :Hci SHci L. -7.85 (mo/kg p
YT TTT Delta poly.
0.76 I
1234567809 Range( )
XOXXXXXXO 271
11550 165 o o o YES YES | YES| NO NO [ +/- NO
. 01 08 BNLE g 1(!\1sz3 G|50 T/C% spec. | mode
Rasfonin Iji\)\)\( 5.63 |(mg/kg p
: ° S g 8 OH +
ot v Delta co
r 0.25 ) )| 2 '
1234567829 Range
RORKRX XXX 108 el
10338 180 YES* NO NO
d GI50
Reductoleptomycin A /?k) 917 (rr-g fl:z spec. mode
AN Delta
0.67 I
1234567809 Range( )
XOXOXOOOO| < 1.27
10745 213 YES NO NO NO NO NO NO
o e GI50 T/C% mode
EXI ’ o spec. I
G Q3 WCMDI;W _664 (mg/kg
) Delta
0.86 I
1234567809 Range( )
NXOXXXXXX[ 135




JCI.No

1.29

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10746 213 YES NO NO NO NO | NO NO
o o a on o GI50 | T/C% mode
GEXIQ5 3T " spec. |
Q ° | -7.45 (mg/kg
Delta
0.55 I
12345678 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11654 10 YES
o f"‘l GI50 9
TPU-0024A A A T/C% | spec. mode
TR a7
B‘J n Delta poly.
1
1234567809 Range( )
OO000O0XO0O0O0
10185 20 +
pec.
KF23540 51 (mg/kg
Delta
0.84 I
1234567809 Range( )
XOOOOOOoOad 1.22
10186 20 YES* YES
GI50 T/C% | ¢ mode
5 pec.
KF23543 = 5.49 | (mg/kg -
AT [pal 6
: Al I
1234567809 Range( )Ml
XOXOOOOOO 254
10187 20 +
pec.
KF24115 551 (mg/kg
Delta
0.98 I
1234567809 Range( )
XOOOOOOoOad 2.49
10188 20 YES
GI50 T/C% | ¢ mode
pec.
KF25706 6.22 | (ma/kg
Delta
g 1.19 "
1234567809 H Range( )
XOOOOOOooad 3.41
10189 20 +
GIS0 T/C% | ¢ mode
pec.
KF25711 -6.38 (mg/kg
Delta
1.35 I
1234567809 Range( )
XOOOOOOoOad 3.36




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10190 20 YES
GI50 T/C% | ¢ mode
pec.
KF29158 6.15 | (ma/kg
Delta
1.22 I
1234567809 Range( )
XOOOOOOooad 3.37
10711 21 YES*
GI50
Concanamycin B 6.4 (r;g/flz/; spec. mode
Delta
2.25 I
1234567809 Range( )
XOOOOOOOd| v-Atrase 3.65
7157 57 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 bcHs Range(o'S)
OXOOOOO0OOa
7158 57 NO
GIS0 T/C% spec. mode
(mg/kg
Delta
Y 1
1234567809 dons Range(0.5)
OXOOOOO0O0
7159 57 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 bcHs Range(o'l)
OXOOOOO0OOa
7160 57 NO
OHsz OCHD OCHD\g O :L G|50 T/C% Spec_ mode
0 EHz i N“I‘ (mg/kg
ke )\ News °| Delta
CHy O  OCHz
1
1234567809 Range(2.5)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7161 57 NO
OHC‘ZHa OCHO OCHD\g O ':(_ Glso T/C% SpeC_ mOde
o IHa o -1) (mg/kg
R T e rV°| Delta
1234567809 Range(2'5) I
OXOOOOO0OOa
7185 57 NO
oL (mg/kg
Delta
1234567809 Range(o'l) I
OXOOOO0O00O
7186 57 YES
BT LXTRITTNL L GIS0 | T/C% | gpec, mode
TR SR ¢ (mg/kg
I o DL- N S
s ’ o OCHs D I
. eta 1 120
1234567809 Range(o'l) I
OXOOOOO0OOa
-
10845 59 n NO
X GI50
Q52002B L T/fli%’ spec. mode
OH O o ¢ (mg 9
S Delta
( ) 1
1234567829 Range
O0OXOOO0O00O
10846 59 NO
GI50
Q52002C (TTZ/C;/S spec. mode
Delta
( ) 1
1234567829 Range
OOXOOO0O0O0
10677 65 Iy YES NO NO NO NO NO NO NO
0y o~
N ° GI50
SNOW-163A OHCHNQ\.« _\?’ 0 YO e 57 T/C% | spec.| | | mode
OH O \ &w -D. (mg/kg
ﬁo Delta
2.02 Y1 "
1234567809 Range( )
RRRRRRRXE 239




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10416 75 NO NO
GISO | T/C% mode
TZA " o spec.| |
HO OO . -6.47 (mg/kg
JY) - Delta
O ,O:j:}zw 0.42 I
1234567809 F Range( )
XOOXOOOOO 0.89 +
11531 82 YES NO NO | YES
oéH o CHg GI50 T/C% p
0 mode
baeomycenone /dﬁ)\ N (ma/kg spec. |
HsCo on °| Delta
H
I
123456789MEK Range( )
OO0OXOOXXX
10061 147 + NO
CHs CH: HLC, ,c G | 5 0
Pamamycin-649 . ’ 6 53 T/C% | spec. mode
MLt “[2-5° [(mg/kg
Y T mmemusren| Delta All
0.41 1 I
1234567809 Range( )
XOXOOOOOO 0.64 £1
10062 147 * NO
. GI50 T/C% spec. mode
Pamamycin-607 ¢ L 6.5 |(mg/kg p
g’_‘P: Delta
0.23 I
1234567809 Range( )
XOXOOOOOOo 0.42
10964 148 YES*
NK304248 3 | G180 | T/C% | spec. mode
g g -6.04 (mg/kg
)\/ Delta
0.72 I
1234567809 Range( )
XOOOOOOOdOo 155
10965 148 YES
- GISO | T/C% mode
NK30424A ) Spec.
f r -6.08 (mg/kg
e Delta
0.77 I
1234567809 Range( )
XOOOOOOoOooOo 16




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11017 148 YES
o GISO T/C% | ¢ mode
pec.
NK30424C X A o477 (ma/kg
’ " | Delta
0.57
( ) I
123456789 Range
XOOOOOooooOo 111
11331 150 NO YES
2 GI50 9
12-methylhapalosin /\/\/\:((:oiw -4.77 (f;gllfk/;] spec. mode
) "| Delta
0.06
« I
123456789 Range
ROOOOROOO o
11332 150 NO NO
° GI50 0
12-isobutylhapalosin /\/\/\:C(:Ofé 4.93 (rTTéfk/g; spec. mode
)ﬁp“ Delta
0.38
( ) I
123456789 Range
XOOOOXOOO 056
11333 150 NO NO
. o GI50 T/C% mode
12-(2-butyl)hapalosi N :i:l 485 spec.
: /\/\/\ﬁm - (mg/kg
”)_})\—Ph Delta
© 0.25
« I
123456789 Range
XOOOOXOOO 0.4
11334 150 | NO NO
7 GISO [ T/C% mode
12-thiomethylhapalo \ _Di?: 48 spec.
sin /\/\/\/CQHO —_{(mg7kg
—"| Delta
0.11
( ) I
123456789 Range
XOOOOXOOO 022
11335 150 NO NO
—< | ais0 9
12-benzylhapalosin /\/\/\:((:Ofm/ 488 (r;g/fk/g] spec. mode
) "| Delta
0.38
« I
123456789 Range
ROOOOROOO o




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11336 150 NO NO
. GI50 T/C% | ¢ mode
pec.
Hapalosin /\/\/\/(‘b—i\/ ~4.78 |(mg/kg
—P" Delta
° 0.17 I
1234567809 Range( )
XOOOOXOOO 0.28
10627 153 ' NO NO NO NO | NO NO
N J\/j/
- N~ GIS0 T/C% | gpec [ mode
Macrospelide E 4.03 pec.
- . k
N (mg/kg
Delta
o 0.6 I
1234567809 Range( )
NXOOXXXXX[ 0.63
11513 153 ﬁfp’ YES NO NO | YES NO YES
. - GI50 T/C% | ¢ mode
, BT pec. |
Elaiophylin W TY\AW -6.67 |(mg/kg
N _@ Delta poly.
0.07 I
1234567809 Range( )
XOXXXXOOX 0.38
11646 153 YES
& GI50 T/C% s mode
i, pec.
92D-XVI ) §> 5.92 | (ma/kg
WW Delta
0.62 I
1234567809 Range( )
XOOOOOOOad 0.99
11647 153 o +
v GI50 0
92D-VI| T\AJT'YLI:F(I e e T/C% spec. mode
Lp:; $ -O. (mg/kg
o Delta
\(2:“ 0.22 "
1234567809 Range( )
XOOOOOOooad 0.33
11648 153 +
io(Te150 | T/c% | o mode
; pec.
92D-XIII ] f)’ 5.72 | (ma/kg
OMW I Delta
0.08 I
1234567809 Range( )
XOOOOOOOad 0.21




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11572 167 o YES N | No| YES| No| No| No| YES
. ] GI50 T/C% | gpec. [ mode
latrunclin A -6.45 (mo/kg p
o Delta Cc1 poly.
" 1.4 M1
1234567809 o)_ Range( )| va I
NXOXKXXXXXX 315 +
11578 167 + NO NO | YES | NO
. . GI50 T/C% | gpec. | mode
laulimalide -7.92 |(mg/kg p
Delta c1 depoly
0.7 M1
1234567809 ( ) va I
Range
RORKRKOOO 3.6 £1
11580 167 YES NO NO YES NO
GI50
misakinolide A jpgad (r;élcl:/é spec.| | | mode
. Delta poly.
g 2.43
1234567809 \q Range( ) I
XOXXXXOOO| Faetn 4
10149 180 NO
. . GI50 T/C% mode
El hyl Spec.
aiophylin (ma/kg
Delta
( ) I
1234567829 Range
OO0O0O0000OXO
10336 180 YES* NO NO
GI50 T/C% mode
Lot.1475-23,CM;50 o e o Tlvuv spec.
B . | -6.55 |(mg/k
1 %f%\)iv (mg/kg
) Delta
1.45
1234567809 ( ) I
Range
XOXOXOOOOD) VATeese 245
10475 180 YES* NO NO NO NO NO NO
NOB-F-1 spec.| |
-6.55 (mg/kg
Delta
1.92
( ) I
123456789VATP Range
XOXXXXXK[| VATrese 285




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
H
10480 208 | J x NO
. ) o) GI50 T/C% | ¢ mode
- pec.
Halichlorine -4.7 |(mg/kg
Delta
Z CHa 0.79
( ) I
12345678 o OoH Range
XOOOOOOXO 1.15




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7155 36 YES
6@\ /C' GI50 | T/C% | gpec. mode
Ti (mg/kg
@/ \ Delta 128
Cl 1
1234567809 Range(go)
OXOOOO0O00
10054 62 @_O(H + N | YEsS| o | No | No | No| N
N N
Pyrimine Cuprous \/cr coon -(25008 T/;:IZA) spec. I mode
Choride Complex / - (mg/kg c2
HOOC, N\ Delta M2
H><_7_© S N sl
1234567809 Range vi
NXXXXXXXX[] 1.78
7125 80 YES
GI50 T/C% | spec. mode
[Au(Ado){P(CH,OH)3]]'NO 4 (mg/kg
Del
et 140
1234567809 (6.25) I
Range '
OXOOOO0O00
7126 80 YES
GI50 T/C% | spec. mode
[AU(GUO){P(CH20H)3}"NOs (mg/kg
Delta 151
1234567809 (6.25) I
Range '
OXOOOO0O00O
7127 80 YES
GI50 T/C% | spec. mode
AuClI [P(CH,0H),] (mg/kg
Del
elta 135
1234567809 Range(SO) I
OXOOOO0O00
7128 80 NO
GI50 T/C% | spec. mode
[Au(Cyd){P(CH,OH)3]I'NO (mg/kg
Delta
1234567809 Range(>20) .




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11463 122 NO NO NO NO NO
i sz et GISO T/C% mode
Bis(acetylacetonayo) \/ o 4.04 x spec. |
-[3,6-anhydro-a EO/\Rh/CO\R;p’ i (mg/kg
-methyl-1*,3",2"-0x e\ "O\SH Delta c1
aazaphospholinyl)-D- )\)\ 0.61 M1 r
1234567809 Range( )| va
XOXXXOOXO 0.64 E1
6836 216 cn YES
N
O—Pd — G- COOCH GI50 T/C% spec. mode
L COOCHs (mg/kg
ch—(/_? Delta

N / 128

| N I
123456789 CHoCH,OH Range( 25 )
OXOOOOO0O0




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10638 95 . . * NO
N—N—< GI50 T/C% mode
FJ-5005 \] spec.
-4.38 (mg/kg
Delta
crte 0.67 "
1234567809 Range( )
XXOOOOOOoOd 1.06
10639 95 ) NO
FJ-5006 - GISO | T/C% | spec. mode
T oo
‘L N Delta
1
1234567809 Range( )
OXOOOOO0O04a
10640 95 on YES
Nl GI50 T/C% | ¢ mode
R pec.
FJ-5007 _O -4.53 | (mg/kg
Delta
N2 3.07 "
1234567809 Range( )
XOOOOOOooad 3.6
10641 95 YES
i G50 | T/c% mode
EJ- N_N_C:O spec.
3-5008 6.02 | (ma/kg
- Delta
o 0.51 "
1234567809 Range( )
XOOOOOOoOad 1.33
10642 95 o NO
FJ-5009 N—O GISO | T/C% | gpec. mode
(mg/kg
Delta
0,NHC,H; I
1234567809 Range( )
OXOOOOOOad
10643 95 ) : NO
FJ-5010 GISO T/C% spec. mode
(mg/kg
SON/CZH5 Delta
e I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10644 95 o NO
N GI50 T/C% mode
FJ-5011 _N—O Spec.
> (mg/kg
Delta
0,NHCgH 13 I
123456789 Range( )
OXOOOO0O0OO;O
10645 95 o " NO
Non N_< GI50 T/C% mode
FJ-5014 jl spec.
(mg/kg
Delta
3 I
123456789 Range( )
OXOOO0O0O0O0
10646 95 o * NO
N GI50 T/C% mode
FJ-5015 _N—O Spec.
N -6.25 (mg/kg
Delta
O, 0.27 0
123456789 Range( )

0.83




JCI.No

1.69

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10900 174 YES
GI50 T/C% mode
Y-27022 O—CONH(CHz)BNHCO—Q\ 471 spec.
v N[ -4 (mg/kg
i
Delta
2.63 I
1234567809 Range( )
XOOOOOOoOod 334
10901 174 +
GIS0 T/C% mode
Y-26101 CONH(CH,)sNHCO Spec.
CreovereoY| 42 [moskg
Delta
1.49 I
12345678 Range( )
XOOOOOOoOdnOo




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10158 103 *
.| GI50 T/C% mode
MGS-001 Ny spec.
“”}"N’TIQ—CO’L’O'"'—, | -6-09 |(mg/kg
Delta
1.33 I
123456789 Range( )
XOOOOOoooo 2.05
10159 103 * YES| NO
.| GI50 T/C% mode
MGS-002 g n spec. [
Ay - | -6:22 |(mo/kg
" Delta
0.98 I
1234567829 Range( )
XOOXKXOOOO 2.26
10160 103 e
GI50 T/C% mode
MGS-003 e ! Spec.
Ay 0G| 2% |
Delta
1.4 I
123456789 Range( )
XOOOOOoooo 2.6
10161 103 *
.| GI50 T/C% mode
MGS-004 g n spec.
A R 6:24 [(my/kg
" Delta
0.99 I
1234567829 Range( )
XOOOOOOoOoOo 2.07
10162 103 e
GI50 T/C% mode
MGS-005 ¢ Spec.
Y| 548 [maskg
" Delta
0.69 I
123456789 Range( )
XOOOOOoooo 1.6
10314 103 + YES| NO
- o 1| GI50 T/C% mode
MGS-01 S H spec. |
GS O 5 H:SO' E H "’ h\:l -6.14 (mg/kg
Delta
1.1 I
1234567829 Range( )
XOOXKXOOOO 2.52




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10315 103 * YES| NO
o o #| GIS0 T/C% mode
s M N el spec. |
MS'247 H&o\/TWm'o- , _615 (mg/kg
oD “O= | Delta
1.07
( ) 1
123456789 Range
XOOXXOOOO 2.49
10316 103 YES YES| NO
o | GI50 T/C% mode
N — spec. I
MGS-017 ] AT | 67 ma/k
‘Q—gl())l : (mg/kg
Crasout Delta
1.3
( ) I
123456789 Range
XOOXKXOOOO 2.71




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10105 32 + NO
GI50
2'-deoxy-4'-C-meth e T//Cl:/" spec. mode
yleytidine =% 1(mg/kg
Delta
1.95
123456789 ( ) -
Range
XOOOOXOOO 254
10113 47 NO NO NO YES NO
GI50 T/C% spec. mode
TK-50I 478 (ma/kg p
Delta
0.34
123456789 ( ) I
Range
XOXOXOXXC 05
10636 a7 YES* NO NO NO NO NO NO YES
GI50 T/C% | gpec. [ mode
TK-278 5.8¢ | (maskg P
Delta
0.93
123456789 ( ) -
Range
XOXX XX XXX 1.76 +
10947 a7 NO
TKZ-223 G150 (r;éz:g spec. mode
Delta
I
123456789 Range( )
OO00000x0
10948 47 NO
GI50 T/C% | gpec. mode
TK-502 476 (ma/kg p
Delta
0.13
1234567809 ( ) -
Range
XOOOOOoooo 0.58
10967 47 YES NO NO NO NO | +/- YES
GI50 T/C% spec. | mode
YY-BR 5.72 | (maskg P
Ho— o Delta
1.1
123456789 n b ( ) I
Range
XOXNKNXXXCX 1.89




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
CH,
10368 75 01/’!‘\/N NO
pec.| |
APLS HsC/N\A)\\I (ma/kg
A Delta
( ) I
1234567809 H Range
O0OXOOO00O
11599 86 o NO
N
N2-Ethyl-2'-deoxyg ¢ JNS GISO | T/C% | spec. mode
uanosine-5'-monopho | N&%"° NN Snet| o4 [(mg/kg
sphate Delta
o 0 I
1234567809 Range( )
XOOOOOOoOooOo 0
11600 86 o) NO
NH
N2-Ethylguanosine-5 ¢ L Glio T/C% | spec. mode
*-monophosphate NazOsPO— o |7 SN NHEL] (mg/kg
-5_1 Delta
H H 0 I
1234567809 Range( )
XOOOOOOOdOo 0
OH
11354 116 :ﬁ\ NO NO | NO NO
é“ | o[ GISO [ T/C% | gpec. mode
AF-COF N | 202 |(masice p
i P Delta
] 0.72 .
1234567809 HO Range( )
XOOOOXXXO 0.74
NH
11355 116 <N \ZN NO NO | NO NO
<
GISO T/C% mode
FMA N ,\,/J spec.
-4.01
HO o (mg/kg
F Delta
0.46 I
123456789 HO CHg Range( )
XOOOOXXXO 0.47
(o]
11357 | 116 ¢ fg NO NO | No | No
A G50 | T/C%
- N P spec. mode
F-Oxo N*NHZ -4.03 (mg/kg
HO o)
Delta
0.51 I
1234567809 HO F Range( )
XOOOOXXXO 0.54




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
o]
10337 180 OJIN NO
N GI50 | T/Cc% mode
Oxanosine HZNJ\N N> -4.11 |(mgrkg Spec.
HOH,C
Delta
0.67 I
123456789 o o Range( )
XOOOOOooooOo 0.79
(0]
10001 187 N\)]\ YES NO
¢ 1 M| G50 | T/C% | spec. mode
le) C =CH
Ho N Delta
l\l_'/ 0.79 ( ) I
123456789 OH OH Range
XOOOOXOOO 208
10919 214 *
"y GIS0 | T/C% | gpec. mode
EM-2487 L‘:#&S,ﬁ\wco‘(b‘c -4.74 (mg/kg
X Delta
0.68 I
123456789 Range( )
XOOOOOooooOo 1.22




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10022 40 +
GI50 T/C% mode
MK-133 Spec.
-7.14 (mg/kg
Delta
0.86
( ) 1
123456789 Range
XOOOOOOoOod 2.87
10023 40 Jf)’ *
MK-144 vi‘i_\gj GIS0 | T/C% | spec. mode
oH -7.27 (mg/kg
J:]/ Delta
g 0.73
( ) 1
1234567829 x Range
XOOOOOooOooOo 3.06
10024 40 +
GI50 T/C% mode
MK-160 spec.
-4.89 (mg/kg
Delta
1.22
( ) 1
123456789 Range
XOOOOOOoOod 211
7207 85 NO
GI50 T/C% | ¢ mode
o pec.
Ad -5'- hosph
saimegerreree | |mo/kg
Delta
I
1234567809 Range(>400)
OXOOOOO0OO
7208 85 NO
GI50 T/C% | spec. mode
Adenosine-5'-monophosphate (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOO0O00
7209 85 NO
GI50 T/C% | ¢ mode
o pec.
Adenosine-5'-triphosphate
disodium salt (mg/kg
Delta
I
1234567809 Range(>400)
OXOOOOO0OO




1.21

I+

JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7210 85 NO
GI50 T/C% | spec. mode
éggitr):&:s(3')—monophosphate (mg/kg
Delta
I
1234567809 Range(>400)
OXOOOO0O0OO;O
OH
10463 104 y 5 NO
H,N.
GISO [ T/C% mode
2,3-dideoxyguanosin T 7 3 MY ) ° | _spec.
e 5-triphosphate HO"!_O_'!_O—P‘O\C 4 |(mg/kg
b b ey Delta
H H (0]
) ( ) I
1234567829 b Range
XOOOOOOoOoOo 0
11128 124 NO NO | NO | NO NO | NO NO
| G150 | T/c% | o mode
1 pec. |
oHreLs ] 2| -2.02 |(moske
) -'s_z’ Delta c1
0.43 ( ) Y1 I
1234567829 Range
XOXX XX XXX 0.46
11129 124 NO YES | YES NO NO NO NO
A GBS0 | T/C% [ spec.| | mode
UMPC16 _; D 241 (maskg p
i cs
| Delta A2
041 ( ) M1 I
1234567829 Range vi
XOXNKNXX XXX 0.82
11141 124 * NO | YES| NO NO [ NO NO
" GI50 T/C% | ¢ mode
e pec. |
AMPC 'f"lgjn -4.3 [(mg/kg
Delta
0.91 C1
( ) 1
1234567829 Range




JCL.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11300 26 NO
GI50
Furcreastatin & 73 (Jéfl:g spec. mode
Delta
0.12 I
1234567809 Range( )
XOOOOOOOdOo 0.18
11363 162 NO NO NO NO NO NO NO NO NO
GI50
Chitooligosaccharide T/C% | spec. [ mode
s (mg/kg
Delta
I
1234567809 Range( )
XXX X X X XXX
11481 204 NO NO NO NO NO | NO NO NO
GI50
Trigalacturonic acid 4 (Jé/cl:g spec.| | mode
Delta
0 1
1234567809 Range( )
NXOXXXNXXXX 0
11482 204 NO NO NO NO NO NO NO NO
GI50
Dodecagalacturoine T/C%
acid

spec. | mode

-4 |(mg/kg

XOXXXNXXXX

11483 204

Range ( )

Hexagalacturonic
acid

_ ; Delta
§‘:§ 0
123456789 .

GI50 | T/cw
-4 |(mg/kg

spec. | mode

Delta

Range ( )




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10126 15 o YES NO
GI50 T/C% spec. mode
IC101 7.9 (mg/kg p
Delta all
" 0.1 1
1234567809 ( ) I
Range
XOXOOOOOO 3.99
6708 18 NO
GIS0 T/C% spec. mode
(mg/kg
Delta
1234567809 Gl (>100) I
ucose Ra_r]ge
OXOOOOO0O04a
6874 18 P NO
Ho- & C”Q\/CH GI50 T/C% | spec mode
OmC=NH= CH= = N=CH .
A T (mg/kg
O o Delta
NH=C = (.IH— Ne= S—CH- CHz= CH3 | I
O CHOH O
1234567829 Range(O'OS)
OXOOOOOOad
6875 18 CHs /?H P NO
<':H2 CH, CH
Olf-NH—CH— —N—f/H GIS0 (r;/fli% Spec. mode
CH, [e) c= 0 g g
i“ W Delta
N G CHem Ne=C = CH=CH= CH,
L thow 6w ( 05) [l
1234567809 Range .
OXOOOOO0O04a
11036 26 YES*
GI50
polyoxypeptin A 6 (Jéfl:z spec. mode
Delta
0.68
1234567809 ( ) I
Range
XOOOOOOooad 1.47
11299 26 )3},52 YES | NO
} ) GI50 9
Chloptosin 748 (r;g/fk/;] spec. mode
Delta
0.43
1234567809 ( ) I
Range
XXOOOOOOO 1.45




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10472 65 . YES | YES | NO | YES| NO | NO YES
163D (I—JH\JOO %!‘ o ixo GI50 T/C% spec. | mode
U s -9.28 /k
A (mg/kg N
TAYTTYL Delta -
f
poe) 07> | 153 -
1234567829 Range(0.05)
NXXXXXXOO | oM kA 27
10473 65 YES| YES | No | YES| No | No | +/-| No | YES
o W I NS o GI50 T/C% mode
1 oY by spec.| |
63 C Unr} f:ol[)]lNo ) -7.35 (mg/kg
1 g
*4’!)‘;?"( " Delta 163
1.11 "
123456789DNA _ Range(loo)
NXXXXXXXXX 282 +
11544 65 YES YES NO NO NO NO NO NO YES
o WA IS GI50 T/C% mode
SW-163E A b‘r spec.| |
Ot s):jo];j o~ | 2936 |(mgrkg
! VY
XA O e [
0.62 - "
1234567809 Range(0.4)
NXXXXXXXXX gﬂﬁomyciim 2.55 £
11545 65 YES| YES [ no | No| No | No| No| No| YES
o ! GI50 T/C% mode
W-163F b)’ spec.| |
S 63 (III’TL’ S:CR O% N -9.64 (mg/kg
)X!X- " Delta 171
0.44 - "
123456789DNA _ Range(o'l)
NXXXXXXXXX ouinomycin 2131 +
11546 65 YES YES NO NO NO NO NO NO YES
A bY GISO | T/C%| gpec.| | | mode
SW-163G (IIr“ i’” 9.34 | (ma/kg P
VJq Delta
054 | 192 - "
1234567829 Range(0.05)
NXXXXXXXXX gﬂﬁomyc,im 2.39 *
10375 92 )*_)_O/‘O"’ YES NO YES NO | NO
e " GI50 T/C% mode
TI-444 ‘a-c Spec.
o {H -7.43 (mg/kg
é Delta poly.
0.87
1234567809 ‘ ( ) I
CHECHzN[CH(CHz)e]a  HCI Ra.r]ge
XOXOXOXXO 3.07




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10376 92 Y‘»(;Q‘“ YES NO YES NO [ NO
O HN GI50 T/C% mode
TI-148 spec.
o -8.47 (mg/kg
Delta poly.
o 0.57 I
1234567809 = Range( )
XOXOXOXXO 1.99
10515 100 o O_CHa_VaIJer YES NO NO NO NO NO NO
_Thr_D_VaI_Pro G|50 T/C% m d
ACTD ::; spec. [ ode
-8.74 (mg/kg
—Thr—D—VaI—Pru Delta
<! —cn3~¢a|—L 0.77 Y1l I
o)
123456789DNA _ Range( )
NXOXXXXXX[ >
10518 100 NO NO
Wod-1 CVSNKYFSNIHWC| G50 [ T/C% | spec. mode
_ (mg/kg
cycllc peptide Delta
1
1234567809 Range( )
O00000XXO
10037 118 YES
TK-001 GIS0 | T/C% | spec. mode
(mg/kg
Delta
I
1234567809 Range( )
O0O000OXO00O
10038 118 . Q NO
TK-002 j:o'cj'i' . O'Hié'i:;cﬂ GISO | T/C% | spec. mode
b m} (mg/kg
o i_!:LE_H:[é_E_L_c_CL /| Delta
et S L M
1234567809 Range( )
OO000O0XO0O0O
10039 118 e NO
R GI50 | T/C% mode
TK-003 Ciln i spec.
AL g (mg/kg
e C-{:LE_H:E_E_II_C_JJ </ Delta
o s & ( ) M
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10040 118 (P NO
TK-004 jN"’"'i'L 'E‘é'ﬁ'Aj” GISO | T/C% | spec. mode
A1 e (mg/kg
R | e
et St nd ( ) [l
1234567809 Range
O0O000OXO0O0O
10041 | 118 o NO
: GI50 9
TK-005 e Q. . T/ CkA) spec. mode
. ;_JLO-Ds-;-tTC::-;-!-;J-;f (mg/kg
O T Delta
H‘c_,l_g_e_k‘_:!_w_i_e_,!_c_CL}“?
LI !H‘HjC:L\CHz 8 ”
1234567809 s Range ( )
OO0000XxXO0O0
10042 118 Q@ NO
GI50 0
TK-006 bi;ﬁz Fus ¢ . T/C% spec. mode
\ B 2 Ji'i‘!'i"”i (mg/kg
o T -}“E\ Delta
YL A ~ I
1234567809 et o Range ( )
O0O000OXO0O0O
10043 118 A NO
B L QO
I I I A ) GISO [ T/C% | gpec mode
TK-007 == e pec.
N A o_g H (mg/kg
18 y A u <
H,C_L_z_l_f_;_ﬂ_i_z_m_c.ct »| Delta
LI S P
o S L ( ) 1
1234567809 Range
OO0000XxXO0O0
10044 118 (P (P YES NO
G e B 1 1 GISO0 T/C% mode
TK-008 1‘ 'y (| spec.
0 TR S -5.24
HCm i_!:Ls_é_EH_LE‘_ = Delta
s Yy 0.66 "
1234567809 Range( )
XOOOOXOOO 1.9
10913 118 o Q %) + NO | NO| NO | YES
neo M
o & o o He  CHaGH: GI50 T/C% d
[ S O O S 0| spec.| | mode
TKR1011 ] LA i -4.44 | (mg/kg p
nel e A &
i.ﬂhJ_c_g__s_CH_L_c_jH >+| Delta
LR JH;,C,C'”WA ’ 0.64
oF e e ( ) “
1234567809 Range
XOXNKNXXCCOX 1.08 +




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10443 | 160 | O "= NO No [ ND.| No | No| YES| No
A
i " ~~ " GI50 T/C% | gpec. [ mode
Stylostatin | ot ! OJ\N)' -4.02 |(mg/kg p
6 ’ )\/\ Delta
E 0.58
« !
123456789 Range
XOXNXNXNXXX] 0.59
10444 160 ® e NO NO | ND.[ No | No| YES| NO
A
. ~ GI50 T/C% | gpec. [ mode
Glyl B ° H:k'! O)\N/H -4.02 (mg/kg D
Stylostatin 1 o o
%_(/N "\ Delta
! VB’ 0.52
A ( ) [l
123456789 Range
XOXKXXXXX] 0.55
10445 | 160 | (J "= NOo | ND.| No | No| YES| NO
!
" ~~—" GI50 T/C% | gpec. [ mode
Gly2 : ° H:'\A oJ\N/” (mg/kg :
Stylostatin 1 é .
. 1" Delta
Ao~
) ( ) I
123456789 Range
OOXXNXNXXXC]
10339 180 v ] AN, YES NO
o _f\u GI50 | T/C% mode
i spec.
MA324(Destruxin E) CHO "o NH“/K] -4.67 | (mg/kg P
I :m I Delta
" 2.25
Hy ( ) ”
123456789 Range
XOOOXOOOO 2.92
10604 195 YES
o ¢ GI50 T/C% mode
o) spec.
FE399 ; 6.73 | (ma/kg
N Delta
¢ 0.09 I
1234567809 S—s Range( )
XOOOO0O00o0 0.2
10609 198 NO
e . GI50
Stevastelin A Wj;;é\; ¢ (r;g/flz/g] spec. mode
* )): Delta Al
Ci I
1234567809 Range( )
OOXOO0O0O00




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10610 198 NO
e o GI50
Stevastelin A3 \/\/\/\/\/\/M ¢ (Jéfl:z spec. mode
s ))f Delta Al
( ) C1 I
1234567809 Range
OOXOOO0O00O
10611 198 NO
ne i\ GI50
Stevastelin B \MM/\/M.;L (r;g/flz/; spec. mode
'l )); Delta
I
1234567809 Range( )
OOXOOO0O0OO
10612 198 NO
ne GI50
Stevastelin B3 \/\/\M/\/M _;k (rr-g fl:z spec. mode
3): )); Delta
Cl
1234567809 ( ) I
Range
OOXOOO0O00O
10613 198 NO
ne i1 GI50
Stevastelin C3 \/\/\/V\/\/\;(\)?E;; (r;-g/z:/; spec. mode
'IN )); Delta Al
( ) C1 I
123456789 Range
OOXOOO0O0OO
10902 213 )\g_( YES
’ } '~ 6150 | T/C% mode
spec.
CHAP12 Xy 7.83 | (maske p
g oz Delta
0.78 I
1234567809 Range( )
XOOOOOOOdOo 3.46
(o)

10903 213 O%,—(  |_YES N | N| N | N[ N| NO
CHAP31 ”Hm GISO | T/C% | spec.| | | mode
/\r OH‘ -7.72 [(mg/kg

Delta

0.74 I
1234567809 \ Range( )
XOXX XX XXX 208




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10458 38 YES YES NO NO YES NO
GI50
Gliotoxin pgey (r;élcl:/é spec.| | | mode
Delta
1234567809 - ( ) I
Range
XOOXKXXXXO 1.48 +
10377 41 Lo NO
GI50 T/C% spec. mode
TPS-A Ho H:NTp -4.01 (mg/kg P
Delta
0.31
1234567809 ( ) I
Range
XOOOOOOoOdnOo 032
10378 a1 yl NO
GI50 T/C% mode
TPS-B spec.
N W\!/D -4 |(mg/kg
A
Delta
1234567809 > ( ) I
Range
XOOOOOOooad 0
10379 a1 gl NO
GISO [ T/C% | mode
- pec.
DMFT-C ON % -4.5 |(mg/kg
! Delta
0.47
1234567809 ( ) I
Range
XOOOOOOoOdnOo 0.98
10380 41 0 NO
GI50 T/C% | ¢ mode
R pec.
FT-C co " \!/p -4.07 (mg/kg
Delta
0.47
1234567809 ( ) I
Range
XOOOOOOooad 0.53
10403 52 O/j/ﬂ\ * NO NO NO | YES NO NO NO
T GI50 T/C% mode
1 . spec.| |
960 -6.15 (mg/kg
) Delta depoly
o 0.49
« ) !
1234567829 Range
NXXXXXXXX[] 225




JCI.No

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11534 55 YES NO NO YES YES NO NO YES
1 GI50
(2,2)-dehydrophenyl N T/C% | spec.| | | mode
=7 " -7.83 [(mg/kg
ahistin,(Z,2)-3-benz X + I
ylidene-6-[[5-(1,1- ° Delta poly.
dimethyl-2-propenyl 0.74 ( ) - I
1234567809 Range
NXOXKXXXXXX 357
10470 102 o e + YES
- m GI50 | T/C%| spec | | | mode
Topostatin I}E% -4.11 |(mgrkg P
JY,““J\” Delta
T 2.25 '
1234567809 Range( )
XOOXOOOOOo 235
6657 138 ! NO
M
H--OTN:ECOONE GIS0 | T/C% | gpec. mode
CH7 o (mg/kg
OTE'_ coo Delta
H
1
1234567809 Range(>400)
OXOOOO0O00O
6658 138 NO
GI50 T/C% Spec. mode
(mg/kg
f Delta
I
1234567809 Range(>400)
OXOOOO0O0OO
6659 138 H NO
O N H GISO | T/C% | spec. mode
Hi.. jv\ ICOONa (mg/kg
N 0] Delta
H H
( ) 1
1234567809 Range
OXOOOO0O00O
H
6660 138 Oa N H NO
HT :\ECOON& GI50 T/C% | spec. mode
o N (mg/kg
Q Delta
1234567809 OH Range (>200) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
H NO
6727 138 | o N. ,COOC,Hs
GI50 T/C% | spec. mode
H H (mg/kg
N o Delta
I
1234567809 Range(>200)
OXOOOO0O0OO;O
H
6728 138 [ o . ,COONa NO
GIS0 T/C% spec. mode
H H (mg/kg
N o Delta
I
123456789 Range(>200)
OXOOO0O0O0O0
10157 | 1s3 O/j YES | No | YES| YES| No | NO
- H GI50 T/C% mode
Leptosin F / spec.| |
QI |82 |moskg
e Delt
o NCH, ea Y2
0.91 ( ) M2 I
1234567809 Range
XXX XXX 000 147
10254 153 % YES | NO | YES| YES| NO | NO | YES| NO
Y- G50 | T/c%
i OH spec. | mode
Leptosin C m g -7.41 | (mg/kg P
C[] Delta
r@'} Y3
Ao 1.14 M3
I
123456789 A Range( )
XXXNXNXXXMX[] 1.76 +
N
10255 153 3 YES| NO
Leptosin F | ' GISO | T/C% | spec. mode
R (mg/kg
N7 ):ENCH Delta
° I
1234567809 Range( )
OOO0000OXXO
11038 153 # ° NO NO NO
) NH GIS0 T/C% | gpec. mode
roquefortin i | L 4.5 |(mgrkg p
\ | Delta
I > 0.34 I
123456789 " Range( )
XOOOOOXXO 0.62




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11039 153 Z 9 NO NO NO
i H NH GI50 T/C% spec. mode
dihydroroquefortin } ) -4.06 |(mg/kg
" \ | Detra
H} 0.52 I
1234567809 Range( )
XOOOOOXXO 058
11043 153 \?<—c YES YES | YES| NO NO | NO
leptosin M l:p . GIS0 T/C% spec. I mode
: OH -5.25 (mg/kg
v
O\jﬁ!\r_c Delta M2
OJI : 0.54 ( ) Y2 I
123456789 Range
XOXNXXOXXC] 118
11044 | 153 N NO NO [ NO
leptosin | mg& GIS0 T/C% | spec. mode
) / -5.4 |(mg/kg
R [oem
AL 0.37
( ) I
123456789 Range
XOOOOOXXO 0.77
11092 153 NO
i GI50 | T/C%
isoroquefortin O[‘%Q)\NH | 2 (mg/fkg] spec. mode
H \!)YL_N/N) Delta
1.63
( ) 1]
123456789 Range
XOOOOOOoOoOo 197
10605 195 YES
o) GI50 T/C% spec. mode
F6345 I 6.8 |(mase p
H3C\"/ O)\i/N\CHs Delta
o] H20H 0.88
( ) I
123456789 Range

1.5




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
OH
10739 4 NO NO [ NO | NO NO | NO NO [ NO
Arphamenine B H,N—C==NH IS0 | T/C% | spec.| | mode
L 4 [(mg/kg
Delta
(CH2)3 sz 0
H H—CO—CH,-CH—COOH I
123456789 " 2 Range( )
XOXNXNXX XXX 0 E1




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11391 101 t NO | NO
y GI50 T/C% mode
PPLDu86 Spec. |
’ \’wa& -8-26 |(mg/kg
| | Delta
0.52 I
123456789 . Range( )
Dz Dzz«j o A 1.59
11392 101 YES
A GI50 T/C% mode
IPPDUS6 Y . spec.
u \QYKQY W -5.65 |(mg/kg
Noucis Delta
1.11 I
123456789 _ Range( )
XOOOOOO0O0] g "oa 2.24
11393 101 YES
o GI50 T/C% mode
PILDUS6 \flj) SPEC.
: n%@\ -7.56 (mg/kg
°°°°° Delta
0.44 I
123456789 _ Range( )
>z o A 2.34
11394 101 + NO [ NO
n o GI50 T/C% mode
IPLDU86 spec. [
Yﬁmg?\ -8.25 |(mg/kg
| **| Delta
1.1 I
12345678 09| . Range( )
RIOOXKKOOON] greme *oa 2.83
11395 101 YES
f GI50 T/C% mode
PPPDUS6 Yo . spec.
! ?YKQY gq -6.58 [(mg/kg
| Delta
1.32 I
123456789 _ Range( )
>z o A 3.9
11396 101 YES
; GI50 T/C% mode
IPDu86 " 4 spec.
u YKS\!/ -5.95 (mg/kg
1 Delta
1.09 I
123456789 _ Range( )
XOOOOO0O0O0] g, "oa 2.2




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11397 101 @ ooooo +
GIS0 T/C% mode
-Ph(IPLDu86)2 N spec.
p-Ph( u86) T“z\g (?"\ @D | -6.76 |(mg/kg
) .| Delta
O 1.27 ’
123456789 ' \ raroe | € )
ROOOOOO00| 3, °, 5,03
11398 101 YES NO NO
3 H GIS0 T/C% mode
DuPI Y . - spec.| |
\C"TT)\’J&(?( -4.5¢ |(mg/kg
| ° Delta
0.71 I
éDZSEﬁE?DGD?DSDQ Distamycin DNA Range ( )
Duocarmycin DNA 1.3
11399 101 +
DUPPI YN‘OYn . GIS0 | T/C% | spec. mode
i DT @( -4.41 |(mg/kg
| Delta
1.02 I
1234567809 ______ Range ( )
EDDDDDDDD Dluocarym)lcin DNA 1.43
11400 101 YES
. i GIS0 T/C% mode
DuUPP 3 spec.
’ Y\Clxrnn\r \§(€< -4.87 |(mg/kg
i Delta
1.01 I
§D2D3D4D5D6D7D8D9 Distamycin DNA Range ( )
Duocarmycin DNA 1.88
11401 101 YES
: 1 GIS0 T/C% mode
PPDu86 4 spec.
’ Y\(?TUY\%&( 6.1 |(mg/kg
i | Delta
1.32 I
1234567809 ______ Range ( )
EDDDDDDDD Dluocarym)lcin DNA 2.64
11402 101 YES
DuPPP \!’N‘o\rw . GIS0 | T/C% | spec. mode
i h‘f g«?‘ -5.7 [(mg/kg
1 Delta
0.97 I
§D2D3D4D5D6D7D8D9 Distamycin DNA Range ( )
Duocarmycin DNA 2.65




JCI.No screening No. 1 2 3 | 4 S | 817 8
compound | sup. HCC )
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11484 101 * o |
i . GI50 T/C% ec. | mode
ILDU86 T‘OT:TN &Q\ -7.2 |(mg/kg sp
I N
1 Y >**| Delta
0.8 I
123456789 _ Range( )
ROORKOOOO]| geemen i, 2.36
11485 101 *
0 GI50 T/C% mode
v . . spec.
PPPLDUS6 WDT ; . | -7.98 |(mg/kg
|
I?VY “““““ Delta
0.7 [l
123456789_ : Range( )
ROOOOOOOO | ostemer, ova 2.03
11486 101 *
' GI50 T/C% mode
¥ . ) spec.
IPPLDUS6 \C}TDT : . | -8.08 [(mg/kg
1 N
7‘?\/\9' - | Delta
0.69 I
123456789 _ Range( )
ROOOOOOOO] geemen oo, 2.22
11487 101 *
y GI50 T/C% | spec mode
PIPLDU86 Yt}y“ v L -7.7 |(mg/k .
i tl‘\ft\v\rg(‘ (mg/kg
i TN R Delta
0.3 [l
123456789_ : Range( )
>z 1.9
11488 101 *
' GI50 T/C% mode
¥ . ) spec.
IPLDUS6 1}371?? : y | -7.69 [(mg/kg
7‘?\/\9'“ | Delta
1.4 I
123456789 _ Range( )
ROOOOOOOO]| geemen oo, 3.09
11489 101 g_z— *
ol [ GIBO | T/C% | o mode
pec.
4CH, (IILDu86), iT\H"ﬁr’T ‘ -6.24 |(mg/kg
N N i M g :OJC’“ Delta
t\)\fm 1.59 [l
123456789_ : Range( )
ROOOOOOOO | ostemen, ova 2.83




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11490 101 3 +
“:‘2 °°°°° GISO | T/C%| ¢ mode
pec.

4CH, (IPLDUS6), THNTN‘)J*\:Q n 7.05 | (masie
O E g'( zzzzz Delta
DO 1.05

! . I

> 2saserss Distamycin DNA Range ( )
EDDDDDDDD Duocarmycin DNA 3.3
11491 101 NO

YO GI50 | T/C% | gpec. mode
ImImPy \CIN,\’»TN n -5.02 |(ma/k P

N (mg/kg

th’"\" Delta
0.55 ( ) I

éDZSSDSDGD?DSDg Distamycin DNA Range
Duocarmycin DNA 0.57




JCI.No screening No. 1 2 3 4 5 6 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10694 4 NO NO YES NO NO | +/- NO NO
Brobestin Q ey o0 GIZO T/C% | spec. | mode
H, OH O H, O o K Z i - (mg/kg
HZN_(RJ)HTSJ)m!-NHTS%HJ © 4 © ) Delta
1234 7 0 ( ) I
34567809 Range
XOXXXXXXX 0
10695 4 NO NO NO NO NO NO NO YES
. . N R GI50 T/C% | gpec. mode
ACtannln Q—CO_E;:CN:}_CO_(E;iCHz_CO_NH_OH '4 . 37 (mg/kg p |
Delta
0.58 I
1234567809 Range( )
NOXKXXXXXX 0.95
10696 4 + NO NO NO NO YES NO NO
. - GI50 T/C% mode
P tatin A W i spec. |
P e pes g [ 408 [(ma/kg
Delta
2.17 I
1234567809 Range( )
XOXXXXXXX 2922
10731 4 NO NO NO NO NO | +/- NO NO
GI50
Poststatin P S T/C% | spec.| | | mode
Ao et b je 2 [(ma/kg
olta
° _{( I
1234567809 Range
NOXKXXXXXX 0
10732 4 NO NO NO NO NO YES NO NO
. - GI50 T/C% | ¢ mode
. pec. |
Chymostatin Q \ﬁ i:_C? -4 (mg/kg
HOOC—[JS]HJ\IMOJ\I Ls}H&OﬂH%}—HHPJPﬂHD Delta
0 ( ) 1
1234567809 Range
XOXXXXXXX 0
10735 4 NO NO NO NO NO | YES NO NO
. "] B0 | Trcw% mode
L HCl b 2 ;..m spec.| |
eupeptin  HC }._CHZ }'_CHZ I” -4 |(magskg
H3C.CO_NH_(!:Z_CO_N :z.co_NH.(é:z.)éHo Delta
0 I
1234567809 Range( )
NOXKXXXXXX 0




JCI.No screening No. 1 2 3 4 5 6 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp Angio.| Apo.
10736 4 NO NO NO NO NO NO NO
V" Ve GI50
Antipain  HCI L e T/C% | spec.| | | mode
H, (J:z)g i:l.t:H3 (J:Z)3 ~ 4 (m g/kg
HOOC—é}HﬂH-CCﬂH-{éH£D-NH45JH-COJ\1HJH£HO Delta
0 1
1234567809 Range( )
XOXKXXXXXX 0
10737 4 NO NO YES NO NO NO NO
) GIS0 T/C% mode
Pepstatin T 1. spec. |
P MO el ol o R P f -4.03 [(mg/kg
——
0.48 I
1234567809 Range( )
NOXKXXXXXX 0.51
10738 4 NO NO NO NO NO NO
X CH, N NH  CONH, GI50 T/C% mode
Elastatinal b en T L, spec. I
, LS -4
(!Hz ) !Hz CHs (mg/kg
HOOC-{(g}H-NH-CO-NH )H-CO-N)'&(éH-CO-N)‘h{.!)H-CHO D It
eoa c1
M1 I
1234567809 Range(
XOXKXXXXXX 0
8077 12 o o NO
NH NH GI50 T/C% mode
PFP spec.
D)\ *|_-4  |(mg/kg
Delta
0 I
1234567809 Range(
XOOOOOOOad 0
8078 12 ' ] 9 NO
PYP b* | GISO | T/C% | spec, mode
-4 |(mg/kg
Delta
0 1
1234567809 H Range( )
XOOOOOOooad 0
8079 12 | NO
GISO [ T/C% mode
YSP o spec.
H,N H N H _4 (mg/kg
o Delta
HO 0 |I
1234567809 Range( )
XOOOOOOOad 0




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8080 12
T/C% | spec. mode
PTW (maskg
1
1234567809 Range( )
XOOOOOOooad 0
8081 12 Y NO
ERP spec.
21O Lt markg
\[]/ Delta
0 I
1234567809 Range( )
XOOOOOOOad 0
10517 100 YES NO
o1 CLLSSNCL GISO | T/C% | spec. mode
) (mg/kg
peptide Delta
1
1234567809 Range( )
OO00000XXO
10519 100 NO NO
W-4-2 AVSNKYFSNIHWA| G190 | T/C% | spec. mode
id (mg/kg
eptae
bep Delta
1
1234567809 Range( )
OO00O0000XXO
10446 160 NO NO NO NO NO NO
W oo 1 hoe GI50 T/C% mode
Mb 2082-1 i i Spec. I
AN f:: mxg (mg/kg
\ Delta
M1 .
1234567809 Range( )
OOXXXXXXO
10447 160 NO NO NO NO NO NO
Mb 2121-1 iy ECE G50 | T/C%| spec.| | | mode
\I/\/I:A EIV\E !’( (mg/kg
! y +
Delta -
M1 :
1234567809 Range( )




JCI.No

0.73

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11116 186 NO
mast 21 GISO T/C% spec. mode
KNWKGIAGMAKKLLGKNWKLM | -4-43 [(mg/kg
Delta
0.29 I
1234567809 Range( )
XOOOO0O00o0




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10183 106 NO
GI50 0
RNase-FGF fused | 506 T/;:k/o spec. mode
protein (RNF) - : (mg/kg
Delta
0.89
( ) 1
123456789 Range
ROOOOO000 008
10184 106 NO
GI50 0
AmInOtermlna”y NH N UMANRNESE s iUManN basic FGF ummCOOH _5 12 T//CkA) Spec mOde
truncated ¢ : (mg/kg
Rnase-FGF fused Delta
protein (dRNF) 0.66 I
1234567809 Range( )
ROOOOOOO0 s
11117 110 YES* NO NO NO NO NO NO
. o GI50 T/C% mode
Arginine deiminase | mycoplasma arginini spec. I
-6.84
Arginine deiminase (mg/kg
Delta
2.16
( ) 1
123456789 Range
NXOXXXXXXI[] a +
10127 114 ) wornein YES
fon e T >
lectin ACC - : - (r;g/fk/g] spec. mode
2 paiysoiomn Q,,s,,, = Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10481 149 NO NO
CO,Na OH CO,Na G | 50 0,
Diphenazithionin Ib on (r;élck/é spec. mode
0,CH, 0,CH, Delta
0.4 I
1234567809 Range( )
XOOOOOOXO 0.42
10659 214 . . *
KY31982 X[ om0 | Trew spec. mode
Q_L/ﬂ -4.23 |(mg/kg
O—i —3—0 Delta
2.24 '
1234567809 Range( )
XOOOOOOoOad 247
10678 214 *
GI50 T/C% | ¢ mode
- pec.
SH-39 -4.56 (mg/kg
Delta
1.01 r
1234567809 Range( )
XOOOOOOooad 157




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11035 26 ’\l'o +
N GI50 T/C% mode
N-ethyl-3,4-dephost NCHoCHs | 228 spec.
atin - (mg/kg
HO Delta
0.78
1234567809 OH ( ) I
Range
XOOOOOOooad 1.05
11246 75 NO
e OH GI50 T/C% mode
IN HyCO, Spec.
GING ) D)O/\)\)\(CHQ),.% (mg/kg
H Delta
1
1234567809 Range( )
OO00O00O0OXO0O0O
11247 75 NO
CURG GI50 T/C% | spec. mode
HaCQ, : A I i PN : )CHa (mg/kg
* " | Delta
1234567809 ( ) I
Range
OO000O0OXO0OO0
11472 76 NO NO NO NO NO NO NO NO YES
GI50
Bakuchiol g (r;g;;::g spec.| | | mode
Delta
HO 1 0.24 Y1 0
1234567809 Range( )
NXXNXXXXXX 0.41
10850 96 + YES | YES NO NO YES NO YES
i on {" | G99 T/C% | spec. | mode
Malabaricone C W 4.84 | (mg/kg p
c2
H Delta v2
0.88 ( ) Al I
1234567809 Range M1
XOXXXXXXX 1.15
10350 136 NO NO NO NO NO | YES NO
. GI50 T/C% | gpec. | mode
Isomarchantin C 4,77 (ma/kg p
Delta
o 0.09 Y1
! «C ) I
1234567809 Range
NOXXXXXX[ 0.22




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10351 136 NO NO NO NO NO NO NO
GI50 0
Riccardin A o an (r;élck/é spec.| | | mode
Delta
H 0.57
ho ( ) I
1234567829 5 Range
RORKRKKXO 0.69
10352 136 NO NO | YES| NO NO NO NO
TR 05 4.36 |(ma/kg P
Delta
0.27
( ) 1
1234567829 Range
RORKRRRKO 0.63
OH
11127 152 HaCO YES NO NO
. GI50 T/C% | ¢ mode
pec.
myricanol Hco ‘ -4.68 |(mg/kg
HO, O Delta
C H 0.65
C ) !
1234567829 Range
ROROROOOO 105
10296 179 OH YES NO NO | YES| NO | NO | YES| NO
OH GISO T/C% spec. | mode
PDC é[ -5.28 |(mg/kg P
Delta
% all
(CHp)14CH;|__1-5 ( NE I
1234567829 Range
RRRKRRKRKO 5 05
OH
10955 181 NO NO
GI50 T/C% | gpec. mode
BOM-0101 4.22 |(ma/kg p
Delta
0.51
O/\/\ ( ) 1
1234567829 Range
ROROOOOOX 0.73
OH
10956 181 NO NO
GI50 T/C% spec. mode
BOM-0102 401 (mg/kg p
Delta
/\/\ 0.2 I
1234567809 o OH Range( )
ROROOOOOX 021




JCI.No

screening No.

5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
OH
10957 181 NO YES
BOM-0103 GISO T/C% spec. mode
o (mg/kg
o\
Delta
OH ”
12345678 Range( )




JCI.No

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11010 38 YES YES YES YES
- ) H.N GI50 T/C% | gpec. mode
Questiomycin Dj/f)i\‘jij 5.93 | (mg/kg p
M2
0 Delta Al
0.78 ( ) c1 I
1234567809 Range Vi
XOXOOXOOX 1.96 E1
11403 50 o o| YES NO YES NO NO YES
GIS0 T/C% mode
EM-01 @i spec. |
Z -6.02 |(mg/kg
Delta
0.76 I
1234567809 Range( )
NXOXXXXOOX | o 223
11404 50 ) + N | YES| No | No| No| No| N
GISO0 T/C% mode
FM-02 O spec. |
N/ -4.35 (mg/kg
Delta
0.76 I
1234567809 Range( )
XOXXXXXXX 1.11
11405 50 o + NO NO N.D. NO NO NO NO
GIS0 T/C% mode
EM- spec. |
, Delta *
1.93 I
1234567809 Range( )
NOXKXXXXXX 234
11408 50 + NO YES | N.D. NO NO NO YES
GI50 T/C% mode
FM-06 l spec.| |
O, °| -4.27 (mg/kg
O Delta
1.09
1234567809 ( ) I
Range

1.36




JCI.No screening No. 1 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10929 2 NO
GISO0 T/C% mode
2- I-1 PS Spec.
acy yso NszHCHzO—ﬂ-ﬁ%}i;-g _4. 14 (mg/kg
Delta
0.59
1234567809 ( ) I
Range
XOOOOOOooad 0.73
10930 2 +
GIS0 T/C% mode
1-acyl-lysoPS ) Spec.
Hod 20-C AAAAAAAAS 4.26 (mg/kg
Delta
1.59 I
1234567809 Range(
XOOOOOOoOdnOo 186
10931 2 NO
oS GI50 T/C% | spec. mode
-4.11 (mg/kg
Delta
0.62 I
1234567809 Range(
XOOOOOOooad 0.72
10932 2 NO
GI50 T/C% spec. mode
PAF -4.77 (mg/kg P
Delta
0.46
1234567809 ( ) I
Range
XOOOOOOoOdnOo 067
10933 2 NO
GI50 T/C% | gpec. mode
LPA +?"J -4.05 (mg/kg &
I NANAAAANAAS
Delta
0.73
1234567809 ( ) I
Range
XOOOOOOooad 0.78
11086 2 NO
GIS0 T/C% mode
AGEPA HO O—OCHz o Spec.
4 He-0-&—cHa -4.14 (mg/kg
L-OAAAANAANANAAV Delta
0.4
1234567809 ( ) I
Range
XOOOOOOoOdnOo 054




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
i structure/comments anel | P388 | PK [Topo.| Tub. |p-Gp | inv. |Angio.
screening | code p
11087 2 NO
GI50 T/C% | ¢ mode
o pec.
- I-1-1 PA HoB_oCH: o _
z-acy yso g‘ HS-O-(E-N\/\N\/\N\ 4.04 (mg/kg
e Delta
0.57 I
1 234567809 Range( )
XOOOOOOoOod 0.61
11180 163 NO
GI50 T/C% | spec. mode
LPC-O0H WA -4.05 |(mg/kg
L}
Delta
0.73 I
1234567829 Range( )
XOOOOOOOX 0.77
11181 163 NO
GI50 T/C% | spec. mode
LPC-CO V\(,)_A./W\/\a_}.a_._u -5.04 (mg/kg
L}
Delta
1.53 I
1 234567809 Range( )
XOOOOOOoOod 1.57
11182 163 NO
GI50 T/C% | spec. mode
APC-CO Wm.ggj}“’o_‘{j:"m("w"”W" -4.02 |(mg/kg
Delta
0.66 I
1234567829 Range( )
XOOOOOOOX 0.68




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10372 133 % YES* No | No NO

GI50
Cleistanthin A T/C% | spec.| | | mode

e -6.27 [(mg/kg
Delta all
1.33 1
( ) I
123456789 Range
XOXXOXOOO 16
-

10469 169 (‘ YES

GI50
(-)-4-Aza-4-deoxyp 0 ] eyt T/fli% spec. mode
odophyllotoxin - . (mg/kg

Delta

HaC CHs 0.62 I

123456789 OcH; Range( )
XOOOOOOoOoOo 1.3




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10120 9 + YES NO NO NO NO NO NO
GI50
BE333 4HCI T/C% | spec.| | | mode
HsCoNH(CHo)sNH(CHo)sNH(CH)sNH-Cos anct | -4.64 (mg/kg
Delta
1.77 122 I
1234567809 Range(400)
NXXXXXXXX[] 242
10121 9 + YES NO NO NO NO NO NO
GI50 T/C% s mode
pec. I
BE343 4HCl HeCy-NH(CH,)sNH(CH)NH(CH)sNH-CoHs « amcl | -4.52 (mg/kg
Delta
2.03 122 I
1234567809 Range(loo)
XXX XXX XMX[] 255
10122 9 YES NO NO NO NO NO NO NO
GI50 T/C% | gpec. [ mode
BE3333 SHCI H5C2—[-NH(CH2)3-]4—NHC2H5 Hel| -4.72 (mg/kg P
Delta
1.8 I
1234567809 Range( )
NXXXXXXXX[] 252
10123 9 + YES NO NO NO NO NO NO
GISO [ T/C% | mode
pec. I
BE373 4HCI HsCo-NH(CH2)aNH(CH2);NH(CH,)3-CoHs 4HCI -4.2 (mg/kg
Delta
1.16 226 I
1234567809 Range(zoo)
XXX XXX XMX[] 136
10876 23 *
GI50
BET-484/HBr . | T/C% | spec. mode
\/MAH/\NN\/M\B/ -4.17 (mg/kg
Delta
1.45 I
1234567809 Range( )
XOOOOOOoOod 162
10877 23 NO
BET-4104/HB Spec.
' “AAAA S~ -4 [(mg/kg
Delta
0.02 I
1234567809 Range( )
XOOOOOooOooOo 0.02




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10878 23 YES NO NO NO NO NO NO YES
GI50 T/C% | gpec. [ mode
BCPM 464/HBr B A -2.86 | (maskg p
Delta
1.19 ( ) I
1234567809 Range
NXOXKXXXXXX 205
10879 23 YES NO NO NO NO NO NO NO
GI50 T/C% spec. | mode
BCPM 474/HBr k/\/\/\/‘HN’\/\/\/A -4.94 (mg/kg p
Delta
0.84 ( ) I
123456789 Range
XOXX XX XXX 1.78
10880 23 (AV\A NO
- J o150 | 17¢% | spec. mode
1212 128r /\L - (r o 408 [(moskgy—
Iy 5
’ ~ ; I
1234567809 ; Range( )
XOOOOOOOdOo 0.58
10990 23 NO
on GIS0 T/C% | spec. mode
BCPM3333/HBr A A ASAAANANA| -4.33 (mg/kg P
Delta
041 I
1234567809 Range( )
XOOOOOOoOooOo 0.74
10991 23 YES NO NO NO NO NO NO NO
GI50 T/C% mode
BCPM4334/HBr kNWuVEWW“J -4.44 |(mg/kg spec. I
Delta
0.55 I
1234567809 Range( )

0.99




2.38

JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10710 21 YES
. . GI50 T/C% mode
inostamycin Spec.
-6.12 (mg/kg
Delta
1.4 I
12345678 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
Ha==CH,
10679 194 ‘ + YES | N.D. NO NO YES
GI50 T/C%
Tokatolone °| spec.| | mode
-4.05 (mg/kg D
" " | Delta =
CH;0,CCH, 1.05 Y2 I
12345678 Range( )
XOXNXNXXCOCOX 1.1 N.D.




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10327 131 NO
o GI50
Nicotin Amide o jJ\j T/;:l:/o spec. mode
L-Proline Salt O_! B N (mg/kg
Delta
I
123456789 Range( )
OXOOOOOOoO;o
10330 131 NO
GISO [ T/C% mode
Hydroxy i 0 spec.
Urea-L-Proline Salt HO_L"”‘{ . l”"lml (mg/kg
Delta
I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11585 11 NO
GI50 T/C% | ¢ mode
- pec.
KKM-04 -4.55 |(ma/kg
Delta
0.45 I
123456789 Range( )
XOOOOO00o0 1
11587 11 NO
Q GI50 T/C% mode
; O;Me spec.
KKM-06 q\/\/\/c -4.75 |(mg/kg
T T NN
Ac Delta
0.45 I
1234567809 Range( )
XOOOOO0O0ooOo 0.64
-123 172 | *
TOK-4618 ( ool e | 176 | spec. mode
PGA,) -5.2¢ (mg/kg
g Delta
o 0.47 0
123456789 Range( )
XOOOOO00o0 1.07
-122 172 *
o)
ooch, | GISO T/C% | ¢ mode
; s pec.
TEI-9038 5.58 |(ma/kg
} Delta
0.29 I
1234567809 Range( )
XOOOOO0O0ooOo 1.01
-121 172 *
9 GI50 T/C% | gpec. mode
TEI-9826 m% -5.48 |(mg/kg :
Delta
0.3 I
123456789 Range( )

0.91




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6707 191 YES
GI50 T/C% | spec. mode
H-H [Ptz(NHs)A (C7H10N02)2] (NO3)2-H20 (mg/kg
Del
eta 1 140
1234567809 (125) I
Range '
OXOOOOOOad
6760 36 YES
O
NH, \ S ﬁ GI50 T/C% spec. mode
| | P NH-CCHg (mg/kg
i, / Delta
° 309
1234567809 ( 200) I
Range
OXOOOO0O00O
6807 36 YES
U >Pt< :( (mg/kg
7o NH o}
2 CI)COCH3 © Delta 125
1
1234567809 Range(25)
OXOOOOOOad
6808 36 COCHCH YES
NH; T o GI50 T/C% spec. mode
O >Pt< (mg/kg
" NH, ° o| Delta
|OCOCH2CH3 150 | |
1234567809 Range(25)
OXOOOO0O00O
6809 36 YES
NH, >P[<o °: s GI50 T/C% spec. mode
"NH, (o} (mg/kg
=11-2H0 Del
1.2 elta 324
1
1234567809 Range(25)
OXOOOOOOad
6877 58 | YES
/NHZ\ | /l G|50 T/C% Spec. mode
Pt (mg/kg
““/NH,»” | | Delta
NH, || ' 141
1234567809 Range(loo) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6878 58 Br YES
NH2\ | B GISO | T/C% | spec. mode
O/ Pt (mg/kg
“NH,.” | Dg/| Delta
2 E!r Br 235 p
1234567829 Range(12'5)
OXOOOOO0OOa
6879 58 YES
/NHz\Eir o p GISO | T/C% | gpec. mode
O P :( 2HO (mg/kg
. AN
g A Delta
288
1234567809 Range(25) I
OXOOOOO0O0
6880 58 0 YES
O-C-CH2CH;CH3
NH, |/o 0 GISO | T/C% | spec. mode
O’ \ « :\( (mg/kg
N | o Delta
O-SZ—CH2CI-(|JZCH3 271
1234567809 ° Range(SO) I
OXOOOOO0OOa
YES
6927 58 o CCH;
NHZ GI50 T/C% | spec. mode
O’ (mg/kg
" NH” Delta
’ o cc%g c 227
1234567809 5 Range(200) I
OXOOOOO0O0
YES
6928 58 O CC%CH?
NHZ GI50 T/C% | spec. mode
O’ (mg/kg
" NH” Delta
o CCI—ECH3 241
1234567809 5 Range(zoo) I
OXOOOOO0OOa
(e}
6934 58 II( ) YES
OC-(CH2)4CH3
aNH | o o[ GISO [ T/C% | gpec. mode
O o
N | o N | Delta
O(I:-(CH2)4CH3 286
1234567809 0 Range(loo) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6935 58 o YES
OC-(CH,)CHs
SN I/O\/‘O GIS0 | T/C% | spec. mode
‘ ¢ A . BO (mg/kg
| To N Delta
oIC-(CHz)3CH3 309
o 1]
1234567809 Range(loo)
OXOOOOO0OOa
(o]
6936 58 Og o YES
- 2 3
6]
NHp | o GISO [ T/C% | spec. mode
O N\ Pt: (mg/kg
S }
NHz o Delta
|0(i-(CH 2)3C"?3 144 I
1234567809 o Range(200)
OXOOOOO0O0
6937 58 4 YES
- |OC—(§H2)22H3 GI50 T/C% spec. mode
C[ > Pt: 3 . 1/ 2H,0) (mg/kg
** NH, o
|OC—(CH2)ZCH2 Delta 207
[ |
° 1
1234567809 Range(ZOO)
OXOOOOO0OOa
(o]
6947 58 II( ) YES
OC-(CH2)5CH3
aNH | o o[ GISO [ T/C% | gpec. mode
O N of :( (ma/kg
“ne” | o=\ | Delta
O(I:-(CHZ BCH3 225 | |
1234567809 0 Range(SO)
OXOOOOO0O0
(o]
6948 58 I YES
OC-(CH2)gCH3
N2 |/o\/° GISO | T/C% | spec. mode
N g A (mg/kg
“ne” | Yo N | Delta
OIC—(CHZ BCH3 150 | |
1234567829 ) Range(zoo)
OXOOOOO0OOa
6949 58 ¢ NO
OC-(CH) £H3
NHp |/O o GIS0 | T/C% | gpec. mode
O‘ > P . 1/ 21,0 (mg/kg
o | ° Delta
OC-(CH)CH3
° 1
1234567809 Range(loo)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6950 58 ¢ NO
Oc s GI50 T/C% spec. mode
3 - 1/ 2H0 (mg/kg
N}-b/ \
OC (CHZ)SCH;; Delta
O
1234567809 Range(ZOO) I
OXOOOOO0OOa
7053 58 YES
N |'/0 - GISO | T/C% | spec. mode
O NH2> Ipt\o:/( | Ny (mg/kg
. ° Delta
201
1234567809 Range(SO) I
OXOOOOO0O0
7054 58 9 YES
. (I)C-(Cl't)e(g"a GI50 T/C% spoc. ode
OiNH/\ |P\ > " vcH (mg/kg
Olc_(cwﬁgHs Delta 137
(o]
1234567809 Range(ZOO) I
OXOOOOO0OOa
7055 58 YES
_NH Eir/o_/’ GIS0 T/C% | spec. mode
O' N e 1‘;. - o (mg/kg
R R Delta
247
1234567809 Range(SO) I
OXOOOOO0O0
7056 58 YES
oNHp Ei/o\//O GISO T/C% spec. mode
(> e (mg/kg
NHy (o]
. Del
B elta 175
1234567809 Range(SO) I
OXOOOOO0OOa
7057 58 o YES
VNHz | er| G150 | T/C% | mode
. pec.
Q N\ pt< (ma/kg
NH,~” Delta
? lBr Br 182
1234567809 Range(25) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7058 58 | NO
. NH, | | 6150 | T/c%| mode
} pec.
Q N g/ (mg/kg
N | | Delta
|
1234567809 Range (>200) I
OXOOOOO0OOa
7106 58 YES
,..NHz\ll o’ GISO T/C% spec. mode
O\ _ "L - 2DMF (mg/kg
. || °T e Delta 1904
1234567809 Range(loo) I
OXOOOOO0O0
7107 58 YES
‘..NHz\T/o\//O GISO T/C% spec. mode
S o i il
‘ cl © Delta 185
1234567809 Range(25) I
OXOOOOO0OOa
7108 58 YES
RN ?r/o 3 GIS0 | T/C% | spec. mode
CInNeC™y (mg/kg
N ] o Delta 58
1234567809 Range(SO) I
OXOOOOO0O0
7109 58 N c YES
i .,.NHZ\ |/o ¢ | GIs0 T/;Z;A) spec. mode
Pt m
NH” | 0 Delta T
c c 247
1234567809 Range(SO) I
OXOOOOO0OOa
(@]
7117 58 oI(I:CIg YES
D—NHz\l cl GISO | T/C% | spec. mode
/F’t (mg/kg
NH cl Delta
’ oli:c:h; 222
1234567809 o) Range(SO) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7118 58 Br YES
NH, | Br| GISO | T/C% | gpec. mode
CE N\ Pt< (mg/kg
NH" | pg| Delta
2 & 202 -
1234567809 Range(12'5)
OXOOOO0O0OO;O
7119 58 | NO
NHZ | | GI50 T/C% spec. mode
(I N b (mg/kg
NH" | | Delta
|
I
123456789 Range(>200)
OXOOO0O0O0O0
7120 58 o YES
NH, |/o g°| CB0 | T/C%| gpec. mode
N g :\( (mg/kg
NH" | ~o o| Delta
Cl 285
I
123456789 Range(25)
OXOOOO0O0OO;O
7121 58 YES
N, F|3r o’ GIS0 | T/C% | spec. mode
Q \p< - HO (mg/kg
NH” | Yo °
Br Delta 245
I
123456789 Range(25)
OXOOO0O0O0O0
7122 58 YES
' o GI50 T/C% mode
NH, | oz spec.
S e
NHZ/.' °T o Delta
212
I
1234567809 Range(SO)
OXOOOO0O0OO;O
7123 58 o c YES
_NH, |/o /| G50 | T/Cc% spec. mode
(> (a9
NH~ | O
Zd o Delta 242
I
123456789 Range(SO)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7124 58 oE-Q YES
LN |/o\,° GIS0 | T/C% | gpec. mode
| I Pt DME (mg/kg
| o, Delta
OIPO 258
o) 1
1234567809 Range(ZOO)
OXOOOOO0OOa
7133 36 NO
NHz\?iCI GI50 T/C% spec. mode
/|Pt\ 3/2 H20 (mg/kg
O‘NHZ on Delta
1
1234567809 Range(>200)
OXOOOOO0O0
7134 36 Br NO
NH2\| Cll G150 | T/C% | gpec. mode
Pt\ (mg/kg
QNHZ /ér cl Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
7135 36 0COCHEH, NO
<:>—NH2\| e GISO | T/C% | spec. mode
PL_ (mg/kg
NH /I cl
2 Delta
OCOCHCH;
1
1234567809 Range(>200)
OXOOOOO0O0
7136 36 NO
N, \IOCSC&HZCHS GI50 T/C% spec. mode
pt/ - 12HL0 (mg/kg
O—NHZ/I\CI
OCOCHCH,CH3 Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
7137 36 NO
N, [ e et | GIBO | T/C% | spec., mode
\P[/ * 1U2H 0 (mg/kg
O—NH2/| Nl
OCOCHCHCH, CHg Delta
1
1234567809 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7138 >8 ococC YES
CH>CH.
NHa( | et Teiso | T/cw spec mode
N/ pec.
Pt (mg/kg
N, e Delta
OCOCHCH,CH, 142
1
1234567829 Range(12'5)
OXOOOO0O00O
7139 36 YES
O_ Ny GI50 | T/C% | spec. mode
F’t © 12 H0 (mg/kg
Q_ Delta 133
1234567809 ( 200) I
Range
OXOOOO0O0OO
7140 36 Br NO
2\l GISO | T/C% | gpec. mode
(mg/kg
Q H, / ' Cl| Delta
1
1234567809 Range(>200)
OXOOOO0O00O
7141 36 YES
O_NHZ\?% GI50 T/;?IZAJ spec. mode
/Pt\ " 3/2H20 (mg/kg
O—NHZ buc! Delta 140
I
1234567809 Range(25)
OXOOOO0O0OO
7142 36 NO
OCO(CH)sCHs
/Pt\ (mg/kg
NH Cl
<:>_ 2 !)CO(CI—Q4CH3 Delta
1
1234567809 Range(>200)
OXOOOO0O00O
7143 36 NO
OCO(CH)CHs GI50 T/C% d
NH, | e spec. moae
>||3< * 1U2H 0 (mg/kg
O_NH2 (I)Cgl(Cl-f)g,CHg Delta
I
123456789 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7144 36 NO
e
/Pt\ (mg/kg
NH Cl
D— 2 Lco—@ Delta
1234567809 (>200) I
Range
OXOOOOO0OOa
7145 36 NO
N, OC(C:)I(CIzDecHs GI50 T/C% spec. mode
\p( + 12HL0 (mg/kg
O—NHz/l\CI
OCO(CH)sCH Delta
1
1234567809 Range(>200)
OXOOOOO0O0
7148 191 NO
GI50 T/C% | spec. mode
Pt-NO complex (mg/kg
Delta
1
1234567809 Range(>100)
OXOOOOO0OOa
7162 191 NO
GI50 T/C% | spec. mode
Delta
1
1234567809 Range(>1OO)
OXOOOOO0O0
7179 58 YES
GI50 T/C% | spec. mode
/I Oj<> 1/ 2DV — (mg/kg
| 208
1
1234567809 Range(SO)
OXOOOOO0OOa
7180 58 NO
l GI50 T/C% | spec. mode
O
jo 1/ 2DVF (mg/kg
/I O
Delta
1234567809 Range(loo) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7181 58 OCOCH(CH,) VES
3/2
aNH2 |/o\/O GISO | T/C% | spec. mode
@D - T
“NH” | 700 | Delta
OCOCH(CHs)2 228
1
1234567809 Range(SO)
OXOOOOO0OOa
7182 58 YES
" OCZCHZCH(CHg)z GI50 T/C% spec. mode
O N li’t: :( . O (mg/kg
"*NHy” o
ococmcﬂ(cmz Delta 269
1
1234567809 Range(loo)
OXOOOOO0O0
7183 58 OCOCH.CH,CH YES
| o 0 | eiso | T/cw% spec. mode
N p
(T X marks
NH; | °—%, Delta
OCOCH,CH,CHz 214
1
1234567809 Range(ZOO)
OXOOOOO0OOa
7184 58 YES
NHZ TCZCHQCHs GI50 T/C% Spec_ mode
@ HPL O R I 7
OCOCH CH Delta 172
1
1234567809 Range(zoo)
OXOOOOO0O0
7187 36 ‘.’@ YES
0s CHg
P |50\,O GIS0 | T/C% | gpec. mode
I\)"‘ N P( A * 3H0 (mg/kg
e |00 Delta
os-{ )-chs 337
1234567809 ( 50 ) I
Range
OXOOOOO0OOa
7191 36 NO
OSi(CH3),t-Bu
| o GI50 T/C% | ¢ mode
N, o pec.
O" \ 7 1’ - 213 DMF (mg/kg
e, |\o
LI ° Delta
1
1234567809 Range(SO)




JCI.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC .
screening | code structure/comments | panel | P388 | PK [Topo.| Tub. [p-Gp | |nv. [Angio.| Apo.
7222 36 VES

| GIS0 | T/C% | gpec. mode
ot )i(:L (mg/kg
" ! =1:1340| Delta
341
123456789 Range(25) !
OXOOOO0O00O
7228 36 VES
N El‘ . GI50 T/C% | spec. mode
a /\ i’(: \, : Zn Gluconate (mg/kg
NHe °7 Y _1n 310 Delta
Br 332
123456789 Range(25) !
OXOOOO0O0OO
7229 36 VES
‘|’°°P’ . GI50 T/C% | spec mode
NHy Sy 4 -
\ Pt/ : Zn Gluconate (mg/kg
aNHz/ I\OAO =1:1 38,0 Delta
ocoPr 282
12 ( 100) -
3456789 Range
OXOOOO0O00O
7230 36 VES
N ;\’, GI50 T/C% | spec. mode
\ Pt/ : Zn Gluconate (mg/kg
O:N”Z/ OAO =1:1-34.0| Delta
‘OCO(CH,)4CH3 256
123456789 Range(so) !
OXOOOO0O0OO
8001 191 NO NO
tCINH3)(NH25CD) o nz—bCD GI50 T/C% spec. mode
No -4 |(mg/kg
CI/ \NH3 bCD = b-cyclodextrin Delta
() I
123456789 Range
XXOOOOOO0O 0
8002 101 NO | YES
H__bcD GI50 9
PtCI2(EDABCD) oM 4 T/ | spec. mode
al /Pt\N bCD = b-cyclodextrin (mg/kg
H, Delta
0 121
1234567829 Range(loo) !
XXOOOOOOoOo 0




JCL.No screening No. 1 2 3 | 4 5 | 6 | 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8003 191 NO NO
Pt(CBDCA)L bo i GISO | T/C% | gpec. mode
O:Pt:hl -4 [(mg/kg
bCD :Zb—cyclodextrin Delta
0.06 I
1234567809 Range ( )
XXOOOOO0o00 0.06
N oH
8004 36 O:N\F!t/o j o + YES
Pt(1R,2R-dach)oxala Hz/(%‘o . (_BLSg T/;:IZA) spec. mode
10)(OH) (0S0,C4H,CH, 0-5-0 > _[(mg/kg
Delta
2H,0
) : 095 | 228 0
1234567809 CHs Range(SO)
XXOOOOO0OO 145
8023 70 o +
S GI50 | T/Cco "
1-KYCc-27C PV AN spec. mode
U p{_ -5.45 [(mg/kg
“~u/ C Delta
2 1.39 ’
1234567809 Range ( )
XOOOO0O00o0 > 85
8024 70 HaN cl| YES
AN
DJ5-2 Pt GI50 | T/C% | spec. mode
/ -6.09 [(mg/k
—HN  ClI 9/x9
| Delta
OH 1.11 0
1234567809 Range( )
XOOOOO0O0o0O 185
+
2 = I_|3N\ /CI GI50
0,
DJ6-2 Pt 40 r‘r-1r/;:k/0 spec. mode
7 N\ 2 _[(mg/kg
CoHs —O—-N  Cl| pelta
2 1.33 ’
1234567809 Range ( )
XOOOO0O00o0 216
8026 70 [HsC H +
~ 2
EJ6-2 /CH_N\ /CI GISO | T/C% | spec, mode
HsC pt\ -5.06 |(mg/kg
/
C,Hs —O-N" 'Cl| Deita
2 1.28 0
1234567809 Range( )
XOOOOO0O0o0O 187




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8027 70 +
- HaN /CI
3 Pt GI50 T/C% spec mode
DJ8-2 AN 2 | :
H,—C—O0—N’ Cl g/kg
| H, Delta
CHs 0.99 .
1234567809 Range( )
XOOOOOOooad 1.75
8084 148 +
Ha o) o
T144-140 "N :( = (n:/fli% spec. mode
- N\ g/Kg
N, © Delta
1.18 '
1234567809 Range( )
XOOOOOOOad 233
8115 101 | o R N | No
N/ GI50 | T/c%
is- Pt °] spec. mode
cis-Pt(g(en))Cl, . -4 |(mg/kg
Cl
Delta
N~ 0
1234567809 H "CD Range( ) I
XXOOOOOOoOd 0
8116 191 C|\ NH; NO NO
. GI50 T/C% | ¢ mode
i pec.
cis-Pt (NH3)(NH2g)Cl, Pt 4 |(maskg
Cl NHZ CD| Delta
NS 0 :
1234567809 Range( )
XXOOOOOOO 0
8147 70 H3N\ CI| YES
Pt GI50 T/C% mode
DJ4-2 H.C spec.
~ 7 N\ -5.57
HC-NH Cl (mg/kg
H,C” | Delta
OH 0.58 "
1234567809 Range( )
XOOOOOOooad 1.43
8148 70 +
HsN Cl
DJ12-2 i Pt GISO T/C% spec. mode
>/\ an” NerlL8:54 |(markg
| Delta
OH 0.67 0
1234567809 Range( )
XOOOOOOOad 1.48




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8149 70 > H, e
EJ8-2 N spec.
/Pt\ -4.91 |(mg/kg
%—o—N cl| Delta
Ha 0.61 ’
1234567809 Range( )
XOOOOOOOdOo 1.09
(o]
10109 130 )]\ +
| GI50
BMS-182751 HoN,, | e e T/fli% spec. mode
(Platinum complex) _N/ \ . (mg/kg
Hz J) < o, | Delta
0.73 I
1234567809 Range( )
XOOOOOOoOooOo 1.35
10155 191 NO
oH  _oH oH GI50 T/C% mode
5ALacG ~/ spec.
ac! HO%/Q@%/O(CHZ)QNH/ ~| -4.01 (mg/kg
i i Delta
0.44
( ) 1
123456789 Range
XOOOOOOOdOo 0.45
10191 191 o NO
GI50
Glus HO Q 4 T/C% | spec. mode
Ho O(CHsNHy O (mg/kg
o P | Delta
nN” e
0.07 I
1234567809 Range( )
XOOOOOOoOooOo 0.07
10318 193 O N + NO
2-phenyl-8-(2-aminoeth GIS0 | T/C% | gpec. mode
yl) aminomethy! -5.02 |(mg/kg
quinolino platinum () NH C| Delta
dichloride 0.64
1234 7 Nﬁ \C' ( ) I
34567829 Range
XXOOOOOO0O 1.11
10319 193 O \ YES | NO
[9-(2-aminoethyl) 7 GS|5108 T/C% | spec. mode
aminomethyl acridinio] - (mg/kg
dichloroplatinum () NH CI Delta
0.46
ﬁ \u I
1234567809 N Range( )
XXOOOOOOoOo 1.14




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11146 193 HOH NO YES NO
H
[PtCI2(2-b H%% . G_'io T/C% | spec. mode
-D-Gle-pn)]0 H20 TN e (mg/kg
Y, ‘o | Delta 130
‘H0O 0 ”
123456789 Range(400)
XXOOOOO0OX 0
11147 193 HQ OH NO YES NO
H.O
H GI50 T/C% mode
[PtCI2(2-a-D-Gal-pn)] [ HO S\—H 4 |(ma/kg spec.
H NH,
\G/P[,m De(l)ta 104
" b ( 400) I
123456789 Range
XXOOOOOOX 0
11148 193 HOH o4 NO YES NO
HO GISO T/C% spec. mode
[PtCI2(2-a-D-Man-pn)] HS%QH -4 |(mg/kg p
N\Hz
O\(:/Pt -ci| Delta 136
N % 0
2 ! ( 50 ) 1
1234567809 Range
XXOOOOO0OX 0
11251 193 NO YES NO
H
GI50
[PtCI2(2-b-D-Xyl-pn)] |0 0 T/C% | spec. mode
"o T B -4 |(mg/kg
H H f ‘bt ~C! Del
Hz \C| eota 143
1]
123456789 Range(100)
XXOOOOOOX 0
11252 193 | pooH NO NO NO
h GIS0 T/C% mode
[PtCI2(2-b-D-Gal-pn)]T | %5 o ) spec.
H20 7o Y“;LC. 4 |(mg/kg
N"\, | Delta
o 5 153 -
123456789 Range(100)
XXOOOOO0OX 0
11466 203 NO YES NO
c‘ GI50
[PtCI2((2S)-1-B s e | | 2 T/fli% spec. mode
-D-Glc-pn)] H20 xkze,\)\,k (mg/kg
" Delt:
eoa 161
1]
123456789 Range(100)
XXOOOOOOX 0




JCL.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11467 203 NO YES NO
[PtCI2((2R)-1-B ] _Al_NH G_'io T//C;/O spec. mode
-L-Glc-pn)] H20 \# (mg/kg

Delta

0 153

1234567809 Range(100) I
XXOOOOO0OX 0
11468 203 * YES NO
[PtClz(zs)'l'B H, N_i_m o (_-;Lsg T//CIZA) Spec- mOde
-D-Xyl-pn] H20 w\)\/k 2 > _[(mg/kg

Delta

315 | 198
123456789 Range(100) I
XXOOOOOOX 3.24




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10707 146 *
. GI50 T/C% | gpec. mode
MX-49 F iwsb_g_h)\/\oou -5.81 (mg/kg P
e Delta
2.19
1234567829 ( ) !
Range
XOOOOOOOooOo 4
10708 146 +
GI50 T/C% | gpec. mode
MX-68 NN:”* FH{:}:)_ﬁ_,,J\/\)‘“’“ -5.6 [(mg/kg D
. Delta
2.4
1234567809 ( ) !
Range
XOOOOOOooo 4
10709 146 *
GI50 T/C% | gpec. mode
MX-30 i : Cb—HJ\/\ -5.62 [(mg/kg s
Delta
2.38
1234567809 ( ) -
Range
XOOOOOOOooOo 4




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10946 47 NO YES NO NO NO NO NO YES
GI50 T/C% | gpec. [ mode
TK280 4.45 | (ma/kg p
Delta
0.28 Yl
123456789 ( ) -
Range
RORRKRRXX 0.69 £3
10966 47 + NO NO NO NO NO YES
GI50 T/C% spec. | mode
YY-P 5.02 |(ma/kg P
Delta
0.52 Yl
( ) I
1234567809 Range
RORKRRROX 0.83 £1
10354 71 YES NO NO NO NO | NO NO
GI50 T/C% | gpec. [ mode
8-Br-PPAS 5.04 | (ma/kg p
Delta
0.75
( ) I
1234567809 Range
XOXNXNXNXXX] 1.79
10355 71 NO NO NO NO NO | YES NO
GI50
DASP - purine 405 (r;g/flz/g] spec.| | mode
Delta
0.32
( ) I
1234567809 Range
XOXX XXX X[] 0.37
11306 100 " NO
NZ GI50 T/C% mode
R-557360 R)\ | \> 262 | (maskg spec.
Hi \\l N
e )\C Delta
HsC Ha 0.24 I
1234567809 on Range( )

0.5




1.79

JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10950 16 YES NO
. - GI50 T/C% mode
Fischerin Spec.
-5.53 (mg/kg
Al
024 cL
: M1 I
1234567809 Range( )Yl
XOXOOOOOO 0.56
10557 68 + NO | YES| NO NO | YES NO
o GISO | T/C% | gpec.| | | mode
LGZK-69 O\m o M
X Delta
0.25 Cci "
1234567809 Range( )
ROXRRRKEO 0.45
10911 118 NO NO NO NO NO NO
N GI5S0 T/C% mode
TKR842 . spec.| |
| -4.53 (mg/kg
" Al
Py c1
: M1 I
1234567809 Range( )Yl
XOXXXXOOX 0.57 +
10667 139 NO NO NO NO NO YES
" o o GI50
Pyridovericin 461 (r;g/flz/g] spec.| | mode
1 " | Delta c1
0.62 ( ) Y1 I
1234567829 Range
NXOXXXXOOX 0.99
10668 139 * NO | YES| NO NO NO
. L. GI50 T/C% mode
Pyridomacrolidin spec. |
-4.48 (mg/kg
Delta
1.32 Y1
( ) 1
1234567829 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8005 40 )h)/; NO
GI50 T/C% | ¢ mode
- - pec.
KA-204 (E-311) -4.07 |(mg/kg
k j Delta
0.39
b b «C .
1234567829 Range
XOOOOO00o0 0.46
8006 40 o +
F GI50 T/C% | ¢ mode
- - pec.
KA-206 (E-312) ) HN)’\J/ on -4.61 (Mmg/kg
o. on| Delta
N \)\/ 1.09 -
1234567829 Range( )
XOOOOO0O0ooOo 1.7
10168 103 o) NO
i CH GISO0 T/C% | spec. mode
Mes-0Ld j\ | 3 (mg/kg
OH
o H H/\/ Delta
1234567809 ( ) I
Range
OO000000XxO
7149 131 NO
c " GI50 T/C% | spec. mode
Ni [Q?H ] (mg/kg
o crison Delta
I
1234567829 Range( )
OXOOOO0O000O
7150 131 NO
c s, [ GI50 T/C% | spec. mode
N (N /kg
N)\SC COzH] (mg
i Ao L Delta
I
1 2345674829 Range( )
OXOO0O000O0
7151 131 NO
GI50 T/C% | spec. mode
Qr* 'y [ (mg/kg
N bison ;| Delta
1234567829 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7154 131 NO
on. LT GISO T/C% | spec. mode
) H mg/k
HNf':JkNH [QEH—SQH ( g g
’ ’ :| Delta
( ) I
1234567809 Range
OXOOOO0O00
7240 131 NO
o - G150 | T/C% | spec. mode
N ' CH3CO COOH (mg/kg
CHaCHy \V\K'\ NH, Delta
( ) I
1234567809 Range
OXOOOO0O00O
8017 131 YES NO NO
NH,
GI50
4Amino6hydroxy2m N _4.99 T/;:l:/" spec. mode
ercaptopyrimidine | « CH,ICOOH - (mg/kg
monoiodoacetate ~ )\ Delta
HO N SH
0.71 I
1234567809 Range( )
XXXOOOOOO 123
8018 131 o NO NO
T ron GI50
4Amino6hydroxy2m P o 2 T/;:I:A) spec. mode
ercaptopyrimidine O ° (mg/kg
monoiodoacetate Ho S Nsn Y Delta
HO OH
#82 0 I
1234567809 Range( )
XXOOOOOOOo 0
8095 131 NO NO
i GIS0
Sulfisomidine ““‘i e 4 T/;:l:/" spec. mode
ascorbate #87 )i\ H_7_O (mg/kg
H,C )\CH3 HO/ﬁOH Delta
> ( ) I
1234567809 Range
XXOOOOOOO 0
10246 | 158 ¢ + | ves | no | ves| no | no| ves| no
N)j
1 _ GI50 T/C% spec. I mode
NF-1139 HoN""N"" NH -4.37 | (ma/kg)—
HOH,C —<CH,
O Delta | 45
CH.cH Y 222 I
12345678 2~-2 Range(40)
NXXXXXXXX[ >3




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10247 158 ELNH + N | No | YEs| Nno | no| No| N
N 2
o GI50 T/C% | gpec. [ mode
NF-1144 HZNANlNH - 4.37 |(ma/kg p
HOH2C<>CH2 Delta
CHZ'@ 2.61 ( ; '
1234567809 Range
XXXXXXXX[ 298
10248 158 )Cl\ CHO + NO NO | YES| NO NO | YES| NO
N~
o GISO T/C% spec. | mode
NF-1173 HN 2SN NH -4.93 | (ma/kg)f—
H O H 2C Z}CH 2 De|ta
. 0.88
1234567809 CHZCH@ Range( ) I
NXXNXXXXX[] 1.24
Cl
GI50
NF-1182 H NN NH o, (r;é/C:/S spec.| | | mode
HOH H
© 2CZ§C 2 Delta
Pl 0.54
1234567809 HsC™ "CHs Range( ) I
XXOXXOXOO 1.67
Cl
10250 158 N)ICH.NOH NO
GI50
NF-1183 HZN)\N " (n:/fli% spec. mode
HOH,C: CI:HZ g g
? Delta
1234567809 H,C~”CH, Range( ) I
OXOOOOO0O0
Cl
10563 158 WA YES NO NO NO
NF-1205 HZN)\«J\NH el GISO | T/C% | spec.| | | mode
HOH,C JHZ -4.9 (mg/kg
? Delta
(Cl 2)4-@ 3.1 ”
1234567809 Range( )
XXOXOOXOO 4
Cl
10564 158 P YES | NO YES NO
NF-1153 HQNMNH GIS0 | T/C% | spec.| | | mode
HOH,C &Hz -4.88 (mg/kg
? Delta
(Cl 2)-@ 312 “
1234567809 Range( )
XXOXOOXOO 4




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
Cl
10565 158 NH, YES NO YES NO
N7
NF-1147 HN/k«J\NH 2Hel GIS0 | T/C%| gpec.| | | mode
2HOHzc &HZ -4.69 (mg/kg
? Delta
© ”’@ ) I
123456789 Range
XXOXOOXOO 3.24
Cl
10566 158 J YES | ND YES NO
N
NF-1204 HZNJ\N)\NH GISO | T/C% | spec.| | | mode
HOH,C H, 4.73 (mg/kg
Z Delta
© 2"@ 20 I
1234567809 Range
XXOXOOXOO 3.05
Cl
10567 158 . YES NO NO NO
NF-1152 HZN)\N/ " GIS0 | T/C% | gpec.| | | mode
o ~4.72 | (mg/kg
Z? Delta
¢ 2”‘@ =0 I
123456789 Range




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
S
10471 65 |on YES NO | NO|[ NO | YES| NO| NO| YE
e GI50 | T/C% mode
SNF 4435C C)—d* 52 |(maskg spec.| |
| peita
1.32 I
1234567809 Range( )
XOXX XXX XX 2.07
10474 65 | 3 YES NO | NO | NO | YES
A GI50 | T/C% mode
SNF 4435D i 5.34 | (ma/kg spec. I
Delta
2.55 I
1234567829 Range( )
XOXKXXXOOO 3.3
11093 153 o. ol YES
- GI50 T/C% | spec. mode
pyrenocine B -4.82 |(mg/kg
Delta
H CH, 0.75 "
1234567809 Range( )
XOOOOOOOooOo 1.26
11095 153 o ol YES
_ | GI50 T/C% | spec. mode
pyrenocine A - 5.4 |(mg/kg
Delta
CH, 0.4 '
1234567829 Range( )
XOOOOOOood 1.42
8141 179 0 YES
GI50 T/C% | spec. mode
FS-5 HO | | (mg/kg
© ( 200) I
1234567809 Range
OXOOOO0O00O
10621 | 208 NO | No
q GI50 | T/C%| ¢ mode
. pec. |
Allixin CH,0 OH
mg/k
] (mg/kg .
Delta
1]
1234567829 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10889 67 o NO No | No| No | No| No| No| N
GI50
1,4-dihydro-6-hydr |HO Sl T//C;/O spec.| | | mode
oxy-4-0x0-2-guinoli i (mg/kg
necarboxlic acid N oon| Delta
H 0.42 I
1234567809 Range( )
XOXXXXXXX 0.43
(6]
6663 72 F COOH NO
(\N NI GI50 T/C% spec. mode
HN\) Y (mg/kg
Delta
- Ha
1
1234567809 F Range(SO)
OXOOOOO0O04a
(o]
6664 72 coocHs YES
N N I GI50 T/C% spec. mode
N4 (mg/kg
NH2 Delt
' e 162
1
1234567829 F Range(zoo)
OXOOOOOOad
6810 72 00CHs YES
F N GIS0 | T/C% | spec. mode
° (mg/kg
Delta 124
1234567809 F ( 400) I
Range
OXOOOOO0O04a
6870 72 F NO
o GISO T/C% | spec. mode
O (mg/kg
\ ° | Delta
COOH I
1234567809 Range(>400)
OXOOOOOOad
(o]
6871 72 mco% YES
|
GIS0 T/C% mode
N N spec.
HzN—O o (mg/kg
Delta 131
1234567809 F ( 200) I
Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6881 72 - I coon YES
| GI50 T/C% | spec mode
XXy -
N P (mg/kg
Delta 125
1
1234567809 Range(ZOO)
OXOOOOO0OOa
6882 72 o YES
F. I COOH GI50 T/C% Spec. mode
AN N (mg/kg
I—t;C/N\) O\% Delta 159
cre I
1234567809 Range(loo)
OXOOOOO0O0
(o]
6883 72 COOH NO
WA 650 | T/C% | spec. mode
C(;’ SN (mg/kg
Delta
1
1234567809 F Range(>400)
OXOOOOO0OOa
6961 72 o NO
cooH| GI50 T/C% spec. mode
(mg/kg
@_ﬂ | Delta
F CoHsg
1
1234567809 Range(loo)
OXOOOOO0O0
0
6962 2| COOH YES
GI50 T/C% | spec. mode
| (mg/kg
N
. ‘_,l Delta 120
1
1234567809 | Range(SO)
OXOOOOO0OOa
(@]
6963 72 F. I COOH NO
| GIS0 T/C% spec. mode
‘/\N N (mg/kg
N\l) F ‘—" Delta
1
123456789 °° Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
(@]
YES
6964 72 F. I COOH
| GI50 T/C% | spec. mode
‘/\N N (mg/kg
N\H F ‘—“_ Delta 132
CH3 1]
1234567809 Range(loo)
OXOOOOO0OOa
6965 72 NO
F. i COOH GIS0 T/C% spec. mode
/k
~ (mg/kg
\/a/w\) CoHs Delta
1
1234567809 Range(>200)
OXOOOOO0O0
6966 72 2 YES
R COOH
Hst GIS0 | T/C% | spec. mode
N N (mg/kg
F CoHs
LN;\(—’ Delta 122
P
1234567809 Range(ZOO) I
OXOOOOO0OOa
6967 72 . NO
E coon| GI50 T/C% spec. mode
(mg/kg
@i;,” [ EH Delta
1234567809 Range (>200) I
OXOOOOO0O0
6968 72 o NO
F. cooHl  GI50 T/C% | spec. mode
. (mg/kg
—I—C’ F Cas Delta
HO
1234567809 Range (>200) I
OXOOOOO0OOa
6969 72 NO
[e]
F. COOH GI50 T/C% spec. mode
L (mg/kg
N
HZN)\O. v Delta
1234567809 Range (>200) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6970 72 ) NO
; M ei50 | T7¢% | gpec. mode
O N (mg/kg
O, PGl Delta
123456789 Range (>200) -
OXOOO0000
6971 72 NO
E coon| GI50 T/C% spec. mode
o A (mg/kg
O\,:\/NJK/ N\) Cobs Delta
1234567809 (>200) .
Range
OXOOOO0O00O
6972 72 . NO
K cooH| GI50 T/C% | spec. mode
(mg/kg
w O Delta
<‘\/N\) CoHs
123456789 Range (>200) -
OXOOO0000
6973 72 . ND
R coor| GISO | T/C% | gpec. mode
(mg/kg
NG ,(;N (NEH Delta
N~ 3
123456789 Range( ) .
OXOOOO0O00O
6974 72 o ND
R COOH|  GI50 T/C% | spec. mode
N N (mg/kg
NG NS F L‘ Delta
1234567809 Range( ) -
OXOOO0000
6975 72 o NO
R COOHl GI50 T/C% | spec. mode
A N (mg/kg
no_n_J F L" Delta
1234567809 Range (>200) .




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC )
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6976 72 o NO
cooHl GI50 T/C% | spec. mode
A N (mg/kg
ne_n_J F |_| Delta
OH
1234567809 Range (>200) !
OXOOO0000
6977 72 o NO
coon| GI50 T/C% spec. mode
(mg/kg
N
. o~ Eo Delta
(\/N\l\‘ CaHs
123456789 Range (>100) !
OXOOOO0O00O
6978 72 o NO
F coona| GI50 T/C% spec. mode
. (mg/kg
NC\)I‘/\ oL Delta
1234567809 (>200) !
Range
OXOOO0000
6979 72 NO
o
. coocrs| GISO | T/C% | gpec. mode
~ ) (mg/kg
NN F oL Delta
1234567809 Range(25) I
OXOOOO0O00O
6980 72 . NO
K cooH| GI50 T/C% spec mode
| :
o : (mg/kg
" A’ N\) F o CHs Delta
1234567809 Range (>200) !
OXOOO0000
7006 72 F I COOH ND
m GI50 | T/C% | spec. mode
N N (mg/kg
OYN(:) Fooan Delta
123456789 " Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7007 72 o NO
cooH" 5150 T/C% | spec. ode
- N (mg/kg
F Delta
NC\’N\) A I
1234567809 Range(>200)
OXOOOOO0OOa
7008 72 . NO
" N (mg/kg
O\/ﬁ) F o CaMs Delta
O
1234567809 (>200) I
Range
OXOOOOO0O0
7009 72 o NO
COOH
‘j;:('j GI50 | T/C% | spec. mode
o (Y T L (mg/kg
{dVN‘) Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
7010 72 o) NO
COOH
TN N (mg/kg
Nop N P Cehs Delta
o I
1234567809 Range(>200)
OXOOOOO0O0
o)
7011 72 F COOH NO
GI50 T/C% | spec. mode
(N N (mg/kg
N\) F Delta
1
1234567809 @ Range(loo)
OXOOOOO0OOa
7012 72 o NO
Q (-N F Esz (mg/kg
):;ﬁk) Delta
1234567809 Range (>200) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7013 72 o YES
‘j;jf"\f GISO | T/C% | spec. mode
0 Q Lot (mg/kg
OHSC\d’ Delta
oon 131
1234567809 Range(SO) I
OXOOOO0O00
(@]
7014 72 Il cooH NO
N (mg/kg
@ F jl Delta
NH
1234567809 ’ Range (>100) I
OXOOOO0O00O
7015 72 0 YES
F COoH G150 | T/c% spec. ——
| (mg/kg
O‘ I “I'\ Defta [
COOH I
1234567809 Range(SO)
OXOOOO0O00
(@]
7016 72 F COOH NO
N N (mg/kg
N\ F Delta
1234567809 da Range (>100) I
OXOOOO0O00O
0
7017 72 R COOH NO
GI50 T/C% | spec. mode
F N (mg/kg
F i Delta
1234567809 Range (>200) I
OXOOOO0O00
(@]
7018 72 F COOH NO
GI50 T/C% Spec. mode
O N (mg/kg
F Delta
1234567809 da Range (>200) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7019 72 0 coon NO
GI50 T/C% | spec. mode
F Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
(@]
7020 72 COOH NO
(N N (mg/kg
s /) F Delta
1
1234567809 Range(>1OO)
OXOOOOO0O0
7021 72 F O NO
F COOH =T T/ co — —
' (mg/kg
@ . r|\1 Delta
1234567809 — Range (>100) I
OXOOOOO0OOa
7022 72 o YES
COOH GI50 T/C% spec_ mode
F A Delta 120
1
1234567809 Range(SO)
OXOOOOO0O0
(@]
7023 72 COOH NO
) | GI50 T/C% | spec. mode
; i (mg/kg
Delta
1
1234567809 F Range(zoo)
OXOOOOO0OOa
(@]
7024 72 COOH NO
GI50 T/C% Spec. mode
(N N (mg/kg
NS F \\(D Delta
1
1234567809 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7025 72 F O NO
F COOH— =2 m—— spoc, .
Ay \ (mg/kg
s/ F A Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
F (@]
7026 72 COOH NO
~ NI GISO | T/C% | gpec. mode
(AR ; (mg/kg
<j Delta
1
1234567809 F Range(>200)
OXOOOOO0O0
7027 72 COOH NO
JOL GISO | T/C% | spec. mode
(mg/kg
)\2 <j Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
7028 72 N O NO
COOH GI50 T/C% spec. mode
(mg/kg
N
Q Delta
F
1234567809 A (>200) I
Range
OXOOOOO0O0
7029 72 o NO
cooH| |50 T/C% spec. mode
% . (mg/kg
y FA Delta
N
1
1234567809 Range(SO)
OXOOOOO0OOa
F (@]
7030 72 F COOH NO
GI50 T/C% Spec. mode
F N (mg/kg
F f : Delta
1
1234567809 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7031 72 v o NO
R cool GI50 T/C% | spec. mode
o \)N N (mg/kg
e At " A Delta
o]
1
1234567809 Range(>200)
OXOOOOO0OOa
7032 72 . NO
j:;(ljm“ GI50 | T/C% | spec, mode
o N (mg/kg
GJ\/“‘\) " A Delta
1
1234567809 Range(>200)
OXOOOOO0O0
7033 72 NO
e X eoon| GISO T/C% spec. mode
o O (\N)f,IN] (mg/kg
Hac :J\/”\) A Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
NH, O
7034 72 F COOH NO
| GI50 T/C% | spec. mode
F N (mg/kg
Fo (ex0) [ pelta
O u
1234567809 Range(>100)
OXOOOOO0O0
NH, O
7035 72 F COOH YES
| GI50 T/C% | spec. mode
F ll\l (mg/kg
F (endo)
Delta 122
1
1234567809 Q Range(lz)
OXOOOOO0OOa
7036 72 . NO
cooH| GI50 T/C% spec. mode
(mg/kg
N N
(EC’ F ész Delta
1
1234567809 Range (>200)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7037 72 F oo NO
m GI50 T/C% | spec. mode
o (T T (mg/kg
(\N)\,NJ A Delta
o I
1234567809 Range(>100)
OXOOOOO0OOa
7038 72 . NO
F M G50 | T/C% spec. mode
o (‘ r N (mg/kg
o NJ\,Nx) A Delta
1234567809 Range( ) I
OXOOOOO0O0
NH, O
7039 72 COOH NO
GI50
" N T/C% | spec. mode
. (mg/kg
HoN Delta
1234567809 (exo) (>200) I
Range
OXOOOOO0OOa
7040 72 F Ll COOH NO
NI GI50 T/C% spec. mode
o (T & ) (mg/kg
C,NJK/N\) <:( Delta
1234567809 " Range (>100) I
OXOOOOO0O0
7059 72 NO
[e]
R coocHs| GISO0 T/C% spec. mode
©/\ | (mg/kg
ho T § Delta
1234567809 Range (>200) I
OXOOOOO0OOa
7060 72 o NO
R coocHs| GISO T/C% | spec. mode
@ ) | (mg/kg
H . K Delta
1234567809 Range (>200) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7061 72 NO
[e]
F coocHs| GISO0 T/C% spec. mode
| (mg/kg
N N N
J\ A Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7062 72 NO
(o)
R coocHs| GISO T/C% spec. mode
NI (mg/kg
Q/\ﬂ b Delta
1234567809 (>100) I
Range
OXOOOOO0O0
7063 72 NO
K 1 coocs| G150 T/C% spec. mode
i (o
N
ho T \ Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7064 72 NO
R 1 coocs|  CGISO T/C% spec. mode
Ho p k Delta
1
1234567809 Range(zo)
OXOOOOO0O0
7065 72 NO
F 1 coocs| GIS0 T/C% spec. mode
O\/m (mg/kg
H f |\ Delta
1
1234567809 Range(5)
OXOOOOO0OOa
7066 72 NO
F. 0 COOCHs GI50 T/C% spec. mode
[ m (mg/kg
‘\/N\/\N N
Ho f \ Delta
1
1234567809 Range (>100)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7067 72 NO
[¢]
F Il coocHs| GI50 T/C% spec. mode
o I (mg/kg
N
(YT § Delta
1234567809 (>200) !
Range
OXOOO0000
7068 72 NO
[e]
F | coocHs| GISO T/C% spec. mode
. I (mg/kg
N
u/\ Nl § Delta
1]
1234567809 Range(>100)
OXOOOO0O00O
7069 72 o NO
R | COOCHs[ GIs0 T/C% | spec. mode
|| (mg/kg
F N Delta
F l\/OH I
1234567809 Range(50)
OXOOO0000
7070 72 NO
Fﬁ(oltrcooczr{s GI50 T/C% spec. mode
| (mg/kg
N
O)NiN'/:)N P Delta
1]
1234567809 Range(>200)
OXOOOO0O00O
7071 72 0 NO
F, COOCHs GISO T/C% Spec mode
(\N N (mg/kg
O—N\) SN Delta
123456789 Range(50) !
OXOOO0000
7072 72 0 NO
K;f'T GIS0 | T/C% | gpec. mode
¢ N (mg/kg
O’N\) SN Delta
1234567809 Range (>100) !




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7073 72 NO
o Fﬁolj(cooczm GI50 T/C% spec. mode
| mg/k
(] ~ L (mg/kg
A N Delta
123456789 Range (>100) !
OXOOO0000
7074 72 o YES
F COOCHs|  GISO T/C% | spec. mode
) | (mg/kg
N
Q . \ Delta 123
1234567809 Range(loo) !
OXOOOO0O00O
7075 72 . NO
F coocats| GISO [ T/C% | gpec. mode
A (mg/kg
w P Delta
123456789 Range (>400) !
OXOOO0000
7076 72 . YES
3 coocHs| GI50 T/C% spec. mode
' . (mg/kg
o )T Q Delta
NN 121
123456789 Range(zoo) !
OXOOOO0O00O
0
7077 72 | Il coocH. NO
| GIS0 T/C% spec. mode
. N (mg/kg
F \\ Delta
N\ ,OH
1234567809 h Range (>200) I
OXOOO0000
7078 72 o YES
R COOC Hg
| GI50 T/C% | spec. mode
(mg/kg
F h Delta
F ‘EQCI © 134
123456789 ( 100) !
Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7079 94 o) NO
[ COOC,H 5 GI50 T/C% spec. mode
| (mg/kg
N
E Delta
F IE 1l
1234567809 Range(>100)
OXOOOOO0OOa
7080 94 e NO
= COOC,Hs
| GI50 T/C% | spec. mode
\ (mg/kg
F Delta
F
1234567809 N Range (>200) I
OXOOOOO0O0
7081 94 O NO
[ COOC,H§5 GI50 T/C% spec. mode
| (mg/kg
N
E Delta
F l\/ I
1234567809 Range(>100)
OXOOOOO0OOa
7082 94 o ND
= COOC,Hs
| GI50 T/C% | spec. mode
N (mg/kg
F ‘\ Delta
F
NG
1234567809 SN Range( ) I
OXOOOOO0O0
0
7083 94 | I coocs, NO
| GI50 T/C% | spec. mode
N (mg/kg
F
F \\ Delta
N
1234567809 N Range(SO) I
OXOOOOO0OOa
7084 94 o NO
R COOCAHs[ G150 | T/C% spec. mode
I (mg/kg
N
F Delta
F |E/ ||
1234567809 Range(loo)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7085 94 O NO
[ COOC,H§ GI50 T/C% spec. mode
' (mg/kg
N
F Delta
F I\ COOC,H
1234567809 2re Range(ZOO) I
OXOOOOO0OOa
0
7086 94 F COOC,Hs NO
| GIS0 T/C% spec. mode
. N (mg/kg
F 6 Delta
1234567809 Range(loo) I
OXOOOOO0O0
o
7087 94 F COOC,Hs NO
| | GI50 T/C% spec. mode
. N (mg/kg
F L© Delta
1234567809 Range (>200) I
OXOOOOO0OOa
7088 94 Q oo YES
I o GIS0 T/C% spec. mode
N (mg/kg
F @ Delta 131
1234567809 "2 Range(loo) I
OXOOOOO0O0
7089 94 0 NO
] ] coocats GI50 T/C% spec. mode
‘/\N N (mg/kg
N\|) F ‘E{' Delta
1234567809 Range(loo) I
OXOOOOO0OOa
(o)
7090 94 R COOCHs NO
]
N N GIS0 T/C% | spec. mode
NS o (mg/kg
Delta
1234567809 3 Range(loo) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
o
7091 94 K COOH NO
| GI50 T/C% | spec. mode
F N (mg/kg
o \% Delta
1
1234567809 CH3 Range(SO)
OXOOOOO0OOa
[e]
7092 94 chom NO
cl N GIS0 | T/C% | spec. mode
© (mg/kg
Delta
1
1234567809 F Range(>1OO)
OXOOOOO0O0
(@]
7093 94 3 COOCHs NO
NI GIS0 | T/C% | gpec. mode
F
o (mg/kg
Delta
1
1234567809 Range(400)
OXOOOOO0OOa
(o]
7094 94 R COOH NO
Nl G50 | T/C% | spec. mode
.
o (mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0O0
o
7095 94 R COOCHs YES
|
|/\ N):P\/:j GI50 T/C% spec. mode
NS o (mg/kg
Delta 133
1234567809 F ( 100) I
Range
OXOOOOO0OOa
(o]
7096 o4 COOC,Hs NO
N GISO T/C% | spec. mode
N (mg/kg
Delta
1234567809 F Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
(o]
7097 94 I:[N COOH NO
|
N N GI50 T/C% | spec. mode
OF (mg/kg
Delta
1
1234567809 F Range(>100)
OXOOOOO0OOa
F [e]
7098 94 R COOC;Hs NO
Nl G50 | T/C% | spec. mode
.
o (mg/kg
Delta
1
1234567809 Range(SO)
OXOOOOO0O0
7099 94 ol NO
N COOH
I:E | GI50 T/C% spec. mode
N N (mg/kg
o~ Delta
CH 1
1234567809 3 Range(loo)
OXOOOOO0OOa
10938 137 o NO
/@(77”/
X W spec.
GKA0271 @\/N\Aé 408 |(maskg
A Delta
0.72 I
1234567809 Range( )
XOOOOOOOad 0.8
10939 137 . N NO
GKA0238 Q ’W _3'_5109 (,TTQ/C:/; spec. mode
N Delta
X ”
1234567809 Range( )
XOOOOOOooad 081
11205 139 i * NO NO NO NO | YES NO
GISO [ T/C% | mode
) pec. |
EPF-6.1 4.23 | (ma/kg
Delta *
1.09 I
1234567809 Range( )
NOXKXXXXXX 1.32




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11451 139 NO
EPF-6.2 GISO T/C% spec. mode
(mg/kg
Delta
I
123456789 Range( )
OO00000xO0
11452 139 NO
EPF-6.3 GISO | T/C% | spec, mode
(mg/kg
Delta
1]
123456789 Range( )
OO00000xO0




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10664 61 i, * NO | YES| NO NO | +/- NO
GI50 T/C% mode
SN-07 f f spec. | |
e -9.44 (mg/kg
O Delta
|flq 0.97 0
1234567809 he Mo Range( )
NXOXXX XXX 1.68
OCH; O o)
10863 78 YES YES | YES NO NO YES
OH
UGO624A o, | G190 | T/C% | gpec.| | | mode
H H -5.92 (mg/kg
Delta Y2 N.T.
0.47 C1l
H\SS 1l
1234567809 \ Range( )| M1
NXOXXXXOOX 093
(o] OH o)
11170 109 CH,OH + NO YES NO NO NO NO | YES
H GI50 T/C% mode
FTADM m; spec.| |
CH H -7.17 (mg/kg +
" Delta *
H 0.83 I
1234567809 H Range( )
NXOXKXXXXXX 1.7
11171 109 + NO | YES| NO NO | NO NO | YES
'CH,OCO(CH,)sCOOH
H GI50 T/C% mode
FAD104 Spec. |
0 CHyf -718 (mg/kg
6; ﬂ Delta
H 0.82 I
1234567809 Range( )
NXOXXXNXXXX 1.45
11172 109 + NO | YES| NO NO NO NO | YES
GI50 T/C% mode
Ala-FA o " spec.| |
a X @ -7.13 (mg/kg
Delta
1\_} 0.87 "
1 23456789 r-gc_!r-nwZ CF3COOHH Range ( )
NXOXKXXXXXX 151
10027 155 .. o NO NO YES NO
H
ID-8910 il G150 | T/c% | gpec. mode
NH; (mg/kg
Delta
OH OH
( ) 1
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10028 155 o o o NO NO YES| NO
ID-8922 c| GI50 | T/C% spec. mode
NH, (mg/kg
Delta
OH
( ) I
1234567809 Range
OOXOXOXXO
10029 155 NO NO YES| NO
o  OH OH
D-10299 ~ diecu| G150 | T/C% spec. mode
« NH, (mg/kg
Delta
o OH
( ) 1]
1234567809 Range
OOXOXOXXO
10030 155 NO NO YES| NO
o OH OH
ID-11202 Pl chocis| G150 T/C% spec. mode
« NH, (mg/kg
Delta
[¢] OH OH
( ) I
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10952 16 NO NO
OH o OH o G|50
Solorinic acid MA -4.01 (Jg/lfl:z spec. mode
" Delta
0.11 I
1234567809 Range( )
XOXOOOOOO 011
10685 30 YES NO YES NO NO
AQ 34 o GI50 T/C% spec. | mode
i |22 |(mgrkg NT
Delta Cci o
0.39 Y1 "
1234567809 Range( )| M1
NOXXXXOOX 1.36
10408 38 NO NO NO NO NO NO NO NO
Carminic acid T/C% | spec. [ mode
(mg/kg
+
1
1234567809 Range( )
XXXXXXXX[ 0
11075 207 o +
OH O OH
KF 2 spec.
3035 -5.35 (mg/kg
HO Delta
O 0.43 I
1234567809 Range( )
XOOOOOOoOad 1.2




1.68

JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10412 75 NO
GI50 T/C% | gpec. mode
BRSQ-A 5.67 |(ma/kg P
Delta
=y 0.59
123456789 ( ) -
Range
XOOOOO00o0 0.88
10861 78 0’ YES NO | NO| NO [ NO YES
GI50 T/C% spec. [ mode
BraA -5.42 (mg/kg P
: Delta
H,N
0.38
12345678 9|" ( ) -
Range
XOXKXXXOOX 0.96 +
10862 78 YES NO YES NO YES NO
GI50 T/C% | gpec. [ mode
BraC -4.96 (mg/kg P
Delta
0.72
( ) I
1234567809 Range




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10108 130 +
/\,E 8 oom | GIS0 T/C% | gpec mode
BMS'181174 Dj\s OCH, —6 95 (m /k p -
(Mitomycin C analog)|,, N o . 9/kg
Delta
1.05
( ) I
123456789 Range
XOOOOOoooo 205
10169 200 + YES | YES NO NO | YES NO
w U GI50 0
1a-Docosahexaenoyl |* o g T/fk@ spec.| | | mode
-MitomycinC "-/\/DCQ =< |(mg/kg
Delta
1.32 Y2
( ) 1]
123456789 Range
XOXNKNXXXX[] 1.88
10652 200 NO
o rocou GI50 0
pal-MMC . - n-]r/;:k/o spec. I mode
. I ANV (mg/kg
Delta
( ) I
123456789 Range
OOOxXOO0O0OO
10653 200 NO
o LN-MMC L GIS0 | T/C% | spec.| | mode
e (mg/kg
H,C: +
X e &
« !
123456789 Range
OO00OXOOO0O0
10654 200 NO
CH,OCONH, G | 50 0
R o<V B 7wy oy
3 Delta
C ) !
123456789 Range
OOOxXOO0O0OO
10655 200 NO
AA-MMC v Ao GIS0 | T/C% | gpec.| | | mode
5 (mg/kg
" JT//V\CD Delta
I
123456789 Range( )




JCI.No

screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10656 200 NO
EPA-MMC v A GIS0 | T/C% | spec.| | | mode

- 2 OCH; o /k
A0
“ Delta
I
123456789 Range( )




1.42

JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10569 177 * NO YES
o) OH

GI50 T/C% mode
BM2419-DP "o spec.| |

-6.36 (mg/kg

Delta

H H H

1.05
123456789 ( ) -

Range
XXOXOOOO0O 27
10570 177 + YES

o CH,
BM2419-P2 Ho spec. [
9 -5.27 (mg/kg
Delta
H H H
0.43
« !

123456789 Range
XOOXOOOOO




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10726 46 +
GI50 T/C% | ¢ mode
pec.
LGD1069 481 | (maskg
Hs ooH| Delta
0.86 I
1234567809 Range( )
XOOOOOOooad 1.09
OOH
10727 46 NO
GISO | T/C%| ¢ mode
N, pec.
HX630 CQ -4.74 |(mg/kg
Delta
0.19 I
1234567809 Range( )
XOOOOOOoOad 0.32
8085 99 NO
COOH G50 — - ——
H pec.
Am 80 N\u/©/ -4.45 |(mg/kg
Delta
0.47 I
1234567809 Range( )
XOOOOOOooad 0.85
8086 99 +
OOH
Am 580 /©/ spec.
N -4 .55 (mg/kg
Delta
2.69 I
1234567809 Range( )
XOOOOOOoOad 2.99
8087 99 NO NO
GI50 T/C% | ¢ mode
COOH pec
Re 80 -4.64 (mg/kg
Delta
" " 0.17 r
1234567809 Range( )
XOOOXOOOO 0.45
8088 99 +
GI50 T/C% s mode
OOH pec.
Ch 55 -5.15 (mg/kg
Delta
0.52 I
1234567809 Range( )
XOOOOOOoOad 0.89




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8142 99 OOH NO
AM555S SN J©/ GISO | T/C% | spec. mode
a 4 -4.78 |(mg/kg
_d Delta
I 0.2 ( ; "
1234567809 Range
XOOOO0O00o0 0.46
COOH
8143 99 +
N GI50 T/C% | gpec. mode
600 q -4.88 |(mg/kg :
Delta
“IH3 1.07 I
1234567809 Range( )
XOOOOO0O0o0O 1.53
10516 100 . coon| NO YES| YES| NO | NO
~ ,@l G50 | T/Cc%
> spec. | mode
TAC-101 / 2.73 | (ma/kg p
- Delta c2
| 0.15 AL
1234567809 Range( )| m1
XOXNXKKKOCO 0.32 E1 +




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10712 66 YES NO NO NO NO NO NO YES
- Se GI50 T/C% | spec. [ mode
S2-1 | -5.61 (mg/kg
N Delta
0.16 Al "
123456789 HO Range( )
XOXXXXXXX 0.85
10713 66 YES YES NO NO NO NO NO YES
Se GIS0 | T/C% | spec.| | mode
Z-2 p
S | -5.6 (mg/kg
N D(;:'I';a M3
: Cc2
1234567809 HO Range( ) I
NOXKXXXXXX 0.92
10714 66 NO NO NO NO NO NO | YES
SZ-3 Se GISO T/C% spec. I mode
| (mg/kg
N Delta
M1 "
1234567809 HO Range( )
OOXXKXXXXX
10715 66 YES YES | NO NO NO YES
- Se spec. |
SZ-4 I -5.51 (mg/kg
N Delta
HO 0.25 M3 "
1234567809 Range( )
NOXXXXOOX 1.04
10716 66 NO NO NO NO NO NO | YES
SZ-5 Se GISO T/C% spec. I mode
| (mg/kg
N Delta Vi
M1
1234567809 HO Range( ) I
OOXXKXXXXX
10717 66 NO NO NO NO NO NO | YES
SZ-G Se G|50 T/C% Spec. | mode
(mg/kg
N
Delta Y1
HO M1 ’
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10718 66 NO NO NO NO YES NO YES
sz-7 \@/se GISO | T/C%| spec.| | | mode
1 {\/V (mg/kg
o Delta Y1
( ) M1 1
1234567809 Range
OOXXKXXXXX
10719 66 YES | NO NO NO NO NO | YES
SZ-8 \©\(8e GIS0 T/C% spec. I mode
f (mg/kg
N Delta
HO M2 ’
1234567809 Range( )
OOXXXXXXX
10720 66 NO NO NO NO NO NO | YES
Se G150 >
o \/\/\“/ 15 T/C% spec. [ mode
N (mg/kg
Delta
HO
1
1234567809 Range( )
OOXXKXXXXX
10721 66 NO NO NO NO NO NO NO NO
GI50 T/C% s mode
) pec. |
DSP-1 __ 4.06 | (ma/kg
Se Delta Al
0.36 Y1 "
1234567809 O Range( )| M1
NOXKXXXXXX 0.43 +
10722 66 o NO NO NO NO YES NO YES
GI50 T/C% | ¢ mode
. pec. |
DSP-2 __ (mg/kg
Se Delta Al
O| Y1 -
1234567809 Range( )| M1
OOXXKXXXXX
10723 66 + NO NO NO NO NO NO NO
— GISO [ T/C% | mode
) pec. |
DSP-3 Se 434 | (ma/kg
Delta
o= 1.19 '
1234567809 Range( )
NOXKXXXXXX 1.53




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10805 66 A YES
SZ-10 NN |\/89 GIS0 T/C% spec. mode
||J (mg/kg
N~ Delta M3
| ( y| ¢4 |
123456789 Range
OOXOO0000 E1
10806 66 = NO
sZ-11 NS | Se\/ GIS0 T/C% | spec. mode
N (mg/kg
N Delta
HO ( ) 1]
1234567809 Range
OOXOOO0O00
10807 66 NO
4 /@ GI50 | T/C% | mode
- pec.
= O o
"E s« Delta
M1
123456789 ( ) -
Range
OOXOO0000
10808 66 YES
P \/\/\“/SGJ GIS0 | T/C% | spec. mode
N (mg/kg
AN Delta
HO M3
( ) 1]
1234567809 Range
OOXOOO0O00
10809 66 YES
Sz-15 I > GISO | T/C% | spec. mode
N\\) (mg/kg
HO/ Delta M2
( ) C1 I
123456789 Range
OOXOO0000 E1
10810 66 NO
S7Z-16 \/\/\Il/se_/\/ GI50 T/C% spec. mode
N (mg/kg
HO” N\ Delta c1
( ) M1 I
1234567809 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10811 66 YES
Sz-18 Se GIS0 T/C% | spec. mode
NS Delta
HO M3
123456789 Range( ) -
OOXOO0000
10812 66 NO
R-1 \Q/Se GISO [ T/C% | spec. mode
lil /Z (mg/kg
@ Delta
=
123456789 ( ) -
Range
OOXOO0O0O00
10847 66 YES
sz-24 \/\/\/Se\/L GIS0 | T/C% | spec. mode
’H% (mg/kg
HO Delta M3
( ) C1 I
123456789 Range
OOXOO0000
10848 66 YES
o7 22 \/\/\II/Se GI50 T/C% spec. mode
N (mg/kg
HO/\/ Delta M3
( ) C1 I
123456789 Range
OOXOO0O0O00 E1




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11655 66 o NO NO NO NO
GI50
2-(4-Chlorophenyl)- 419 (r;]r/fl:/" spec. I mode
6-phenyl-1,4-oxasel ] 9/kg
enine S Delta
e 0.41 .
1234567809 Range( )
XOXXXOOOO 06
11656 66 NO
GI50
2,6-Diphenyl-1,4-0 o T/fli% spec. mode
xaselenine | | (mg/kg
Delta
S€
1234567809 Range( ) I
OOXOOO0O0OO
11657 66 YES NO NO NO
GI50
N,N-Dimethyl-Se-(4 Se o a4 T//Cl:/" spec.| | | mode
-methylphenyl)disele )k : (mg/kg
nocarbamate (CHg,N~ 5S¢ Delta M1
0.43 Y1 I
1234567809 Range( )
XOXXXOOOO 09
11658 66 Se NO
GI50
1-Selenocarbamoyl JJ\ T/;:IZA) spec. mode
piperidine N NH, (mg/kg
Delta M1
Y1l I
1234567809 Range( )
OOXOOO0O0OO
11659 66 Se NO
. GI50 T/C% mode
N,N-Diethyl-selenob spec.
enzamide NN (mg/kg
k Delta
( ) I
1234567809 Range
OOXOOO0O00O
11660 66 YES NO NO | N.D.
Q GI50
Di-p -tolunoyl S&\Seo gt (r;/fli% spec.| | | mode
diselenide g/Kg
Delta
0.91 M1
( ) I
123456789 Range
XOXXXOOOO 161




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11661 66 NO
o o
GI50
Di-p -tolunoyl T/;:l:/" spec. mode
selenide Se (mg/kg
Delta c1
( ) M1 I
1234567829 Range
OOXOOO0O00O
11662 66 NO
Se GI50
5-Butyl-3,3,4-triph | o T/;:IZA) spec. mode
enyl-3H-selenol-2-0 (mg/kg
ne Ph Ph | Delta
Ph
( ) I
1234567809 Range
OOXOO0O0O000
11663 66 YES YES [ NO NO
S GI50
2-(4-Methylphenyl)- € 4.86 (n-:—/lclz/o spec. I mode
1,3-selenazol-4-one \ 9/Kg
N O | Delta M4
0.96 Y4 I
1234567809 Range( )| c3
XOXXXOOOO 135 £
11664 66 NO
GI50
4-Hydroxy-2-(4-me . T/;:IZA) spec. mode
thylphenyl)-5-pheny I (mg/kg
I-1,3-selenazole \ o Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11375 82 NO NO NO NO
. ! i GIS0 T/C% mode
brosid 4 M spec.
cerebroside §§, f ™| -4.01 |(mg/kg
W Delta
0.21 I
1234567809 Range( )
XOOOXOOXX 0.21
11442 175 NO NO NO NO NO | YES| NO | NO
(2R 4E,8E)-N-2"-hydrox | 7 (2'5001 T/C% | gpec.| | | mode
yoctadecanoyl-1-O-(b Ry . - (mg/kg
-D-glucopyranosyl)-9-m Delta
ethyl-4,8-sphingadienin 0.2 I
123456789 Range( )
XOXKXXXXXMNX 0.21




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10464 34 HCO YES
GI50 T/C% mode
AC-7739 o o a8 spec.
¢ -S. mg/k
o, (mg/kg
H.Hel | Delta
CHa 0.62
123456789 ( ) -
Range
XOOOOO00o0 3.16
11068 45 YES
GIS0 T/C% spec. mode
CSK-512R y 5.14 | (ma/kg P
" Delta
1.27
( ) 1]
123456789 Range
ROOOOOOOO v
8082 148 +
GI50 T/C% | gpec. mode
TOR-1 ) 5.34 | (ma/kg p
A~ "™ Delta
0.35
123456789 ( ) -
Range
XOOOOO00o0 0.9
8083 148 I +
GISO | T/C% mode
TOR-2 spec.
-5.08
a P (mg/kg
.| Delta
| 0.41
( ) 1]
123456789 Range
ROOOOOOOO 081




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10111 47 NO NO NO
BzO
TK-50F © OH GISO (r;]rg/;:;/; spec. mode
B0 OBz Bz:-CO-O Delta
1
1234567809 Range( )
OOXOXOXOO
10112 a7 NO NO NO NO
TK-50P H GIS0 r;/fli% spec. mode
BzO Bz;-CO—D ( g g
BzO OBz Delta
1
1234567809 Range( )
OOXOXOXXO
10114 47 NO NO NO YES NO
Bno O GI50 T/C% mode
_ spec.
WK-252 e 2.7¢ | (ma/kg p
o en-cH, ¢} | Delta
0.14
1234567809 ( ) I
Range
XOXOXOXXO 0.27
10115 47 NO NO NO YES NO
O GIS0 T/C% spec. mode
TK-44 448 (mg/kg p
QH Delta
0 OCHs 0.28 I
1234567809 OH Range( )
NXOXOXOXXO 0.56
10116 47 NO NO YES NO
TK-34 g q GISO T/C% spec. mode
o Y dion (mg/kg
. Delta
( ) 1
1234567809 Range
OOXOXOXXO
10117 47 NO NO YES
WK-251 > Nvor GISO | T/C% | spec, mode
BnO. Bn:-CHZ_O (mg/kg
OBn Delta
1
1234567809 Range( )
OOXOXOXOO




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10637 a7 CHOTr + NO
o
GIS0 T/C% spec. mode
TK-3001-M o o 437 (mg/kg P
OH |, Delta
0.47 I
1234567809 Range( )
XOOOOOOXO 0.84
10409 109 NO NO NO NO NO | NO NO
GIS0 T/C% mode
Ph-FT spec.| |
-4.45 |(mg/kg
Delta
. - 0.24 I
1234567809 } Range( )
NOXKXXXXX[ 05
11462 122 NO NO NO NO NO
3,6-Anhydio-a - G'io T/C% | spec.| | | mode
O, -
-methyl-D-glucopyr \j/ P (mg/kg
anose, 2,4-bis(neope l\;l/ Delta
nthlenephosphate) 0 ( ) I
1234567809 Range
XOXXXOOXO 0
7131 138 NO
ORO o N GI50 T/C% spec. mode
;[RO ]# R--!:I-m(f{ (mg/kg
e “*| Delta
1
1234567809 Range(>200)
OXOOOOO0O0
7132 138 NO
o o | G190 T/C% spec. mode
M} R--E-”Q (mg/kg
o “| Delta
1
1234567809 Range(SO)
OXOOOOO0OOa
6841 145 NO
HOH,C
OO_Q_OH GIS0 | T/C% | gpec. mode
OH (mg/kg
HO Delta
OH
1234567809 Range (>100) I




i 7 8
JCI.No screening No. 1 2 3 4 5 6
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6842 145 NO
HOH,C O—Q—COCH3 GI50 | T/C% | spec. mode
Q
'OH (mg/kg
HO Delta
OH
I
1234567809 Range(>100)




JCI.No screening No. 1 2 3 4 5 6 7 8

compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.

7223 31 - NO
mi\N_Q 6150 | T/7¢% | spec, mode
. H (mg/kg
Ig—Q—OCHg Delta
1234567809 Range (>400) I
OXOOOOO0O0O
o)

7226 31 YES
N GIS0 T/C% spec. mode
NJ (mg/kg
| Delta
02 I

Range ( 200)

123456789

OXOOOoooad

7227 31 o O YES
N GI50 T/C% | spec. mode
) (mg/kg
N

Delta

O
s OCHs I
1234567809 0z Range(400)
OXOOOO0O00
6709 72 NO
o pec.
O—CHZSQ NHICINH —O—Cl (mg/kg
Delta
1234567809 Range(zoo) I
OXOOOO0O00O
6710 72 NO
GI50 T/C% s mode
0 pec.
%—so2 NCH;NH—< >—C| (mg/kg
|
Cre Delta
1234567809 Range (>400) I
OXOOOO0O00
6713 72 NO
GI50 T/C% s mode
o 4 pec.
H3C—O—SQ NHgNH—(SD (mg/kg
Delta
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6714 72 NO
. GI50 T/C% | spec. mode
Q >_ "_< >_ (mg/kg
SO,NHC cl
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
6715 72 NO
s GIS0 T/C% spec. mode
Q > ! _©_ (mg/kg
SO,N=CNH! cl
Delta
1
1234567809 Range(>400)
OXOOOOO0O0
6716 72 NO
- GI50 (T/;::/o spec. mode
Q >—SOZN=ICNH—< >—c| mg/Kg
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
6717 72 NO
M, CHy GISO | T/C% | gpec. mode
C@ ! O (mg/kg
SO, N=CN Cl
Delta
1234567809 Range (>400) I
OXOOOOO0O0
6718 72 NO
GI50 T/C% | ¢ mode
pec.
ch—O—SOZNHNH-O—CI — (mg/kg
elta
1234567809 Range (>400) I
OXOOOOO0OOa
6719 72 NO
)
Hac—Q—SOQNHN(IZNH—O—CI GISO (r;-g/;:/; spec. mode
<j Delta
Cl
123 678 Range(zoo) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6786 72 YES
"N ol 6150 | T/Cc% spec. mode
I og e
N N D I
" a1 120
1234567809 ( 200) I
Range
OXOOOO0O00
6787 72 cHe YES
NH GI50 | T/C% | gpec. mode
\H c (mg/kg
o L
CQ v Delta | 154
1234567809 ( 200) I
Range
OXOOOO0O00O
6856 72 NO
° ne N GIS0 | T/C% | gpec. mode
CHs s”
O (mg/kg
HN - CHs ol Delta
1
1234567809 Range(>400)
OXOOOO0O00
6857 72 NO
N N GIS0 | T/C% | gpec. mode
7Y (mg/kg
CHSOHZN/ \CH3 cl| Delta
I
1234567809 Range(>400)
OXOOOO0O00O
6858 72 NO
H GI50 T/C% mode
QNN spec.
7
O X (mg/kg
H,N" “CH, ¢l Delta
1
1234567809 Range(>400)
OXOOOO0O00
6859 72 NO
o | GIS0 | T/C% mode
o . N spec.
CH, 57 S ma/k
OO o
HN T CH, Delta
I
1234567809 Range (>400)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6860 72 NO
9 N n Cl GI50 T/C% spec. mode
cHg—O—E/ T \(j (mg/kg
HAT Sor Delta
1234567809 Range (>400) I
OXOOOOO0OOa
6861 72 NO
o H GIS0 T/C% spec. mode
cre— >‘§/NYN\Q (mg/kg
P Son™ el Dty
1234567809 Range (>400) I
OXOOOOO0O0
6862 72 NO
9/N H GIS0 | T/C% | gpec. mode
OO
N Nk, Delta
1234567809 Range (>400) I
OXOOOOO0OOa
6863 72 NO
N GISO | T/C% mode
PP spec.
CHa 7Y mg/k
_©_5 ,N\\O ( 9/kg
HN" TCH Delta
1234567809 Range (>400) I
OXOOOOO0O0
6865 72 NO
o * | GISO | T/C% | gpec, mode
c%—@—g/ Y N\CH3 (mg/kg
o © Delta
1234567809 Range (>400) I
OXOOOOO0OOa
6866 72 NO
Cl
o H H GI50 T/C% | spec mode
l/N N. .
H /k
O Ok
CHy Delta
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6867 72 NO
H GI50 T/C% mode
O NN cl spec.
O (mg/kg
CH, Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
6868 72 NO
o H GI50 T/C% | gpec mode
1 NN N p .
OO L mang
cHy °’| Delta
1
1234567809 Range(>400)
OXOOOOO0O0
6869 72 . NO
O Pong N GI50 T/C%
CH f Y 0 spec. mode
O HN=NH \G\CI (mg/kg
b Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
6915 72 NO
(:Hg)/N n GI50 T/C% spec. mode
WO e o Delta
1
1234567809 Range(>400)
OXOOOOO0O0
6916 72 NO
° NN GI50 T/C% | spec. mode
L0 (mg/kg
‘| petta
1
1234567809 Range(>400)
OXOOOOO0OOa
6917 72 NO
o H GI50 T/C% | ¢ mode
P pec.
OO (mg/kg
"o °| Delta
1
1234567809 Range (>400)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10164 103 +
i GI50 | T/C% | mode
- vo, pec.
MGS-007 /O)\J;] D P
i Delta
0.52
( ) I
1234567809 Range
XOOOOOooooOo 1.03
6802 131 NO
Chg co-cH| G0 [ T/C% | gpec. mode
>so- N (mg/kg
CH3 CO-CH Delta
« !
123456789 Range
OXOOO0O0O0O0
8117 189 O:\/O + YES
Z
GI50 T/C% mode
HMN-154 spec.
NH -7.57 (mg/kg
éoz Delta poly.
0.43
Q ( ) I
12345678 9| Heo Range
XOOOXOOOO 3.29
(o]
8118 189 @/@ + YES
HMN-176 spec.
NH -6.47 (mg/kg
L, Delta poly.
1.26
HCO/O/ ( ) I
12345678 9| Range
XOOOXOOOO 3.73
Cl (0]
8168 208 d—d NO
N o GI50 T/C% Spec. mode
i (mg/kg
Delta
( ) I
1234567809 Ha Range
OXOOOO0O0OO;O
Cl OCH;
10026 208 NO
N N GI50 0
VII-SN-100-B1 N T/C% | spec, mode
(mg/kg
Delta
lH ( ) [l
123456789 - Range
OXOOO0O0O0O0




JCI.No screening No. 1 2 3 [ 4 > S 8
compound | sup. HCC )
screening | code structure/comments | panel | P388 | PK |[Topo.| Tub. [p-Gp | Inv. [Angio.
8157 214 *

N[ G50 [ T/C% | gpec. mode

ER-34336 CI\?_NHSOZ_CI/ -4.84 (mg/kg

{ Delta
1.48 [l
( )

123456789 Range
XOOOOOOOdOo 1.93
8158 214 *

~-""| GI50 T/C% | spec. mode
ER-35745 C|§NHSOQQ -4.83 |(mg/kg
N Delta
1.4 M
( )

1234567829 Range

XOOOOOOoOooOo 1.83
10156 214 * NO
E7070 a é SO 35801 T//C;/(’ = —

—\NHSO - (mg g
H ‘ Delta
1.53 [l
( )
123456789 Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6636 27 YES
corcr GI50 T/C% | spec. mode
CN—CHZ—O—CHQS(‘LCHQ *HCI (mg/kg
Del
elta 126
1
1234567809 Range(25)
OXOOOOOOad
6637 27 YES
SO,CHs GIS0 T/C% spec. mode
CN—CHZ—O—CHZSC:CHZ *HCl (mg/kg
Delta 133
1
1234567809 Range(25)
OXOOOO0O00O
6638 27 YES
soch, GI50 T/C% | spec. mode
DN—CHZ—O—CHQSC=CH2 “HCI (mg/kg
Del
elta 131
1
1234567809 Range(25)
OXOOOOOOad
6639 27 YES
GI50 T/C% | spec. mode
OCN—CHFO—CHZSCI=;H-30 -HCI (mg/kg
Delta 125
1
1234567809 Range(SO)
OXOOOO0O00O
6887 27 NO
GI50 T/C% | ¢ mode
pec.
s~ (ma/kg
CN—CHZ—O—CHQSC:CHZ - Hel
Delta
1
1234567809 Range(25)
OXOOOOOOad
6888 27 NO
GI50 T/C% | ¢ mode
w @ o pec.
e Yonsbon (mg/kg
2 2ZE2 Lyl
Delta
1
1234567809 Range(25)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6889 27 NO
GI50 T/C% | ¢ mode
o O pec.
CN—CH;—O— CH slccfb(:H'-‘Z (mg/kg
R el
Delta
1
1234567809 Range(25)
OXOOOOO0OOa
6890 27 NO
SO,CH3 GIS0 T/C% spec. mode
HIG _ r el ma/k
ch'N CHz—Q- CH,SC=CH, ( g g
Delta
1
1234567809 Range(>50)
OXOOOO0O00O
6891 27 NO
SO,CHz GISO T/C% spec. mode
CN—CHz—Q—s:::CHZ -HCI (mg/kg
Delta
1
1234567809 Range(25)
OXOOOOO0OOa
6892 27 NO
GI50 T/C%
SQ—Q °| spec. mode
o -stecr i (mo/kg
Delta
1
1234567809 Range(25)
OXOOOO0O00O
6893 27 NO
SozCH2_<> 6150 T/C% Spec. mode
CN-CHz—@-Sé:CHQ - HCI (mg/kg
Delta
1
1234567809 Range(>50)
OXOOOOO0OOa
6894 27 YES
_@ GI50 T/C% Spec. mode
N—CHz-< >—CHS(I::(22H—< >'HC| (mg/kg
C ' Delta
120
1
1234567809 Range(zoo)




JCI.No screening No. 1 2 3 4 5 6 7 8

compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.

8100 27 N | YES
—N TGO STy mode
- SpecC.
HD-164 <\_/>70stl-CH2 -4.57 |(mg/kg p
Delta
HC 03s | 12° I
1234567809 Range(loo)

XXOOOOO0o0O 0.82




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8089 99 y *
Ly N N “Noul| GISO T/C% spec. mode
! -4.31 (mg/kg
Delta
1.05 I
N ( )
XOOOOOOOooOo 1.36
8090 99 *f_Q x
BL-V8-310 oH -4.57 |(mg/kg
Delta
1.33 I
1234567809 Range( )
XOOOOOOood 1.9
8091 99 7 *
- Y NH GIS0 | T/C% | gpec. mode
epi-BL-V8-310 oH 4.4 (mg/kg
Delta
1.49 I
XOOOOOOOooOo 1.89
8092 99 . ' *
oocidin Ba > "| 650 | T/C% | gpec. mode
Teleoocidin B- -4.78 |(mg/kg
Delta
! 3.22 "
1234567809 Range( )
XOOOOOOood 4




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11140 92 + YES | YES NO YES NO YES
HN
TOO10 OH CH, GIS0 T/C% spec. I mode
H -5.4 |(mg/kg
| OH
T Delta A2
3 0.19 c2
123456789 A ( )| M1 -
Range
XOXNXNXOXXX 0.74
11015 148 YES* NO YES NO NO | +/- NO NO
GIS0 [ T/C% mode
NA-33414A spec. [
-5.69 (mg/kg
Delta
0.78 C1 "
123456789 Range( )
XOXX XXX XX 155




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10227 25 +
N C‘51I570g T/C% | spec. mode
Tetrodecamycin — (mg/kg
Delta
0.84 I
1234567809 OH Range( )
XOOOOOOooad 1.05
11007 38 YES NO YES YES YES
. . GI50 T/C% | gpec. mode
Arisostatin A 6.31 (ma/kg p
: ly.
= ] e
Py : Y1
1234567809 JY Range( ) I
RORORROOX 156 el
10674 108 NO NO NO | YES| NO NO | +/- NO
°o o GI50 T/C% mode
S-RS-2 spec. | |
" 2 Delta
0.37
( ) 1
1234567829 Range
XXXXXXXX[ 0.59
10675 108 NO NO NO | YES| NO NO | +/- NO
o GI50 T/C% mode
-RS-7 spec. |
S-RS M -4.01 |(mg/kg
" Delta all
0.28
( ) 1 [l
1234567829 Range
RRXRXRXRREC 0,29 el
10676 108 o o NO NO | YES| NO NO NO NO
GI50 T/C% | ¢ mode
; pec. |
RK 682 (CH2)14CH3 '4.26 (mg/kg
HO 9y Delta
0.3 I
1234567809 Range( )

0.55

I+




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10382 181 ol NO
TX-105 Ny S| GISO | T/C% | spec. mode
/@\ (mg/kg
FsC N Delta
> I
1234567809 Range( )
OOXOOOOO0O
10383 181 NO
Ny ":[T6150 | T/c% mode
TX-106 - spec.
AN (mg/kg
Fs Delta
1
1234567809 Range( )
OOXOOOO0O0
10384 181 NO
CF,
TX-107 NK\ GISO T/C% spec. mode
AN, (mg/kg
0, Delta
1
1234567809 Range( )
OOXOOOOO0O
10385 181 ol NO
TX-108 N CFs| GISO | T/C% | spec. mode
/@\ (mg/kg
FaC N Delta
> I
1234567809 Range( )
OOXOOOO0O0
10386 181 oF, NO
TX-109 N—N noo| GISO | T/C% | spec, mode
SN G
FsC N Delta
1
1234567809 Range( )
OOXOOOOO0O
10387 181 NO
cl CF,
TX-113 NK\ GISO T/C% spec. mode
AN, (mg/kg
0, Delta
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8

compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.

10388 181 NO
O,N CF3
N—N GI50 T/C% mode
TX-1874 \ jl/j/ spec.
AN ~ (mg/kg
lo, Delta
1234567809 ( ) I

Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
7225 31 NO
N s GI50 T/C% mode
\ spec.
O~ ‘(N_O_C. (mg/kg
H Delta
1234567809 Range (>400) I
OXOOOOOOad
6640 151 NO
H
O P GIS0 | T/C% | spec. mode
CH3CCH,CNHCN (CaH,), (mg/kg
(I:H3 Delta
1234567809 Range (>400) I
OXOOOOO0O04a
6641 151 S NO
H
HaG N—( GI5S0 T/C% | spec. mode
9y X N—CH2—® (mg/kg
3
HAC OH Delta
1234567809 Range (>400) I
OXOOOOOOad
6642 151 NO
o ? GI50 T/C% | spec. mode
Il (mg/kg
CH C(CHZ)ZNHCNH-< >—OCH
’ ’ Delta
1234567809 Range(SO) I
OXOOOOO0O04a
6643 151 H S NO
H5C N—( GIS0 | T/C% | spec. mode
e N-C3H, (mg/kg
3
. OH Delta
1234567809 3 Range (>400) I
OXOOOOOOad
6647 151 H)Sj\ NO
N N-CHz | GISO | T/C% | gpec. mode
H3C, \ (mg/kg
Hy / Delta
1234567809 CHs Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6845 131 NO
CH N
o GISO | T/E% | spec, mode
N\N _CH * CF;COOH (mg/kg
H Delta
1234567809 ( ) I
Range
OXOOOOOOad
7248 131 NO
N n|  GISO T/C% mode
. - spec.
e (mg/kg
' H Delta
1
1234567809 Range( )
OXOOOOO0O04a
7250 131 NO
N NH, GI50 T/C% mode
— (\, spec.
CHssJ\N/N . NASCHzE-OH (mg/kg
e Delta
1234567809 ( ) I
Range
OXOOOOOOad
6919 151 N Il SH NO
Nig N GIS0 T/C% spec. mode
(mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0O04a
7051 208 NO
GI50 T/C% | spec. mode
I\ N (mg/kg
NN <
1N NCNGE #o Delta
1
1234567809 Range(>100)
OXOOOOOOad
7052 208 NO
X marig
g \N’NCN(c Hi)o Delta
1
1234567809 Range (>100)




0.87

I+

JCL.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10896 | 208 Q + N | No| No | no| No| No| vEs
GI50
N-tribromoacetyl )‘k 405 T/;:l:/o spec.| | mode
morpholine Br;C N : (mg/kg
Delta
O 1.39
123456789 ( ) -
Range
XOXX XX XXX 1.45
10897 208 o YES YES | YES| YES NO | +/- NO YES
GI50
N-methyl-N-tribrom 5 39 T/;:IZA) spec. [ mode
oacetyl-benzylamine | BrsC N : (mg/kg
Delta poly.
Hs 1.23 M2 !
123456789 Range( )
XOXNKNXX XXX 186
10898 | 208 n NO N | No| no | No| No| No| ves
GI50
1-tribromoacetyl-2- Br.C N 476 T/fl:/" spec. [ mode
methylaziridine 8 : (mg/kg
Delta
0.66
123456789 ( ) -
Range




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11455 131 NO NO
Benzamide O_N/” u_i_,f G_IZO T/;:l:/" spec. mode
trichloroacetate Q_! ht J (mg/kg
Delta
0
1234567809 ( ) -
Range
XXOOOOO0o0 0
11456 131 NO NO
GI50
Benzoichydrazide ny; 4 T/;:IZA) spec. mode
trichloroacetate N (mg/kg
Delta
0
( ) 1
1234567809 Range
XXOOOOO0OO 0




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
0
8031 179 t NO
OH GI50 T/C% | spec. mode
FS-1 -6.55 (mg/kg
Delta
1.45 I
1234567809 Range( )
XXOOOOOOoOd 1.95
6958 210 NO
CHy CH  CH, GI50 T/C% spec. mode
S CH. H% o (mg/kg
’ Delta
1
1234567809 Range(>400)
OXOOOOO0O04a
6959 210 YES
Hs CH3  CHj GI50 T/CfV d
I AL, °| spec. mode
; CH3 CH; $ ° (mg/kg
Delta 130
1
1234567809 Range(zo)




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10389 181 T YES NO
TX-1841 GISO | T/C% | spec, mode
o (mg/kay 12
Delta A2
c2 I
123456789 J Range( ) v
OOXOO00XO E1
CHs
10390 181 HoC ocH, YES NO
KIH-202 GISO | T/C% | spec, mode
o (mg/kg M3
Delta A2
( ) c2 1]
123456789 Range V2
OOXOOO0OXO E2
.
10391 | 181 NO
TX-1126 GIS0 | T/C% | spec. mode
o (mg/kg
Delta
123456789 d ( ) -
Range
OOXOO0000
10392 181 " NO
TX-1840 GIS0 (ng flzg spec. mode
oN Delta
123456789 N ( ) -
Range
OOXOOO0O00
10393 | 181 NO
TX-1125 G50 (r;é/czé spec. mode
Delta
1234567809 ( ) -
Range
OOXOO0000
v
10394 181 oH YES NO
TX-815 GIS0 , T/fli% spec. mode
P mg/Kg
M3
Delta A2
123456789 ( )| &2 -
Range Y2
OOXOOO0OXO E2




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
OH
10395 181 o NO
KIH-401 GISO | T/C% | spec, mode
o (mg/kg
é Delta
1234567809 J Range( ) I
OOXOOO0O0O0
OH
10396 181 HsCO NO YES NO
| GISO T/C% mode
KIH-201 spec.
Delta A2
/ 0.11
( ) c2 1
1234567809 4 Range vo
XOXOOOOXO 0.24 E2
OH
10397 181 YES NO
KIH-200 GISO T/C% spec. mode
o (mg/kg M3
) Delta A2
/ C o L
1234567809 d Range vo
OOXOOOOXO E2
OCHs
10398 181 HO, NO YES NO
KIH-2 spec.
o1 Az
: Cc2
1234567809 J Range( )Y2 I
XOXOOOOXO 0.78 E2
OH
10399 181 W NO
/ x
GI50 T/C% | ¢ mode
- pec.
TX-1122 / (mg/kg
CN Delta
H3C J ”
1234567809 N Range( )
OOXOOO0O0O0
OH
10400 181 W NO
/ S
SF6847 L/l GISO T/C% spec. mode
Z (mg/kg
%/CN Delta
1
1234567809 N Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
OH
10401 181 NO YES NO
TX-1123 Gfg T/C% | spec. mode
o -4./ [(mg/kg M3
N Delta A2
/ 0.07 co "
1234567809 J Range( )Y2
XOXOOOOXO 0.19
OH
10402 181 NO
TX-1124 GISO | T/C% | spec, mode
o (mg/kg
N Delta vi
( ) M1 [l
1234567809 o Range
OOXOOOO0O0O
OH
10758 181 HeC CH YES
TX-1918 . GISO | T/C% | gpec. mode
(mg/kg M4
X Delta v3
( ) A2 1
1234567809 0 Range co
OOXOOO0O0O0 E1
10960 181 NO YES
GI50
TX-1925 CH;0 o) e (n:-/;:l:%) spec. mode
(Do (4 e
A %e';g v3
o} i A2 [l
1234567809 Range( )C2
XOXOOOOOO 0.41 E2
10961 181 NO
TX-1926 GISO T/C% spec. mode
(mg/kg
Delta
1234567809 ( ) I
Range
OOXOOO0O0O0
10962 181 NO NO
TX-1927 CHsO spec.
3 cN -4.74 (mg/kg
A Delta
0.14 '
1234567809 Range( )
XOXOOOOOO 0.48




JCI.No

1.31

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10963 181 YES NO
. GI50 T/C% mode
Tyrphostin AG17 HO Spec.
g on | ~6-38 |(mg/kg
P N Delta
0.44 "
123456789 Range( )
XOXOOOOOoOo 1.37
10874 211 H3C\C _CHs + NO NO YES
7
He GI50 | T/C% mode
_ spec.
KNY-9802 o e -4.75 | (ma/kg p
HsC \C\ OI ! j Delta
H3C/ CH, 1.01 ( ) I
123456789 Range
XOXOOXOOX 126
10875 211 * NO NO NO NO
o) = GI50 T/C% mode
KNY-9801 H I | spec.
<o:(>_co " -4.33 (mg/kg
Lo | Delta
0.99 I
123456789 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10405 69 0 NO NO NO NO NO [ NO NO
l GI50
T/C% mode
9603 ’\l‘/\>_< Spec. |
o o H -4.19 (mg/kg
; Delta
0.35 I
123456789 Range( )
XOXNXNXNXXX] 0.54
6864 72 CH YES
3\N H GISO | T/C% | gpec. mode
ad (mg/kg
HoN @) Delta
cl 120 -
123456789 Range(25)
OXOOOO0O000O




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10620 89 g NO NO
GI50
Nidulalin A T/C% | spec. mode
(mg/kg
HaC © Delta Al
\OH C1 "
1234567809 HsCO O Range( )| M1
OOXOOXOOO E2
10426 195 YES
F390 GISO | T/C%| spec.| | | mode
(mg/kg
+
HsC Delta -
1
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10271 * NO NO NO
GI50 T/C% | ¢ mode
pec.
FK317 -6.67 |(mg/kg
Delta
1.33 I
123456789 Range( )
XOXOOOXMKCO) A 3.1
10272 *
GI50 T/C% | ¢ mode
pec.
FK973 5.87 | (mg/kg
Delta
1.91 I
1234567809 Range( )
XOOOOOooo) e 3.06
11320 1 &N\(H NO No | No | No
- GI50 T/C% | gpec. [ mode
Calycanthine O -4.02 |(mg/kg P
C ] Delta
H)‘N\M 0.3 r
1234567809 e Range( )
XOXXXOOOO 0.32
11321 1 NO NO NO NO
- _ 7 GI50 T/C% | gpec. [ mode
Zandamarllactonlne- -4.28 |(ma/kg P
Delta
E}—C() 0.31 ’
1234567809 Range( )
XOXXXOOOO 0.59
10690 4 i NO no | ves| no | no| no| o
- GI50 T/C% mode
NH spec. I
Benadrostin )\ -4.01 |(mg/kg p
o o Delta
0.32 I
1234567809 OH Range( )
XOXX XXX XX 0.33
10691 4 N CHz;| NO NO NO NO NO NO NO
) _ GI50 T/C% mode
drost \|/ spec.| |
Quinadrostin NH -4.01 |(mg/kg
Delta
0 0.18 ( ) I
12345678 Range
XOXMNXX XXX X 0.19




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
OH (o)
10692 4 YES YES NO NO NO NO | +/- NO YES
(o]
CHs GI50 T/C% mode
Bactobolin  HCI spec. I
i Ho 1 cHCl -6.68 (mg/kg
H Delta
Lochcr, 003 | 125 -
1234567809 NH; Range(6)
XXXXXXXXX 0.53
OH (@]
10693 4 + NO NO NO NO NO NO NO
i . o GI50 T/C% mode
Actinobolin CHs spec. I
-4.04
Ho (mg/kg
Delta
H HCOCHCH, 1.07
. 1
1234567809 NH, Range( )
NOXKXXXXXX 1.11
10697 4 NHCOCH, NO NO NO NO NO | NO NO | NO
i HO, GI5S0 T/C% | gpec. [ mode
Nagstatin Na \)_CHZCOOH -4 |(mgrkg p
HO Delta
HZOH 0 ”
1234567809 Range( )
XOXKXXXXXX 0
10733 4 e f NO NO NO NO NO [ NO NO NO
i OH sz LZ GISO T/C% spec. | mode
PhaShOram|d0n 04_A.NH.éH.co.NH.él,)H_c00H -4 (mg/kg
e Delta
HG , 0 ’
1234567809 Range( )
NOXKXXXXXX 0
10734 4 i”? NO NO NO NO NO | +/- NO YES
—H
dn GI50 T/C% mode
Benarthin spec. I
i -4 |(mg/kg
N Y S e
6—& I2 ONH—(I:H—COOH e a a“
'ONH e CH seelC 0 1 ”
1234567809 Range( )
XOXKXXXXXX 0
10741 a4 NO NO NO NO NO | YES NO NO
oH GI50 | T/C%| ¢ mode
‘o aci pec.| |
Benzylmalic acid @CHz—é(;COOH 4 |(maskg
CIHZ-COOH Delta
0 M1 "
1234567809 Range( )
NOXKXXXXXX 0




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10725 5 OcH: o coocH, +
GIS0 T/C% mode
F2795 spec.
a o -4.81 (mg/kg
HsC © Delta
CHs 0.78 I
1234567809 Range( )
XOOOOOOooad 101
11608 6 NO NO YES NO NO NO NO
G150 | T/C% | gpec.| | | mode
Bisorbicillinol 4.27 (ma/kg p
Delta M1
0.59 ( ) Y1 I
1234567809 Range
NOXKXXXXXX 0.8 E1
11609 6 NO NO YES NO NO NO NO
GI50
([))lemethyltrichodimer 4.34 (r;]rg/’fl:/; spec. [ mode
Delta
0.43 Y1 "
1234567809 Range( )
XOXKXXXXXX 078
11610 6 . NO N | No| No | No| No| N
- G150 | T/C% | gpec.| | | mode
Bisorbibetanone -4.07 (ma/kg p
Delta
0.29 Y1 I
1234567809 Range( )
NOXKXXXXXX 031
11611 6 NO NO NO NO NO NO NO
(o] OH
GI50
Oxosorbicillinol HC 2 | 401 (r;]rg/’fl:/; spec.| | | mode
MO o Delta
0.25 I
1234567809 Range( )
XOXKXXXXXX 026
11352 8 NO
GI50
abietane N-1 T/C% | spec. mode
(mg/kg
Delta
1234567809 R ( ) I
ange
OO00O00O0OXO0O0O




JCL.No screening No. 1 2 3 | 4 5 | 6 | 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11353 8 NO
9(10- G150 T/C% | spec. mode
20)abeo-abietane (mg/kg
N-1 Delta
I
1234567809 Range( )
OO0000XxXO0O0
11450 8 NO NO NO NO NO
GI50
4a-acetoxy-3b 465 (r;/fli% spec. [ mode
,14-epoxy-1b . g/kg
-hydroxyeudesm-1-eno-1 Delta
2.6a-lactone 0.34 ( ) I
1234567809 Range
RORRRROOO s
11009 10 YES NO NO NO YES
R 1 GISO T/C% mode
2-Fluorosynerazol ° RN spec. I
1 o -5.68 (mg/kg
e HeC HooE Delta
1.01
C L
1234567809 Range
RORROROOR s
11614 10 NO NO | YES| NO YES
E G150 | T/C% | gpec.| | | mode
TPU-0029-A °2:<,o | 26 |marat
M Delta
0.29
« I
1234567809 Range
RORRROOOX o
11615 10 + NO NO NO YES
O
GISO [ T/C% mode
TPU-0029-B spec. |
tCo ve| 476 |(mg/kg
T | petta
0.67
C L
1234567809 Range
RORRROOOR s N
11588 11 YES
GI50 T/C% spec. mode
KKM-07 291 |(maske p
Delta
1.09 I
1234 Range ( )
X000 162




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11589 11 NO
GISO | T/C% | gpec. mode
KKM-08 451 (mg/kg o]
Delta
0.36
1234567809 ( ) I
Range
XOOOOOOoOod 0.72
10828 13 NO
Kalihinol F GISO (n:/fl:@ spec.| | | mode
e g/Kg .
Delta -
I
1234567809 Range( )
O0OXOOO00O
10124 15 NO
. GI50 T/C% mode
Conagenin FOS Al Moyt N _coon spec.
S |2 (maskg
Delta
1234567809 > ( ) I
Range
XOOOOOOoOod 0
11307 15 NO
. . GI50 T/C%
Ele)oxyspergualm(sH S VUVNY PO IV (mg/k; spec. mode
Delta
0
I
1234567809 Range( )
XOOOOOOoOdnOo 0
OH oy HO
10949 16 o NO NO
. . . GI50 T/C% mode
Silvaticamide O O spec.
O NG -4.76 (mg/kg
0 Delta M1
= \ 0.44
( ) Y1l I
1234567809 Range
XOXOOOOOO 0.62 £1
10953 16 NO
GI50
(ent)-pimara-8(14), _4.44 (rrT/fI:A) spec. mode
15-dien-19-oic acid 9/Kg
Delta
0.22
( ) I
1234567809 Range
XOOOOOOoOdnOo 038




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10992 17 L o oo | YES| NO YES| NO
. H,CO GI50 T/C% spec. | mode
Lactonamycin | -6.38 (mo/kg p
T~ Delta
’ 0.38 '
1234567809 " Range( )
XXOXXOOOO 0.76
11145 22 N NO
Quinine H,CO GIS0 T/C% | spec. mode
: -4.15
hydrochloride Homl ] (mg/kg
H Delta
ChemcH, |  0.74 I
1234567809 Range( )
ROOOOOOOO 5.60
10226 25 * YES NO
MJ929-SF2 GISO | T/C% | spec. mode
-5.67 (mg/kg
Delta Y2
0.31 A2 "
1234567809 Range( )| M1
XOXOXOOOO 0.66 E1
10228 25 .| No
o oH
. I OCHg g GIS0 T/C% spec. mode
TT-2 Azicemicin A | o -4.01 (ma/kg p
CHsO Delta
neoen 0.15 "
1234567809 Range( )
ROOOOOOOO 516
10229 25 . q NO
. o y GI50 T/C% | spec. mode
N -4.7
Epoxyqulnomicin A o (mg/kg
o Delta
0.1 I
12345678 9" ° Range( )
XOOOOOOooad 0.22
OCH3
11437 29 NO NO
GI50
KM-1 ° 44 T/C% spec. mode
H3CO, R = (mg/kg
>=O Delta
HsCO j 0.5 I
1234567809 Ho Range( )
ROOOROOOO 0.89




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
]
11438 29 H;CO i + NO
= [cis0 | T/cw mode
KM-2 X N spec.
L, -4.29 |(mg/kg
Delta
0.81
1234567809 cH ( ) I
° Range
XOOOXOOOO 1.11
7110 36 NO
(mg/kg
Delta
1
1234567809 Range(zoo)
OXOOOOO0O0
10110 38 YES YES | N.D. NO
GI50
Angelmicin B 543 (Jé/cl:g spec.| | mode
Delta N.D.
1.05 Y2
1234567809 ( ) I
Range
XOXXXOOOO 1.49 N.D.
10545 38 YES
GI50
Hibarimicin B 503 (r;g/flzg spec. mode
Delta
1.97
1234567809 ( ) I
Range
XOOOOOOOad 221
10926 38 YES NO YES NO YES NO NO YES
. GI50 T/C% | gpec. [ mode
Nocardione -6.44 (ma/kg p
Al
Delta c1
0.37 ( ) M1 I
1234567809 Range v1
XOXKXXXXXX 1.23 +
11011 38 + YES NO NO
Y368 43¢ | (maskg P
Delta M2
1.85 Cci
1234567809 ( ) va I
Range
XOXOOXOOX 204 E2




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11012 38 NO NO NO NO
) oo 0 GI50 T/C% | gpec mode
2-Fluoropseurotin Ny 407 pec.
aeSe .07 |(mg/kg
e CARE Delta
0.52 ( ) I
123456789 Range
XOXOOXOOX 0.59
10240 39 NO NO NO YES NO NO | YES NO
GI50 | T/C% d
Penicillium violet 4.3 (mg/k; spec.| | mode
Delta all
0.52
( ) 1 1]
123456789 Range
NXXXXXXX] 0.84 E1
11556 42 NO NO [ YES| NO NO | NO NO [ NO
) GI50 T/C% | spec. [ mode
EP- WA A N | -4.46 |(mg/kg -
Delta -
0.25
( ) I
123456789 Range
XOXXNXXXXX 0.71
10462 43 NO
_ SR o . GISO T/C% | gpec. mode
suramin ,fIP-Q: '!Q‘(E(i -4.07 |(mg/kg P
'il“ ~~~~~ b Delta
0.58
( ) 1]
123456789 Range
XOOOOOOod 0.65
11066 45 \=°| YES*
A GI50 T/C% | spec mode
CSK-00-16598 N 521 (mg/k :
N g9/kg
Il Delta
N 2.79
& ( ) I
123456789 Range
XOOOOO0O0ooOo 4
11067 45 +
GI50 T/C% | gpec. mode
CSK-456G -4.22 |(ma/kg P
Delta
0.9
( ) 1]
123456789 Range
XOOOOOOod 1.12




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
N(CH3),
10340 48 + NO
GI50 T/C% | ¢ mode
. pec. |
GS-1 O -4.12 (mg/kg
- Delta
0.95 I
1234567809 Range( )
XOOXOOOOO 1.07
A N(CHz),
10341 48 ! \)\/“/ YES NO | YES
GS-2 O CF4S05 -6.46 (mg/kg
~ +
"\ Delta -
ot 0.62
1234567809 I\/l Range( ) I
XOXXOOOOO 1.31
10342 48 + YES
GI50 T/C% | ¢ mode
. pec. |
GS-3 -4.96 (mg/kg
Delta
0.82 I
1234567809 Range( )
XOOXOOOOO 14
N(CHz),
10343 48 ”\/O YES
GS-4 CH,Q J L GI50 T/C% | spec. | mode
>:| o (mg/kg
e Delta
d \(j I
1234567809 Range( )
OO00OXOOO0O0O
N(CHz),
10344 48 YES
GS-5 HO / o GISO | T/C% | spec.| | mode
o (mg/kg
V= Delta
of O I
1234567809 Range( )
OO0OXOOO0OO0
11547 48 ’ (CHa)2 YES
GIS0 T/C% | ¢ mode
) pec. |
GS-8 (mafke
N Delta
¥
1234567809 HsC cr 50, Range ( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11548 48 YES
GI50 T/C% | ¢ mode
i} pec. |
GS-7 (mg/kg
Delta
« !
123456789 Range
OOOxXOO0O0OO
11549 48 YES
GI50 T/C% s mode
) pec. |
GS-6 (mg/kg
Delta
1]
123456789 Range( )
OO00OXOOO0O0
11406 50 y . + NO YES NO NO | YES NO NO
N GI50 T/C% mode
FM-04 OE I | spec.| |
N ! -4.29 (mg/kg
Delta
0.89
123456789 ( ) -
Range
XOXX XX XXX 1.18
11407 50 y . YES* YES | YES| N.D. NO NO NO YES
N GI50 | T/C%| ¢ mode
; pec. |
FM-05 (:[NIN/ -5.08 (mg/kg
Delta M2
1.68 ( ) Y1 I
123456789 Range
XIOX KX XXX X | M 218
11383 51 YES NO N.D.
H N GI50 T/C% mode
T A spec.
opopyrone o | -5.61 |(mg/kg
o y Delta
X 0.4 ( ) I
123456789 Range
XOXOXOOOE | roee! 0.6
11384 51 v o e o NO NO NO
[ [ GI50 | T/C% mode
Topopyrone B < spec.
PoP O 242 fmarkg
" e Delta
0.44
( ) 1]
123456789 Range
XOXOX OO0 | meee! 0.92




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11139 56 NO
GISO | T/C% mode
N-5238 . spec.
E_ﬁ(cﬂ,ccH,d:HcH;yn_z_LcH,ccH}‘:ch,y,/Y\/O -4 (mg/kg
Delta
0.12 I
123456789 Range( )
XOOOOOooooOo 0.12
11604 60 YES YES NO NO NO NO YES
GI50 0
1,7-bis(1-naphthyl) O{)AH o] 581 (rr?lfkb spec. mode
methyl-1,4,7,10-te 4 Ng; ? 9/kg
traazacyclododecane N A Delta g12
1.38
123456789 Range( )| va I
RORORKRKK P -
11605 60 YES NO NO NO | NO NO | NO
GI50 0
1,7-bis(1,4,7,10-te | .mmmr s e T//Ck/" spec. mode
traazacyclododecane |4 §3bs 7 L (mg/kg
-1-ylmethyl)benzyl) Delta
-1,4,7,10--tetraaza 0.87 "
1234567809 Range( )
XOXOXX XXX 1.16
11606 60 NO YES NO NO | +/- NO NO
GI50 0
1,7-bis(1,4,7,10-te | ym v m T/C% | spec, mode
¢ \zﬂ‘z? (> () womo -4.02 (mg/kg
traazacyclododecane | < ¥ W my M Al
-1-ylmethyl)benzyl) Delta c1
-1,4,7,10--tetraaza 0.78 ( ) M1 I
123456789 Range Y1
RORORKRKK - o
11607 60 YES YES NO NO NO NO YES
GI50 0
1,7-bis(1-naphthyl) Q;E' ; g (nr//ck/" spec. mode
methyl)-1,4,7,10-- gN\an.,“gg 2NO; g/Kg Al
tetraazacyclododeca N N Delta c1
ne zinc(llcomplex 0.16 ( ) M1 M
1234567809 Range vi
XOXOXX XXX 0.64 E1
10813 66 NO
TZ-1 S GI50 T/C% spec. mode
(mg/kg
N Delta
( ) 1]
123456789 HO Range




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10814 66 © NO
GI50 T/C% mode
TZ-2 \/S spec.
I (mg/kg
N> Delta
1
123456789 HO Range( )
OOXOOO0O0O0
10815 66 | NO
TZ-4 I\/l\/S\J\ GISO T/C% spec. mode
I (mg/kg
N Delta
1234567809 HO ( ) I
Range
OOXOOOO0O0O
10404 69 + NO NO NO NO NO
o GI50 T/C% | ¢ mode
pec. |
ve0 \O\, oo | 7501 |(mg/kg
Delta
0.48 Y1
1234567809 ( ) I
Range
XOXXXXXOO 1.21
6912 72 NO
[e]
GISO | T/C% | ¢ mode
pec.
\Q;‘é,q H—O—u (mg/kg
L _YO " Delta
1
1234567809 Range(>400)
OXOOOOO0O0
6913 72 ﬁ H NO
N GI50 T/C% | spec. mode
A (mg/kg
C'—.\ HsC CHs | Delta
COOCH
1234567809 3 Range (>400) I
OXOOOOO0OOa
10461 73 YES
GI50 T/C% s mode
; pec.
TNP-470 -4.85 (mg/kg
Delta
2.81
1234567809 ( ) I
Range
XOOOOOOOad 3.34




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10425 74 Y')T R YES NO
o ° o GI50 T/C% mode
5-S-GAD ° 1)/ spec.
"o el H -4.09
YO (mg/ka)
s Delta c1
HO' 2.22
1234567809 4 ( | M I
Range Y1
XOXOXOOOO 231 E2
10365 75 NO
PURD-B * " GISO T/C% spec. I mode
TRE 6 (mg/kg
@[N\/\f)fjw*(% Delta
I
1234567809 Range( )
OO0OXOO0O0OO *
10413 75 X NO
CYS-A 2 oo | T7C% | spec mode
\(\“/N N (mg/kg
0 . | Delta
0 0.44
( ) 1
123456789 Range
XOOOOOOOdOo 0.85
10417 75 YES
PRI-A spec.
-7.07 (mg/kg
Delta
0.67
( ) I
1234567809 Range
XOOOOOOoOooOo 1.24
10418 75 NO
GI50 T/C% mode
KERP-B spec.
-5.02 (mg/kg
Delta
0.27
C ) !
123456789 Range
XOOOOOOOdOo 0.29
10867 75 NO
ANHTder GIS0 | T/C% | spec. mode
(mg/kg
OHCE Delta
I
1234567809 Range( )




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
QR
10331 77 RO, i +
GI50 T/C% | ¢ mode
E- pec.
AQ-E-25 -7.01 (mg/kg
Delta
0.62 I
123456789 R=H or acyl Range ( )
XOOOOOOooad 117
10332 77 YES
AQ-E-2 spec.
Q 9 -7.23 (mg/kg
Delta
0.43 I
1234567809 R=H or acyl Range ( )
XOOOOOOOad 0.96
10333 77 *
GI50 T/C% mode
AQ-E-31 spec.
Q -7.86 (mg/kg
Delta
0.14 I
123456789 R=H or acyl Range ( )
XOOOOOOooad 1.05
10860 78 YES* NO NO NO NO | YES NO YES
o ) ocn, o GI50 T/C% mode
TP-1 w\c)\o spec. [ |
%)\h -6.13 [(mg/kg
Y Delta *
1.87 I
1234567809 Range( )
NOXKXXXXXX 31 +
10063 81 NO
— GI50 T/C% | gpec. mode
Kopsidine A -4.14 | (mg/kg P
Delta
T 0.54 0
1234567809 OH Range( )
XOOOOOOooad 0.69
10064 81 +
— GI50 T/C% | gpec. mode
Kopsinitarine D -4.07 |(mg/kg P
Delta
2.23 I
1234567809 Range( )
XOOOOOOOad 23




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10065 81 +
GI50
Kopsingine A1 (Jéfl:g spec. mode
Delta
2.11
123456789 ( ) -
Range
XOOOOOooooOo 25
OH
10066 81 NO
H GI50
Hydroxyskyanthine HyCa, chs | o4 (r;g/flz/g] spec. mode
Delta
é 0.69 I
123456789 Hy Range( )
ROOOOOOOO o
10174 81 + YES | YES
GI50
conophylline quinonoe .77 (Jéfl:g spec. mode
] o |
—— (400)| Mt [ 1
1234567809 Range
XXXOOOO0O0O 221
10175 81 YES
GI50
conophylline 6.80 (r;g/flz/; spec. mode
Delta
1.11
( ) 1]
1234567809 Range
ROOOOOO0O0 -
11535 82 NO NO NO NO
GI50
chaetochromin A (Jéfl:g spec. mode
Delta c1
¢ O
1234567809 Range
OOXOXXOXC
11536 82 YES NO NO NO
GI50
cephalochromin (r;g/flz/; spec. mode
Delta c1
( ) Yl I
1234567809 Range
OOXOXXOXC E2




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
OH OH o
11537 82 NO NO NO NO
GI50
ustilaginoidin A (Jéfl:z spec. mode
Delta C1
Y1l
123456789 OH OH O ( )| M1 I
Range
OOXOXXOXO
11174 83 OH o YES
O CH3| GI50 T/C% | spec. mode
FNQ13 6.08 |(ma/kg p
Delta
0.65
123456789 ( ) -
Range
ROOOOOO0O s
11175 83 YES
GISO T/C% | gpec. mode
FNQ16 -6.52 (mg/kg P
Delta
0.31
123456789 ( ) -
Range
XOOOO0O00o0 117
11479 83 0] YES
) ) S GI50 T/C% mode
Thienonaphthoquinone Spec.
| P -5.38 |(mg/kg
Delta
') 0.32 ) , ’
123456789 Range
ROOOOOO0O o
11480 83 ®) YES
GI50
Benzo[g]isoquinoline z | 569 T/;:l:/" spec. mode
-5,10-dione N : (mg/kg
Delta
@) 0.9 ( ) I
123456789 Range
XOOOO0O00o0 162
11622 83 o YES
O 1| G180 | T/C% | gpec mode
FNQI13 \[r 6.2¢ | (maskg pec.
Delta
OH 5 1.41 ( ) I
123456789 Range
ROOOOOO0O 1o




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10865 87 YES NO NO NO NO NO NO YES
Sttt GI50 T/C% d
D B o spec.| | [ mode
PF 1201 Lyasataagy %g*h 5.99 |(ma/kg
@ | Delta
1.47
1234567809 ( ) I
Range
XOXKXXXXXX 3.25
11005 a7 woo Y NO no | no| no | ves| o o o
o GI50 T/C% | gpec. [ mode
PF1185A A -4.56 |(ma/kg P
Delta
0.44
( ) 1
1234567829 Range
NXOXNXXXXXX 0.76
11006 87 o, LY + N | No| No | vEs| no| No| NO
o GI5S0 T/C% | gpec. [ mode
PF1185B A, -4.41 |(mgrkg P
° Delta
0.59
1234567809 ( ) I
Range
XOXKXXXXXX 1
6837 88 YES
y LU o)o‘(c»-m GI50 T/C% spec. mode
Nao SO il (CHa)oCHs (mg/kg
"\0' s Delta 131
1234567809 ( 200) I
Range
OXOOOO0O00O
10142 92 * YES
N GI50 T/C% mode
NC-424 Spec. |
()\7:;] A -6.37 [(mg/kg
(!H3 cHNHe(cH,0H.cHs | Delta
0.54
( ) 1
1234567829 Range
XOOXOOOOO 1.01
10143 92 +
CH,NHC(CH,0H),CHj
N GI50 T/C% | gpec. mode
NC-433 O\Nj:jé o | -6.55 |(maskg p
e
Ly Delta
0.52
( ) 1
1234567829 Range
XOOOOOOoOdnOo 0.94




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10144 92 * YES
CH,NHC(CH,0H),CH;
N GI50 T/C% | ¢ mode
} pec. [
NC-465 @( :I ] .cHson| -6.38 (mg/kg
L, Delta
0.31
( ) 1
1234567829 Range
XOOXOOOOO 0.63
10849 96 NO NO NO NO YES YES
. . s o GI50 T/C% mode
A t t A W o o Spec |
mamistatin Q—g:(( qu -6.25 |(mg/kg
Delta
HO*” H Cl
Y 0.4 ( ) I
1234567829 Range
NXOXXXXOOX 0.65
10520 100 YES YES | YES NO NO NO NO
- GI50 T/C% mode
TAS-1808 spec. |
&;fﬂ ?:]2 & -6.94 [(mg/kg
*"ﬂ’*’“rbv““‘ﬁ’” Delta Y2
1.8 Al "
1234567809 Range( )| M1
XOXXXXXXO 3.75
10521 100 o, YES* YES | YES NO NO NO NO
o, GI50 T/C% mode
TAS-181 : i i spec.| |
S-1819 0TS0 -6.75 (mg/kg
g~ ... | Delta Y2
" 1.34 Al "
1234567809 Range( )| M1
NXOXXXXXX[ 2.62
10522 100 Egmz YES YES | YES NO NO NO NO
Hel GI50 T/C% mode
TAS-1630 N spec.| |
o -7.92 (mg/kg
NV\N/\/3:8 Delta v2
NOZ 1.08 ( ) Ml |I
1234567829 Range
XOXXXXXXO 252
11018 100 . YES NO | NO| NO NO | NO[ NO
w, GI50 T/C% mode
5-1893 ) T Ol7:28 |(mo/kg
NP, J Delta
’ 1.25 Y1
( ) 1
1234567829 Range
NXOXXXXXX[ 2.91




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11019 100 YES NO NO NO NO NO YES
TAS-1978 @(\,W%@ _C;|5603 (r‘r']ré;:l:/; spec. | mode
Delta Cci
1.14 M1
1234567809 ( )| va I
Range
XOXNXNXNXXX] 2.81 E1 +
11305 100 D )J\/\ﬂ NO
GI50 T/C% spec. mode
TAS-3-835 472 (ma/kg p
Delta
0.11
( ) 1
1234567829 Range
XOOOOOOoOdnOo 023
11630 100 YES NO NO NO NO NO NO NO
it Ny GI50 T/C% mode
- J spec. |
NCO-700 1_% u ;%«Ol\dl/ ] ) -4.47 (mg/kg P
“3| Delta
0.94
1234567809 ( ) I
Range
NXOXXX XXX 142
11631 100 YES NO NO NO NO NO NO YES
. GI50 | T/C% mode
TOP-008 Z ,¢ spec. I
l)ﬁntr %] -4.98 |(mg/kg
~4=| Delta
0.72
1234567809 ( ) I
Range
NXOXXXXXX[ 1.44
10165 103 YES
e GI50 T/C% mode
MGS-008 . ) spec.
sy EEA N
Delta
0.53
( ) 1
123456789 Range
XOOOOOOoOod 153
10167 103 NO
o © GI50 [ T/C% d
s e, spec. mode
MES-010 /\S—@/ -4.44 |(mg/kg :
O:: Delta
0.23
( ) 1
1234567829 Range
XOOOOOOoOdnOo 0.65




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10851 107 o + NO NO
GI50 T/C% mode
YMZ-4 spec. [
-4.84
P (mg/kg
Delta
0.59
1234567809 ( ) I
Range
XOOXXOOOO 1.34
11096 109 o: E N YES NO [ YES| NO | YES| NO NO | YES
FT-Al spec.| |
z &y -7.02 [(mg/kg
CH3O Delta
u 0.78
OH ( ) I
1234567809 F Range
NXOXNXXXXXX 204
11143 109 YES
GI50 T/C% mode
AlzB spec.
‘ (mg/kg
Delta
1234567809 ( ) I
Range
OO000O00000X
11144 109 Q NO
MeFT-Alz 0 GIS0 | T/C% | spec. mode
O OCHs (mg/kg
CH3O Delta
H I
1234567809 OH F Range( )
O0O0000000KXK
11212 109 YES NO YES NO YES| NO NO | YES
GI50 T/C% | gpec. [ mode
FGal-Alz-1 6.92 | (maskg P
Delta
0.82 "
1234567809 H Range( )
XOXKXXXXXX 207
11213 109 YES* NO | YES| NO NO NO NO | YES
GI50 T/C% spec. | mode
FGal-Alz-2 -7.03 (ma/kg p
Delta
0.79 Y1
1234567809 ( ) I
Range
NXOXNXXXXXX 241




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11470 109 YES NO YES | N.D. NO YES
GI50 T/C% | ¢ mode
. pec. |
FGABA-21 7 |(maskg
Delta c1
0.78 ( ) M1 I
1234567809 Range
XOXXXXOOX 204
10683 111 ™ g YES NOo | NO| NOo | Nof No| No| YES
. GI50 T/C% mode
L | B -acid spec. |
upulone(B -acid) o -5.54 |(mg/kg
Delta
0.33 M1
( ) 1
1234567809 Range
NOXKXXXXXX 0.54 E1
CH3
10980 112 e NO NO YES NO NO NO YES
> GI50 T/C% mode
HOK-AB5362B Spec. |
Hy -4.81 (mg/kg
HO » Delta
0.17 I
1234567809 Hs Range( )
XOXXXXOXX 0.33
CH
10008 113 ol : NO NO | No| No| N | No| YES| NO
N
GI50
N-methylnicotinic Z 2 T/;:IZA) spec.| | mode
acid (Trigonelline) | o@ (mg/kg
XN o Delta
! I I
1234567809 Range
NXXNXXXXX[] 0
10857 115 YES NO NO NO NO NO NO | YES
e con Doy GI50
g |y 5 | g e
oy Delta
1.53 C1 "
1234567809 Range( )
XOXXXXXXX 288
10858 115 _oon NO No | YEs| No | NO NO
GI50
oxanthromicin " 474 (r;g/flz/; spec. [ mode
e o Delta Al
f g ooH 0.13 ( ) c1 I
1234567809 ] Range
NOXXXXOOX 0.27




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11356 116 o NO NO | NO| NO
HO GI50 T/C% mode
HB-TC spec.
-4.02 |(ma/k
Hom | (mg/kg
Q Delta
N7 Scoon| 046 ’
123456789 Range( )
XOOOOXXXO 0.48
10906 118 YES YES | NO NO NO YES
TKR1785 e | CPBO | T/C%| spec.| | | mode
”’“W\/\/W\(\!)\” H A”:g}t -5.68 (mg/kg
Delta c3
1.16 ( ) M1 I
123456789 Range
RORKRROOX o1 el
10907 118 NO NO NO | YES NO YES
% | 650 | T/C%
spec. | mode
TKR2648 . 2.75 | (ma/kg p
Hac\/\)\O Delta poly.
0.6 I
123456789 Range( )
XOXXXXCOOX 0.78
10909 118 NO NO | YES| NO NO NO
TKR2449 K ) GIS0 | T/C% | spec.| | | mode
_W\/\/\ _4.52 (mg/kg
AT -
elta Al
0.43 ( ) c1 I
123456789 Range
RORKRROOX b.01 el
10910 118 NO YES [ YES| NO NO NO
GI50 T/C% mode
TKR1912 spec. I
vvvv\/\/\):sg\Hv ~4-08 |(mg/kg
Delta c2
0.66 Al I
1234567809 Range( )
XOXXXXCOOX 0.71 E2
11461 122 NO NO | NO NO NO
(Ii GI50 T/C% | spec. [ mode
a H3C—P—O—CH -4.01 |(mg/kg
-trifluoromethylbenz é
yl H Fs Delta
methylphosphonate 0.42 ( ) I
123456789 Range

XOXXXOOXO

0.43




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11364 123 NO NO NO NO
GI50 0
Phyllaemblic acid ou (r;élck/é spec.| | | mode
Delta
0.41
( ) 1
1234567809 Range
XOXXXOOOO 0.42
11365 123 il NO NO | NO | NO
GI50 0
Phyllaemblicin A 401 (r;g/fk/g] spec.| | mode
/ggl Delta
0.31
( ) 1
1234567809 Range
XOXXXOOOO 0.32
11367 124 YES NO NO NO NO NO YES
GI50 0
1-farnesyl-pyridiniu i r;//Ck/" spec.| | | mode
mchloride 2H20 . (mg/kg
Delta
0.98
( ) 1
1234567809 Range
XXXXXXOOX 207
11529 127 NO NO NO NO
GI50 T/C% spec. | mode
PG-12 4.23 | (ma/kg P
Delta
0.43
( ) 1
1234567829 Range
XOXXXOOOO 0.66
11530 127 NO NO NO NO
GI50 T/C% | ¢ mode
_ pec. |
TS-4 -4.04 (mg/kg
Delta
0.8 I
1234567809 Range( )
XOXXXOOOO 0.84
6804 131 NO
o GI50 T/C% | spec. mode
< CHNH; ) <CSH —C —OH> (mg/kg
Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6831 131 NO
CHCOOH GIS0 T/C% spec. mode
H,NCOOCH5 + || (mg/kg
CHCOOH
Delta
1
1234567809 Range( )
OXOOOO0O00
6846 131 NO
CH//N\CH GIS0 T/C% spec. mode
ch. * CF4,COOH (mg/kg
s _CH
S N7 Delta
I
1234567809 Range( )
OXOOOO0O00O
7242 131 ° - NO
HC™ C\ | GISO T/C% spec. mode
| /NH . C=0 (mg/kg
c—c | Delta
H O COOH
1
1234567809 Range( )
OXOOOO0O00
10012 131 H +
O | 6150 | T/c% mode
Mono iodo Acetic | =z spec.
Acid H—C—C -5.3¢ |(mg/kg
| \OH Delta
| 0.37 I
1234567809 Range( )
XOOOOOOoOdnOo 0.96
10328 131 NO
Nicotinic S—NH-N’HH o 01| G150 T/C% | spec. mode
Hydrazide-trans-4- Ho-é—m/ (mg/kg
Hydroxy Proline Salt Delta
1234567809 Range( ) I
OXOOOO0O00
10422 134 o cH, NO
) e GISO [ T/C% mode
Fumagillin spec.
? I A (mg/kg
°\!/\/\M/COOH Delta
1234567809 Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10560 135 HO YES YES | YES NO NO
OH
GI50 T/C% | gpec [ mode
CcJo4 pec.
-4.9
(mg/ka)— -
Delta M2
O 0.76 ( ) Al I
1234567829 Range c1
XOXXXXOOO 1.1 E1
10349 136 NO NO NO NO NO NO NO
GISO | T/Cc% d
Bicyclogermacren-1 A17 (mg/k; spec.| | moade
3-al
Delta Y1
0.43 ( ) M1 I
1234567829 Range
RORKRRRKXO 0.6
10936 137 \'/(N) NO
N/\/O GI50 T/C% spec. mode
CDA0878 Q I 201 | (masi 2
Delta
0.4
( ) 1
1234567829 Range
XOOOOOOooad 0.41
10937 137 NO
HsC, GI50 T/C% spec. mode
UFA0642 N 4.02 |(ma/kg P
N NCN Delta
2HCI [¢) 0'45 ”
1234567809 Y, Range( )
ROOOOOOOO 0.48
10942 137 D NO
. GI50 T/C% | gpec. mode
HLA0093 ,\/\IO 4.9 |(maskg p
Y Delta
0.51
( ) 1
1234567829 Range
XOOOOOOooad 0.86
6832 138 NO
C|020d-|5 GI50 T/C% spec. mode
@— == — C-CO,CzHs (mg/kg
I\IIHAc Delta
1
1234567809 Range (>100)




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
6833 138 NO
o COL s GI50 T/C% spec. mode
(/\( ™ oy - = —Co0coHs (mg/kg
NHAc Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
6834 138 NO
o GISO | T/C% | gpec. mode
J\N\/\%/ t Icoogrg (mg/kg
1:1 mixture Delta
1
1234567809 Range(>200)
OXOOOOO0O0
6835 138 NO
Mcro_en GI50 T/C% | spec. mode
vvv\/\%b/ Ot IcoOCHE (mg/kg
1:1 mxture Delta
1
1234567809 Range(>200)
OXOOOOO0OOa
10406 138 |HsCO, - NO NO [ NO | NO NO
\ GIs0 | T/Cco% mode
LW-100 - spec. |
\ / OCHs 5 -4.02 |(mg/kg
Delta
i / 0.3 i
1234567809 Range( )
NXOXXXOOXO 0.32
10407 138 Moo e NO NO | NO| NO NO
N GISO | T/C%| gpec.| | | mode
LW-200 \ / —OCH; [ on| -4 (ma/kg p
Hscoé o . | Delta
0.14 Y1l "
1234567809 Range( )
XOXXXOOXO 0.15
11298 139 \l:i:(i NO YES | YES NO NO
GI50
AdxanthromycinA o ! o 4.51 (r;g/flzg spec.| | | mode
3 & %l Delta
oo | 0.27 c2 "
1234567809 H ”= Range( )
NOXXOXOOX 0.78




JCL.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11477 140 YES* NO NO YES NO NO YES
GI50
Cycloprodigiosin 6.85 T/;:l:/" spec. I mode
Hydrochloride . (mg/kg
Delta c1 poly.
0.68 Y1 I
123456789 Range( )
RORKROKKR| oA 1es o | s
10358 142 o, NO NO NO NO
GI50
ent-Isoverticillenol ey (r;g/flzg spec.| | | mode
Delta
0.08
( ) 1]
1234567829 Range
ROKKROOOO 018
10359 142 NO NO
- GI50 T/C% mode
ent-Verticillol spec. |
-4.77 (mg/kg
Delta
0.13
C ) !
1234567809 Range
ROOROOOOO 002
10360 142 NO NO NO NO NO
GI50
ent-13-epi-Verticill g T/fli% spec.| | | mode
anediol : (mg/kg
Delta
0.16
( ) 1]
1234567829 Range
XOXXNXKOXOO 0.43
11502 144 NO NO NO NO
. GI50 T/C% mode
Geranylgerariol spec. I
)\/\/'\/\/k/\/k/\w ~4.72 (mg/kg
Delta
0.06
( ) I
1234567809 Range
RORKRKROOOO oo
11503 144 oH o  o—n YES YES [ NO | YES
Shikoni : GISO | T/C% | spec.| | | mode
IKonin -5.65 (mg/kg
Delta Y3 * poly.
OH O 0.2 M2 "
123456789 Range( )| c1
ROKKROOOO 0.54 e




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11504 144 ﬁOH YES* YES NO YES YES
B o o 07N ?'552 T/C% | spec.| | [ mode
-hydroxyisovaleryls -~ |(mg/kg Y3 +
hikonin Delta M2 - poly.
1234 7 H 0.2 ( )| A I
3 56789 Range (0%
XOXXXOOOO 1.05 E3
10236 148 * NO | YES| NO NO | NO NO
on N, o GI50 T/C% mode
NA22598A W I( spec.| |
HN)_ ( - *r"u -5.22 (mg/kg
Y Delta
1.13
1234567809 ( ) I
Range
NXOXXXXXX[ 235
11378 148 + N | YEsS| No | no| no| No | YES
OH GI50 T/C% mode
NK 34944 spec. |
Ho -5.48 (mg/kg
Delta
0.28
1234567809 ( ) I
Range
NXOXKXXXXXX 0.46
6644 151 "NH,CI NO
)k GI50 T/C% spec. mode
S N (mg/kg
I\ J\ Delta
I
1234567809 S Cl Range(40)
OXOOOO0O00O
6645 151 ~ NO
S 'S GIS0 | T/C% | spec. mode
N (mg/kg
O O Delta
H
1234567809 Range(loo) I
OXOOOO0O00
6648 151 NO
® o GI50 T/C% | spec. mode
@CHZNH3SCN (mg/kg
Delta
1234567809 Range (>400) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6920 151 NO
GISO T/C% spec. mode
(mg/kg
@\7 N~ TN Delta
= //I—SH
1234567809 N)\N — (>400) Il
OXOOOOO0OOa
10104 153 HO, COOCH; |+ YES | No | No| No | no| No| N
GIS0 T/C% mode
PB-I spec. |
HO \ -4.82 [(mg/kg
Delta
121
2.45
1234567829 HO Cl ( 25) I
Range
NXXNXXXXX[] 266 E1 +
11040 153 NO NO NO
. GI50 T/C% spec. mode
pericol A -4.27 | (mg/kg P
Delta
0.39
1234567809 ( ) I
Range
XOOOOOXXO 0.65
11041 153 NO NO NO
. GI50 T/C% mode
dendrysin A spec.
g . e %8 |(maskg
v | Delta
o 1.49
1234567809 ( ) I
Range
XOOOOOXXO 167
11042 153 + ND NO NO
GI50
dendrysin B iy (Jéfl:z spec. mode
Delta
0.97
1234567809 ( ) I
Range
XXOOOOXXO 117
11045 153 j>< NO vo | o
GI50
fumiquinazoline A !! " 418 (r;g/flzg spec. mode
Hi Delta
0.72
( ) I
1234567809 Range
XOOOOOXXO 0.9




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments panel | P388 PK |[Topo.| Tub. [p-Gp | |nv. [Angio.[ Apo.
11046 | 153 Y& + NO | NO
N GI50 0
fumiquinazoline C Qi!’H 400 (rTTéfkg spec. mode
HN Delta
y N 1.38
( ) 1
1234567829 Range
XOOOOOXXO 1.47
11047 153 OH YES NO YES | YES| YES| NO | YES| NO
. GI50 T/C% | gpec. | mode
patulin S o| -5.37 |(mg/kg P
O Delta c2 poly.
') X 0.51 M2 "
( )| vz
1234567829 Range
b2z dzdzxdm 117 ea
11049 153 Nj)\w\o NO | NO
GI50 0
fumiquinazoline D CE[}%‘O (r;élck/é spec. mode
HN Delta
%T C !
1234567829 Range
OO00000XXO
CO—CHz=CH—CH=CH—CH,
11094 153 NO
GI50 0
communesin B 488 (r;g/fk/g] spec. mode
Delta
1.76 I
CHs
1234567809 Range( )
ROOOOOOOO 5 oo
11261 153 o NO NO YES NO NO NO NO | YES
. H GI50 T/C% mode
Penostatin C )eCHa spec.| |
! - (CHa)sCHs | _4 87 (mg/kg
Delta M1
0.45 Y1 I
1234567809 Range( )
XOXKXXXXXX 0.83 E1
11366 153 NO
GI50 0
Anthcolorin A 448 (r;g/fkg spec. mode
Delta
0.25
( ) 1
1234567829 Range
ROOOOOOOO 0.73




JCL.No screening No. 1 2 3 | 4 5 6 | 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11514 153 o NO NO NO NO NO NO NO
GI50
Pericol C 4 30 T/;:l:/" spec. | mode
. : (mg/kg .
Delta -
H 0.19
O 1
1234567809 Range( )
XOXXXXXOX 058
11515 153 NO NO NO NO NO NO NO NO
i GISO T/C% spec. | mode
Pericol D 4.47 (ma/kg p
Delta *
o 0.23 I
1234567809 Range( )
NOXKXXXXXX 0.48 +
11516 153 NO NO NO NO NO
§ ) GI50 T/C%
Pericosine F "R OHH 201 (mg/k(; spec. | mode
'COOCH
oochs i °| Delta M1
0.16
( ) 1
1234567809 Range
XOXXXOOOX 017 £1
Ccoo
11517 153 Me NO
MEON G50 | T/Cw
6-epipricosine B 4 (mg/kg] spec. mode
o N 1oy | Delta
H 0.04 i
1234567809 OH Range( )
XOOOOOOOad 0.04
COOMe
11524 153 MeQy NO
GISO T/C% mode
ODMMC spec.
O\“. . o) -4.27 (mg/kg
B Delta
0.48
( ) I
1234567809 Range
XOOOOOOooad 0.75
11555 153 + NO YES
. GI50 T/C% mode
penostatin | on spec.| |
HO, -4.8 (mg/kg .
H Delta -
1.24
( ) I
1234567809 Range
XOOXOOOOX 142 +




JCL.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HeC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10978 156 YES YES
GI50
Nybomycin 588 (r;]rg/’fl:/; spec. [ mode
Delta
0.69
1234567809 ( ) I
Range
XOOXOOOOO 1.14
11115 164 NO NO NO NO NO NO NO
on GI50
Ca psaicin glucoside |z 405 (r;g/flz/g] spec.| | mode
:(j . .
1.16
( ) I
1234567809 Range
NOXKXXXXXX 12
11118 164 " NO NO NO NO NO NO N.D.
GIS0 T/C% | gpec. | mode
OKAYAMA-M5 ~ N/N\ -4.05 (mg/kg p
\N/I\> Delta c1
1.34 Y1
( ) 1
1234567809 Range
XOXKXXXXXX 139
11574 167 NO NO NO NO NO NO NO
GI50
sarcophytol A 443 (r;g/flz/g] spec. | mode
Delta C1
OH 0.26 M1 ’
1234567809 Range( )| va
NOXKXXXXXX 07 E1
11575 167 NO NO NO NO NO | NO NO
GI50
brianthein W 403 (r;]rg/’fl:/; spec. I mode
Delta
0.51
( ) 1
1234567809 Range
XOXKXXXXXX 0.54
11577 167 == - NO NO NO NO NO NO NO
GI50
compound-2 ~ 401 (r;g/flz/g] spec. I mode
Delta
s{' 0.24 I
CO,H
1234567809 2 Range( )
NOXKXXXXXX 0.24




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11579 167 0o coH| YES* NO NO | YES NO
i GI50 T/C% | ¢ mode
pec. |
mycaperoxide A QH K -6.4 |(mg/kg
Delta poly.
] 1.35 I
1234567809 Range( )
XOXXXXOOO 21
10452 168 * NO NO
o GI50 T/C% | ¢ mode
° con pec.
AL HZN&WCHC%H ~4.03 (mg/kg
" Delta
1.06 I
1234567809 Range( )
XOOOOOXXO 1.09
10453 168 NO YES NO
e, GI50 T/C% mode
N o com spec.
MILF HAW”%”‘CI -4 (mg/kg
) : Delta
0 1
1234567809 Range( )
XOOOOOXXO 0
10618 170 o * NO NO NO NO NO NO NO
0 CH; | GI50 T/C%
FNQ3 | 556 (méfk; spec.) | | Mo
Delta
0.45 Y1
o ( ) 1
1234567829 Range
NXXXXXXXX[ 101
11000 174 NO ND NO NO NO NO | YES| N.D.
GI50 T/C% | ¢ mode
® pec. |
Y27632 @NHCOOEHNHZ -4.03 (mg/kg
* | Delta
0.42 I
1234567809 Range( )
XXXXXXXXX 0.44
8032 179 +
GI50 T/C% s mode
- pec.
MF-9 -4.21 (mg/kg
Delta
2.54 I
1234567809 Range( )
XOOOOOOoOdnOo 275




JCI.No screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
11457 179 H NO NO NO NO NO NO NO NO NO
4 GI50
Blazeispirol A ‘. ’;o 478 (r;]rg/’fl:/; spec. I mode
O ° Delta +
KO Ho 0.16
i ( ) I
1234567809 Range
NXXXXXXXXX 0.27
11177 180 YES NO NO NO NO NO NO YES
— GI50 | T/c% mode
Strobilurin G spec. |
-6.73
A0 (mg/kg
) Delta
1.27
( ) I
1234567809 Range
XOXX XX XXX 3.94 *
10083 | 182 NO
s CH, GI50 T/C% S mode
pec.
not2 . (mg/kg
°=$_\ Delta
7 N\
\—/ ( ) [l
1234567809 Range
O0O000OXO0O0O
0
10090 182 CaoHor NO
HsCS GI50 T/C% spec. mode
NQ19 (mg/kg
HaCS Delta
( ) I
1234567809 Range
OO0O0O0OXO0OO
o)
10091 182 CaoHor NO
HsCS GI50 T/C% spec. mode
NQ20 (mg/kg
HCO Delta
( ) 1
1234567809 Range
O0O000OXO0O0O
@]
10092 182 C. H NO
NQ21 oA GIS0 | T/C% | spec. mode
(mg/kg
HyCS Delta
1234567809 Ph Range( ) I




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10993 185 C|IH3 +
GI50 T/C% mode
Methylgl | Spec.
cryiglexa C=0 -3.8¢ |(mg/kg
| Delta
HC=—O 1.11 ( ; '
1234567809 Range
XOOOOOOooad 1.45
11314 | 185 (C( YES
BB o o spec.
GC HZNIT)\N/[[H\/LO -5.22 |(mg/kg
o é Delta
é 0.49 0
1234567809 Range( )
XOOOOOOOad 1.01
10317 193 * NO
N
2-phenyl-8-(2-amin GISO | T/C% | spec. mode
: CH, HCl -5.34 [(mg/kg
oethyl) aminomethyl
quinoline Nr el Delta
0.36 I
1234567809 NH, HCI Range( )
XXOOOOOOoOd 08
6955 196 |, NO
(mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0O0
6956 196 NO
GI50 T/C% | spec. mode
(mg/kg
Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
6957 196 NO
GI50 T/C% Spec. mode
(mg/kg
Delta
1
1234567809 Range (>400)




JCI.No

screening No. 1 2 3 4 5 6 7 8 9
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |nv. |Angio.| Apo.
10505 197 YES YES

Tl GISO | T/C%| ¢ mode
; o pec. I
Polyketomycin s 6.17 (mg/kg

0 . Delta

AN 0.57

ﬁ «C .
12345678 9| Range
XOOXOOOOO 0.95
11249 202 i-Pr + NO NO | YES| NO NO | NO NO | YES

OH GI50 T/C% mode
RY-1 Ph=—r—NH spec.| |
—[ -4.56 (mg/kg
Ph*- NHJ\
> OH | Delta
iPr 0.64 ( ; "
1234567829 Range
XXX X X X XXX 121
10673 205 HaC N CHs NO
3 GIS0 | T/C%
2,3-dihydro-2,2,5, Z 2 o o) spec. mode
6-tetramethyl S (:H3 ~ 9/kg
razine elta
by HsC N 0 -
1234567809 Range( )
XOOOOOOOdOo 0
10935 206 CH, YES
H,C—CH GI50 T/C% s mode
pec.
ALCK CH, (mg/kg
H3C—(i—NH—CH—ﬁ—CHZCI Delta
( ) I
1234567809 Range
OO0O0O00000OX
11069 207 *

O COMH o GI50 T/C% mode
KF27470 HoN ? spec.

W)LH)\AHH:d\/ -4.2 [(mg/kg

Delta
1.73
( ) 1
123456789 Range
XOOOOOOOdOo 193
11070 207 NO
L O cop o spec.
KF27472 XY\HLAA))f/ -4.01 |(mg/kg
Delta
0.36
( ) I
1234567829 Range
XOOOOOOoOooOo 037




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11071 207 NO
GI50 T/C% | ¢ mode
pec.
KF35164 4.7 |(maskg
Delta
0.1 I
1 234567809 Range( )
XOOOOOOOdOo 0.38
11072 207 YES*
GI50 T/C% | ¢ mode
pec.
KF56197 -5.57 |(ma/kg
Delta
0.51 I
123456789 Range( )
XOOOOOOoOooOo 1.19
11073 207 YES
GI50 T/C% | ¢ mode
pec.
KF22986 -7.01 |(mg/kg
Delta
0.82 I
1 234567809 Range( )
XOOOOOOOm | v-Ateese 1.89
11074 207 t
GI50 T/C% mode
S WA spec.
KF25921 N’\( Wmn . . _4. 82 (mg/kg
L3S Delta
1.47 I
123456789 Range( )
XOOOOOOoOooOo 2.29
11292 207 ° YES*
NH)\CH3 0 GI50 T/C% mode
KF28915 Spec.
N cH, -6.61 (mg/kg
M = Delta
1.2 I
1 234567809 Range( )
XOOOOOOOdOo 2.27
11518 207 YES
GI50 T/C% | ¢ mode
pec.
KF 24721 514 (mg/kg
Delta
0.61 I
123456789 Range( )
XOOOOOOoOooOo 1.05




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
6706 208 NO
COZCHZ-@ GIS0 (Jéfl:g spec. mode
Y COZCHZ-Q
Bt H Delta
1
1234567809 Range(>400)
OXOOOOO0OOa
7171 208 x0> YES
o | GI50 T/C% spec. mode
HaC o)§\ CONH, (mg/kg
H Delta 146
OCHs ”
1234567809 Range(lo)
OXOOOOO0O0
7172 208 \‘.’\ YES
e 1 L GISO | T/C% | spec. mode
3 fo o (mg/kg
o Delta |
L Fe
O0SOLH3 M
1234567809 Range(15)
OXOOOOO0OOa
7173 208 4 YES
e X ()\r: 1 o GIS0 T/C% | spec. mode
3 - (mg/kg
oo a Delta 127
‘\OSOZCH3 1
1234567809 Range(40)
OXOOOOO0O0
10025 208 /CI OCH, NO
GI50 T/C% mode
v/ a S s N
VII-S \H 5 (mg/kg
\ Delta
N
X ( ) I
1234567809 Range
OXOOOOO0OOa
10478 208 NO NO NO NO NO NO | YES| NO
. H. G|50 T/C% Spec | mode
Zoanthamine/Norzoa -4.03 (ma/kg .
nthamine o ReHorGHy(110)
hydrochloride Delta
(1:1) 0.47 ( ) I
1234567809 Range
NXXNXXXXX[] 05




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10479 208 YES YES | NO NO NO | YES NO
Jolkinolide D GISO | T/C% | spec.| | [ mode
-5.25 (mg/kg
M2
Delta Al
0.47 ( ; c1 r
1234567809 Range vi
XOXXXXXXO 1.05
11409 208 * NO | YES
R -1 spec. |
SCRC99 4.27 | (ma/kg
Delta
1 I
OBz
1234567809 B Range( )
XOXXOOOOO 1.27 +
11410 208 NO NO NO
GI50 T/C% mode
SCRC99-2 Spec. |
-4.03 [(mg/kg
Delta
) 0.26 "
1234567809 Gz Range( )
XOXXOOOOO 0.29
11411 208 YES NO | YES| NO
RC99- spec.| |
SCRC99-3 /\/\l/q/j(‘ -5.79 |(mg/kg
/ O\O ~~/COOH Delta
1.2
1234567809 ( ) I
Range
XOXXXOOOO 1.74 E1
11413 208 NO NO NO | YES| NO
GI50 T/C% mode
SCRC99-5 o Spec. |
o N\ -4.01 (mg/kg
\N N/OMe Delta
H 0.2 "
1234567809 Range( )
XXXXXOOOO 021
11416 208 NO NO | YES| NO
. .| €190 T/C% | gpec. [ mode
SCRCO9-8 ’ \/\/‘ | -4.01 |(mg/kg :
o Delta
0.38
1234567809 ( ) I
Range
XOXXXOOOO 0.39




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10381 209 + NO NO NO
GI50 T/C% mode
cl spec.| |
aenone 427 (mg/kg
Delta
2.04 I
1234567809 Range( )
XOXXXOOOO 231
10706 212 * NO NO
GISO | T/C% mode
GNIDI MACRIN Spec.
-5.22 (mg/kg
- Delta
C"’ 3.78
1234567809 d Range( ) I
XOXOXOOOO 4
8159 214 O *
ER-32335 ‘ ‘ GISO T/C% spec. mode
N -6.06 [(mg/kg
)\N/k Delta
N 0.52 ’
1234567809 M Rl Range( )
XOOOOOOooad 0.82
8160 214 +
GISO | T/C% mode
ER-37339 Spec.
-6.56 (mg/kg
Delta
o 0.67 I
123456789 Hc” NCh, Range( )
XOOOOOOOad 1.3
8161 214 m +
F GI50 T/C% mode
ER-40582 N spec.
)\ /k -6.07 (mg/kg
o N™ No | Delta
‘\‘N- el 0.82 I
1234567809 2N Range( )
XOOOOOOooad 1.21
8162 214 /j YES
HsCO ) ~ 2| GI50 T/C% mode
ER-4 N spec.
0583 \"\j )\ -7.07 |(mg/kg
o” " Yo| Delta
);Hm 0.69 0
1234567809 Range( )
XOOOOOOOad 1.13




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
8163 214 *
GI50 T/C% mode
ER-40584 spec.
-7.21 (mg/kg
Delta
1.5 I
1234567809 A 24l Range( )
XOOOOOOooad 29
8164 214 N +
=N
| GI50 T/C% mode
ER-40585 ‘\/l\N Spec.
)\N& -7.01 (mg/kg
° N Delta
2 0.87
1234567809 Q Range( ) I
XOOOOOOOad 1.72
8165 214 *
GI50 T/C% mode
ER-40586 spec.
-6.72 (mg/kg
Delta
0.83 I
1234567809 Mgz Range ( )
XOOOOOOooad 1.77
10658 214 COOC,Hs NO
ncocr, | G190 T/C% mode
KY22 N COCH, spec.
088 k/ -4.8 (mg/kg
(:( Delta
0.3 I
1234567809 Range( )
XOOOOOOOad 0.43
10660 214 NO
GI50 T/C% mode
KY23134 spec.
% -4.28 [(mg/kg
.| Delta
0.53 I
1234567809 Range( )
XOOOOOOooad 0.82
10661 214 NO
N G50 | T/c% mode
KY23042 spec.
3 % -4.09 [(mg/kg
)—Q Delta
0.68 I
1234567809 Range( )
XOOOOOOOad 0.76




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
10914 214 YES*
GI50 T/C% mode
MG-341 i o spec.
(N))LH Y B<O: -7.97 (mg/kg
Delta
e 0.68 I
1234567809 Range( )
XOOOOOOooad 1.39
10918 214 +
H OOH GIS0 T/C% Spec. mode
HY-01 EID/\% -5.33 |(mg/kg :
Nes Delta
0.24
1234567809 ( ) I
Range
ROOOOOOOO .75
S
11166 214 moma t
GI50 T/C% | gpec. mode
SH-423 N 414 | (maskg p
§ Delta
O/\© 0.92
1234567809 ( ) I
Range
XOOOOOOooad 1.06
11167 214 YES*
¢ G50 | T/C% mode
PD-1 o !E ] spec.
N -6.95
EAZN/r \0\1)\1\1 N ' (mg/kg
. L, Delta
1.05
1234567809 ( ) I
Range
ROOOOOOOO 104
11169 214 YES
. . GI50 T/C% | gpec. mode
YKO2 O\/\, 4.4 (mg/kg p
O oo
1.09
1234567809 ( ) I
Range
XOOOOOOooad 15
11433 214 QOCH; +
.| €50 T/C% | spec. mode
NL-7 o oo | e (ma/kg P
chm Delta
e A 1.35
1234567809 ( ) I
Range
ROOOOOOOO 106




JCI.No screening No. 1 2 3 4 5 6 7 8
compound | sup. HCC '
screening | code structure/comments | panel | P388 | PK |Topo.| Tub. |p-Gp | |ny. |Angio.
11435 214 FJ::[% *
GI50 T/C% mode
- OH spec.
NL-12 HN 4.7 (mg/kg
e N Delta
He N/J 1.21 '
1234567809 Range( )
XOOOOOOooad 1.91
11436 214 Q:Ha +
N Hw | GI50 T/C% mode
NL-14 spec.
H5CO, Sy -4.46€ (mg/kg
o /) Delta
OA 1.39 '
1234567809 Range( )
XOOOOOOOad 1.85
11505 214 ﬁﬂ\@ NO
NO GI50 T/C% | ¢ mode
2 pec.
NL134 (J 4.27 | (mg/kg
H, CO, N Delta
0.62 r
12345678 9| Range( )
XOOOOOOooad 0.9
11506 214 i YES
CL%O pec.
N3 @ -5.63 |(mg/kg
Hsco . Delta
P 0.39 :
1234567809 Range( )
XOOOOOOOad 0.55
11603 215 NO NO NO NO NO
GI50 T/C% | ¢ mode
. pec. |
KBO12-FSB -4.01 | (mg/kg
Delta
0.21 '
1234567809 Range( )

0.21
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