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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.ntml

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

Alkaloid / Carboline

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11780 | 74 CU@NONONONO NO|[No| NO| NO| NO
9-(4'-aminophenyl) F GI50 | spec. | mode | |Cc50 T/C%
-9H-pyrido[3,4-b]i -4.66 (mg/kg)|
ndole
(APNH) Delta ( )
0.25
! « )
H, Range
123456780910
FRENORNRE K 0.65
11781 74 ©|\—/|© NO | NO| NO | NO NO [ NO | NO | YES| NO
9-(4'-amino-3'-met F GI50 | spec. | mode | |Cc50 T/C%
hylphenyl)-9H-pyri -4.71 (mg/kg)|
do[3,4-b]indole
(AMPNH) Delta ()
CH, 0.46
1] ( )
H, Range
123456780910
FRENORNRE K 0.75
11782 74 | | A + NO [ NO NO NO | NO [ NO [ NO NO
9-(4'-aminophenyl) F GI50 | spec. | mode | |Cc50 T/C%
-1-methyl-9H-pyri -4.65 mg/k
do[3,4-blindole e (ma/k9)
(APH) Delta ( )
0.97
1] ( )
H, Range
123456780910
FRENORNRE K 1.22




Amino acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11881 39 NO
— ¥N(CHa)s
Sorolinine CHO _ GI50 | spec. mode | |c50 T/C%
coo( -4 (mg/kg)
HO Delta ( )
CHaO 0.12 I ( )
Range
123456780910
ROOOOoOooon 0.12




Aminoalcohol

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound Sup. Hce
screening code structure/comments panel| PK | Topo.| Tub. | HDAC.|p-Gp| Inv. |Angiof Apo.| P388
12243 41 NO
(gR,3Z)-2-N-aceta GI50 | spec. mode | |c50 T/C%
T_lz:)—:%—octadecen— HO — “Ci4Hog 477 (mg/kg)
NHAc Delta
0.22 ( )
I ( )
Range
123456780910
[J=f=l=]=]u]=]=]=]s] 0.35
12244 41 NO
(2_R,3E)-2-N-aceta GI50 | spec. mode | |Cc50 T/C%
le:)—S—octadecen— H X C1aH2g .4.67 (mg/kg)
NHAc Delta
0.14 ( )
I ( )
Range
12345678910
[J=f=l=]=]u]=]=]=]s] 0.81




Benzofuran

JCI.No
compound
screening

sup.
code

screening No.

10

structure/comments

HCC
panel

PK

Topo.

Tub.

HDAC.

p-Gp

Inv.

Angio

.| P388

10904

55

PFA-001

YES

GI50
-6.31

spec.

mode

IC50

Delta
1.09

Range
2.4

T/C%
(mg/kg)

PFA-002

YES*

GI50
-5.63

spec.

mode

IC50

Delta
1.09

Range
2.72

T/C%
(mg/kg)

PFA-003

YES

GI50
-7.13

spec.

mode

IC50

Delta
0.87

Range
3.18

T/C%
(mg/kg)

YES

GI50
-5.15

spec.

mode

IC50

Delta
0.69

Range
1.84

T/C%
(mg/kg)




Boronic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11918 51 H NO NO
TO-N-6-57 GI50 | spec. mode | |Cc50 T/C%
OH|.4.61 (mg/kg)
(HO),B. Al
©/ Delta c1
( )
HO 0.22 M1 1] ( )
Range| Y1
123456780910 El
RROOOOOO0O0O 0.52
11919 51 H NO | YES
TO-N-6-55 GI50 | spec. mode | |c50 T/C%
OH|-4.66 (mg/kg)
HO)2B NH
(HO)2 \©/ Delta ( )
0.25
1] ( )
Range
123456780910 El
RROOOO0O0O0O0O 0.71
11920 51 NO NO
Me
TO-N-6-61 GI50 | spec. mode | |c50 T/C%
B(OH), [-4.03 (mg/kg)
HOLG NH Al
2 \©/ Delta c1
( )
053 | m1 " ( ,
Range| Y1
123456780910
RROOOO0OO0O0O 0.56
11921 51 NO NO
Me!
TO-N-6-59 GI50 | spec. mode | |c50 T/C%
B(OH), [-4.17 (mg/kg)
(HO)2 NH
B\©/ Delta ( )
0.5 "
Range ¢ )
123456780910
RROOOOOO0O0O 0.67
11922 | s1 (HO),B. NO | NO
TO-N-6-71 GI50 | spec. mode | |c50 T/C%
-4.07 (mg/kg)|
(HO)2B. NH Delta X ,
0.6 "
Range ¢ )
123456780910
RROOOO0O0O0O0O 0.67
11023 | &1 BoH), | N | o
TO-N-6-51 GI50 | spec. mode | 1c50 T/C%
-4.17 (mg/kg)|
©/NH Delta ( )
0.58
1] ( )
Range
123456780910
RROOOOOO0O0O 0.75




Boronic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
11941 51 F NO | NO
F
TO-N-6-78 GI50 | spec. mode | |c50 T/C%
F|-4.77 (mg/kg)|
(HO), NH F Delta
0.22 ( )
1] ( )
Range
123456780910
RROOOOOOOO 0.34
11942 51 NO [ NO
TO-N-6-73 GI50 | spec. mode | |c50 T/C%
B(OH)2 [-4.05 (mg/kg)|
(HO)2 NH
B\©/ Delta
0.35 ( )
1] ( )
Range
123456780910
RROOOOOOOO 0.4
11943 51 NO | YES
TO-N-6-53 GI50 | spec. mode | |c50 T/C%
B(OH)2 [-4.01 (mg/kg)
HO,C NH o
elta
\©/ 0.24 ol ( )
. M1 I ( )
Range
123456780910 E2
RROOOOOOOO 0.25
12124 51 (HO),B NO
GN-6-051 GI50 | spec. mode | |Cc50 T/C%
(mg/kg)|
NH Delta
( )
1] ( )
Range
123456780910
OoROOOOOOO0
12125 | 51 NO
GN-6-M51 GI50 | spec. mode | |Cc50 T/C%
B(OH), (mg/kg)
NH
Delta
( )
1] ( )
Range
123456780910
OoROOOOOOO0
12126 | 51 MeO NO
GN-6-75 GI50 | spec. mode | |c50 T/C%
B(OH)2 (mg/kg)
NH Delta
( )
1] ( )
Range
123456780910
OoROOOOOOO0




Boronic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
12128 51 YES
B(OH)2
GN-6-53para /@’ GI50 | spec. mode | 50 T/C%
(mg/kg)|
NH
CO/ Delta| ( )
HO2! M1 I ( )
Range
12345678910 E2
OROOOOO000
12129 51 NO
B(OH),
GN-6-73para GI50 | spec. mode | 1c50 T/C%
(mg/kg)|
(HO2 NH Delta
( )
1] ( )
Range
12345678910
OROOOOO000
12131 51 NO
MeO.
GN-6-83-Bn GI50 | spec. mode | 1c50 T/C%
B(OH), (mg/kg)
BnO,C NH Dolt
elta
HO:©/ ( )
! « )
Range
12345678910
OROOOOO0O00
GN-6-86-Bn GI50 | spec. mode | |c50 T/C%
(mg/kg)|
BnO! NH Delta
( )
HO I ( )
Range
12345678910
OROOOOO000
12133 51
MeO. No
GN-7-47 GI50 | spec. mode | |c50 T/C%
OMe (mg/kg),
(HO)B NH Delta
I
Range ¢ )
12345678910
OROOOOO000




Carboline

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11138 | 15 o YES [ NO | YES
~
T-6403 GI5SO | spec.| | mode | |c50 T/C%
” -6.36 (mg/kg)
" Delta
039 | M1 €
1] ( )
Range
123456780910
REROOOOO00 1.21




Carbon cluster

JCI.No s screening No. 1 2 3 4 5 6 7 8 9 10
compound up- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12159 | s1 H,Ca NO
JD-001 GI50 | spec. mode | |c50 T/C%
-4.3 (mg/kg)
Delta ( )
0.56 '
( )
Range
123456780910
ROOOOOOOOO 0.85
12160 | s1 | H© NO
JD-002 NH GI50 | spec. mode | |c50 T/C%
CHs [4-62 (mg/kg),
Delta ( )
0.26 '
( )
Range
0.67
NO NO NO NO | NO NO | YES
GI50 | spec.| | | mode | |c50 T/C%
-4.61 (mg/kg)
Delta ( )
0.33 '
( )
Range
123456780910
NORRERRREO 0.59
12162 | s1 | H© NO
JD-004 HiC NH GI50 | spec. mode | Ic50 T/C%
CHs [-4-59 (mg/kg),
Delta ( )
0.2 '
Range ¢ )
123456780910
ROOOOOOOOO 0.45
12163 | s1 | ™© NO
JD-005 SONHz | GISO | spec. mode | 1c50 T/C%
He -4.75 (mg/kg)
Delta ( )
0.19 '
( )
Range
123456780910
ROOOOOOOOO 0.37
12164 | =1 HeC NO No|[ N | No | NO| NO| NO| NO
NSO2NH
JD-006 HaCO 272 | GIS0 | spec.| | | mode | ic50 T/C%
H -4 (mg/kg)
>1.2
Delta ()
m
° 1] ( )
Range
123456780910
NORRERRREO 0




Carbon cluster

JCI.No screening No.

10

compound Sup.

. code
screening structure/comments

HCC
panel

PK

Topo.

Tub.

HDAC.

p-Gp

Inv.

Angio

Apo.| P388

12165

JD-007

YES

GI50
-4.57

spec.

mode

IC50

Delta
0.66

Range

1.02

T/C%
(mg/kg)

YES

GI50
-4.95

spec.

mode

IC50

Delta
0.79

Range

1.01

T/C%
(mg/kg)

YES

YES

GI50

spec.

mode

IC50

-4.96

Delta
0.76

Range

1.02

T/C%
(mg/kg)

YES

GI50

spec.

mode

IC50

-4.91

Delta
0.8

Range

T/C%
(mg/kg)

I+

+/-

YES

GI50

spec.

mode

IC50

-4.08

Delta
1.34

Range

1.42

I+

>1.2
(- mm)

T/C%
(mg/kg)

GI50

spec.

mode

IC50

-4.49

Delta
0.24

Range

0.73

T/C%
(mg/kg)




Carbon cluster

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
12171 YES
TAZ-006 GI50 | spec. mode | |Cc50 T/C%
-4.91 (mg/kg)|
Delta
0.8 " ( )
Range ¢ )
12345
ROOOO 1
12172 NO
TAZ-008 GI50 | spec. mode | |Cc50 T/C%
-4.71 (mg/kg)
Delta
0.58 " ( )
( )
Range
12345
ROOOoO 0.95
11820 YES| NO | YES| NO
KTM-1 GI50 [ spec.| | [ mode | cs0 T/C%
-5.44 (mg/kg)
Al
Delta c1
. ( )
. M1 I ( )
Range| Y1
123456780910 E1l
RRRROOOOOO 0.87
11821 60 [ YES | NO | YES| NO
HC—e N
KTM-2 I- — _G'50 spec. | | mode | |c50 T/C%
5.18 (mg/kg)
N a1
m’ .. Ny Delta
oS <
Q & 0391 M1 | D)
Range| Y1
152 | Bt
YES | NO | YES NO
GI50 [ spec.| | [ mode | cs0 T/C%
-5.18 (mg/kg)
Al
Delta c1
0.37 ( )
. M1 I ( )
Range| Y1
155 | Bt
NO
GISO | spec. mode | |c50 T/C%
-4 (mg/kg)|
Delta
N ( )
1]
Range ¢ )




Carbon cluster

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11824 60 YES [ NO | YES| NO
KTM-5 GI50 | spec. | mode | |C50 T/C%
-5.61 (mg/kg)
Delta
C1 ( )
( )
Range
1.74| Bt
+
GISO | spec. mode | |c50 T/C%
-4.12 (mg/kg)
Delta
1.63 I ( )
( )
Range
1.75
+
GI50 | spec. mode | |c50 T/C%
-4.13 (mg/kg)|
Delta
1.65 I ( )
( )
Range
1.78
+ NO | YES NO
GI50 [ spec.| | [ mode | cs0 T/C%
-5.42 (mg/kg)
c2
Delta M2
0.28 ( )
. Y2 I ( )
Range| Al
09 | F?
YES | NO | YES NO
GI50 [ spec.| | [ mode | cs0 T/C%
-5.48 (mg/kg)
c2
Delta M2
0.29 ( )
. Y2 I ( )
Range| Al
092 | B2
YES| NO | +/- NO
GI50 [spec.| | [ mode | cs0 T/C%
-4.79 (mg/kg)
5 Delta Al ( )
078 | yq I
( )
Range
128| B2 |




Carbon cluster

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388

12184 60 YES

NO [ YES| NO

KTM-11 GI50 [ spec.| | [ mode | cs0 T/C%
-4.74 (mg/kg)
Delta éi ( )
073 | w1 ' X ,
Range| Y1

1234567809 E2
RERROOOOOO0 1.47




Ceramide

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12242 41 OH YES | NO NO
(%S,3R,4E,2R)-2-( HO = CiaHar GI50 | spec. mode | Ic50 T/C%
2'hydroxypropanoyl .5.43 (mg/kg)
)-amino-octadec-4- OH
en-1,3-diol H Delta
V\KVH\CHE’ 047 €t [ €
o) ( )
Range

123456780910
RREROOOOOO 1.27




Chroman

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel| PK | Topo.| Tub. | HDAC.[p-Gp| Inv. |Angio .[ P388
10699 25 YES
FT-1 ; GI50 | spec. mode | |Cc50 T/C%
) -5.46 (mg/kg)
/L Delta
0.85 ¢ )
I ( )
Range
123456780910
ROOOOoOooooo 15
10700 | 25 YES
FT-2 ) GI50 | spec. mode | |Cc50 T/C%
/Lﬁj\/nj\o\ -5.8¢ (mg/kg)
) J | Delta
0.95 ¢ )
I ( )
Range
12345678910
ROOOOOooooo 19
10701 | 25 YES
FT-3 o GI50 | spec. mode | |Cc50 T/C%
JRoeaneten\t: o
i Delta
1.73 ¢ )
I ( )
Range
12345678910
ROOOOOooooo 2.73
10702 | 25 YES
FT-4 i GI50 | spec. mode | |Cc50 T/C%
)\ \O\ . -5.14 (mg/kg)
‘JD Delta
1.15 ¢ )
I ( )
Range
123456780910
ROOOOOooooo 2.06




Fatty acid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound Sup. Hce
screening code structure/comments panel| PK [ Topo.| Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12032 46 NO NO
Ethyl GI50 | spec. mode | |C50 T/C%
15-hydroxypentacl o -4.53 (mg/kg)
ecanoate Ho/\/\/\/\/\/\/\)j\oa
Delta ( )
0.32 I
( )
Range
123456780910
ROOROOOOOO 0.86
12037 | 46 NO
Sodium GI50 | spec. mode | |Cc50 T/C%
15-hydroxypentade -4.17 (mg/kg)
canoate Ho/\/\/\/\/\/\/\/(i\cNa
Delta ( )
0.73 I
( )
Range
123456780910
ROOOOOOOO0O 0.9




Flavonoid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11851 11 o NO
MO-EGC /@i GI50 | spec. mode | |c50 T/C%
’ . -4.15 (mg/kg)
Delta
" 0.51 €
| 1] ( )
Range
123456780910
ROOOOoOooon 0.66
10704 15 w . YES | NO NO YES NO | NO NO | YES
T-063 GI50 | spec.| | | mode | |c50 T/C%
} -7.17 (mg/kg)
o Delta poly.
ey . |osa| AL } ( )
( )
Range
123456780910
NRREORKRR O 3.42
12137 | =20 - NO
Dophnodorin | . GIS0 | spec. mode | |c50 T/C%
" -4.01 (mg/kg)
", oH
O/ Delta ( )
0.27 "
) ( )
" Range
123456780910
ROOOOoOooono 0.28
12139 | =20 - NO
Dophnodorin A GI50 | spec. mode | |c50 T/C%
. -4.24 (mg/kg)|
Q/ Delta ( )
0.31 "
( )
" Range
123456780910
ROOOOoooono 0.55
11953 37 NO NO NO YES
3'",4'-Dihydroxy-Is GI50 | spec. mode | |c50 T/C%
oaurone -4.08 (mg/kg)
Al 711
Delta c1
(um)
Range| Y1
123456780910 E1l
RROOROOO®O 0.68
11954 37 NO NO NO YES
3'-Hydroxy-4'-met GI50 | spec. mode | |c50 T/C%
hoxy-lsoaurone -4.09 (mg/kg)|
>1
Delta (mm)
0.64 " "
( )
Range
123456780910
RROOROOO®O 0.72




Flavonoid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12057 37 NO
3',4',5-trihydroxy GI50 | spec. mode | |c50 T/C%
-isoaurone -4.43 (mg/kg)
Delta
0.44 )
1] ( )
Range
123456780910
ROOO00O0ooon 0.86




Gymnastatin

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11253 52 YES* | YES [ YES| YES NO | YES| NO NO
Gymnastatin A GI50 | spec. | mode | |Cc50 T/C%
-5.34 (mg/kg)
Delta| M2 depoly
o5 | Y2 €
INEL ( )
Range
123456780910 11
RERORNRROR .
11254 YES| NO | YES| YES NO | +7-] NO
Gymnastatin B GI50 | spec. | mode | |Cc50 T/C%
-5.57 (mg/kg)
Delta depoly ( )
0.37 I
( )
Range
1234567809
NRREORREO 1.05
11255 YES* [ NO | YES NO
Gymnastatin C GI50 | spec. | mode | |Cc50 T/C%
-5.43 (mg/kg)
Delta ( )
0.51 I
( )
Range
123456780910 1.14
RRROOROOODO .
11256 | 52 on NO NO | YES| NO NO | +7-] NO
Gymnastatin D cl GI50 | spec. I mode | |c50 T/C%
-4.85 (mg/kg)|
Delta ( )
N "lo4e| Y1
H 1] ( )
Range
123456780910 o059 | E1
RERRORRROO .
11525 | 52 5 YES | YES| NO YES NO | NO | NO | YES
Br r
Gym.analog 1 GI50 | spec. | mode | |Cc50 T/C%
-5.46 (mg/kg)
M2 +
x poly.
o Delta v2 ( )
W\H on 241 | a1 I ( )
Range| C1
123456780910 3.07
REERORRRRO .
11526 | 52 YES | YES| YES| NO NO | YES| NO | YES
Br, r
Gym.analog 2 GI50 | spec. | mode | |c50 T/C%
-4.76 (mg/kg)|
M2
0
o Delta v2 ( )
AN 087 | a1 | | X ,
H
Range| C1
123456780910 113 | ES
REERORRRRO .




Gymnastatin

JCI.No < screening No. 1 2 3 4 5 6 7 8 10
compound P- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11527 | s2 B % & | N | vES NO
Gym.analog 3 GI50 | spec. mode | |Cc50 T/C%
-4.63 (mg/kg)|
o %) Delta| Y2 ( )
/\/I\ B 029 | Al
N o |z ca | ! «C
ange
123456780910 E2
RROOOROOOO 0.91
o
11528 | 52 o s | £ | ves No | NO
Gym.analog 4 GI50 | spec. mode | |c50 T/C%
-4.71 (mg/kg)|
o Delta| Y2
AU 192 | AL €
NN Y - ca | ! « )
ange
123456780910 E1l
RROOORROOO 2.32
11731 | 52 OH NO | NO NO
Br. Br
Gym.Analog-5 Jort17a1 GI50 | spec. mode | |c50 T/C%
-4.02 (mg/kg)|
o 0 Delta ( )
/\/\)J\ 0.26
N H I ( )
Range
123456780910
RROOOROOOO 0.29
11732 | 52 e ves | ves NO
JVI-11732 Br, Br
Gym.Analog-6 GI50 | spec. mode | |c50 T/C%
-4.67 (mg/kg)
o 0 Delta| Y3 ( )
/\)\ 015 | °2 I
N OH Range Al ( )
123456780910
RROOOROOOO 0.35
11733 | 52 or No | No NO
BR Br
Gym.Analog-7 GI50 | spec. mode | |c50 T/C%
-4 (mg/kg)|
o 0 Delta ( )
/\)]\ 0.07 !
N OH Range ( )
123456780910
RROOOROOOO 0.08
11734 | 52 i YES | YES NO
Br, Br
Gym.Analog-8 GI50 | spec. mode | |c50 T/C%
-4.69 (mg/kg)|
o Delta| Y3 ( )
/\)k 012| 2
x N OH Range Al ( )
123456780910 E1l
RROOOROOOO 0.28




Gymnastatin

JCI.No < screening No. 1 2 3 4 5 6 7 8 10
compound P- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11735 | 52 " NO | No NO
Br, Br
Gym.Analog-9 GI50 | spec. mode | |c50 T/C%
-4 (mg/kg)|
o Delta ( )
/\)k 0.14 '
x N OH Range ( )
123456780910
RROOOROOOO 0.14
11736 | 52 o NO | ves NO
Br, Br
Gym.Analog-10 GI50 | spec. mode | |c50 T/C%
-4.3 (mg/kg)
o o) Delta| Y2
)J\ 038 | Al €
N Range ot ! ( )
123456780910 E2
RROOOROOOO 0.68
11737 | s2 i NO | YES NO
Br, Br
Gym.Analog-11 GI50 | spec. mode | |c50 T/C%
-4.57 (mg/kg)|
o o) Delta| Y3
)J\ 013 | €2 €
H 'OH Range Al I ( )
123456780910 E2
RROOOROOOO 0.61
11738 | 52 o NO | No NO
Br, Br
Gym.Analog-12 GI50 | spec. mode | |c50 T/C%
-4 (mg/kg)
o 0 Delta ( )
)J\ 0.05 '
N OH Range ( )
123456780910
RROOOROOOO 0.05
11739 | s2 i NO | YES NO
Br, Br
Gym.Analog-13 GI50 | spec. mode | |c50 T/C%
-4.42 (mg/kg)|
o 0 Delta| Y3
\)J\ 027 | A2 €
N Range ez ! ( )
123456780910 E2
RROOOROOOO 0.69
11740 | s2 i YES | YES NO
Br, Br
Gym.Analog-14 GI50 | spec. mode | |c50 T/C%
-4.68 (mg/kg)|
o 0 Delta| Y3
\)J\ 013 | €2 €
H OH Range Al I ( )
123456780910 E2
RROOOROOOO 0.33




Gymnastatin

JCI.No < screening No. 1 2 3 4 5 6 7 8 10
compound P- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11752 | s2 o NO NO
Br, Br
Gym.Analog-15 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
o} 0 Delta
N OH Range I ( )
12345678910
OROOOROOOO
11753 | s2 f YES NO
Bi Br
Gym.Analog-16 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Y2
Delta A2
o ( )
I
Boc—H Range M1 ( )
12345678910 E1l
OROODOROOOO
11754 | s2 f YES NO
Bi Br
Gym.Analog-17 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
0 Delta| Y2
Al ( )
Boc— OH Range c1 I ( )
12345678910 E1l
OROO0OROOOO
11756 | 52 f NO NO
Br. Br
Gym.Analog-20 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
7 Y1 ()
I
i ° Range ( )
12345678910
ORO0OOROOOO
11757 | 52 R YES NO
Gym.Analog-21 Br. GI50 | spec. mode | |c50 T/C%
(mg/kg)|
N 2 Delta
/\/\/\)\ ez ( )
N C1 1] ( )
Range
12345678910
OROODOROOOO
11758 | 52 YES NO
Gym.Analog-22 o L .| 6150 | spec. mode | 1c50 T/C%
(mg/kg)|
/\/\/\/\/\j\ Deita| Y2
N Al ( )
I
c1
Range ¢ )




Gymnastatin

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Zgg Hce ]
screening c structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11759 52 7 YES | NO NO | NO
Gym.Analog-23 GI50 | spec. mode | |c50 T/C%
-4.98 (mg/kg)|
o o | Delta
0.57
N 1] ( )
H Range
123456780910 0.9 E1l
RROOORROOO 94
11760 | 52 o YES | NO NO NO
Gym.Analog-24 GI50 | spec. mode | |Cc50 T/C%
-5.08 (mg/kg)
) o Delta
0.72
N 'OH I ( )
H Range
123456780910
REROROROOOO 1.11
11761 | 52 i NO NO
Gym.Analog-26 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
Y1 ( )
1] ( )
Boe—H Range
123456780910 E1l
OROOOROOOO
11762 | 52 OH NO | YES NO | NO
|
Gym.Analog-27 GI50 | spec. mode | |c50 T/C%
-4.73 (mg/kg)|
o Delta| A2 ( )
0.46 | C2 ! X ,
N (e} Y2
H Range
123456780910
RROOORROOO 0.74
11763 | 52 o YES | ves NO
1 |
Gym.Analog-28 GI50 | spec. mode | |c50 T/C%
4.7 (mg/kg)
0 Delta| Y2 ( )
075 | Al !
Boc. 0] C1 ( )
H Range
123456780910
REROO0O0ROOOO 1.45
11785 | 52 OH NO NO
Gym.Analog-25 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
o 0 Delta
/\/\)k ( )
N OH I ( )
H Range
10 E1l




Gymnastatin

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Zgg HCe )
screening e structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11786 52 YES* | YES YES NO
Gym.Analog-29 o L .| GI50 spec. mode | |c50 T/C%
-5.71 (mg/kg)
1 Delta poly.
/\/\/\/\/\)\u . Y4 ( )
073| c2 | ¢ )
Range
123456780910
EROROROOOO 1.7
11787 | 52 NO NO
Gym.Analog-30 N Kell=s) spec. mode | |c50 T/C%
(mg/kg)|
/\/\/\/\/\j\ Deita
N " Y1 ( )
1] ( )
Range
123456780910
OROOOROOOO
11788 | s2 o |ves| ves YES NO
Gym.Analog-31 B #r[ GISO | spec. mode | |c50 T/C%
-5.37 (mg/kg)
o o Delta poly.
/\/\/\)\N o | 059 | Y1 €
H 1] ( )
Range
123456780910 °
EROROROOOO 1.97
11789 | s2 B YES NO
Gym.Analog-32 B #r[ GISO | spec. mode | |c50 T/C%
(mg/kg)|
7 P Delta| Y2
/\/\/\)\N oH Al ( )
" ct [ I «C
Range
123456780910
OROOOROOOO
11805 | 52 NO
Gymnastatin Q s | GI50 | spec. mode | |c50 T/C%
o —ove [-4.81 (mg/kg)
N ES Cl
I "o Delta ( )
0.66
1] ( )
Range
123456780910
RO0O000000O 0.88
11849 | 52 YES | YES| YES| YES
Gymnastatin | 1 .| GI50 | spec. | mode | |c50 T/C%
-5.77 (mg/kg)
1 Y3
/\/\/wur .. | Delta c2 depoly ( )
' 08 | m2| ¢ )
Range| Al
123456780910 5
RERRROOOOOO 1




Gymnastatin

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11977 52 o YES | YES | YES NO
Gym-Analog-33 o | GIS0 | spec. I mode | |Cc50 T/C%
-5.6 (mg/kg)
M2
Q Delta v2
. 035 a1 | X ,
Range| C1
12345678910
ERRROO0O0O00O0 1.26 *
11078 | 52 8 ves* | ves | no | no
Br. Br
Gym-Analog-34 GI50 | spec. | mode | |c50 T/C%
-5.42 (mg/kg)
M2
o Delta v2 *
( )
055 a1 | | ) ,
i Range| C1
12345678910 El
ERRROO00O00O0 1.2




Hydroxamic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11628 11 +
K-15 . GI50 | spec. mode | |c50 T/C%
b\)\/\m\rﬁ\w -4.69 (mg/kg)|
e Delta ( )
2.33 !
( )
Range
123456 7 8910 Hpac
ROOOOOOOOO 2.83
11620 | 11 YES
K-10 i i, | G50 | spec. mode | |c50 T/C%
/\W\ﬂ) -4.69 (mg/kg)
Delta ( )
0.51 !
( )
Range
123456 7 8910 Hpac
ROOOOOOOOO 1.2
11649 | 11 YEs | no | ves| no YES
K-23 . ) GI50 | spec. I mode | |c50 T/C%
j : 1 /\m\r\w -5.19 (mg/kg)|
Delta ( )
0.63 !
( )
Range
123456 7 8910 Hpac
RRRROOOOR O 1
11726 | 11 YES
K-24 i GISO | spec. mode | |c50 T/C%
i -6.09 (mg/kg)
| Delta ( )
0.62 !
( )
Range
123456 7 8910 Hpac
ROOOOOOOOO 1.8
11727 | 11 YES
K-27 ' GI50 | spec. mode | |c50 T/C%
ALY 544 (mg/kg),
Delta ( )
1.2 !
Range ¢ )
123456 7 8910 Hpac
ROOOOOOOOO 1.78
11728 11 YES*
K-28 GI50 | spec. mode | |c50 T/C%
i -5.39 (mg/kg)
o
Delta ( )
0.76 !
( )
Range
123456 7 8910 Hpac
ROOOOOOOOO 1.41




Hydroxamic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11729 11 YES
K-32 ) GI50 | spec. mode | |c50 T/C%
m)gAO\ -5.57 (mg/kg)
i /n\ou Delta ( )
1.21 |
( )
Range
1234567 8910 Hpac
ROO0O0O000000 2
11971 | 11 YES YES YES
K-40 0 GISO | spec. mode | |c50 T/C%
N H -5.5 mg/k
HN@‘nN'OH 137 (mg/kg)
F 0 Delta Cum)
0.99 | "
( )
Range
12345678910
ROOOROOOR O 2.05
11072 | 11 NO N.D
K-60 e GI50 | spec. mode | |c50 T/C%
MeN, NoH De|ta ( )
0.56 !
( )
Range
1234567 8910 Hpac
ROOOROOOOO 0.74
11973 | 11 YES +/- YES
K-70 i GISO | spec. mode | 150 T/C%
O/\!/ 4 -4.7 (mg/kg)
o 397
Delta Cum)
1.08 ! "
( )
Range
12345678910
ROOOROOOR O 1.65
11974 11 NO NO NO
K-80 GI50 | spec. mode | |c50 T/C%
g . |-4.03 (mg/kg)
o >1
Delta (mm)
0.31 ! "
( )
Range
1234567 8910 Hpac
ROOOROOOR O 0.34
12108 | 11 x YES NO
k-130 i GI50 | spec. mode | |c50 T/C%
" -4.38 (mg/kg)
\ i 10.6
| Delta Cum)
1.38 ! "
( )
Range
123456780910
ROOOROOORO 177




Hydroxamic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12111 11 YES YES YES
k-120 i GI50 | spec. mode | |c50 T/C%
N -5.76 (mg/kg)
I 500
| Delta ()
n
2.24
1] ( )
Range
123456780910
ROOOROOOR O 3.31
12251 | 67 YES No | NO
SAHA o GISO | spec. mode | |c50 T/C%
. (mg/kg),
O/ 1.06
Delta
(um)
1] ( )
Range
1234567 8910 Hpac Trichostatin
OO00O0OROORRO




Imidazole

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11767 71 NO NO NO NO NO | NO | NO [ NO
Catharsitoxin C GI50 | spec. | mode | |Cc50 T/C%
-4.03 (mg/kg)
N
\ Delta ( )
=
N 0.45 I ( )
Range
12345678910
NRREORKRRE O 0.48
11768 71 H NO NO NO NO NO | NO | NO [ NO
Catharsitoxin D GI50 | spec. | mode | |Cc50 T/C%
\ / -4.1 (mg/kg)
N Delta ( )
0.46
1] ( )
Range
123456780910
NRREORKRR O 0.56




Indolomaleimide

JCI.No sup screening No. 1 2 3 4 5 6 7 8 10
compound ) Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11773 68 YES | NO NO NO
10,17-I?imethylgra GI50 | spec. | mode | |Cc50 T/C%
nulatimide -4.73 (mg/kg)|
Delta ( )
1.74 I
( )
Range
12345678910
RERROOOO000 2.47
11049 | es + | no| no
4,6-dimethyl-imida GI50 | spec. | mode | |Cc50 T/C%
zo[4",5":4,5]pyrro -4.16 (mg/kg)
10[3,4:6,7]cyclohep
t[1,2,3-cd]-indole- Delta ()
3,5-dione 1.04 I
( )
Range
12345678910
REROOOOOO00 1.21
11050 | es YES | NO | YES
Glanulatimide GI50 | spec. | mode | |Cc50 T/C%
-4.62 (mg/kg)
Delta ( )
1.77 I
( )
Range
12345678910
REROOOOO00 2.39
11951 | 68 NO NO | YES
1Q-Methylgranulati GI50 | spec. | mode | |Cc50 T/C%
mide -4.03 (mg/kg)
Delta ( )
0.49 I
( )
Range
12345678910
REROOOOO00 0.52 *
12149 | es o N YES | YES | YES
1H-imidazo[4",5":4 GI50 | spec. | mode | |Cc50 T/C%
,5]pyrrolo[3,4':6,7 -5 (mg/kg)|
Jcyclohept[1,2,3-c
d]-indole-3,5-dione Delta| Y3 ()
061| €2
mi | ( )
Range
12345678910
REROOOOOO00 1.12
12150 68 YES | NO | NO
4-methyl-imidazo[4 GI50 | spec. | mode | |c50 T/C%
",5":4,5]pyrrolo[3 -4.6 (mg/kg)
,4':6,7]cyclohept[1
,2,3-cd]-indole-3,5 Delta ( )
-dione 1.08 I
( )
Range
12345678910
REROOOOO00 1.68




Indolomaleimide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
12151 | es o N YES | YES | NO
6-methyl-imidazo[4 CH, GI50 | spec. | mode | |Cc50 T/C%
",5":4,5]pyrrolo[3 W -5.34 (mg/kg)
,4':6,7]cyclohept[1 )
,2,3-cd]-indole-3,5| " p Delta| Y2 ¢
-dione 0.83| €2
ma | ( )
Range
12345678910 E1
RRROOOO000 1.47
12173 68 YES | YES
15-Methylgranulati GI50 | spec. mode | |c50 T/C%
mide -4.67 (mg/kg)
A2
Delta M2
0.73 ( )
. C1 I ( )
Range| Y1
12 3456 7 8 910] staurosporine
RROOOOO000 1.17
12174 | 68 NO NO
17-Methylgranulati GI50 | spec. mode | |c50 T/C%
mide -4.07 (mg/kg)
Delta
0.73 ( )
| 1] ( )
Range
12 3456 7 8 910] staurosporine 0.8
RROOOOOOOO .




lodoacetate salt

JCI.No sup screening No. 1 2 3 4 5 6 7 8 9 10
compognd code structure/comments HCC T Tub. | HDAC.| p-Gp| 1 Anai P388
screening panel PK opo. ub. .| p-Gp| Inv. | Angio] Apo.
10615 45 YES YES NO
montoco scetate |2 3 o | 250 |spee 1| mode | ics0 T/C%
-5.26 k
Ql(l!—N)—' H—l—c/o (mg/kg)
hY | Y| Delta
0.46 ( )
' I ( )
Range
123456780910
ROOOOOOOR R 0.91
11123 | 45 x YES| NO
2-Pic9|inamide F H o GI50 | spec. mode | 150 T/C%
Monoiodoacetate | ﬁ T H_l_({ _5.55 (ma/ka)
~ — ' | Delta
’L 2.45 ( )
' I ( )
Range
123456780910
ROOOOOOOR R 3.09
11453 | 45 YES NO YES NO
:i;:rggr?;zﬁlide i/ Y, 6159 | spec. mode | 150 T/C%
c -5.27 mg/k
Monoiodoacetate I \% [ '_‘<)_H l (mg/kg)
N Delta
0.47 ( )
' I ( )
Range
123456780910
ROOROOOOR R 1.12
11601 | 45 YES o
2-Amino-4-methox OCH,4 " GI50 | spec. mode | 150 T/C%
y-6-methyl A (l C/o .5.32 (ma/ka)
pyrimidine S /”\ H—|— o
monoiodoacetate HaC” SN NH, Delta ( )
0.61 I X ,
Range
123456780910
ROOOOOOOOR 1.93
11692 45 YES NO
iﬁ:z)gl\;ethw CH, H G150 | spec. mode | C50 T/C%
ﬂ I L |-5.4 ma/k
monoiodoacetate HaC” Ny~ H—?—cf (mg/kg)
) I ©H|Delta ( )
0.4 I
Range ( )
123456780910
ROOOOOOOOR 1.01
11693 45 YES NO
- NH,
5-AzaCytosine J\ GI50 | spec. mode | ics0 /%
monoiodoacetate I\'k NN E /O _5.26 (ma/ka)
H—C—
l\ll (0] I N\oH | Delta ( )
H 0.45
I ( )
Range
123456780910
ROOOOOOOOR 1.06




lodoacetate salt

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound Zgg Hce
screening e structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11694 45 YES NO
. o
6-Az§uraC|I " H GI50 | spec. mode | |c50 T/C%
monoiodoacetate N N | o |532 (mg/kg)
)\ /I H—C—CZ
o N II oH | Delta ( )
| 0.43
. ! (G
Range
12345678910
ROOO00000O0R 1.09
11010 | 45 x
Tetramethylenedia GI50 | spec. mode | |c50 T/C%
mine H_i_c/o -4.84 (mg/kg)
Monoiodoacetate RN
Ny N2 I °"| Delta
1.61 ( )
1] ( )
Range
12345678910
ROOOOoOooooo 2
11911 | 45 YES*
o
3:;?52;[212;& oH, " . GI50 | spec. mode | |c50 T/C%
J\ | H_:C_/ -5.23 (mg/kg)
OH
o N/N 1 Delta ( )
H 0.63
1] ( )
Range
12345678910
ROOOOoOooooo 1.17
11012 | a5 | YES*
& -Valerolactam H GI50 | spec. mode | |c50 T/C%
Monoiodoacetate H_L _C/O .5.25 (mg/kg)
NH | Nou
! Delta ( )
o 0.6 I
Range ¢ )
12345678910
ROOO00O0ooon 12
11913 | 45 | YES* YES| NO
. . . o
N,l\_l(—jD|methyIn|cot|n . j ; GI50 | spec. mode | |c50 T/C%
amide J
~ A 7 |-5.15 mg/k
Monoiodoacetate Ner ! | on (ma7ka)
P~ Delta
N ( )
0.62
1] ( )
- Range
12345678910
ROOOOO0ORR 1.21
11955 45 — +
3,5-Diamino-1,2,4 NH, . GI50 | spec. mode | |c50 T/C%
-triazole N'_\( .1/ |-5.28 (mg/kg)
monoiodoacetate | on
HaN u/ Delta ( )
0.45
1] ( )
B Range
12345678910
ROOOO0o0ooon 0.99




lodoacetate salt

JCI.No < screening No. 1 2 3 4 5 6 7 8 9 10
compound ooge y HCC i
screening structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio{ Apo.| P388
11956 45 YES* YES
CONH>
3-Amlino benzamide ., GI50 | spec. mode | |c50 T/C%
monoiodoacetate H_%_{ -5.02 (mg/kg)
NHy \ " | Delta ( )
0.7 I
Range ( )
123456780910
ROOOOOOORDO 1.14
11957 45 +
CHz
2-Amin_oj4,6-dimet . GI50 | spec. mode | |c50 T/C%
hyl pyrldlne W/ |-5.32 (mg/kg)
monoiodoacetate P I Sou
HaC N NH, ! Delta ( )
0.47 I
Range ( )
123456780910
ROOOOOOOOO 1.08
11958 45 YES*
2-A_m.ino methyl ~ W GI50 | spec. mode | |c50 T/C%
pyridine w7 |-5.21 (mg/kg)
monoiodoacetate Z | o
N ChHoNH, Delta
0.57 I ( )
Range ( )
123456780910
ROOOOOOOO00 1.13
12044 45 o +
N-Isopropylbenzyla ”zc—““—i“ GI50 | spec. mode | |c50 T/C%
mine " i o |-5.33 mg/k
monoiodoacetate H_L_c/ (mo/ko)
| \,.|Delta ¢ )
0.46 I
Range ( )
123456780910
ROOOOOOOO0O 1.09
12045 45 +
5-Am_in_o-2-methox . GI50 | spec. mode | |c50 T/C%
y pyridine \]Ej\ I j’ -4.84 (mg/kg)|
monoiodoacetate K
N "OCH, ! \H Delta ( )
0.83 I
Range ( )
123456780910
ROOOOOOO0O00 1.24
12046 45 +
2-Mt_e'_choxy-5-meth e GI50 | spec. mode | |c50 T/C%
ylaniline I j’ -5.22 (mg/kg)
monoiodoacetate K
OCH, ! \H Delta ( )
H, 0.66 I
Range ( )
123456780910
ROOOOOOO0O00 1.13




lodoacetate salt

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. [ Angio P388
12047 45 YES*
Aminopyazine GI50 | spec. mode | |Cc50 T/C%
monoiodoacetate E\ L -5.01 (mg/kg)
. ! \ Delta
0.86 € )
I ( )
Range
123456780910
ROOOOOOOO00 1.3
12175 45 NO NO
Hexamethylene N . GI50 | spec. mode | |c50 T/C%
tetramine 'l/ \’L [ L |42 (mg/kg),
monoiodoacetate - / H_CI_ N\
L i Delta ( )
0.69 I ( )
Range
123456780910
ROOOOOOOOR 0.99
12176 45 YES* NO
5-Aminotetrazole GI50 | spec. mode | |Cc50 T/C%
monoiodoacetate P | _5.06 mg/k
HzN’( /\\N H_1_< )
N| l Delta
: 0.71 ( )
. I ( )
Range
123456780910
ROOOOOOOOR 1.37
12177 45 YES* NO
2-Amino-4,6-dimet CH30 Y GI50 | spec. mode | |c50 T/C%
hoxy pyrimidine NN | -5 mg/k
monoiodoacetate oHC NJ\NHZ H_CI_C:O (mo/ko)
' Delta
0.69 ( )
I ( )
Range
123456780910
ROOOOOOOO0OR 1.22
12178 45 + NO
2-H_ydrazino y W GIS0 | spec. mode | |c50 T/C%
pyridine O\ wed_# |-5.07 (mg/kg)
monoiodoacetate N7 SNH Py
\ Delta
e 0.62 « )
: I ( )
Range
123456780910
ROOOOOOOOR 1.06




Isoprenoid / Diterpene

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
12225 20 NO
Siphonol A GI50 | spec. mode | |Cc50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OROOO0O0O0O000
12226 20 NO
Nororthosiphonolide GI50 | spec. mode | |c50 T/C%
A (mg/kg)
Delta
( )
1] ( )
Range
123456780910
OROOO0O0O0O000
12227 20 NO
Secoorthosiphol A GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OROOO0O0O0O000
12228 20 NO
Norstaminine A GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OROOO0O0O0O000
12229 20 NO
Orthosiphol O GI50 | spec. mode | |Cc50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OROOO0O0O0O000
12230 20 NO
Orthosiphol N GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range




Isoprenoid / Diterpene

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
12231 20 NO
Orthosiphol M GI50 | spec. mode | |c50 T/C%
(mg/kg),
Delta
( )
1] ( )
Range
123456780910
OorROOOOOOOonO
12232 20 NO
Orthosiphol D GI50 | spec. mode | |c50 T/C%
(mg/kg),
Delta
( )
! « )
Range
123456780910
OorROOOOOOOonO
12233 20 NO
Orthosiphol A GI50 | spec. mode | |c50 T/C%
AcO.., (mg/kg)
.- Delta
HO" (S
I
Range ¢ )
123456780910
OorROOOOOOOonO
12234 20 NO
Staminol A GI50 | spec. mode | |c50 T/C%
AcO. (mg/kg)
Delta
«C
AcO I ( )
Range
123456780910
OorROOOOOOOonO
12235 20 NO
Norstaminol B GI50 | spec. mode | |c50 T/C%
mg/k
ACO.. (mg/kg)
) Delta
« )
HO' 1] ( )
Range
123456780910
OorROOOOOOOonO
12236 20 = NO
Staminolacton A ; GI50 | spec. mode | |c50 T/C%
(mg/kg),
Delta
( )
1] ( )
Range




Isoprenoid / Steroid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- HCe
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11583 6 YES
KKM-02 GI50 | spec. mode | |c50 T/C%
-5.69 (mg/kg)
Delta ( )
0.51 I
( )
Range
123456780910
ROOOOoOooon 1.05
11751 43 YES [ NO [ NO | N.D. NO [ NO
Abiesenonic acid GI50 | spec. | mode | |Cc50 T/C%
methyl ester _4.43 (mg/kg)
>1
Delta ()
" 0.82 | "
( )
Range
123456780910
RRRRRROOR O 1.25 *
12221 43 NO
AVB-1 GIS0 | spec. mode | |c50 T/C%
-4.01 (mg/kg)
Delta ( )
0.43 I
( )
Range
0.44
NO
GI50 | spec. mode | |c50 T/C%
-4.36 (mg/kg)
Delta ( )
0.41 I
( )
Range
0.77
YES | YES NO NO
Halistanol sulfate D GI50 | spec. mode | |c50 T/C%
-4.35 (mg/kg)
A3
Delta c3
( )
043 | M2 I ( )
Range| Y2
12345678910 E1l
RROOOORROO 0.78
11710 48 NO NO | NO
Haspolosamate A spec. mode IC50 T/C%
(mg/kg)|
( )
1] ( )
123456789 E1l
RROOOORRO




Isoprenoid / Steroid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11798 48 NO
Halistanol sulfate ™, GI50 | spec. mode | |c50 T/C%
~4.49 (mg/kg)
TIN
J Delta
Na0,S0 ¢ i 0.38 ( )
dsosNa I ( )
Range
12345678910
ROOO00O0ooon 0.87
11750 | 50 + NO [ YES| NO NO | NO | NO NO
8h—EctihyI—17b . GI50 | spec. | mode | |c50 T/C%
- -2t -5
a ydroxy-2-pheny -4.82 (mg/kg)
-androst-2-eno[2,3:5 Delta
',6"]pyrido[2',3"-d]py ( )
rimidin-4'(8'H)-one 23 1] ( )
Range
12345678910
ERRRORERE K 2.65
11815 | 50 NO | NO | NO NO NO | NO | NO
5'-Deaza-8'-ethyl- GI50 | spec. | mode | |Cc50 T/C%
17b-hydroxy-5a _4.24 (mg/kg)|
-androst-2-eno[2,3
-g]pteridine-2',4'(3 Delta ( )
'H,8'H)-dion 0.5 I ( N
Range
12345678910
ERRROREREO 0.73
11816 | 50 N | no | no | no No | No | No
E'—Deaza—S'—ethyl—l? GI50 | spec. | mode | |c50 T/C%
-hydroxy-3'-methyl- -4.52 (mg/kg)
5eflndrost 2-eno[2,3-g N Deita ( )
Ipteridine-2',4'(3'H,8 o, 0.42 I
'H)-dione Range ( )
12345678910
ERRROREREO 0.62
11804 | 52 x
Gymnasterone G GI50 | spec. mode | 150 T/C%
-4.29 (mg/kg)
Delta ( )
2.33
1] ( )
Range
12345678910
ROOOO0o0ooon 2.62
11806 | 52 x
3b e GI50 | spec. mode | |c50 T/C%
-Hydroxy-(22E,24 -4.7 (mg/kg)
R)-ergosta-5,8,22-
trien-7-one 5 Delta ( )
1.16
H 1] ( )
Range
12345678910
ROOOO0o0ooon 1.65




Isoprenoid / Steroid

JCI.No
compound
screening

sup.
code

screening No.

10

structure/comments

HCC
panel

PK

Topo.

Tub.

HDAC.

p-Gp

Inv.

Angio

P388

12008

m-m-sp3

123456789
RxOOOoOooooo

GI50
-4.83

spec.

mode

IC50

Delta
0.47

Range

0.61

T/C%
(mg/kg)

12009

ipr-et-sp3

GI50
-4.19

spec.

mode

IC50

Delta
0.42

Range

0.61

T/C%
(mg/kg)

YES

GI50

spec.

mode

IC50

-4.93

Delta
0.8

Range

1.07

T/C%
(mg/kg)

123456789
RxOOOOoOooooo

YES

GI50

spec.

mode

IC50

-4.94

Delta
0.52

Range

0.75

T/C%
(mg/kg)

12012

ipr-m-sp3

GI50

spec.

mode

IC50

-4.76

Delta
0.3

Range

0.54

T/C%
(mg/kg)

YES

GI50

spec.

mode

IC50

-4.71

Delta
0.13

Range

0.22

T/C%
(mg/kg)




Isoprenoid / Steroid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK | Topo.[ Tub. | HDAC.| p-Gp| Inv. |Angio pP388
11682 72 NO
MJ-7 GI50 | spec. mode | |c50 T/C%
-4.19 (mg/kg)
Delta ( )
0.29 '
( )
Range
123456780910
ROOOOO0O0O0OO 0.48
11683 | 72 oM b | Mo
MJ-12 GI50 | spec. mode | |c50 T/C%
Q -4.55 (mg/kg)
Me @ Me Delta ( )
0.19 I
; ( )
by Range
123456780910
ROOOOO0O0OO 0.47
11684 72 NO
MJ-14 GI50 | spec. mode | |c50 T/C%
Q -4.63 (mg/kg)
e @ e Delta ( )
= N2 0.19 I
( )
oy Range
123456780910
ROOOOO0O0OO 0.5
11685 | 72 L NO
MJ-19 () GI50 | spec. mode | |c50 T/C%
5 -4.02 (mg/kg)
e é:oj e Delta ( )
5 f)‘ " 0.27 '
( )
" Range
123456780910
ROOOOO00O0OO 0.29
11799 72 NO
. Hooc
Laetip-1 GI50 | spec. mode | |Cc50 T/C%
-4.68 (mg/kg)
Delta
L} *oAc
0.3 ( )
AcO . ”
( )
Range
123456780910
ROOOOO00O0OO 0.6
11800 72 YES| NO | NO NO
. Hooc
Laetip-2 M/ GI50 | spec. I mode | |c50 T/C%
-4.88 (mg/kg)
+
Delta -
L} o
) 1.06 ( )
AcO . ”
( )
Range
123456780910
RERROOOOOO0 1.55




Isoprenoid / Steroid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11801 72 NO
Laetip-3 GI50 | spec. mode | |c50 T/C%
-4.01 (mg/kg)|
Delta ( )
0.28 !
( )
Range
12345678910
ROOOOO0O0O0OO 0.29
11802 72 S
HoOC
Laetip-4 GI50 | spec. mode | |Cc50 T/C%
-4.04 (mg/kg)|
C-CH,-COOH De|ta
Ho 0.98 € )
| 1]
( )
Range
12345678910
ROOOOO0O0OO 1.02
11803 72 NO
Hooc CH,0H
Laetip-5 GISO | spec. mode | ics0 T/C%
-4.03 (mg/kg)|
' Delta
o™ ( )
0.28 !
( )
Range
123456780910
ROOOOO0O0OO 0.31
12258 | 72 NO
Fp-1 GISO | spec. mode | ic50 T/C%
-4.81 (mg/kg)
u/)/\ﬂ, Delta ( )
- 0.43 !
( )
Range
12345678910
ROOOOO00O0OO 0.53
12259 | 72 NO
Fp-2 GISO | spec. mode | |c50 T/C%
-4 (mg/kg)|
1] Delta ( )
room 0.03 !
( )
Range
123456780910
ROOOOO00O0OO 0.03
12260 72 NO
N
Fp-3 GISO | spec. mode | |c50 T/C%
-4.78 (mg/kg)
' Delta ( )
oo™
0.21 !
( )
Range
123456780910
ROOOOO0O0OO 0.29




Isoprenoid / Steroid

JCI.No screening No. 1 2 3 4 5 6 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12261 72 NO
Fp-4 GIS0 | spec. mode | c50 T/C%
-4.78 (mg/kg)|
Delta
0.18 € )
1] ( )
Range
12345678910
ROOOOO0O0O0OO 0.29




Isoprenoid / Taxoid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Zgg Hcc .
screening e structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio P388
11914 4 YES | NO NO NO YES
10-cinnamoyloxy-t GI50 | spec. | mode | |Cc50 T/C%
axuyunnanine C -4.41 (mg/kg)
Delta
1.23 ( )
' I «C
Range
123456780910 6
ERRRORO0O0O0 1.64
11015 | 4 NO YES
9a,10b,2a GI50 | spec. mode | |Cc50 T/C%
-triacetoxy-5a -4.08 (mg/kg)
-hydroxy-13a
,y y Delta
-cinnamoyloxytaxa ( )
-4(20),11-dine 0.64 I «
Range
123456780910
ROOOOROOOO 0.72
11916 | 4 YES | NO NO NO YES
9a,10b,2a GI50 [ spec.| | [ mode | cs0 T/C%
-triacetoxy-5a -4.34 (mg/kg)
-cinnamoyloxy-13a
Delta
-hydroxytaxa-4(20 ( )
),11-dine 1.07 I « )
Range
12345678910 +
ERRROROO0O0O0 1.4 -
11917 | 4 NO NO
9a,10b,52 p»/\\j\o\ AT GI50 | spec. mode | |c50 T/C%
-triacinnamoyloxy- N -4.03 (mg/kg)
13a-acetoxy-2a o Delt
elta
-hydro‘xytaxa—4(20 AcOW h 'OJJ\/\Ph 059 ( )
),11-dine H OH . I ( )
Range
123456780910 0.62
ROOOOROOOO .
11979 4 NO
13a-acetoxy-5a,9 Ho ¢ on GISO0 | spec. mode | |C50 T/C%
a < (mg/kg),
-dicinamoyloxy-10 o) Delta
b-hydroxy-2a AcO™ ) "OJ\/\Ph ( )
-methoxymethoxyt H BeH.0CHs I ( )
axa-4(20),11-diene Range
123456780910
OO0000ROOOO
11980 4 NO
13a-acetoxy-5a GI50 | spec. mode | |c50 T/C%
,10b (mg/kg),
-dicinamoyloxy-9a
Delta
-hydroxy-2a h ( )
-methoxymethoxyt BCH0CH3 1] ( )
axa-4(20),11-diene Range
123456780910
OO0000ROOOO




Isoprenoid / Taxoid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound zgg' HCC .
screening e structure/comments panel| PK [ Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio pP388
11981 4 YES
HO ~ QAc
9a,13a N GI50 | spec. mode | |c50 T/C%
-diacetoxy-5a o (mg/kg)
-cinamoyloxy-10b g -
ol yloxy AcOr 7 H Oik%ph Delta
-hydroxy-2a A ( )
OCH20CH3
-methoxymethoxyt I ( )
axa-4(20),11-diene Range
123456780910
OooooOoxROOOO
11982 4 YES
10b,13a GI50 | spec. mode | |c50 T/C%
-diacetoxy-5a (mg/kg)
-cinamoyloxy-9a
yioxy d Delta
-hydroxy-2a % ( )
OCH20CH3
-methoxymethoxyt I ( )
axa-4(20),11-diene Range
123456780910
OooooOoxROOOO
11983 4 NO
2a,5a,9a GI50 | spec. mode | |c50 T/C%
-tricinamoyloxy-10 (mg/kg)
b ) I
-hydroxy-13-oxota o Delta ( )
xa-4(20),11-diene I ( )
Ph Range
123456780910
OooooOoxROOOO
11984 4 NO
2a,5a,10b GI50 | spec. mode | |c50 T/C%
-tricinamoyloxy-9a . (mg/kg)
-hydroxy-13-oxota HOB
xa-4(20),11-diene o.$ Delta ( )
/4 I ( )
Ph Range
123456780910
OooooOoxROOOO
11085 | 4 NO
5a,9a,10b GI50 | spec. mode | |c50 T/C%
-tricinamoyloxy-2a (mg/kg)
-hydroxy-13-oxota
xa-4(20),11-diene Delta ( )
I ( )
Range
123456780910
OooooOoxROOOO
11986 4 NO
10b,13a GI50 | spec. mode | |c50 T/C%
-diacetoxy-5a (mg/kg)
-cinamoyloxy-2a
-hydroxy-9-oxotax Delta ( )
a-4(20),11-diene I ( )
Range

123456789
ooooorROO0O0O




Isoprenoid / Taxoid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel| PK | Topo| Tub. | HDAC.| p-Gp| Inv. | Angio P388
11987 4 NO
9a,10b,13a GI50 | spec. mode | |c50 T/C%
-triacetoxy-2a,5a (mg/kg)
-dihydroxy-taxa-4(
20),11-diene Deita «C
I
Range ( )
123456780910
Oo0OoO0OoxROO0OO0OO
11988 4 NO
2a,5a,10b,14b GI50 | spec. mode | |c50 T/C%
-tetra-acetoxy-9a (mg/kg)
-hydroxy-taxa-4(2
0),11-diene Deita « )
I
Range ( )
123456780910
Oo0OoO0OoxROO0OO0OO
11989 4 NO
2a,5a,10b GI50 | spec. mode | |Cc50 T/C%
-triacetoxy-14b (mg/kg)
(3-hydroxy-2-meth
ylbutyryl)oxy-taxa |n Deita ( )
-4(20),11-diene I ( )
Range
123456780910
Oo0OoO0OoxROO0OO0OO
11990 4 NO
2a,5a,10b GI50 | spec. mode | |Cc50 T/C%
-triacetoxy-7b (mg/kg)
-hydroxy-14b
Delta
(2-methylbutyryl)o ( )
xy-taxa-4(20),11- I ( )
diene Range
123456780910
Oo0OoO0OoxROO0OO0OO
11991 4 NO
2a,5a,10b GI50 | spec. mode | |Cc50 T/C%
-triacetoxy-14b (mg/kg)
-cinnamoyloxytaxa
-4(20),11-diene Deita «C
SN\
I
O — ¢
123456780910
Oo0OoO0OoxROO0OO0OO
11992 4 NO
2a,5a-diacetoxy-10 GI50 | spec. mode | |c50 T/C%
b-cinnamoyloxy-14 (mg/kg)
b
-hydroxytaxa-4(20 Deita ( )
),11-diene I ( )
OH Range

123456789
ooooorROO0O0O




Isoprenoid / Taxoid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup- Hcc .
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio P388
11993 4 NO
2a,5a GI50 | spec. mode | |Cc50 T/C%
-diacetoxy-14b (mg/kg)
-cinnamoyloxy-10b Delt
-hydroxytaxa-4(20 elta ( )
).,11-diene I ( )
Range
123456780910
Oo0OoO0OoxROO0OO0OO
11994 4 NO
2a,5a GI50 | spec. mode | |Cc50 T/C%
-diacetoxy-10b,14 (mg/kg)
b
. Delta
-dicinnamoyloxytax ( )
a-4(20),11-diene I ( )
Range
123456780910
Oo0OoO0OoxROO0OO0OO
11995 4 NO
2a,5a,14b GI50 | spec. mode | |Cc50 T/C%
-triacetoxy-10b (mg/kg)
-hydroxytaxa-4(20 |
),11-diene Delta «C
I ( )
Range
123456780910
Oo0OoO0OoxROO0OO0OO
11996 4 NO
2a,5a,10b GI50 | spec. mode | |c50 T/C%
-triacetoxy-14b (mg/kg)
-hydroxytaxa-4(20 |
),11-diene Delta «
I C
Range
123456780910
Oo0OoO0OoxROO0OO0OO
11672 18 NO NO NO NO NO
2-m-chlorobaccatin GI50 | spec. | mode | |c50 T/C%
i -4.21 (mg/kg)|
Delta ( )
0.38
I «C
Range
123456780910
RRRROROOODO 0.59
11673 18 NO NO [ YES| NO NO
2-m-azidobaccatin GI50 | spec. | mode | |c50 T/C%
i -4.32 (mg/kg)|
Delta ( )
0.34
I «C
3 Range
123456780910
RRRROROOODO 0.66




Isoprenoid / Taxoid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11303 28 NO
Taxagifine GI50 | spec. mode | |c50 T/C%
-5.27 (mg/kg)
Delta
0.35 ( )
1] ( )
Range
123456789
ROOoOooooood 0.62
11304 NO
Taxuspine D GI50 | spec. mode | |c50 T/C%
-5.42 (mg/kg)
Delta
0.39 ( )
1] ( )
Range
12345678910
ROOO00O0ooon 0.81




Isoprenoid / Triterpene

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388

11687 43 .| YES| NO NO | N.D. NO
PJJ-34

5

GI50 | spec.| | | mode | |c50 T/C%

-4.93 (mg/kg)
Delta
0.7

Range
123456789
RERROROORO 1.24

-4.03 (mg/kg)
Delta
i T 0.41 ( )
Range
0.43

-
L]' = | G150 | spec. mode | |c50 T/C%

GI50 | spec.| | | mode | |c50 T/C%
-4.01 (mg/kg)
Delta
0.22

Range
0.23

YES | NO NO NO

PJJ-3-13-enepoxy GI50 | spec. | mode | |Cc50 T/C%

-4.76 (mg/kg)
Delta
0.75

Range
1.06

GISO | spec. mode | |c50 T/C%
-4.02 (mg/kg)
Delta
0.51

Range
0.53

AVB-1 acid GISO | spec. mode | ics0 T/C%

4.6 (mg/kg)
Delta
0.17

Range
123456789
ROOOOOOOOO 0.34




Isoprenoid / Triterpene

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. [ Angio .| P388
12188 65 +
Clematisaponin A GI50 | spec. mode | |Cc50 T/C%
oy gﬁg “|-5.7 (mg/kg)
ﬂ&&wﬁg’# Delta
0.18 I ( )
( )
Range
123456780910
ROOOOOOOO00 031
12189 65 NO
3-0O-acetyl-11-keto GI50 | spec. mode | |c50 T/C%
-B -boswellic acid _4.74 mg/k
KB (mg/kg)
Delta
0.07 I ( )
( )
Range
123456780910
ROOOOOOOOO 0.15




Isoprenoid / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12136 3 YES | NO | YES NO NO | YES| NO NO | YES
Farnesyl gallate GI50 | spec. | mode | |Cc50 T/C%
( Gallic acid -5.09 (mg/kg)
farnesyl ester ) Al >1.3
L Delta
C1 (mM)
067 m1 . ( ,
Range| Y1
12345678910
RRRRRRRER O 1.01 *
11582 | 6 YES
KKM-01 GI50 | spec. mode | |c50 T/C%
-5.21 (mg/kg)
Delta
0.45 I ( )
( )
Range
123456 7 8 910]| michael SH
ROOOOoOooono 1.01
11946 | 7 NO [ NO [ YES| NO | +/- | NO [+/- NO
NIK-333 GI50 | spec. | mode | |Cc50 T/C%
MNK/\/K/ 470 (mg/ka)
216
Delta "
063| C1 ! Cum)
( )
Range
123456780910
NRRERREROO 0.87
11678 16 YES
Curvularol GI50 spec. mode IC50 T/C%
-6.57 (mg/kg)
Delta
0.35 I ( )
( )
Range
123456789
ROOOOOOooo 1.48
12118 19 + NO | NO NO NO | NO [+/-| NO | YES
KI-01 GI50 [ spec.| | [ mode | cs0 T/C%
-4.86 (mg/kg)|
>1.3
Delta "
1.31 . (M)
( )
Range
123456780910
NERERRERR O 1.61
12119 19 + NO NO NO NO NO | NO NO | YES
Ki-02 GI50 [spec.| | [ mode | cs0 T/C%
-4.69 (mg/kg)
>1.5
Delta "
0.79 . (M)
( )
Range
123456780910
NERERRERR O 1.13




Isoprenoid / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12120 19 NO | NO | NO NO NO [ NO| NO | NO | YES
KI-03 GI50 [ spec.| | [ mode | cs0 T/C%
-4.76 (mg/kg)|
>1.2
Delta "
0.41 Cum)
1] ( )
Range
0.7
NO
GISO | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
NO
BRIANT-Z GI50 | spec. mode | 150 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
12345
ooooo
11158 NO
BRIANT-X GI50 | spec. mode | |Cc50 T/C%
(mg/kg)|
Delta
( )
1] ( )
o Range
12345678910
oooooROOOO
11159 28 NO
BRIANT-W GI50 | spec. mode | |Cc50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
12345678910
oooooROOOO
12070 | 29 No | No NO NO
Grifolin . GI50 | spec. mode | |c50 T/C%
W -4.73 (mg/kg))
>1.5
" Delta "
0.08 (M)
1] ( )
Range
12345678910
EROOROOROO 0.34




Isoprenoid / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12071 29 NO | NO NO NO
Neogrifolin . GI50 | spec. mode | |c50 T/C%
-4.72 (mg/kg)|
>1.5
Delta| Al
0.08| M1 (mi)
yi | !l ( )
Range
12345678910
RROOROORODO 0.2
11795 | 32 no NO NO
X
Isohumulone o on GI50 | spec. mode | |c50 T/C%
o -4.03 (mg/kg)
Delta ( )
/ 0.22
1] ( )
Range
12345678910
ROOOOROOOO 0.24
11796 | 32 T NO NO
X
Isocohumulone o on GI50 | spec. mode | |c50 T/C%
R -4.03 (mg/kg)|
Delta ( )
/ 0.75
1] ( )
Range
12345678910
ROOOOROOOO 0.78
11797 | 32 no NO NO
X
Isoadhumulone o on GI50 | spec. mode | |c50 T/C%
o -4.01 (mg/kg)
Delta ( )
/ 0.22
1] ( )
Range
12345678910
ROOOOROOOO 0.23
11367 | 42 YES [ NO [ NO NO NO YES NO
1-Farnesyl-pyridini . GI50 | spec. | mode | |Cc50 T/C%
umchloride 2H20 _
[)\/\)\/\)\/wo cl” 2H.0 5.87 (mg/kg)
Delta ( )
0.98
1] ( )
Range
12345678910
RRRROROOR ® 2.07
12049 | a2 ves | no | no | no
Farnesylisoquinolini GI50 | spec. | mode | |c50 T/C%
um )\/\/k/\/k/\,oi) -5.84 (mg/kg)
Delta| C1
1.32| M1 €
yi | !l ( )
Range
12345678910 E1l
RRRROOOOOO 23




Isoprenoid / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
12050 42 YES
Geranylgeranylamin GI50 | spec. mode | |c50 T/C%
) )Wk/\/k/\)\/\ 526 (ma/k9)
| Delta
0.54 ( )
| 1] ( )
Range
12345678910
ROO0O0O000000 1.41
12051 | 42 YES| NO | NO NO
G_eranylgeranylpyri GI50 | spec. | mode | |Cc50 T/C%
dinium ,l\/vl\/\/k/\)\/\o -5.87 (Mma/kg)
Delta
1.14 M ( )
. Y1l I ( )
Range
12345678910 E1l +
RRRROOOOOO 1.76 =
12200 | 42 NO
Geranylpyridinium )\/\/k/\ GISO | spec. mode | |C50 T/C%
N X @ (mg/kg)|
A | Delta
( )
1]
Range ¢ )
12345678910
OOoOooOoROOOO
12158 58 NO NO
Cotylenin A GI50 | spec. mode | |c50 T/C%
o -4.3 (mg/kg)
. Delta
= 0.4 I ( )
R Range ¢ )
12345678910 E1l
RROOOOOOOO 0.7
12052 72 NO
OH OH NO NO NO NO NO | YES| NO
Russ-1 OH GI50 | spec.[ | | mode | |c50 T/C%
-4.01 (mg/kg)|
>1.8
Delta "
0.3 (M)
1] ( )
O Range
12345678910
RRNERRRREK O 0.32
12053 72 NO
OH OH
Russ-2 oH | 29 | spec. mode | |c50 T/C%
-4.03 (mg/kg)|
Delta
0.46 ( )
1] ( )
O Range
12345678910
ROOOOO0O0O00O0 0.49




Isoprenoid / Miscellaneous

JCI.No screening No. 1 2 4 5 10
compound Zgg Hce
screening e structure/comments panel PK Tub. | HDAC.| p-Gp .| P388
12054 72 OEt NO
Russ-3 OH oH | GI50 | spec. mode | |c50 T/C%
-4.02 (mg/kg)|
Delta ( )
0.52
OH ( )
Range
12345678910
ROOOOO0O0O0OO 0.54
12055 72 NO
Russ-4 OH GI50 | spec. mode | Ic50 T/C%
OH[.2.01 (mg/kg)
OH Delta
0.26 ( )
Range ¢ )
12345678910
ROOOOO0O0OO 0.27
12056 72 NO
OH
Russ-5 GI50 | spec. mode | |Cc50 T/C%
-4.02 (mg/kg)|
Delta ( )
OH 0.65 ( )
OAc Range
12345678910
ROOOOO0O0OO 0.68




Linear polyketide

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11723 16 YES
Epolactaene o o R GI50 | spec. mode | |c50 T/C%
M -5.37 (ma/ka)
+| Delta
0.36 ( )
) 1] ( )
Range
1 23456 7 8 910] pNa polymerase topo Il
ROOOOoOooon 1.03
12033 | 46 NO NO
5-Hexadecanolide GI50 | spec. mode | |c50 T/C%
M 404 (mg/kg)
Delta ( )
0.32
1] ( )
Range
12345678910
ROOROOOOOO 0.95
11807 | s2 NO
92DRT-I GI50 | spec. mode | ic50 T/C%
-4.29 (mg/kg)
Delta ( )
0.45
! (G
Range
12345678910
ROOOOoOooono 0.74
11666 59 YES* | NO NO NO NO YES
mosin B G50 | spec.| | | mode | |c50 T/C%
M -5.38 (mg/kg)
! " Delta ( )
2.62
1] ( )
Range
12345678910
NREROROOX O 3.31
11667 59 YES* | NO NO NO NO YES
mosin B analog GI50 | spec. | mode | |c50 T/C%
"Catzs y -5.9 (mg/kg)
b e Delta ( )
2.1 I
Range ¢ )
12345678910
NREROROORO 2.72




Macrolide

JCI.No
compound
screening

sup.
code

screening No.

10

structure/comments

HCC

panel| PK

Topo.| Tub.

HDAC.

p-Gp| Inv.

Angio

P388

12093

MCL1

YES

GISO | spec.
-8.18

mode

IC50

0.82

| Delta

3.33

Range

(mg/kg)

T/C%

YES

GI50

-8.65

spec.

mode

IC50

Delta

0.76

1.32

Range

(mg/kg)

T/C%

Delta

YES

GI50
-9.02

spec.

mode

IC50

0.72

2.17

Range

(mg/kg)

T/C%

Chainin

I+

N.D.

+/-

YES

GI50
-5.68

spec.

mode

IC50

Delta
0.11

0.4

Range

(mg/kg)

T/C%

Hygrolidin

YES*

GI50
-5.86

spec.

mode

IC50

Delta
1.78

Range

2.92

(mg/kg)

T/C%

GI50

spec.

mode

IC50

Delta

Range

T/C%
(mg/kg)




Macrolide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12036 46 NO
pentadecan-15-olide, GI50 | spec. mode | |c50 T/C%
o -4.36 (mg/kg)
o) Delta
0.63 ( )
I ( )
Range
123456780910
ROOOO0O0O0000 0.99




Metal complex

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound Sup. HCC
screening code structure/comments | (o)l PK | Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio| Apo.| P388
12206 70 NO NO
Pd-Glc g GISO | spec. mode | 1c50 T/C%
o ) -4.01 (mg/kg)|
H \CJ\/:‘ 20| hotta ) ,
" 0.29 |
( )
Range
123456780910
ROOOOOOOOR 0.29
12207 | 70 NO NO
Pd-a Gal . o GISO | spec. mode | 1c50 T/C%
" \ -4.02 (mg/kg),
\E\r/ i 2n,0 | DeltR ( )
1 Na 0.51 |
( )
Range
123456780910
ROOOOOOOOR 0.53
12208 | 70 NO NO
Pd-Xyl o i GIS0 | spec. mode | |c50 T/C%
= % T -4 (mg/kg)
Y N\ Delta ( ;
0 I
Range ( )
123456780910
ROOOOOOOOR 0
12200 | 70 NO YES
Pd-Mal ) g GISO | spec. mode | ics0 T/C%
- . -4 (mg/kg),
éw\( \Qj< D(z)lta . 120
[ ( 400)
Range
123456780910
ROOOOOOOOR 0
11748 | 73 mH OCH YES*| NO | NO | ND. NO | NO [ NO | YES
- e
Eglitxh;fé[ge;:ic:g o\’l\‘ I _COOCH,CH3 | GI50 | spec.| | | mode | ics0 T/C%
-oxy-kO-2- P4~ -5.15 mg/k
yl-kN)-methyl]malo L COOCH;CH3 (ma/ka)
nato-kC}(triphenylp @’ \@ Delta ( )
hosphine)palladium(l @ 064 | Y1 .
n Range ( )
123456780910 E1
RERRORRERO 1.15




Nucleoside

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK | Topo.[ Tub. | HDAC.| p-Gp| Inv. |Angio pP388
12004 33 H YES NO
Adenosine 1-Oxide N H | 6150 | spec. mode | 1c50 T/C%
) P -4.97 (mg/kg)
O Delta
0.56 I ( )
H OH ¢ )
Range
123456780910
ROOROOOOOO 1.34
12007 33 YES | NO N.D.
H
Adenosine N/OH GI50 | spec. mode | |c50 T/C%
5'-Monophosphate _4.57 (mg/kg)|
1-Oxide
Delta
0.54 ( )
) 1] ( )
Range
123456780910
RERROOOOOO 111
12030 33 a o NO
1,N%-cyclic { | GIS0 | spec. mode | |c50 T/C%
deoxyguanosine . -4.02 (mg/kg)
HO- H
. Delta
0.37 ( )
) 1] ( )
3 Range
123456780910
ROOOOoOooono 0.38
12031 33 v NO
1,N%-cyclic dGMP GI50 | spec. mode | |c50 T/C%
[] | |-4.03 (mg/kg)
DL Delta
0.75 ( )
" ) 1] ( )
Range
123456780910
ROOOOoooono 0.79
12153 | 58 c__@ YES| No | No | No
Kinetin riboside . N GI50 | spec. | mode | |Cc50 T/C%
”\ > -5.41 (mg/kg)
H Delta
1.12 ( )
' ! « )
v b Range
1234567 8910 aTr dATP
RREROOOOO0O0 2.42
12154 58 YES [ NO
K_inet.in GI50 spec. mode IC50 T/C%
riboside-monophosp .5.31 (mg/kg)|
hate
Delta ( )
0.99 I
( )
Range
1234567 8910]|aTr dATP
REOOOOO0000 2.24




Nucleoside

0.24

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11686 | 63 % NO | No NO
4'-Thioguanosine </ | NH GI50 | spec. mode | 150 T/C%
o N SNH, [4-01 (mg/kg)
s Delta
0.23 ( )
' ! « )
OH OH Range
12345678910
RROOOOOROO




Peptide / Cyclic depsipeptide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11561 34 + NO | NO NO
Spiruchostatin B GI50 | spec. | mode | |Cc50 T/C%
-8.25 (mg/kg)
Delta| c1 | *
057 | ML €
yi | !l ( )
Range
12345678910
RERROOOO000 2.18 *
11562 34 + NO | NO NO
Spiruchostatin A GI50 | spec. | mode | |Cc50 T/C%
-8.01 (mg/kg)
+
Delta -
0.52 Mt ( )
. Y1 I
( )
Range
123456780910
RERROOOO000 2.21 *




Peptide / Cyclic peptide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11439 54 NO
Mb 2127-1 GI50 | spec. mode | Ic50 T/C%
Cyclo(Leu-Ala-lle-Pro-Phe-Gly-Ser) (mg/kg)
Delta
( )
1] ( )
Range
123456780910
OOo0O00O0OROOO
11440 54 NO NO NO | NO
Mb 2152-1 GI50 | spec. | mode | |Cc50 T/C%
Cyclo(Leu-Ala-lle-Pro-Phe-Asn-Gly) (mg/kg)
Delta
( )
1] ( )
Range
123456780910
ORROORRORO
11441 54 + NO | NO NO | NO
Mb 2152-2 GI50 | spec. | mode | |Cc50 T/C%
Cyclo(Leu-Ala-Gly-Pro-Phe-Asn-Ser) -4.11 (mg/kg)
Delta ( )
3 I
Range ¢ )
123456780910
NRROORKOR O 3.11




Peptide / Diketopiperazine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
11847 52 NO
Leptosin O GI50 | spec. mode | |Cc50 T/C%
-4.01 (mg/kg)|
Delta ( )
0.38
1] ( )
Range
123456780910
ROOOOoOooon 0.39
11848 52 NO
Leptosin S GI50 | spec. mode | |c50 T/C%
-4.01 (mg/kg)|
Delta ( )
0.12
1] ( )
Range
12345678910
ROOOOoOooono 0.13
12059 52 YES
Leptosin U GI50 | spec. mode | |c50 T/C%
-5.79 (mg/kg)
Delta ( )
0.81
1] ( )
Range
12345678910
ROOOOoOooono 1.13
12060 52 ) NO
Leptoperazin A HN o GI50 | spec. mode | |c50 T/C%
-4.27 (mg/kg)
N
g - Delta ( )
OCH3 0.32 |
Range ¢ )
123456780910
ROOOOoooono 0.59
12061 | s2 NO
Candecin B GI50 | spec. | mode | |Cc50 T/C%
(mg/kg)|
"
Delta -
( )
1] ( )
Range
12345678910 +
ooROOOOOOO -
12062 | s2 YES
Candecin G GI50 | spec. | mode | |c50 T/C%
(mg/kg)|
"
Delta -
( )
! « )
Range




Peptide / Diketopiperazine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12190 52 NO
Candecin A GI50 | spec. mode | |c50 T/C%
-4.69 (mg/kg)
Delta
0.3 I ( )
Range ¢ )
12345678910
ROOO00O0ooon 0.57




Peptide / Duocarmycin

JCI.No s screening No. 1 2 3 4 5 6 7 8 10
compound Ogg Hce
screening e structure/comments panel| PK [ Topo.| Tub. | HDAC.[p-Gp| Inv. | Angio pP388
11873 36 . +
CO(PyPyLDu86)2 \g—q\ GI50 | spec. mode | |c50 T/C%
{"‘0\‘(% b |-7.99 (mg/kg)
O~ | et «
v ’ 1.01 I ( )
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00oooon 2.63
11874 | 36 L, +
4CH2(PyPyLDu86)2 |, Mg‘q/\ GISO | spec. mode | |c50 T/C%
{ D—<\ 2 = |72 (mg/kg),
‘ <| Delta
DX 1.48 €
i : I «C
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00oooon 3.17
11875 | 36 B
Pylmimimy GISO | spec. mode | c50 T/C%
PyPyPyLDu86 -5.24 (mg/kg)
Delta
1.02 ( )
I «C
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00ooodn 1.26
11876 36 +
ImPyPyy GI50 | spec. mode | |c50 T/C%
ImPyLDu86 -6.14 (mg/kg)
Delta
0.79 ( )
1] ( )
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00ooodn 1.69
11877 | 36 B
ImPyPyy \(I)J/\C)\r GI50 | spec. mode | |c50 T/C%
ImPyPyLDu86 ’Lf_ll ] \O\rli?{/ -6.14 (mg/kg),
| I
J‘\’_L)Lé~ T Delta ()
! A 1.93
1] ( )
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00oooon 2.96
12024 | 36 i
ImImPyPy-y \El)fb\r GISO | spec. mode | |c50 T/C%
-ImPyPyLDu86 f i y ~1-6.67
¥ ‘(I)VY (mg/kg)
e Delta
0 1.29 9
1] ( )
Range
12345678910 Distamycin DNA Duocarmycin
ROO0O00ooodn 2.61




Peptide / Duocarmycin

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. [ Angio P388
12028 36 o=
ImImPyPy-y \LT)Y\CX( GI50 | spec. mode | |c50 T/C%
-ImPyPyLLCB1 )\Lll ) Uv\r/§ -7.58 (mg/kg)
) 1
)\Q)\(b\ - Delta ( )
“~N) 1.42 |
( )
Range
12345678910 Distamycin DNA Duocarmycin 3
ROOOOOOOOO0
12112 | 36 |° nTN . oz
AcimimPyPy-y ')T 7?\(0\’\[ e | G150 | spec. mode | |c50 T/C%
-ImimPyLDu86 ) i | %‘ -5.4 (mg/kg)
J\(.LJYA R Delta
" N-lwik& . |15 €
" )\ : I ( )
) Range
1 234567 8 910] puocarmycin distamaycin 2.05
ROOOOOOOOO0 .
12113 | 36 |° O x
AclmImPy-y T)\f'; @\’YN o | GISO | spec. mode | |c50 T/C%
-ImPyLDu86 o I ° W 0-6.22 (mg/kg),
HJQHJY_'l o Delta ( )
SN . 1.52 |
N\ ( )
Range
1234567 8 910| puocarmycin distamaycin 261
ROOOOOOOOO0 .




Peptide / Linear oligopeptide

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11765 28 > NO
DICT-A GI50 | spec. mode | |C50 T/C%
XAttt (mo/k9)
Delta
( )
I

Range ¢ )
12345678910
OooOoooROOOO




Peptide / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
10425 + YES NO
5-S-GAD GI50 | spec. mode | |C50 T/C%
-4.09 (mg/kg)
Al
Delta c1
2.22 ( )
. M1 I ( )
Range| Y1
123456789 E2
RROROOOOO 2.31
12080 | YEs | no | ves| no
YM-216391 GI50 | spec. | mode | |Cc50 T/C%
-7.43 (mg/kg)
Al
Delta c1
0.4 ( )
. M1 I ( )
Range| Y1
123456
HREROO 177
10905 | YES
A77543 GI50 | spec. mode | 1c50 T/C%
-6.29 (mg/kg)
Delta
0.27 ( )
1] ( )
Range
123456
®ROOOO0 0.96
12248 | 6o ves | no NO
Tyropeptin A . ) GI50 | spec. mode | |c50 T/C%
WTL " -4.85 (mg/kg)
\O\“ Delta
"1 0.72 ( )
1] ( )
Range
123456780910
REREROOOOOO 1.57
12249 | 6o ves | no NO
IMO-1 GI50 | spec. mode | |c50 T/C%
%/\'/" j:r” -6.4 (mg/kg))|
h Delta
0.91 ( )
1] ( )
Range
123456780910
RERROOOO000 2.03
12250 | 6o vES | no NO
IMO-2 ( GISO | spec. mode | |c50 T/C%
Cb/\l/‘ xr -8.16 (mg/kg)
o .| Delta] Al
084 | ML €
vi | !l ( )
Range
123456780910
RERROOOO000 2.76




Phenol

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Zgg HCC
screening e structure/comments | (o)l PK | Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio P388
12140 20 i NO
Scirpusin A ) GI50 | spec. mode | |c50 T/C%
-4.47 (mg/kg)
Delta ( )
0.22
. I «C
) Range
12345678910
ROOOOOOOOO 0.69
11879 | 30 NO
4-0-Methylcryptoc (CHaCHs on GI50 | spec. mode | |c50 T/C%
hlorophaeic acid coo, coon  |-4.69 (mg/kg)
HaCO OCHz HO (chacrs | DEIta ( )
0.23
1] ( )
Range
12345678910
ROOOOOOOOO 0.63
11880 | 3 NO
Erythrin GI50 | spec. mode | |c50 T/C%
-4 (mg/kg)
HaCO CO-O CHZ(! n! CH,OH
Delta ( )
0 I
Range ( )
12345678910
ROOOOOOOOO 0
11884 39 () 4CHs NO
Microphyllinic acid GI50 | spec. mode | |c50 T/C%
-4.47 (mg/kg)
H3COs "COOH De|ta
0.29 ( )
1] ( )
(CHy) 4CH3 Range
12345678910
ROOOOOOOOO 0.76
11885 | 39 . NO
Physodic acid GI50 | spec. mode | |c50 T/C%
-4.64 (mg/kg)
@( Delta ( )
COOH
0.14
(CH) CHy I ( )
Range
12345678910
ROOOOOOOOO 0.78
11887 | 39 NO
Gyropholic acid FM Fm GI50 | spec. mode | |c50 T/C%
,CO-O. H ,COOH _401 (mg/kg)
HO: H ! *CO-O H Delta ( )
0.41
1] ( )
Range
12345678910
ROOOOooooo 0.42




Phenol

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11944 51 YES | YES
TO-N-6-50 Ho. GISO | spec. mode | 1c50 T/C%
OH|-5.79 (mg/kg)
3C(H,C); HNOC, NH
]@/ Delta| A1
HO ooal| c1 ( )
ma | ( )
Range
123456780910 E1
RROOOOOOOO 1.48
12130 | =1 o YES
GN-6-61-NA NH GIS0 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
OH I ( )
cooH [Range
123456780910 E2
OROOOO0000
11764 56 NO
— N  oH
Artep|II|r_1 C GI50 spec. mode IC50 T/C%
(synthetic) (mg/kg)|
Delta
( )
1]
HO Range ( )
123456780910 E1
OROOOO0000
12042 | 65 NO
TE-30 P GIS0 | spec. mode | |c50 T/C%
NMW -4.06 (mg/kg)|
" -« | Delta ( )
0.55
1] ( )
Range
123456780910
ROOOOOOOR O 0.61




Polyamine

JCI.No sup screening No. 1 2 3 4 5 6 7 8 10
up.
compognd code structure/comments HCC T Tub. | HDA | Angi P
screening panel| PK opo.[ Tub. C.| p-Gp| Inv. | Angio .| P388
12193 10 N NO
H)\l
RKH1447 \% GI50 | spec. mode | Ic50 T/C%
-4 (mg/kg)
Delta ( )
0.14 "
6HBr ‘\ Range ( )
123456780910
ROOOOOOOOO 0.14
12194 10 NO
RKH1448 GI50 | spec. mode | Ic50 T/C%
-4.01 (mg/kg)
Delta
™ 6HBr " _\_\ ( )
/A 4\ |0.24 " ( ,
W Range
123456780910
ROOOOOOOOO 0.25
12195 | 10 | ves| no | ves| no
RKH1449 H GI50 | spec. | mode | |Cc50 T/C%
oHBr -5.01 (mg/kg)
|t
Delta
iu 0.64 Ve ( )
- c1
1] ( )
K Range
123456780910 E2
RERROOOO000 1.04
12196 10 NO
RKH1450 GI50 | spec. mode | Ic50 T/C%
-4.02 (mg/kg)|
Delta ( )
- 0.23 " ( ,
A Range
123456780910
ROOOOOOOOO 0.25
12197 | 10 ﬁ\ NO
RKH1451 GI50 | spec. mode | ic50 T/C%
-4.01 (mg/kg)
rr Delta
AT 0.25 €
ﬂ J‘\> . " ( ,
Range
123456780910
ROOOOOOOOO 0.26




Polyether

JCI.No
compound
screening

sup.
code

screening No.

10

structure/comments

HCC
panel

PK

Topo.

Tub.

HDAC.

p-Gp

Inv.

Angio

.| P388

11889

57

N-12

1 :7O:
B

YES*

GI50

-5.15

spec.

mode

IC50

Delta
0.68

Range
1.33

T/C%
(mg/kg)

“| GI50

-4.02

spec.

mode

IC50

Delta
0.62

Range
0.64

T/C%
(mg/kg)

GI50
-4.01

spec.

mode

IC50

Delta
0.25

Range
0.25

T/C%
(mg/kg)

GI50

"1-5.03

spec.

mode

IC50

‘ Delta

0.44

Range
0.46

T/C%
(mg/kg)

GI50
-5.01

spec.

mode

IC50

Delta
0.25

Range
0.26

T/C%
(mg/kg)




Prostaglandin

JCI.No
compound
screening

sup.
code

screening No.

10

structure/comments

HCC
panel

PK

Topo.

Tub.

HDAC.

p-Gp

Inv.

Angio

.| P388

11858 6

KKM-14

YES

GI50
-5.55

spec.

mode

IC50

Delta
0.3

Range

1.03

T/C%
(mg/kg)

COMe

N
"o”/=\/\/\

YES

GI50
-5.45

spec.

mode

IC50

Delta
0.3

Range

1.04

T/C%
(mg/kg)

YES

GI50
-5.52

spec.

mode

IC50

Delta
0.39

Range

1.15

T/C%
(mg/kg)




Purine

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11703 | 24 TH3 YES*| NO | NO | YES NO [ No | No | YES
PR-3067 0, N N GI5O0 [ spec.| | mode | |c50 T/C%
Y | \>7N02 -5.07 (mg/kg)
HN Delta poly.
L 0.66 | € )
Hs Range ( )
12345678910
RRRRORRER O 1.09 *
11704 24 " NO NO NO NO NO | NO NO | YES
o N
PR-3101 Y N\ GI50 | spec. I mode | |c50 T/C%
\ | %Noz -4.81 (mg/kg)
HC” Delta
iH 0.73 ( )
3 1] ( )
Range
12345678910 .
NRREORKRR O 0.9 -
11705 | 24 CHg NO NO NO NO NO | NO NO | NO
PR-3044 Q, N GI50 | spec.| | | mode | |c50 T/C%
Y | \ NO, -4.03 (mg/kg)
N >
Delta
He” : 0.34 €
2H,Of — 1] ( )
Range
123456780910
RRRRORRER O 0.37 *
11706 24 T?Hs YES| NO | YES| YES NO NO NO | YES
PR-3144 o) N N GI50 | spec. | mode | |c50 T/C%
Y | \ NG, -4.96 (mg/kg)
N poly.
e |\; Delta
H
€ l o.62| ML €
H2CH3 ( )
Range
12345678910
NRREORKRR O 0.99
11707 24 T?Hs YES* | YES | YES| YES NO NO NO | YES
PR-3064 0. N N GI50 | spec. | mode | |Cc50 T/C%
Y | \ NG, -5.06 (mg/kg)
N poly.
e |\; Delta
H
€ l o8| ML €
H
3 Range ( )
12345678910
NRREORKRRE O 1.09
11842 24 / +
N
PR-3367 \ GI50 | spec. mode | |c50 T/C%
0, N -5.74 (mg/kg)
T | »—no, Delta ( )
He” I 0.89 '
o Ha Range ¢ )
123456780910
ROOOOOOOOO 1.03




Purine

JCI.No sup screening No. 1 2 3 4 5 6 7 8 10
compound ) Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11843 24 (|3HzCN +
PR-3289 o N N GI50 | spec. mode | 1c50 T/C%
| \ NO, -5.76 (mg/kg)
N >
e Delta
H
€ l 0.72 | €
H
3 Range ( )
123456780910
ROOOOO0O0O0OO 0.85
11844 24 CH,CH,CI +
PR-3285 o N N GI50 | spec. mode | 1c50 T/C%
| >7N02 -5.74 (mg/kg)
N
V2 Delta
H
€ l 0.14 | €
H
3 Range ( )
123456780910
ROOOOO0O0OO 0.24
11845 24 +
PR-3281 GI50 | spec. mode | |Cc50 T/C%
o N N -5.78 (mg/kg)
j/ | \>_Noz Delta ( )
He” I 0.71 I
Hs Range ( )
123456780910
ROOOOO0O0OO 0.87
11846 24 — +
PR-3309 . | GI50 | spec. mode | |c50 T/C%
Y N -5.72 (mg/kg)
X | > N 1 Delta ( )
he” T 0.21 |
0 CH, Range ¢ )
123456780910
ROOOOO00O0OO 0.4
12005 | 33 NH NO NO
) OH
9-Ber_lzyladen|ne 2 GI50 spec. mode IC50 T/C%
1-Oxide -4.48 (mg/kg)|
Delta ( )
0.4 '
Range ¢ )
123456780910
ROOROOOOOO 0.72
12006 | 33 . A NO
N OH
9-Ben_zy|-8-h¥drox o ( GI50 | spec. mode | |c50 T/C%
yadenine 1-Oxide (mg/kg)|
Delta
( )
1] ( )
Range

45678910
xOOO0oono

O
[mEN)
Ow




Purine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
12029 33 NO
. ) (0] OH
1,N%-cyclic guanine GI50 | spec. mode | |c50 T/C%
N -4.04
S, L
H N N Me Delta ( )
H 0.87
1] ( )
Range
123456780910
ROOO00O0ooon 0.91
12152 | 58 [\ e
Kinetin NHCH, ) GI50 | spec. mode | 1c50 T/C%
N -4.03 (mg/kg)
TN AN Delta
M 0.47| C1 ! €
N/ N Range ¢ )
123456780910
EROO0O000000 0.5
11373 | 61 YES [ NO NO YES
JE-231 O /—O—é G50 | spec.| | | mode | |c50 T/C%
S > -6.29 (mg/kg)
S A~
d\ ) Delta poly.
; 0.35 €
! « )
Range
123456780910 "
ERRROO0O0O00O0 1.69 =




Pyrimidine

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce )
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12218 | 14 . NO [N | No| No | No|[No|No| NO| NO
TProOH " GI50 | spec.| | | mode | |c50 T/C%
- -4.01 (mg/kg)|
Delt >1.5
Ho. 0 elta
0.18 (M)
F | 1] ( )
Range
12345678910 0.18
NRERNEREEE O 1
10634 | 53 { Q NE No | No YES| NO
N
NF-1065-A /II\JIN_ GI50 | spec. | mode | |c50 T/C%
HN SN NN _4.32 (mg/kg)
HOH, C: H, Delt
elta
1.12 ( )
CHZ_© : I «
Range
12345678910
NORROORROO 1.45
10635 | 53 { O N No | No NO | NO
N
NF-1065-B /]]\J\ArN_ GI50 | spec. I mode | |c50 T/C%
HN N NH -5.09 (mg/kg)
HOH, C: H, Delt
elta
0.63 ( )
CHZ_© : I «
Range
12345678910 0.9
RORROORKRODO .95
11197 | s3 i + | Nno| Nno| N NO NO
N
NF-5001 HN)\ » GI50 | spec. I mode | |c50 T/C%
CH,OH -4.99 (mg/kg)
Delta
2.7 ( )
1] ( )
Range
12345678910 3
NREROOROON 11
11198 | s3 Np/ ves*| no | No | NO NO NO
NF-5002 GI50 | spec. | mode | |Cc50 T/C%
HIN)\N " -5.08 (mg/kg)
2 Delta
1.77 ( )
| 1] ( )
Range
12345678910 216 4
NREROOROON 1 -
11199 | 53 L + | Nno| No| N NO NO
N
NF-5003 . N)\ w e GI50 | spec. I mode | |c50 T/C%
CH,OH -4.95 (mg/kg)
Delta
3.05 ( )
| 1] ( )
Range
12345678910 3
NREROOROON 54




Pyrimidine

JCI.No s screening No. 1 2 3 4 5 6 7 8 9 10
compound up- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11200 | s3 f + | Nno| No| N NO NO
N
NF-5004 PN GIS0 | spec.| | | mode | |c50 T/C%
H,N N NH -4.67
CH,0H (mg/kg)
Delta
>3 ( )
| 1]
Range ¢ )
123456780910
RRRROOROOR 2.82
12065 | 53 o v | no | vo| no vEs| no | No | NO
NF-4001 fl GI50 | spec. I mode | |c50 T/C%
HaN \N NH -4.67 (mg/kg)
M pom: | Oetta «
RrOCs| 0.15 |
0 ( )
Range
123456780910 .
RRRRORRRK O 0.3 =
12066 | 53 ] no | no | ves| no vEs| no | No | NO
NF-4002 NJI GI50 | spec. I mode | |c50 T/C%
HZNJ\N N -4.68 (mg/kg)
ocaHs | Delta Al
MeO I(—Oi: 25H5 o c1 ( )
o) . M1 I ( )
Range| Y1
123456780910
RRRRORRRK O 0.45
12067 53 o NO NO NO NO NO | NO NO | NO
NF-4003 NJI GI50 | spec. I mode | |c50 T/C%
- AN, -4.55 (Mma/kg)
e 2Hs | Delta
Y C
eo \ 0.69
o 1] ( )
Range
123456780910
RRRRORRRK O 0.97
12068 53 a NO NO NO NO NO | NO NO
NF-4004 m GI50 | spec.| | | mode | |c50 T/C%
MeO HoN N7 NH -4.33 (mg/kg)
Meo oc,Hs | Delta ( )
i\—OCsz 0.45
MeO % Il ( )
Range
123456780910
RRRRORROR O 0.79
12179 53 cl YES| NO | NO | NO NO | NOo | NO | YES
N =
MN-4101 < CISO | spec.| | | mode | ic50 T/C%
Meo  Ha2N N -4.29 (mg/kg)
MeO Delta ( )
e
oH| 141 | X ,
MeO Range
123456780910 E1l
RERRORRER O 1.71




Pyrimidine

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12180 53 cl YES| NO | NO | NO NO | NO [ NO| NO
N/
MN-4203 ! NJ*N GIS0 | spec.| | | mode | |c50 T/C%
Veo 2 -4.57 (mg/kg)|
Delta
MeO OH 151 ( )
) 1]
MeO Range ( )
12345678910 El
RRRRORRRK O 2.09




Pyrimidotriazine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel| PK | Topo.| Tub. | HDAC.[p-Gp| Inv. |Angio P388
11924 | 50 Q YES
6-Methylpyrimido[ N GI50 | spec. mode | |c50 T/C%
5,4-e]-1,2,4-triazi MeN X (mg/kg)
ne-5,7(6H,8H)-dion
e Delta
N M2 ¢ )
o N N I «C
H Range
12345678910
OoROOOOOOOO
11025 | 50 o YES
3,6-Dimethylpyrom N ve | G50 | spec. mode | |c50 T/C%
ido[5,4-e]-1,2,4-t MeN AN (mg/kg)
riazine-5,7(6H,8H) |
_dione Delta
N M2 ( )
o N N/ C1 I
N ( )
Range
12345678910
OoROOOOOOOO
11026 | 50 o NO
3-_Et_hy|-6-methy|p N Et GI50 | spec. mode | |c50 T/C%
yrimido[5,4-e]-1,2 MeN X (mg/kg)
,4-triazine-5,7 (6H, |
8H)-dione Delta
N M1 (S
o) H N 1] ( )
Range
12345678910
OoROOOOOOOO
11027 | 5o NO
[e]
6-Methyl-3-(n-pro N GI50 | spec. mode | |c50 T/C%
pyDprimido[5,4-e]-| N (mg/kg)
1,2,4-triazine-5,7( |
6H,8H)-dione N Delta
) g X 7 M1 ( )
1]
Range ¢ )
12345678910
OoROOOOOOOO
11028 | 50 NO
o)
6-Methyl-3-phenyl GI50 | spec. mode | |c50 T/C%
pyrimido[5,4-e]-1, [ .. "N (mg/kg)
2,4-triazine-5,7(6 )\ |
H,8H)-dione N Delta
) NN M1 «
1]
Range ¢ )
12345678910
OoROOOOOOOO
11020 | 5o NO
3-(4-Fluorophenyl) GI50 | spec. mode | |c50 T/C%
-6-methylpyromido | N F (mg/kg)
[5,4-e]-1,2,4-tria |
zine-5,7(6H,8H)-di | e Delta
e i M1 ¢ )
I ( )
Range

12345678910
OROO0O0O0O00O0




Pyrimidotriazine

JCI.No < screening No. 1 2 3 4 5 6 7 8 10
compound P: HCC
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. [ Angio P388
11930 50 NO
3-(4-Bromophenyl) i GI50 | spec. mode | |c50 T/C%
-6- i N, Br
6 methylpyroleo e (mg/kg)
[5,4-e]-1,2,4-tria |
zine-5,7(6H,8H)-di )\ Z Deita
one ‘ H " M1 I ¢ )
Range ¢ )
123456780910
OrROOOOOO00O0
11031 | 50 | NO
Cl
3-(3-Chlorophenyl) 2 GI50 | spec. mode | |c50 T/C%
-6-methylpyromido N, (mg/kg)
[5,4-e]-1,2,4-tria | MeN |
zine-5,7(6H,8H)-di O)\ N Delta
o N Lo, ¢ )
Range ¢ )
123456780910
OrROOOOOO00O0
11032 | 50 NO
cl
3-(3,4-Dichlorophe o GI50 | spec. mode | |Cc50 T/C%
nyl)-6-methylpyro N a (mg/kg)
mido[5,4-e]-1,2,4-] MeN |
i Delta
trla}2|ne 5,7(6H,8H )\N P2 M1 ( )
)-dione © N N Y1 I
Range ¢ )
123456780910
OrROOOOOO00O0
11033 | 50 NO
3-(4-Chlorophenyl) il GISO | spec. mode | C50 T/C%
-6-methylpyromido [ N “ (mg/kg)
[5,4-e]-1,2,4-tria |
zine-5,7(6H,8H)-di /I\ 2 Delta
e &y M1 ¢ )
I ( )
Range
123456780910
OrROOOOOO00O0
11034 | 50 c. NO
3-(2-Chlorophenyl) ? GI50 | spec. mode | |Cc50 T/C%
-6-methylpyromido N, mg/k
[5,4-e]-1,2,4-tria | MeN | A (mo/ka)
zine-5,7(6H,8H)-di )\ ! Delta
one o N M1 ¢ )
H I ( )
Range
123456780910
OrROOOOOO00O0
11035 | 50 NO
6-Methyl-3-(4-nitr i GI50 | spec. mode | |c50 T/C%
ophenyl)pyromido[5 en N No2 (mg/kg)
,4-e]-1,2,4-triazin )\ |
e-5,7(6H,8H)-dione A" Delta
( ) o N V7 M1 ( )
I
Range ¢ )

12345678910
orROOOoOooooono




Pyrimidotriazine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11936 50 NO
6-Methyl-3-(4-met 1 GISO | spec. mode | 1c50 T/C%
hylphenyl)pyromido en N\ Ve (mg/kg)
[5,4-e]-1,2,4-tria /I\ |
zine-5,7(6H,8H)-di | A\ e Delta
one N M1 C )
1] ( )
Range
123456780910
OrROOO00OO0O000
11037 | 50 NO
[¢]
3-(2-furyl)-6-meth y O, GI5O0 | spec. mode | |c50 T/C%
ylpyrimido[5,4-e]- MeN N ma/k
1,2 4-triazine-5,7( )\ | \ / (mg/kg)
6H,8H)-dione N Delta
) N N v C
I
Range ¢ )
123456780910 E1
OrROOO00OO0O000
11038 | 50 YES
o]
6-Methyl-3-(4-pyr - GI50 | spec. mode | |c50 T/C%
idyl)pyrimido[5,4-e "N \ N (mg/kg)
1-1,2,4-triazine-5, )\ |
7(6H,8H)-di N Delta
( )-dione o g N/ M2 ” ( )
Range ¢ )
123456780910
OrROOO00OO0O000
11039 | 50 NO
o
3-(4-Hydroxypheny GI50 | spec. mode | |c50 T/C%
1)-6-methylpyrimid et ”\ OH (mg/kg)
o[5,4-e]-1,2,4-tri |
azine-5,7(6H,8H)-d OJ\N 7 Delta ( )
ione H I
Range ¢ )
123456780910
OrROOO00OO0O000
11040 | 50 NO
o
3-(4-Methoxypheny GI50 | spec. mode | |c50 T/C%
[)-6-methylpyrimid | N, OMe (mg/kg)
o[5,4-e]-1,2,4-tri |
azine-5,7(6H,8H)-d | o N Z Delta ( )
ione H M1 I
Range ¢ )

12345678910
orROOOoOooooono




Quinone / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
10506 28 NO
BRAQ-D GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OOoOoOoOoROOOO
11623 30 YES
Q6 ~n GISO | spec. mode | I1c50 T/C%
| | -6.12 (mg/kg)
Delta
’|\l 1.11 ( )
CH; O . I ( )
Range
123456780910
ROOOOoOooono 2.4
11688 | 38 YEs | no | No | vEs NO VES
FAA-301 GI50 spec. | mode IC50 T/C%
-7.25 (mg/kg)|
Al
Defta| poly.
0.75 ( )
NH, *CF3COH | - M1 I ( )
HO Range Y1
123456780910
RRRROROOR O 1.52 *
11689 38 o z YES [ NO NO YES YES YES
FAA-401 O‘ GI50 spec. | mode IC50 T/C%
-7.11 (mg/kg)|
O OH Delta poly. ( )
3 O
CF3COOHeH,N Fo| 074 Il ( )
Range
123456780910
RRRROROOR O 1.98 *
11690 38 YES | NO NO NO NO YES
FAA-402 GI50 spec. | mode IC50 T/C%
+1.5CF;COOH [-7.28 (mg/kg)|
Hec Delta ( )
Hzﬁ_?z? 0.72 |
H ( )
Range
123456780910
RRRROROOR O 1.59 *
11870 | 6 PMe NO NO
Dactyloguinone A O GISO | spec.| | mode | |c50 T/C%
. -4.71 (mg/kg)
+
Delta - ( )
0.14 "
( )
Range
123456780910
ROROOOOOOO 0.42 *




Quinone / Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11871 | 66 PMe NO YES
Dactyloquinone B o GISO [ spec.| | mode | |c50 T/C%
. -4.72 (mg/kg)
Delta
0.13 I ( )
( )
Range
123456780910
ROROOOOOOO0 0.41
11872 | 66 OMe + NO
Dactyloquinone C o _ O GI50 | spec.| | mode | |c50 T/C%
-4.76 (mg/kg)
Delta *
0.8 I ( )
Range ¢ )
123456780910
ROROOOOOOO 1.15




Selenium compound

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK | Topo.[ Tub. | HDAC.| p-Gp| Inv. |Angio pP388
11809 | 26 i i +/-
Diphenylacetyl Se—sd GI50 | spec. mode | |c50 T/C%
diselenide (mg/kg)
49.7
Delta
(um)
I
Range ¢ )
123456780910
Oo00O0OROOOO0OO
11810 26 NO
Distearoyl selenid ° ° GI50 | spec. mode | |c50 T/C%
J
>163
H3C(H,C)s6 S (CH2)16CH; | Delta
(um)
I
Range ¢ )
123456780910
Oo00O0OROOOO0OO
11811 | 26 g i +/-
Diphenylacetyl o GI50 | spec. mode | |c50 T/C%
selenide (mg/kg)|
95.9
Delta
(um)
I
Range ¢ )
123456780910
Oo00O0OROOOO0OO
11660 | 26 ves| no | no | ND. | +7-
Di-p -tolunoyl o o GI50 | spec. | mode | |Cc50 T/C%
diselenide 521 (m
. g/kg)
Se—S¢€ 229
Delta
0.91 M1 (uM)
| 1] ( )
Range
123456780910
NREREOOOOO 1.61
11661 | 26 NO +/-
Di-p -tolunoyl (0] (o] GI50 | spec. mode | |c50 T/C%
selenide
(mg/kg),
/@*sg’k@\ — 29.6
elta
c1 (um)
M1 I
Range ¢ )

4567
oxROo0O

O
AN
Ow

8 910
ooo




Sphingenine

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel| PK | Topo.| Tub. | HDAC.[p-Gp| Inv. |Angio .| P388
12245 41 NO
(2S,3R,4E)-2-Acet OH GI50 | spec. mode | |c50 T/C%
ylaminooctadec-4-e F -4.77 (mg/k
) : g/kg)
n-1,3-diol HO/Y\/\CBHN
NHAC Delta ( )
0.1 I
Range ¢ )
12345678910
[J=f=l=]=]u]=]=]=]s] 0.17
12246 41 NO
(3S,4R,5E)-3-Acet OH GI50 | spec. mode | |c50 T/C%
ylamino-5-nonadece HO. z -4.11 mg/k
n-1,4-diol \/\‘/\/\CISHH o)
NHAGC Delta ( )
0.66
I ( )
Range
12345678910
[J=f=l=]=]u]=]=]=]s] 0.77
12247 | 41 NO
(4S,5R,6E)-4-Acet OH GI50 | spec. mode | |c50 T/C%
ylamino-eicos-6-en z -4.22 (mg/kg)
-1,5-diol HO Ci3Ho7
NHAC Delta ( )
0.54
I ( )
Range
12345678910
ROOO00O0O0000 0.77




Sugar

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
12016 9 NO NO NO NO
02 [201] T . o, GISO [ spec.| | [ mode | |c50 T/C%
K e |-4.03 (ma/kg)
on Delta
0.59 ( )
1] ( )
Range
123456780910
REROOROOOO 0.62
11674 49 N YES | NO NO NO NO NO | NO NO
B20 QN GI50 | spec. | mode | |Cc50 T/C%
OoH ° -4.5 (mg/kg)
>1
Delta "
0.81 (mi)
LN I «C
Range
123456780910
NRERERRRE O 1.3




Sugar / Oligosaccharide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio .| P388
12078 a7 x
_ OCHz3
Dimethyl-a - GI50 | spec. mode | |Cc50 T/C%
Cyclodextrin o -2.79 (mg/kg)
HO Delta
CHy,_— ( )
1.29 I
6
Range ¢ )
12345678910
[J=f=l=]=]u]=]=]=]s] 1.49
12079 a7 x
' OCH3
Dimethyl-B GIS0 | spec. mode | |c50 T/C%
-Cyclodextrin -3.4 (mg/kg)
HO Delta
CHN _— ( )
0.41 I
! Range ¢ )
12345678910
ROOOOO0O000 0.96




Sulfonamide

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio P388
11697 1 YES
O2NH
ER-35748 GI50 | spec. mode | |c50 T/C%
-5.04 (mg/kg)|
Ni
Delta ( )
cl | 1.34 I
Range ( )
1234567 8910(c1 E7070
ROOOOoOoono 1.83
11698 1 YES
SO,NH
ER-67880 GI50 | spec. mode | |c50 T/C%
-5.71 (mg/kg)|
CH30
Delta ( )
1| 0.66 I
Range ( )
1234567 8910(c1 E7070
ROOO0OO0O00O 1.46
11699 1 NO
S455 GI50 | spec. mode | |c50 T/C%
-4.44 (mg/kg)
NH2SO2:
Delta
1 0.29 ( )
I ( )
Range
1234567 8910(c1 E7070
ROOO000O00O 0.63
11700 1 YES
O2NH
ER-68487 GI50 | spec. mode | |Cc50 T/C%
-4.62 (mg/kg)|
N
Delta ( )
cN| 1.65 I
( )
Range
1234567 8910(c1 E7070
ROOO00O0O00O 227
11701 1 +
ER-68378 Q/ GI50 | spec. mode | |c50 T/C%
-6.4¢9 (mg/kg)
— Delta ( )
c 0.93 I
( )
Range
1234567 8910(c1 E7070
ROOO00O000O 243
11702 1 NO
S452 O2NH GI50 | spec. mode | |c50 T/C%
-4.12 (mg/kg)|
NH2SO H
Delta ( )
0.49 I
( )
Range
1234567 8910(c1 E7070
ROOO00OO0O00O 0.61




Sulfonamide

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK | Topo.| Tub. | HDAC.| p-Gp| Inv. | Angio] Apo.| P388
12104 1 +
LA-820 NC SONH GISO | spec. mode | |c50 T/C%
-4.81 (mg/kg)
\©/ HN CHj
Delta
CN 182 ( )
| 1] ( )
Range
123456780910
ROOOOO0O0O0OO 2.29
12106 | 1 o |+
LA-1074 /N GIS0 | spec. mode | |c50 T/C%
(S)z -4.19 (mg/kg)
X
| \ \H Delta ( )
— 0.85 ' X ,
Range
123456780910
ROOOOO0O0OO 1.05
11207 | 8 /@/ YES| No | Nno | YES NO | No | No | YES
FC-4353 N5 GI50 spec. | mode IC50 T/C%
-7.05 (mg/kg)|
Delta poly. ( )
° 0.57 "
Y ( )
o Range
123456780910
RRRRORRRK O 3.12
11208 | ves | no | no | ves no | No | o | ves
FC-4677 QZ\NH GI50 | spec. I mode | |c50 T/C%
/Q/ . -5.7 (mg/kg)
>_Q"° Delta poly. ( )
0.75
1] ( )
Range
123456780910
RRRRORRRK O 2.35
11200 | ves | no | no | ves no | No | o | ves
FC-4711 ?’\NH GI50 | spec. | mode | |c50 T/C%
D/ . -7.02 (mg/kg)
c >_Q DEIta pOIy ( )
0.65
1] ( )
Range
123456780910
RRRRORRRK O 3.13




Tetramic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio P388
11677 16 NO
MT-21 GI50 | spec. mode | |C50 T/C%
OH  [—3 -4.62 (mg/kg)|
5
Nl Delta ( )
0.16
1] ( )
I"I-CSH17 Range
123456780910
ROOOOoOooon 0.4
11712 | 48 NO NO NO | NO
Ancorinoside B ’ ) GI50 | spec. mode | |c50 T/C%
L O (mg/kg)
- |Delta| A1 )
o | c1
yi | !l ( )
Range
12345678910 E1l
RROOOORRODO 0
11713 | 48 NO NO NO | NO
Ancorinoside y GI50 | spec. mode | |c50 T/C%
aglycon HO\N\/\/\N\/\/\/\% -4.04 (mg/kg)
O,H
o e Delta
0.35 ( )
. 1] ( )
Range
12345678910
NROOOORROO 0.38
11714 | 48 NO NO NO | NO
Ancorinoside y GI50 | spec. mode | |c50 T/C%
aglycon o -4.05 (mg/kg)
methylester 0,Me
e Delta
0.41 ( )
. 1] ( )
Range
12345678910
NROOOORROO 0.47




Tetronic acid

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
11883 39 NO
Lichesterinic acid HOOC, CHgs | GI50 spec. mode | |c50 T/C%
— -4.55 (mg/kg)
HaC(H2C)1 o o |Delta ()
0.45
1] ( )
Range
12345678910
ROOOOoOooon 0.67
11886 39 NO
— o)
Vulpinic acid ‘o) GI50 | spec. mode | |c50 T/C%
AN -4.46 (mg/kg)
OH  COOCH Deita
* loa1 €
1] ( )
Range
12345678910
ROOOOoOooono 0.77




Triazole

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12198 47 + NO
Itraconazole O ) GI50 | spec. mode | |c50 T/C%
J ) -7.74 (mg/kg)
) I
~—~ OO~ Delta
1.26 ( )
1] ( )
Range
123456780910
ROOOOROOOO

3.65




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11969 2 NO NO NO NO NO
Calystegine A3 GI50 | spec. | mode | |Cc50 T/C%
-4 (mg/kg)|
Delta ( )
0 1] ( )
Range
12345678910
RRRROOROODO 0
11970 2 NO NO NO NO NO
CH3
::\lzthyl-calystegl N/ GISO | spec.| | mode | |c50 T/C%
-4 (mg/kg)
OH 9/kg
HO
OH Delta ( )
o 1] ( )
Range
123456780910
RRRROOROODO 0
11009 5 YES [ NO NO NO YES
2-Fluorosynerazol GI50 | spec. | mode | |Cc50 T/C%
-5.68 (mg/kg)
Delta ( )
1.01 I
( )
Range
12345678910
NREOOROORO 2.13
12148 5 N | N[ N| N | NO| NO NO
Clethramycin GI50 | spec. | mode | |Cc50 T/C%
-4.74 (mg/kg)|
953
Delta Cum)
0.12 I H
( )
Range
12345678910
NREREROOX DO 0.31
12210 5 YES | NO
Synerazol 5 Q o GI50 | spec. mode | |c50 T/C%
-5.48 (mg/kg)
M b, o Delta ( )
0.88 I
( )
Range
12345678910
RROOOOO0000 1.86
12211 5 YES | NO
3-Fluorosynerazol 9 o GI50 | spec. mode | |c50 T/C%
-4.53 (mg/kg)
M Lo Delta ( )
1.15 I
( )
Range
12345678910
REOOOOO0000 1.61




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11584 6 NO
KKM-03 GI50 | spec. mode | |c50 T/C%
-4.76 (mg/kg)
Delta ( )
0.45 '
( )
Range
123456780910
ROOOOO0O0O0OO 0.71
11861 | 6 *| YES
KKM-17 GIS0 | spec. mode | |c50 T/C%
M -4.66 (mg/kg)|
’ ~~| Delta ( )
0.62 '
( )
Range
123456780910
ROOOOO0O0OO 1.28
11862 | 6 *| YES
KKM-18 ) GI50 | spec. mode | |c50 T/C%
M -4.95 (mg/kg)
’ | Delta ( )
0.55 '
( )
Range
123456780910
ROOOOO0O0OO 1.33
12114 | 12 + NO YES NO NO NO NO YES
Bislactone 1 GI50 | spec. | mode | |Cc50 T/C%
-4.25 (mg/kg)|
Al 793
Delta c1 Cum)
317 | w1 ' X ,
Range| Y1
123456780910
RRRERRROR O 3.42
12115 | 12 H NO | vEs| vyes| no | No | No | NO YES
H
Bislactone 2 Me GI50 | spec. | mode | |Cc50 T/C%
Me -4.12 (mg/kg)
Q ° Delt: c2 370
elta
Al (um)
8 0.68 | m1 ' X ,
o o Range Y1
123456780910 0.8
RRRRRRRORO .
12116 | 12 - YES| No | YES| No | No | No | YES YES
Acetomycin Me GI50 | spec. | mode | |c50 T/C%
Me. -5.45 (mg/kg)
Me Al >2.3
o OAc |Delta c1 (o)
0.38
o M1 I ( )
Range| Y1
123456780910 06
ERERRRROR O 1




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12121 | 12 Me y YES| o | No | N | No | NO| NO YES
4-epi-Acetomycin Me GI50 | spec. | mode | |Cc50 T/C%
Me. -4.81 (mg/kg)
H ol A | ® >2.3
O OAc elta
076 | €1 (mM)
o ma | ( )
Range
12345678910
RRRERRROR O 1.01 *
12122 | 12 o YES| YES| No | No | NOo | NO | NO NO
5-epi-Acetomycin Me GI50 | spec. | mode | |Cc50 T/C%
Me -5.45 (mg/kg)
Me c2 >2.3
o H Delta Al ()
! 043 | w1 ! X ,
o Range| Y1
12345678910
RRRERRROR O 1.27 *

12123 | 12 M o |YES|No | No| No | no| No| O YES
4_,5-Diepi-Acetomy Me GI5O0 | spec. | mode | |Cc50 T/C%
en Me -4.82 (mg/kg)

H >3.4
O H Delta| Al (mm)
m
078 | C1
o mi | ( )
Range
123456780910
RERRRRROR O 1.15 *
12063 13 NO | NO NO
SS-9-3 GI50 | spec. mode | |c50 T/C%
-4 (mg/kg)|
Delta ( )
0.15 !
( )
Range
12345678910
RROOOOOOR O 0.15
12214 | 14 oo |t |n| o] | vo|no|n]| N
HN
TASpPOH . j/ GI50 | spec.| | | mode | |c50 T/C%
N -4.04 (mg/kg)|
CHs o ( >1.6
Delta
HaC o NN Non (mMm)
1.28 !
i ( )
Range
123456780910
ARRRERRRRK O 1.32
12215| 14 o, o/ N[N |N| N | N|N[N]| N[N
/ X
HN
TGlyAsp ;\ j/ GI50 | spec. I mode | |c50 T/C%
° " -4.02 (mg/kg)
o P 11.6
\)]\ 3 Delta ()
FmocHN, 5 H m
N | 0.42 |
H ( )
Range
123456780910
RRRERRRRK O 0.43




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12216 14 + YES [ NO NO NO NO NO | YES
4-Tol-HPH-SH GI50 | spec. | mode | |C50 T/C%
-5.74 (mg/kg)
Delta| Al ( )
" " 022]| €1
j ma | ( )
. " Range
12345678910 E2
RRRERRRRK O 0.3
12217 14 + NO NO N.D. NO NO NO | YES
1-Naph-HPH-SH GI50 | spec. | mode | |c50 T/C%
N -5.71 (mg/kg)
Al
Delta c1 ( )
Range| Y1
o21| Ft
YES* | NO YES
GI50 | spec.| | | mode | |c50 T/C%
-6.2 (mg/kg)
Delta| Al ( )
062| C1
yi | !l ( )
Range
1.26
YES YES
GI50 | spec. | mode | |Cc50 T/C%
CI O -7.48 (mg/kg)
. F
Delta
/\) ¢ )
~. 0.52 !
H ( )
Range
12345678910
ROROOOOOOO 1.48
11552 15 NO NO | YES NO NO NO NO | YES NO
LGZK-060 GI50 | spec. | mode | |Cc50 T/C%
|-4.72 (mg/kg)|
Delta| Al ( )
075| €1
yi | !l ( )
Range
123456780910 E1l
RRRRORRRR® 0.99
11553 | 15 . f YES* | YES | YES| YES NO | No| No | YES| NO
OCH3
LGZK-064 Heo GISO | spec.| | | mode | |c50 T/C%
HCO. -5.63 (mg/kg)
(o]
O ) Delta poly. ( )
063 ]| -
1] ( )
OH 0 Range
123456780910 E3
RRRRORRRER 1.27




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce ]
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11612 15 + NO NO NO NO | NO NO | NO
N
T-3999 " GI50 | spec.| | | mode | |c50 T/C%
Delta
N
I 1.07 ( )
! « )
Range
12345678910
RRRRORRRK O 1.37
11613 | 15 YES| NO | NOo | NO NO | No | No | YES
N
T-1008 e~ GI50 [ spec.| | [ mode | cs0 T/C%
-4.42 (mg/kg)|
Delta
W
I 1.11 ( )
1] ( )
Range
12345678910
RRRRORRRK O 1.53
11680 | 16 | no
Cytoxazone GI50 | spec. mode | |Cc50 T/C%
-4.01 (mg/kg)|
Delta ( )
0.17
1] ( )
Range
123456780910
ROOOOO0O0OO 0.18
11867 17 NO NO | YES| N.D. NO | NO NO | NO NO
R OPO>
Sodium vanadyl 20500, 30P032, Vo GI50 | spec. I mode | |c50 T/C%
phytate -4.08 (mg/kg))|
(VP-I1P6) 20gp0VY Jopog 9Na +
Sro.2 Delta
3 ( )
0.69
1] ( )
Range
12345678910
RRRRORRRR® 0.77
11952 17 NO NO NO N.D. NO | NO NO | NO NO
. OPOH" +
myo-Inositol HOGPO, 3OP03H' vo? GI50 | spec. | mode | |C50 T/C%
1,2,3,4,5,6-hexap 4Na* |-5.03 (mg/kg))|
hosphate/Sodium “HozPOW '/oPOH"
vanady! phytate-IllI OPOSH" 45H20| Delta ( )
0.56
1] ( )
Range
123456780910
RRRRORRRR® 0.58 *
12203 19 YES* [ NO NO YES NO NO NO | YES
HA-01 GI50 | spec.| | | mode | |c50 T/C%
-8.26 (mg/kg)
Delta poly. ( )
1.31
1] ( )
Range
123456780910
RRRERRRRK O 3.56




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
12204 19 YES*| YES | +/-| YES NO | NO NO | YES
HA-02 GI50 | spec. | mode | |c50 T/C%
-8.22 (mg/kg)
Delta * poly.
1.32| Y1 €
1] ( )
Range
12345678910 E2
RRRERRRRK O 3.55
12205 19 YES| NO | +/-]| YES NO YES
HA-03 GI50 | spec. | mode | |c50 T/C%
-6.73 (mg/kg)
Defta| c1 | * | poly.
127 | M1 €
yi | !l ( )
Range
12345678910 E1l
EERERRROOR O 4
12077 22 0 NO | NO| NO | NO NO [ No| No| NO | YES| NO
Jolkinolide D H//'. GI50 | spec. | mode | |Cc50 T/C%
pharmacophore _4.65 (mg/kg)|
‘Y, >2.7
OH Delta "
0.1 . (M)
Range ¢ )
12345678910
ARRERRRRR ® 0.43
11419 23 NO
O,
Stresgenin A GI50 | spec. mode | |c50 T/C%
HsCO o o -4.01 (mg/kg)|
NH, Delta
o CHj 0.31 ¢ )
1] ( )
Range
12345678910
ROOOOO00O0OO 0.31
11420 23 YES* [ NO | YES NO NO | NO NO | YES
Q
Stresgenin B GI50 | spec. | mode | |Cc50 T/C%
. N\ . o -5.03 (mg/kg),
><‘L e eI ] g )
o 0.61
1] ( )
Range
12345678910 E1l
RRRRORRRK O 1.01
11421 23 NO
O,
Dehydro-Stresgenin GI50 | spec. mode | |c50 T/C%
B _ o N\ . 9  |-4.09 (mg/kg),
%NHZ Delta ( )
o 0.57
1] ( )
Range
12345678910
ROOOOO0O0OO 0.66




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo. Tub. | HDAC.| p-Gp| Inv. [Angio .| P388
11330 25 YES
FT-5 . }_C)_ GI50 | spec. mode | |c50 T/C%
IFQA‘O‘ AT (mg/ka)
I\u Delta
| 189 ( )
| 1] ( )
Range
123456780910
ROO0O0O000000 3
11368 | 25 no | No | vES
FT-6 . }_C)_ .| G150 | spec.| | | mode | ics0 T/C%
j(;gj"‘o— (mg/kg)
N Delta poly.
| ( )
1]
Range ¢ )
123456780910
ORRROOOOOO
11498 28 YES | NO [ NO
Cephalezomine C GI50 | spec. | mode | |Cc50 T/C%
-6.76 (mg/kg)
Delta
0.85| - ( )
1] ( )
Range
1.96
YES
Cephalezomine A < N GIS0 | spec. mode | |c50 T/C%
choog ) -7.29 (mg/kg)
HMO i Deita
H6 bers | 0,47 ( )
o 1] ( )
Range
123456780910
ROO0O0O000000 1.11
11774 | 28 NO
CHAPEC-A GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
123456780910
OoROOOOOOOO
11775 28 NO
CHAPEC-B GI50 | spec. mode | ic50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound Sup. Hce
screening code structure/comments panel[ PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio{ Apo.| P388
11776 | =28 /\/@/ NO
ECHNP-A ! GI50 | spec. mode | |c50 T/C%
(mg/kg)|
i) Delta
( )
{ I ( )
Range
12345678910
orROOOOoooo
11777 28 NO
H
ECHNP-B N\/Y\)::k GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
) 1]
" Range ¢ )
12345678910
orROOOOOoooo
11778 28 NO
ECHNP-C GI50 | spec. mode | |c50 T/C%
(mg/kg)|
Delta
( )
1] ( )
Range
12345678910
orROOOOoooo
12072 29 + NO NO
Xanthocillin X GI50 | spec. mode | |Cc50 T/C%
monomethyl ether | H:cO A -5.65 (m
: g/kg))|
Ne | Delta ( )
0.27 I
( )
Range
12345678910
RROOROOROO 12
12073 29 YES*| NO | NO NO NO
Xanthocillin X GI50 | spec. | mode | |Cc50 T/C%
dimethyl ether -6.21 (mg/kg)
Delta ( )
1.13 I
( )
Range
12345678910
RRRRROOROO 3.34
11783 31 YES NO NO NO NO NO | YES
Ecteinascidin GI50 | spec. | mode | |c50 T/C%
(Et 770) -8.62 (mg/kg)
Delta ( )
0.39 I
( )
Range
12345678910 +
RRERORORR O 1.01 -




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- HCe
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11784 31 YES | NO NO NO NO NO | YES
Ecteinascidin 786 GI50 | spec. | mode | |Cc50 T/C%
(Et 786) -7.61 (mg/kg)
Delta * ( )
0.66
1] ( )
Range
12345678910
ERERRORORR O 1.53
11863 | 35 YES
Telomestatin GI50 | spec. mode | |c50 T/C%
(GM95) -5.1¢9 (mg/kg)
Delta ( )
0.79
1] ( )
Range
12345678910
RO0O000000O 1.83
12025 36 YES
Seg A of DuUA o GI50 | spec. mode | |c50 T/C%
d -4.89 (mg/kg)|
cocHs | Delta
1.31 ( )
. 1] ( )
Range
1234567 8910|pna Duocarmycin
RO0O000000O 1.79
12026 +
Seg A of 86 GI50 | spec. mode | |Cc50 T/C%
-5.97 (mg/kg)
Delta ( )
0.87
1] ( )
Range
123456
ROOoooo 1.45
12027 | 36 YES
bugé i GISO | spec. mode | i1c50 T/C%
“[10.4! (mg/kg)
HsCO" H g o DEIta ( )
cny 0.66
1] ( )
Range
1234567 8910|pna Duocarmycin
RO0O000000O 1.56
11882 | 39 ves | no | no | no No | NO NO
OH (e}
d-Usnic acid Hac CH cocH, GISO | spec.| | mode | |c50 T/C%
4.8 (mg/kg)
HO (] OH Delta
COCH3 0.57 ( )
1] ( )
Range
12345678910
RERRORRO0R 0.78




Miscellaneous

JCI.No sup screening No. 1 2 3 4 5 6 7 8 10
compound ) Hce
screening | %% structure/comments | 0| PK | Topo.| Tub. | HDAC,|p-Gp| Inv. |Angio P388
11596 | 40 @:\j YES
CHF,
ZSTK474 N GI50 | spec. mode | |c50 T/C%
N)\N -6.37 (mg/kg)
)\NJ\ Delta ( )
i/\N /j 0.95 |
\) _ «
Range
123456780910
RO0O000000O 1.86
11830 | 42 ves | no | ves| no
Farnesy_l-pyridazini . GI5O0 | spec. I mode | |Cc50 T/C%
umchloride 2H20 /k/\)wk/\ -..|-5.63 (mg/kg)
Q2
Delta ( )
1.4 I
Range ¢ )
123456780910
ERRROO00O00O0 2.15
12034 46 NO
5-Cyclohexadecen- GI50 | spec. mode | |c50 T/C%
1-one o -4.44 (mg/kg)
Delta ( )
0.31 I
( )
Range
123456780910
ROOO0o0ooon 0.74
12035 46 NO
O
1-(5,6,7,8-tetrahy GI50 spec. mode IC50 T/C%
dro-3,5,5,6,8,8-he -4.64 (mg/kg)|
xamethyl-2-naphth
alenyl)-ethanone Delta ( )
0.49 I
Range ¢ )
123456780910
ROOO00O0ooon 0.94
11708 48 NO | YES NO
Nonaprenylhydroqui GI50 | spec. mode | |c50 T/C%
none sulfate -4.02 (mg/kg))|
Delta
0.35 "2 ( )
. c2 I ( )
Range
123456780910
EROOO0O00OROO 0.38
12048 48 YES | NO NO NO NO | NO NO
Ageladiine A GI50 | spec. | mode | |c50 T/C%
-4.86 (mg/kg)|
Delta
0.97 A~ ( )
. Y1 I ( )
Range
123456780910
NREERRRARR O 1.44




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11968 | 49 /| Yes YES
MN4004A N GISO | spec. mode | 1c50 T/C%
s -6.2 (mg/kg)
N\ 7 \ /7 \
N Delta ( )
0.33
| 1] ( )
Range
123456780910
ROOOOOROOO 2.02
11749 | 50 NO | YES| NO NO NO | NO NO | NO NO
o
6-Methyl-3-thieny| N I\ |50 | spec.| | | mode | ics0 T/C%
pyrimido[5,4-e]-1, | MeN -4.05 mg/k
2,4-triazine-5,7(6 | S (mg/ko)
H,8H)-dione ~ZN Delta| Y2
o
N N 076 | C2 €
N ( )
Range
123456780910
RRRRORRRR® 0.81
11755 | 52 f YES NO
Bi Br
Gym.Analog-19 GI50 | spec. mode | |c50 T/C%
(mg/kg)|
0 Delta| Y2
Al ( )
Boc— C1 I ( )
H Range
123456780910
OROOOROOOO
11808 | 52 YES*
92DRT-II Lo GISO | spec. mode | 1c50 T/C%
T"\KP/ -5.57 (mg/kg)
L1, Delta ( )
| 1.97
1] ( )
Range
123456780910
ROOOOO00O0OO 3.01
11850 | 52 YES| No | No | NO NO | No | NO | YES
Halichomycin GI50 | spec. | mode | |c50 T/C%
-5.68 (mg/kg)|
Delta ( )
0.96
1] ( )
Range
123456780910
RRRRORRRK O 1.79
12058 | 52 NO
. (o]
Penostatin A HO " GI50 | spec. mode | 150 T/C%
\
HINAS o (cHacrs|-4.77 (mg/ka)
. Delta
H 0.2 ( )
| 1] ( )
Range
123456780910
ROOOOO0O0OO 0.34




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 9 10
compound sup- Hce
screening code structure/comments panel| PK [ Topo.[ Tub. | HDAC.| p-Gp| Inv. [Angio] Apo.| P388
11023 55 § YES
PFB-001 S‘\N( \O\ GI50 | spec. mode | c50 T/C%
owe |-7.95 (mg/kg)|
=N\ Delta
\ \ Me 1.39 I ( )
N ( )
Range
12345678910
ROOOOO0O0O0OO 3.34
11327 | 55 ) YES
PFB-002 \u/ GISO | spec. mode | 1cs0 T/C%
°|-7.28 (mg/kg)
7 " = | Delta ( )
Sy 0.72 !
( )
Range
12345678910
ROOOOO0O0OO 22
11328 | 55 ] YES
s N,
PFB-003 \T \©\ GI50 | spec. mode | |c50 T/C%
o |-7.23 (mg/kg)
7 N\, Delta ( )
§ 0.77 ! X ,
Range
123456780910
ROOOOO0O0OO 3.1
11329 55 YES
PFB-004 | 650 | spec. mode | ics0 T/C%
-7.35 (mg/kg)
e | Delta
0.65 ! €
( )
Range
12345678910
ROOOOO00O0OO 3.1
12074 62 ﬁ» + | YES| YES| NO NO [ NO | NO| NO | YES
8-Thiocarbamoyl-1 | Hy;N—C GI5O0 | spec.| | mode | |c50 T/C%
,2,3,4-tetrahydroi H -4.18 (mg/kg)|
midazo[1,5-a]pyri N \ N M2 874
midin-2[1H]-thione \ S Delta . Cum)
Range| C1
123456780910 E1l
ARRRERRRRK O 1.22
11770 | 64 YES
NHCOCH;,
Thiolutin s GI50 spec. mode IC50 T/C%
| -6.65 (mg/kg)
S
7 N o} Delta ( )
Chs 0.37 |
( )
Range
123456780910
ROOOOO0O0OO 1.13




Miscellaneous

JCI.No screening No. 1 2 3 4 5 6 7 8 10
compound sup- Hce
screening code structure/comments panel| PK Topo.| Tub. | HDAC.| p-Gp| Inv. |Angio .| P388
11414 71 NO NO | YES NO NO
SCRC99-6 OH GI50 | spec.| | | mode | |c50 T/C%
-4.47 (mg/kg)
Br,C ph|belta ()
0.32
1] ( )
Range
123456780910
RRRROOOOO0R® 0.6
11415 71 NO | YES | YES NO NO
SCRC99-7 GI50 | spec. | mode | |Cc50 T/C%
-4.57 (mg/kg)
M2
Delta v2
0.2 ( )
. Al I ( )
Range| C1
123456789 El
RRRROOOO0O0 0.78
11769 NO NO NO NO NO | NO NO
Attenol A GI50 | spec. | mode | |Cc50 T/C%
-4.02 (mg/kg)|
Delta
0.47 ( )
1] ( )
Range
123456780910
RRRRORRRK O 0.49
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