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Table S1. Structures and Biological Activities of 15 Hit Compounds

Ad431cell | A431 cell rhIDO
Structure % inhibition | viability | % inhibition
atl0uM | atlopM | at30uM
Cry
NN 54% 96% 13%
Q—§\/NW
0=§=0 66% 100% 14%
% X 73% 100% 18%
N (6]
\\/N\
Q
N 65% 89% 20%
(e} z
H to,Me
Br. Me =
Q‘C" 68% 109% 47%
N
Me
e
SN 67% 82% 20%
0 \—
Ph
% 88% 97% 33%
N
Ph H
HNTN\ Ph
NS 64% 108% 37%
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A431 cell A431 cell rhIDO
Structure % inhibition | viability | % inhibition
at 10 uM at 10 uM at 30 uM
' J@
< H 99% 110% 34%
y ‘\< 55% 101% 19%
: HN~N 7;: 100% 91% 22%
N‘NH 63% 86% 19%
~ N=N
Br@f\
© E” 57% 87% 0%
B
0
HN
68% 94% 26%
O 74 Br
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HNJ(
72% 96% 33%
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'"H NMR spectrum for compound 5a (500 MHz, CDCl3)
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'"H NMR spectrum for compound 5b (500 MHz, CDCl5)
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'"H NMR spectrum for compound 5¢ (500 MHz, CDCls)
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13C NMR spectrum for compound 5¢ (150 MHz, CDCls)
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'"H NMR spectrum for compound 5d (500 MHz, CDCl5)
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13C NMR spectrum for compound 5d (150 MHz, CDCls)
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'H NMR spectrum for compound 5e (500 MHz, CDCl5)
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13C NMR spectrum for compound 5e (150 MHz, CDCls)
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'"H NMR spectrum for compound 5f (500 MHz, CDCls)
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13C NMR spectrum for compound 5f (150 MHz, CDCls)
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'"H NMR spectrum for compound 5g (500 MHz, CDCl3)
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13C NMR spectrum for compound 5g (150 MHz, CDCl3)
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'"H NMR spectrum for compound 5h (500 MHz, DMSO-ds, 100 °C)
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13C NMR spectrum for compound 5h (125 MHz, CDCls)
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'"H NMR spectrum for compound 5i (500 MHz, DMSO-dg, 100 °C)
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13C NMR spectrum for compound 5i (125 MHz, DMSO-ds, 100 °C)
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'"H NMR spectrum for compound 5j (500 MHz, CDCls)
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13C NMR spectrum for compound 5j (125 MHz, CDCls)
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'"H NMR spectrum for compound 51 (500 MHz, CDCl5)
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13C NMR spectrum for compound 51 (125 MHz, CDCls)
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'"H NMR spectrum for compound 5m (500 MHz, CDCls)
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'"H NMR spectrum for compound 5n (500 MHz, CDCls)
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13C NMR spectrum for compound 5n (125 MHz, CDCl3)
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'"H NMR spectrum for compound 50 (500 MHz, DMSO-ds, 100 °C)
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13C NMR spectrum for compound 50 (125 MHz, DMSO-ds, 100 °C)
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'"H NMR spectrum for compound 5p (500 MHz, CDCls)
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13C NMR spectrum for compound 5p (125 MHz, CDCls)
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'H NMR spectrum for compound 7a (500 MHz, CDCl3)
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13C NMR spectrum for compound 7a (125 MHz, CDCl3)

o SN oON© WLWLLW0O NI ® o <

~ R B S N ANMIOT AN AN o ~

@ O ©wodw DOANON©O© @ 1)

~ 40 N3 o NN O 0O o ™

< mN o0 DONNNNNOD «

— B IR I A

|
I
I

| ! !

\ ‘
H\‘H\H\\H‘HH\HH‘HHH\H‘HH\HH‘HH\HH‘\\H\HH‘HH\HH‘HHHH\‘HH
200 175 150 125 100 75 50 25 0

S18

M

e
©\/\/
NH,

7a

\

)



'"H NMR spectrum for compound 7b (500 MHz, CDCl5)
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13C NMR spectrum for compound 7b (125 MHz, CDCls)
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'"H NMR spectrum for compound 7¢ (500 MHz, CDCls)
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13C NMR spectrum for compound 7¢ (125 MHz, CDCl3)
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'"H NMR spectrum for compound
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13C NMR spectrum for compound 7d (125 MHz, CDCls)
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'H NMR spectrum for compound 7¢ (500 MHz, CDCls)
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13C NMR spectrum for compound 7e (125 MHz, CDCls)
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'"H NMR spectrum for compound 7f (500 MHz, CDCls)
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13C NMR spectrum for compound 7f (125 MHz, CDCls)
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'"H NMR spectrum for compound 7g (500 MHz, CDCl3)
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'"H NMR spectrum for compound 7h (500 MHz, CDCls)

oo [EY gl [0 « oS o[ g CENIY
a& 83 al|b 8 8 S&&| | & R
TSP T ST s
‘8. ‘\3 \‘g’l o N | j @
| | ]WZQ(][
a0
7./400.3757 .20 6.554.50 4.25 4.20
I
“
™
)
o™
Nl
Rk
-—1
sg 2
- -
J\JL\ ubtA
HHH‘H\H\\\\‘\HHHH‘\HHHH‘HH\HH‘H\HHH‘\H\\HH‘\HHHH‘H\HHH‘HH\HH‘HH
9 8 7 6 5 4 3 2 1 0

13C NMR spectrum for compound 7h (125 MHz, CDCls)
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'"H NMR spectrum for compound 7i (500 MHz, CDCls)
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13C NMR spectrum for compound 7i (125 MHz, CDCls)
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'"H NMR spectrum for compound 7j (500 MHz, DMSO-ds, 100 °C)
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13C NMR spectrum for compound 7j (125 MHz, DMSO-ds, 100 °C)
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