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I. Supplementary Table

Table S1. The Kinetic Parameters and Binding Affinities of compounds with hPD-L1.

Compound Ka(M1st) Ka(s?) Kb (M) LE=
A7 7.89x10° 6.38x103 8.09x10° 0.35
A9 5.38x10° 1.96x103 3.64x10° 0.40
All 5.76x10° 3.68x103 6.39x10° 0.39
Al5 5.05x10° 1.01x10 1.99x108 0.36

aThe result is calculated by the equation: LE = -1.35log Kb/Nheavy atoms, Nheavy atoms is the number of non-H

atoms.
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II. Spectroscopic data of compounds A1-18

'H NMR Spectra for Compound Al
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Sample Name Position p2B9
Inj Vol 0.1 InjPosition

Data Filename  PL-5-7-p.d ACQ Method 20110418-MSonly-p.m
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Sample Name Position p2D2 Instrument Name Instrument 1 User Name G6520B-PC\Admin
Inj Vol 0.1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PL-5-12-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time 12/25/2020 9:45:40 AM
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Sample Name Position p2D6 Instrument Name Instrument 1 User Name G6520B-PC\Admin
Inj Vol 0.05 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PL-5-16-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time 12/25/2020 10:09:41 AM
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Sample Name Position p2e2 Instrument Name Instrument 1 User Name G6520B-PC\Admin
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Sample Name Position p2e6 Instrument Name Instrument 1 User Name G6520B-PC\Admin
Inj Vol 0.05 InjPosition SampleType Sample IRM cCalibration Status Success
Data Filename  PL-5-28-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time 12/25/2020 11:05:50 AM
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Sample Name Position p2e7 Instrument Name Instrument 1 User Name G6520B-PC\Admin
Inj Vol 0.05 InjPosition SampleType Sample IRM Calibration Status Success
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Sample Name Position p2e8 Instrument Name Instrument 1 User Name G6520B-PC\Admin
Inj vol 0.05 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PL-5-30-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time 12/25/2020 11:12:06 AM

%10 5 |TESI Scan (rt: 0.631 min) Frag=175.0V PL-5-30-p.d Subtract

5.6
5.4
e 412.1831

5. (M+H)+
4.8
4.64
4.4
4.2

44
3.84
3.6
3.4

26 Al6

! . \
405 406 407 408 400 410 411 412 413 414 415 416 417 418 410 420 421
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f1 (ppm)
Sample Name Position p2e9 Instrument Name Instrument 1 User Name G6520B-PCiAdmin
Inj Vol 0.05 InjPosition SampleType Sample IRM calibration Status Success
Data Filename  PL-5-31-p.d ACQ Method 20110418-MSonly-p.m Comment Acquired Time 12/25/2020 11:14:33 AM
%10 5 |[tESI Scan (rt: 0.460 min) Frag=175.0V PL-5-31-p.d Subtract
8.54
84 428.1537
(M+H)+
7.54
74
6.5
&4
5.54
5] Al7
4.5+
44
3.5
a
2.5
=4
1.5
44
0.5
1

410 420 431 422 453 434 425 436 427 428 450 430 431 432 433 434 435 436 437 438 439 440
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Position p2fl
InjPosition
ACQ Method

Sample Name
Inj vol 0.05

Data Filename  PL-5-32-p.d 20110418-MSonly-p.m

Instrument Name
SampleType
Comment

Instrument 1
Sample IRM Calibration Status Success
12/25/2020 11:16:54 AM

User Name

Acquired Time

%10 5 |TESI Scan (rt: 0.493 min) Frag=175.0v PL-5-32-p.d

5.2

54
s02.1799
4.6
4.4
4.2

44
3.8
3.6
3.4
3.2

a4
2.8
2.6
2.4
2.2

=
1.8
1.6
1.4
1.2

1
0.8
0.6
0.4
0.2

AlR

13C NMR Spectra for Compound A18
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I11. HPLC Spectroscopic data for A9
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