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Figure S1. '"H-NMR spectrum of compound 9
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Figure S2. '*C-NMR spectrum of compound 9
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Figure S3. 'H-NMR spectrum of compound 10
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Figure S4. ’C-NMR spectrum of compound 10
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Figure S5. '"H-NMR spectrum of compound 11
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Figure S6. '>C-NMR spectrum of compound 11



Qualitative Analysis Report

Data Filename
Sample Type

Instrument Name

Acquired Time
DA Method

User Specira

ESIH_20181226_ZA 7HC_04.d

Sample

Agilent G6520 Q-TOF

12/26/2018 13:25:43
small molecular data analysis method.m

Sample Name
Position
Acq Method

IRM Calibration Status

Comment

D5-12598-024
P1-A1
20160322_MS_ESIH_POS_imin.m

ESIH by ZZY

Fragmentor Voltage

125

Collision Energy

0

Tonization Mode
ESI

%10 5 |+ESI Sean (rt: 0.2 min) Frag=125.0v ESIH_20181226_ZA_ZHC_04.d

2.754
2.5+
2.254
2
1.754
1.5+
1.254
1
0.754
0.5
0.254

307.0873

308.1005

309.1042
L

o]

301 302 303 304 305 306

Formula Calculator Results

307 308 309
Counts vs. Mass-to-Charge (m/z)

3“10 3%1

3‘{2 313 314 315 3‘;6 3“1?

mjz Calcm/z Diff (mDa) Diff (ppm) TIon Formula Ion
307.0973| 307.0965 0.77 -2.51|C19 H15 04 (M+H)+
-— End Of Report —
= Agilent Technologies Page 1 of 1 Printed at: 13:27 on: 12/26/2018

Figure S7. HRMS of compound 11
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Figure S8. 'H-NMR spectrum of compound 12
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Figure S9. ’C-NMR spectrum of compound 12



Qualitative Analysis Report

Data Filename
Sample Type

Instrument Name

Acquired Time
DA Method

User Spectra

ESIH_20181226_7ZA_ZHC_05.d

Sample

Agilent G6520 Q-TOF

12/26/2018 13:27:43
small molecular data analysis method.m

Sample Name
Position
Acq Method

IRM Calibration Status

Comment

D5-12598-044
P1-A2

20160322_MS_ESIH_POS_1min.m

ESIH by ZZY

Fragmentor Voltage

125

Collision Energy

0

Ionization Mode
ESI

x10 5 |+ESI Scan (rt: 0.2 min) Frag=125.0V ESIH_20181226_ZA ZHC _05.d

2.4
2.2

2
1.8+
1,64
1.4
1.2+

i
0.8
0.6
0.4
0.2

0

323.0915

324.0950

325.0094
)

Formula Calculator Results

313 314 315 316 317 318 319 320 321
Counts vs. Mass-to-Charge (m/z)

322 323 324 325 326 327 328 329 330 331 332 333 334 335

mjz Calc mfz Diff (mDa) Diff (ppm) Ion Formula Ion
323.0915 323.0914 -0.07 -0.21|C19 H15 05 (M+H)+
-— End Of Report —
“i Agilent Technologies Page 10of 1 Printed at: 13:29 on: 12/26/2018

Figure S10. HRMS of compound 12
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Figure S11. "H-NMR spectrum of compound 14
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Figure S12. *C-NMR spectrum of compound 14



Qualitative Analysis Report

Data Filename ESIH_20181226_ZA_ZHC 02.d Sample Name D5-12598-501

Sample Type Sample Position P1-A1l

Instrument Name Agilent G6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1imin.m
Acquired Time 12/26/2018 13:20:22 IRM Calibration Status

DA Method small molecular data analysis method.m Comment ESIH by ZZY

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
125 [t] ESI
%10 5 [+ES| Scan (r: 0.4 min) Frag=125.0V ESIH_20181226_ZA_ZHC_02.d
2] 307.0967
2.5
2_
1.5
1]
308.0997
0.5
ol 3011418 3061117 309.1029  311.0909
1 1 1 1

301 302 303 304 305 306 307 308 309 310 311 312 313 314
Counts vs. Mass-to-Charge (m/z)

Formula Calculator Results

mjz Calcm/z Diff (mDa) Diff (ppm) Ion Formula Ion
307.0967| 307.0963 20.24 -0.77|C19 H15 04 (M+H}+
-— End Of Report —
Agilent Technologies Page 1 of 1 Printed at: 13:21 on: 12/26/2018

Figure S13. HRMS of compound 14
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Figure S14. '"H-NMR spectrum of compound 15
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Figure S15. 3C-NMR spectrum of compound 15



Qualitative Analysis Report

Data Filename ESIH_20181226_ZA_ZHC 03.d Sample Name D5-12598-502
Sample Type Sample Position P1-A2
Instrument Name Agilent G6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Time 12/26/2018 13:22:25 IRM Calibration Status
DA Method small molecular datz analysis method.m Comment ESIH by Z7Y
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
125 ] ESI
x10 5 |+ESI Scan (rt: 0.3 min) Frag=125.0V ESIH_20181226 ZA ZHC 03.d

1.64 323.0901

1.4

1.2

144

0.8+

0.64

0.4 324.0953

0.2+ il

AEZADHS 325.0992 329 0757
o | |
317 318 319 320 321 322 323 324 325 326 327 328 329 330 331 332 333

Formula Calculator Results

Counts vs. Mass-to-Charge (miz)

mjz Calc mfz Diff (mDa) Diff (ppm) Ion Formula Ion
323.0001 323.0014 1.29 3.08|C19 H15 05 (M+H)}+
-— End Of Report —
Agilent Technologies Page 1of 1 Printed at: 13:24 on: 12/26/2018

Figure S16. HRMS of compound 15
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Figure S17. (a) 2D binding mode of 11 against IDO-1; (b) 2D binding mode of 12 against IDO-1; (¢) 2D binding mode of 14 against IDO-1.



