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Figure S1. The docking binding mode of compound a (wheat) with IDO1. 
[image: ]

Figure S2. The docking binding mode of compound c (purple) with IDO1. 
[image: ]





Figure S3. The docking binding mode of compound erlotinib (pale-yellow) with IDO1. 
[image: ]









[bookmark: _Toc50642870][bookmark: _Toc50642871]Figure S4-1. 1H NMR spectrum (600MHz, DMSO-d6) of compound a

Figure S4-2. 13C NMR spectrum (150MHz, DMSO-d6) of compound a














Figure S5-1. 1H NMR spectrum (600MHz, DMSO-d6) of compound b









[bookmark: _Toc50642827]Figure S5-2. 13C NMR spectrum (150MHz, DMSO-d6) of compound b













Figure S6-1. 1H NMR spectrum (600MHz, DMSO-d6) of compound c






[bookmark: _Toc50642874]Figure S6-2. 13C NMR spectrum (150MHz, DMSO-d6) of compound c


















Figure S7-1. 1H NMR spectrum (600MHz, DMSO-d6) of compound d






Figure S7-2. 13C NMR spectrum (150MHz, DMSO-d6) of compound d










[bookmark: _Toc50642831]Figure S8-1. 1H NMR spectrum (600MHz, DMSO-d6) of compound e






[bookmark: _Toc50642832]Figure S8-2. 13C NMR spectrum (150MHz, DMSO-d6) of compound e















image5.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5 11.0 11.5

f1 (ppm)

0.0E+00

5.0E+07

1.0E+08

1.5E+08

2.0E+08

2.5E+08

3.0E+08

3.5E+08

4.0E+08

4.5E+08

3

.

2

4

3

.

0

5

4

.

1

1

4

.

1

0

1

.

0

4

2

.

0

0

3

.

0

1

2

.

0

3

2

.

0

0

1

.

0

0

1

.

0

0

1

.

0

1

1

.

0

1

3

.

3

6

3

.

3

9

3

.

7

6

3

.

8

1

4

.

2

9

4

.

3

4

7

.

2

4

7

.

5

1

7

.

5

4

7

.

6

4

7

.

6

5

7

.

6

6

7

.

6

8

7

.

9

4

7

.

9

5

7

.

9

9

8

.

0

0

8

.

3

8

8

.

5

0

9

.

3

4

9

.

6

3


oleObject2.bin

image6.emf
0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

f1 (ppm)

0.0E+00

5.0E+07

1.0E+08

1.5E+08

2.0E+08

2.5E+08

3.0E+08

3.5E+08

4.0E+08

4.5E+08

5

8

.

8

2

5

8

.

8

8

6

8

.

5

1

6

8

.

8

4

7

0

.

5

4

7

0

.

6

1

1

0

3

.

6

9

1

0

8

.

6

6

1

0

9

.

4

4

1

1

9

.

4

8

1

2

0

.

1

5

1

2

0

.

4

9

1

2

1

.

0

3

1

2

2

.

7

3

1

2

9

.

2

1

1

2

9

.

5

9

1

3

0

.

4

2

1

3

0

.

9

9

1

3

7

.

1

3

1

4

0

.

6

1

1

4

7

.

4

5

1

4

7

.

8

1

1

4

8

.

5

8

1

5

3

.

4

2

1

5

4

.

0

8

1

5

6

.

8

8


oleObject3.bin

image7.emf
N

N

O

O

O

O

NH

N

N

N

b

Chemical Formula: C

29

H

30

N

6

O

4

Exact Mass: 526.23



image8.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5 11.0 11.5

f1 (ppm)

-2000

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

15000

16000

17000

18000

19000

20000

21000

22000

23000

24000 3

.

0

4

3

.

0

4

4

.

0

8

4

.

0

7

2

.

0

9

1

.

0

0

6

.

0

0

1

.

0

1

2

.

0

1

1

.

0

0

1

.

0

0

1

.

0

0

1

.

0

3

3

.

3

6

3

.

3

9

3

.

7

5

3

.

8

1

4

.

2

9

4

.

3

3

5

.

6

7

7

.

2

4

7

.

3

6

7

.

3

8

7

.

3

9

7

.

4

0

7

.

4

1

7

.

4

6

7

.

4

7

7

.

5

6

7

.

5

7

7

.

9

3

8

.

2

7

8

.

4

9

8

.

6

7

9

.

5

6


oleObject5.bin

image9.emf
0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

5

3

.

5

3

5

8

.

8

2

5

8

.

8

8

6

8

.

5

1

6

8

.

8

3

7

0

.

5

4

7

0

.

6

0

1

0

3

.

6

9

1

0

8

.

6

8

1

0

9

.

4

3

1

1

9

.

2

3

1

2

0

.

7

9

1

2

2

.

1

2

1

2

2

.

2

8

1

2

8

.

4

2

1

2

8

.

6

6

1

2

9

.

3

0

1

2

9

.

4

8

1

3

1

.

3

9

1

3

6

.

5

0

1

4

0

.

5

2

1

4

7

.

1

2

1

4

7

.

4

4

1

4

8

.

5

6

1

5

3

.

4

0

1

5

4

.

0

6

1

5

6

.

8

3


oleObject6.bin

image10.emf
N

N

O

O

O

O

NH

N

N

N

c

Chemical Formula: C

30

H

32

N

6

O

4

Exact Mass: 540.25



image11.emf
0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5

f1 (ppm)

-5.0E+07

0.0E+00

5.0E+07

1.0E+08

1.5E+08

2.0E+08

2.5E+08

3.0E+08

3.5E+08

4.0E+08

4.5E+08

5.0E+08

5.5E+08

6.0E+08

6.5E+08

2

.

0

4

3

.

1

5

3

.

0

3

4

.

0

9

4

.

0

6

2

.

0

4

4

.

0

1

1

.

9

8

1

.

0

0

0

.

9

9

1

.

0

1

0

.

9

8

0

.

9

9

1

.

0

5

0

.

9

7

1

.

0

0

3

.

2

3

3

.

2

4

3

.

2

5

3

.

3

6

3

.

3

8

3

.

7

5

3

.

8

1

4

.

2

9

4

.

3

3

4

.

6

7

4

.

6

8

4

.

6

9

7

.

2

0

7

.

2

2

7

.

2

3

7

.

2

4

7

.

2

8

7

.

2

9

7

.

3

0

7

.

4

4

7

.

4

5

7

.

4

7

7

.

5

0

7

.

5

2

7

.

8

8

7

.

9

0

7

.

9

3

8

.

2

4

8

.

4

9

8

.

5

3

9

.

5

6


oleObject8.bin

image12.emf
-10 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

f1 (ppm)

0.0E+00

5.0E+07

1.0E+08

1.5E+08

2.0E+08

2.5E+08

3.0E+08

3.5E+08

4.0E+08

4.5E+08

3

6

.

0

4

5

1

.

1

2

5

8

.

8

2

5

8

.

8

7

6

8

.

5

1

6

8

.

8

3

7

0

.

5

3

7

0

.

6

0

1

0

3

.

6

8

1

0

8

.

6

6

1

0

9

.

4

3

1

1

9

.

1

7

1

2

0

.

6

9

1

2

1

.

8

8

1

2

2

.

1

9

1

2

7

.

0

8

1

2

8

.

9

2

1

2

9

.

1

7

1

2

9

.

4

8

1

3

1

.

5

4

1

3

8

.

1

1

1

4

0

.

5

1

1

4

6

.

5

9

1

4

7

.

4

2

1

4

8

.

5

6

1

5

3

.

3

9

1

5

4

.

0

6

1

5

6

.

8

4


oleObject9.bin

image13.emf
N

N

O

O

O

O

NH

N

N

N

I

d

Chemical Formula: C

29

H

29

IN

6

O

4

Exact Mass: 652.13



image14.emf
2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5 11.0

f1 (ppm)

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

3

.

0

4

3

.

0

0

4

.

0

7

4

.

0

9

2

.

0

6

2

.

0

0

1

.

0

4

2

.

0

0

1

.

0

2

3

.

0

0

1

.

0

0

1

.

0

0

1

.

0

1

1

.

0

0

3

.

4

1

3

.

4

3

3

.

8

0

3

.

8

5

4

.

3

4

4

.

3

7

5

.

7

5

7

.

1

9

7

.

2

0

7

.

2

1

7

.

2

8

7

.

4

9

7

.

5

1

7

.

5

2

7

.

6

2

7

.

6

3

7

.

9

5

7

.

9

7

7

.

9

8

8

.

0

0

8

.

0

2

8

.

3

2

8

.

5

4

8

.

6

4

9

.

6

3


oleObject11.bin

image15.emf
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

15000

5

8

.

0

3

5

8

.

8

3

5

8

.

8

8

6

8

.

5

2

6

8

.

8

4

7

0

.

5

4

7

0

.

6

0

9

9

.

7

0

1

0

3

.

7

2

1

0

8

.

5

8

1

0

9

.

4

2

1

1

9

.

3

0

1

2

0

.

8

8

1

2

2

.

3

8

1

2

2

.

5

2

1

2

9

.

3

8

1

2

9

.

4

9

1

3

0

.

1

7

1

3

0

.

8

0

1

3

1

.

3

2

1

3

8

.

3

6

1

4

0

.

0

0

1

4

0

.

5

0

1

4

6

.

9

3

1

4

7

.

3

0

1

4

8

.

5

7

1

5

3

.

3

4

1

5

4

.

0

9

1

5

6

.

8

6


oleObject12.bin

image16.emf
N

N

O

O

O

O

NH

N

N

N

Br

e

Chemical Formula: C

29

H

29

BrN

6

O

4

Exact Mass: 604.14



image17.emf
1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5

f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000 3

.

1

1

3

.

0

1

4

.

1

2

4

.

0

0

2

.

0

3

2

.

0

0

1

.

0

1

2

.

0

1

1

.

0

0

1

.

0

0

1

.

9

9

1

.

0

1

1

.

0

1

1

.

0

3

1

.

0

0

3

.

3

6

3

.

3

8

3

.

7

5

3

.

8

1

4

.

2

9

4

.

3

3

5

.

7

6

7

.

2

4

7

.

2

5

7

.

2

6

7

.

3

5

7

.

4

5

7

.

4

5

7

.

4

7

7

.

4

8

7

.

5

8

7

.

5

9

7

.

7

2

7

.

7

3

7

.

9

0

7

.

9

2

7

.

9

3

8

.

2

7

8

.

5

0

8

.

6

3

9

.

6

0


oleObject14.bin

image18.emf
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

5

3

.

6

3

5

8

.

8

3

5

8

.

8

8

6

8

.

5

2

6

8

.

8

4

7

0

.

5

3

7

0

.

6

0

1

0

3

.

7

2

1

0

8

.

5

3

1

0

9

.

4

1

1

1

9

.

3

3

1

2

0

.

9

1

1

2

2

.

4

1

1

2

2

.

5

3

1

2

3

.

3

7

1

2

8

.

8

3

1

2

9

.

5

0

1

3

0

.

9

4

1

3

1

.

0

0

1

3

1

.

3

2

1

3

3

.

4

2

1

3

5

.

2

8

1

4

0

.

4

7

1

4

6

.

9

2

1

4

7

.

2

2

1

4

8

.

5

8

1

5

3

.

3

1

1

5

4

.

1

0

1

5

6

.

8

8


oleObject15.bin

image1.tiff




image2.tiff




image3.tiff




image4.emf
N

N

O

O

O

O

NH

N

N

N

a

Chemical Formula: C

28

H

28

N

6

O

4

Exact Mass: 512.22


