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Supplementary Figure S1. Binding Modes of SJ-C1044 in BRAF V600E (PDB 

Code: 5C9C).
The binding modes of SJ-C1044 and BRAF V600E were determined using Discovery Studio software. The 

binding energy was subsequently calculated and optimized. Among the identified binding modes, the predicted 

binding mode is designated as mode 1 due to its lowest CDOCKER Energy value.
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Supplementary Figure S2. Binding Modes of SJ-C1044 in VEGFR2 (PDB Code: 

3CP9) The binding modes of SJ-C1044 and VEGFR2 was determined using Discovery 

Studio software. The binding energy was subsequently calculated and optimized
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Supplementary Figure S3. Binding Modes of SJ-C1044 in CSF1R (PDB Code: 

3KRL) The binding modes of SJ-C1044 and CSF1R was determined using Discovery 

Studio software. The binding energy was subsequently calculated and optimized
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Supplementary Table S1

SJ-C1044 @ 10 µM
Kinase

 (% inhibition)

1 TIE2 97

2 VEGFR2 91

3 c-RAF(h) 86

4 B-Raf(V600E)(h) 80

5 CSF1R(h) 70

6 B-Raf(h) 68

7 FGFR3(h) 48

8 A-Raf(h) 44

9 cSRC(h) 38

10 PI3Kinase(p110a(H1047R)/p85a)(m) 37

11 Fyn(h) 27

12 PI3Kinase(p110a(E542K)/p85a)(m) 24

13 PI3Kinase(p110a/p85a)(h) 23

14 PI3Kinase(p110a(E545K)/p85a)(m) 20

15 BTK(h) 18

16 Yes(h) 17

17 PKBα(h) 15

19 Met(h) 13

20 ATM(h) 12

21 PDGFRβ(h) 11

22 PKCι(h) 11

23 CDK7/cyclinH/MAT1(h) 10

24 PKCβII(h) 10

25 MST2(h) 9

26 p70S6K(h) 8

27 ATR/ATRIP(h) 8

28 PKCθ(h) 5

29 CK1(y) 4

30 Rsk3(h) 4

31 Aurora-A(h) 3

32 CSK(h) 3

33 Flt3(h) 3

34 PAR-1Bα(h) 3

35 PKCη(h) 3

36 PKD2(h) 3

37 CaMKIV(h) 2

38 CDK2/cyclinE(h) 2

39 PKBγ(h) 2

40 MEK1(h) 1

41 PKBβ(h) 1

42 PKCγ(h) 1

43 PKCζ(h) 1

44 CHK2(h) 0

45 CK1δ(h) 0

46 PDK1(h) 0

47 Rsk1(h) 0

48 Bmx(h) -1

49 PAK2(h) -1

50 CHK1(h) -2

51 PKA(h) -2

52 PRK2(h) -2

53 MAPK1(h) -3

54 PKCμ(h) -3

55 EGFR(h) -4

56 NEK2(h) -4

57 Rsk2(h) -4

58 CaMKIIβ(h) -5

59 CDK6/cyclinD3(h) -5

60 GSK3β(h) -5

61 PKCε(h) -5

62 A-Raf(h) -6

63 EphB4(h) -6

64 CDK3/cyclinE(h) -7

65 MAPK2(h) -7

66 CDK2/cyclinA(h) -8

67 EphB2(h) -8

68 CDK1/cyclinB(h) -10

69 PDGFRα(h) -10

70 CK2(h) -11

71 Ros(h) -12

72 Rsk1(r) -12

73 PKCα(h) -14

74 PKCδ(h) -14

75 PRAK(h) -15

76 CDK5/p35(h) -19

77 IGF-1R(h) -24

78 Syk(h) -26

79 SGK(h) -34
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