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Table S1 Structures of TGFβR1 in the wwPDB as of 07-October-2015 
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Table S2 IC50 values in µM for 22 proprietary compounds as determined in the HTRF assay. 

Compound TGFβR1-T204D TGFβR1-8M TGFβR2-WT TGFβR2-6M 

1 1.243 0.014 0.006 0.004 

2 0.042 0.059 0.024 0.019 

3 0.010 0.054 0.004 0.003 

4 0.304 0.015 0.003 0.002 

5 0.102 0.009 0.004 0.003 

6 0.588 0.157 0.020 0.018 

7 0.257 0.016 0.012 0.010 

8 0.253 0.049 0.022 0.013 

9 0.069 0.009 0.021 0.016 

10 0.018 0.015 0.019 0.018 

11 0.050 0.191 0.039 0.032 

12 0.001 0.005 0.027 0.019 

13 0.001 0.006 0.007 0.005 

14 0.001 0.026 0.027 0.017 

15 0.003 0.040 0.039 0.033 

16 0.129 0.071 0.037 0.030 

17 0.187 0.118 0.072 0.052 

18 0.037 0.029 0.019 0.016 

19 0.002 0.035 0.010 0.009 

20 0.003 0.176 0.317 0.228 

21 0.002 0.007 0.035 0.024 

22 0.001 0.006 0.028 0.023 
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Table S3 Hydrogen bond distances between ligands and protein and through water molecules 

(a) Staurosporine 

 TGFβR1-T204D TGFβR1-8M TGFβR2-6M 

Hydrogen bond HOH Distance, Å HOH Distance, Å HOH Distance, Å 

D281 O...N1  2.9  2.9  3.0 

H283 N...O5  2.8  2.8  2.7 

S 287 OG...HOH 772 2.8     

HOH...601 N4 772 2.8     

N287 ND2    2.9   

 

(b) Compound 1 

 TGFβR1-T204D TGFβR1-8M TGFβR2-6M 

Hydrogen bond HOH Distance, Å HOH Distance, Å HOH Distance, Å 

K 232 [277] NZ...N20  3.0  2.8  2.8 

D281 [326] O...N7  3.0  2.9  2.8 

H283 ]328] N...N6  3.0  2.9  2.9 

E 245 [290] OE2...HOH 713 2.7 728 2.7 703 2.7 

Y249 OH...HOH 713 2.7     

D351 [397] N...HOH 713 3.0 728 2.9 703 2.8 

HOH...HOH 713, 860 2.9 728, 815 2.8   

HOH...O9 860 3.0 815 3.0   

S 287 OG...HOH 786 2.8     

HOH...O29 786 3.0     

N287 [332] ND1...O29    3.1  2.9 

N10-N3  2.7  2.7  2.7 
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Figure S1 Purification of TGFβR2tv2 (237-549)-6M Surface Entropy Reduction Mutant. SDS–

PAGE analysis of the purification of TGFβR2 (237-549)-6M from baculovirus. Samples were 

electrophoresed on a 4–12% Bis-Tris NUPAGE gel and stained with Coomassie Blue. Lane 1, 

molecular-mass markers (kDa); lane 2, crude lysate (10 µg); lane 3, purified His-TVMV-TGFβR2 

(237-549)-6M following nickel-affinity chromatography (5 µg); lane 4, purified His-TVMV-TGFβR2 

(237-549)-6M following Superdex 200 26/60 chromatography (5 µg); lane 5, purified TGFβR2 (237-

549)-6M following TVMV cleavage, nickel-affinity and size-exclusion chromatography (5 µg). 
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Figure S2 Comparison plots of pIC50 values for 22 proprietary compounds in TGFR1-R240D, 

TGFR1-8M, TGFR2-WT and TGFR2-6M 

 

 

 

 



 

 

Acta Cryst. (2016). D72, 658-674, doi:10.1107/S2059798316003624        Supporting information, sup-8 

(a) 

(b) 

(c) 

Figure S3 Stereo diagrams of final model with mFo-DFc staurosporine omit map contoured at 3 

r.m.s.d. for (a) TGFβR1-T204D; (b) TGFβR1-8M; (c) TGFβR2-6M. 
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(a) 

(b) 

(c) 

Figure S4 Stereo diagrams of final model with mFo-DFc compound 1 omit map contoured at 3 

r.m.s.d. for (a) TGFβR1-T204D; (b) TGFβR1-8M; (c) TGFβR2-6M. 
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Figure S5 . Synthetic scheme for compound 1. 

 

 


