sum sum

Mode
LIG
ZI NC19169954
ZI NC19369903
ZI NC19369905

Model

LI G

Z1 NC19369905
Z1 NC19369903
Z1 NC19169954

Concl usi on:

Tue Aug 02 16: 36: 03 2016 1
Absol ute Bi ndi ng Free Energies (kcal/nol)

i gb=1
-30. 0639
21. 2655
5.7792
0. 8506

i gb=2 i gb=5
-10. 3997 -2.5644
24. 4560 21.9282
9.7970 10. 3785
4. 3569 3. 4888

pb
21.0105
50. 7823
41,2878
30. 6430

Rel ative Bi nding Free Energies (kcal/nol)

i gb=1
0. 0000
30. 9145
35. 8431
51. 3294

i gb=2 i gb=5

0. 0000 0. 0000
14. 7566 6. 0532
20. 1967 12. 9429
34. 8557 24. 4926

identified by docking scoring.

the four

pb
0. 0000
9. 6325
20. 2773
29.7718

docki ng
-9.7
-10.9
-11.0
-5.7

aut odock- vi na docki ng scoring function cannot discrimnate
LI G ZI NC19369905 and ZI NC19369903, while al
explain why the native ligand "LIG'

GB/ PB nodel s can
is much better than the conpounds



