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C GB VS Chemical Genomics-based Virtual Screening
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l Interaction 1
Pairs 2

Mw, logP, #C, #OH,,, : AA, AH, AS,,,
Vector  (252,7,4,5, ... (72,51, 47

) P )
(320,1,2,1,..) © (81,53, 64, ...)
(238,6,7,4,..) O ~——— ;(60 43,48, ...)

. J

Interaction Vector . Y rees 4.

P (252:7,4,5, ... 72, 51,47 ...) Bind
(320;1;; o g3 : 48: ...) Bind

ca ) (23867, 4, ... 81, 53, %4: ...) Bind .
DX (252,7, 14, 5‘_,60 43, 48, ...) Non-bind

Ox] (320,1,:2,4, ...372i 51, 47, ...) Non-bind ,

3.

2 PCT/JP2007/ 60736

1. PCT/IP2006/312858
Query Pair l
O ?j (220,3,2,3,...42,31,34,...)Bind or Non-Bind? 5.
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MID_ CAFEE Massively Parallel Computation of Absolute binding Free Energy

MP-CAFEE Docking)
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MP-CAFEE AG complex
Soft-core Potential

Soft-core Potential:

U ,7#)=3

o |
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N
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AGin = AGi2 + AG23 + AG3a+...+ AGnan
| \ y
AN
AG_complex 32 A points

6 sampling velocities >< 32 A points = 192 ensemble MDs
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MP-CAFEE

AG complex

MD (50 ns) :
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Docking
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KBDD

“K”” supercomputer-based drug discovery consortium
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