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Pairs 1 2 HEIL( NPV )

Mw, logP, #C, #OH,,, a AA, AH, AS,,,,
Vector (252, 7,4, 5¢ ) l>> >< (72,51,47¢ )
(320,1,2,16) 0 __—~ (81, 53, 64¢ )
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Interactlon Vector cran Y ‘s 4 BREE
(252; 7; 4, 5¢ 72, 51; 47e ) Bind (YF—pNOF—722)
@ (320; 1; 2‘Te—60'!f3 48¢ ) Bind

Q (238.6;7,4¢ 8L, 53:64¢ ) Bind .
DX (252, 7 4.5‘ 60, 43, 48¢ ) Non-bind
0,0 (320, 132 1¢ 72 51, 47¢ ) Non-bind ———\
Query Pair l

O 7?7 (220,3,2,3¢ 42,31, 346 )Bind or NonBind ?  5_Fill
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42,088 42,088
10 80 1 +GPGPU3
13.3 ns / day 51.7 ns / day

GROMACS 4.6.2 ( )
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Crizotinib Resistance
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1 year on crizotinib 2 years on crizotinib

Target Protein: ALK


http://ohno.coresv.com/mt_337impressions/archives/2010/12/15/20101215_Crizotinib_structure.png
http://ohno.coresv.com/mt_337impressions/archives/2010/12/15/20101215_Crizotinib_structure.png

AlectinibEALKZ /Y2 & D

Wild type vs 11171T mutant Wild type vs V1180L mutant
UChelix |




ALKZRICL SAlectinibé Dis 8 RAIMEE T OXH=X 4

MP-CAFEE
G coulomb vdw
wild-CH5424802 (green) " 77.74 " 60.41 " 17.33
11171T-CH5424802 (cyan) * 75.06 " 58.04 " 17.02
V1180L-CH5424802(magenta) * 74.55 " 60.01 " 14.54
(kcal/mol)

CH5424802

CH5424802 V/L1180
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