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A knowledge base expert system for the prediction of metabolic fate of Xenobiotics
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q |#1 | |PLAUSIBLE | ara tute: sel |CYP450_|CBHBO 120151 120.05751| 1598431 214 |R2 R3 R1 R2 NHCOCH
7 M2 | PLAUSIBLE se| | CYP450 | CBHEOD 120,151 120.05751| 1593491 1.2 3
M1 W3 sell |UGT | C14H1607 236.275, 296,085 1320270 0.24 _
MZ__|Mol2a/3e PLAUSIBLE o o asell |GST. G1.|CT3HT/NO4S 283342 a0ge|  Tra0zza|  oed |R1R2.R3.R4 = hydrogen, aliphatic or aromatic carbon
M2 140,150,160 M5 PLAUSIBLE o o o| Phase Il [GST, GT,|C13H17ND45 283.342) 283.08783) 17902623 04
M2 HE PLAUSIBLE i o < el |EH C8HI002 138.166) 138.06808 3400548 0.20
ME W7 PLAUSIBLE | 23| Gl no iphatic All Phasell [UGT | C14H1808 314.29 31410017, 21003757 113
ME [I] PLAUSIBLE | 25|l of Benzlic Alcohols | Phasell [UGT | C14HTE08 314.29) 31210017 21003757] 128
ME|17a [IE] PLAUSIBLE | 21| Ovidation of Primary Alochols Phasel |ADH _|csHs03 152143 165204734 a7.98474| 050
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Requirements

CPU Intel Pentium/CeleronZ77=!)—, AMD K6/Athlon/Duron773!)—

N—FTARYEERE | RIE750MB

AEY HIE1GB (2GB#t12)
Operating System
{LE&MEEHEEY—IL

Microsoft Windows XP SP3, Windows Vista SP2, Windows 7

ISIS/Draw 2.5, Symyx Draw 3.1, Symyx Draw 3.2

c-’-c ‘ WRBEALEE

Tel:03-6417-6600 E-mail:ls-marcom@ctc-g.co.jp

# Challenging Tomorrow's Changes

BEEER T )YY1—)3 L RS BRIV TS5 xR —T

SATYL I AEBELR

T141-8522 HREHRNIXKAIG1-2-2 P-bI1LySKIGEZRSILAT—  Tel:03-6417-6600 Fax:03-5434-0061

http://Is.ctc-g.co.jp

© 2017 ITOCHU Techno-Solutions Corporation



