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Cross—-validated
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s 0. 261
HE5E%)

Steric: 65,9
Electrostatic  19.0
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ClogP 4B
1 (1,3-Dimethylbutyl)-N'-phenyl-p-phenylne diamine 541 6.16
2 1H,1H-Perfluorooctanol 2.04 4.91
3 1H,1H, 2H, 2H-Perfluorooctanol 1.44 4.42
4 Diphyenyl 2-ethylhexyl phosphate 5.24 6.86
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LB L > TN T 5 FRSCINERIR SN/aniem,

Substrate

7, 8-Dihydroxy-7, 8-dihydrobenz

olalpyrene
3-Methylcholanthrene
Almotriptan
Atrazine
Benzo[alpyrene
Benzo[alpyrene
Benzo[a]pyrene
Benzo[clphenanthrene
Clozapine
Coumarin
Cyclobenzaprine
Daidzein

DMXAA
Fluvoxamine
Furafylline
Imipramine
JANEX-1
Lidocaine
Lisofylline
PhIP

Primaquine

Promazine

Promazine

Ropivacaine
Ropivacaine
Ropivacaine
Ropivacaine

Rutaecarpine

Product

9, 10~oxide

iPr—CH
3-hydroxylation
7, 8-oxide

6—CH

coumarin 3, 4—epoxide

N-demethylation

6-methylhydroxylation

inf mechanism

O-demethylation
N-DE
pentoxyfylline
N-OH

5-sulphoxidation

N-demethylation
3—~0H-ropivacaine
4~0OH-ropivacaine
2-0B-methyl-ropivacaine
2,6 —pipecoloxylidide
inh
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CYP forml

CYPIAL
CYPIA
CYP3A4
CYP1A2
CYP1A
CYP1A
CYP1A
CYP1A2
CYP1A2
CYP1A1/2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
1A1>2B6>1A2
2C19>2B6>1A1
>1A2
CYP1A2
CYP3A4
CYP3A4
CYP3A4
CYP1A2
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Sanguinarine inh mechanism
Tacrine 7-0H
Tanshinone IIA inf
Terbinafine DHDiol
Terbinafine N-DM
Thalidomide 5,5 —OHs
Theophylline demethylation
Theophylline hydroxylation
Tizanidine ring Ox
Verlukast epoxidation
Zaleplon N-DE
Zolmitriptan N-demethylation
Zolpidem alcohol deriv
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CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A2
CYP1A
CYP1A2
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CYP1A2
CYP1AL
CYP3A4
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N-T-methyl ZOBMLIIAE I3RS carbonyl FDREE
% B,
FESRAN IR ERIR U7 BRfE C N-3-methy) ZEDBR{ LA
BT % LYW 2,

Clozapine @ CYP1A2 7 X ARG

ZOWEILERET 5 3ROMEICE>T, ZDIET
YEDIFEIIR LT T DVBRNFRTD BV NIBICE
BEhd, BRI A TFNELRSH D IFINCH
g5, B trigeer EEDFFTT, K TEIZIBT
Do
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LROERE T, trigger site ~DENINARETH
B, LLERSDUDOMBENIEE 2V, Filzr
N ERRIC S OB RN D D, ZDEE
IIRATE R D,

ZOEET, BT IUVRMPBMEALIZ< B L D1,
pyrene & TIZEET D & A F/AICTE LT-EE & 72
5 (FR), 772U trigger site &72% benzene BRAS
pyrene HEIETNB, Eies VENKICEOND
ATREMED ST N

7T BRD 2EHESE TESERRE OYXEEIME-I
BHEEZ D L ROREINET D,
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ZOEE T, 7TBROCN2EFBRIC Lo T
TUOEENREEESND, ETIEELZRL, Z0k
D NRAF AT B, T2l b & DRSS
EDFMREMENR DB, Eloh BB UVRITBEN-IE
WweEZLND,

Cl

EROREBIL, ETOEUVRBER L2 DA
WRD D, ZORUSNIRBEREEEEZ DD,
Pyrene BIlZ W LTz trigger site & BYLEMIOIEEEDS,
CORBETREL 2D, L LAL) ETFIZBERTRE
LEZXDE EOEEGLRREL 25D,

Ueo TR 25 OBREC NBA TS
B LHlTTE 5,

IR B L ON Y BROBM I E

BHY ., HEEPMEETFERINS,



Perazine M35 FERMEV, UL LIATTEB 2D B0 OGN

Perazine {Z CYPIA2 IZ&L > T N- BiAFUbLER, — w7212 I DT D,

ik SEMrains, oA it N-dimethylpropyl WHANBHAS trigger SN D LERFROBAL L 3-7KEBYULK
SR FERRIC DA L EX D, ZOTbETOR SR B, VAFAT I ER, NUEVREED
BEED LEZXD & pyrene AIBEATE S (TR, i< trigger ST ATHRL LI A Bk OBLAYE S B,

Sa ZOBRIEIL, FHTF OB/ O THEEL 725,
Lin LB RO 3ARERUSIT trigger DR

—BPINT & EETOBEEDZHW-L Y LT

LianeE x5,
N,CH:,
|
CH; o
i
N
H3C/ \/\I
N
S

minor 3-hydroxylation MOEAE

3-Methylcholanthrene DA
t MERIZOWTERBPTHATHLD, 7y bTiE1
[LIS JON2 ALAVKER L S, RIBERD 9, 1038 K UM, 12
BBBILIC &> T A Y FICEESNS, BILATL

A FIALDEE KB LS ERT 5, PAH B LS v FORFI 2
trigger OH LGN IHE EIZAE a7 40— 0 — I CHRERIRE 2 B LASE T3 B,
—NEERICHEIRE SN B 25, ToS-Eke 3-7kEe Pyrene BIZMAT 5 & 1 /KEMUIT T AARIDSRE T

ARITBHO B BERKE W L EE B RS HOHMN, 5 BRVBICFALCIZED, TLUrAFVE
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52 E T 5,

2->1-Hydroxy,
3-hydroxy, 9, 10—, 11, 12-oxides DMERRT 5,

1. 2-Fflicte, 3AEE L3 <, koRdE
C 3-methyl hydroxylation ANE4 5,

Fitting for 2-hydroxylation
BT M VERPR D, A ABKEREV -
IEeEZ B,

B CERNL D TIZ B VBRI AN D EZ BB T & A
DT, l-hydroxylation {9 <ES LR,
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11, 12 oxide ERRSE. B — OEBCREEL /2
b, LOEBILEE LRV,

—77 9, 10~oxide ARSULRNT TERIDENE T pyrene Al A V7 ENEEL=F AL Pyrene BN Y it E 5

WSS 5, BEL LD ZENFRETHD, 7rVRTFEDLIL
1L 2T trigger SROTVWVEREIZ/R>TWA EE X
LD,

9, 10-oxide AERREHL EBRD L 5127 v VRFHEES L@\ T pyrene Al
LTIHHB I L HAHET, FHI=FAEIBRLEND
BEIITESIINE £ 725, Atrazine D trigger (359

Atrazine OBRILAH! WIS, DT UV EASER SRS, EORETE
BT MGSET S FIRCE B,
cl +
Pimobendan OEMVE
* N™ NN CHs  Pinchendan (X PmHAGRR LA ME AR oL 5

/& /)\ )\ Z BB, Pyrene RIZERT % & 3 WFIAFIETE B,
H 3C/\ N N N CH - = O TORBERBGH OEIRY R DB 72
H H RATL/2d, HEIOESHEE LTS, BN

Atrazine BT I MEEDT DO REMETH B,
T DOWYETY, RENOERIAS CYPIA2 IZ X > TEM b & HE—ET@%%@&&W%W&:% FRVENEB N
5, B,
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