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Oxford Dictionary: Latent: "existing in
hidden, dormant or repressed form, but
usually capable of being evoked, expressed,
or brought to light."

CLOGP calculations are based on
fundamental Physico-Chemical principles,
but this information in Calculation Details
Is seldom viewed or used--only the “bottom
line.”

The CQSAR database of over 13,000 bio-
and over 7,000 PChem equations has
needed a friendly MAP to guide users to
their special needs.

BioLoom and QSAR-Search aim to bring
this ‘Latency’ to Light.




® Favors water over octanol

® May effect transformation to
hydroxylamine or N-nitrosoamine

"
Select Fragment(s)

HBA = 0.41

NH,

Class
Fragment
Carbon
Carbon
ExFragment
ExFragment
ExFragment
Benzylbond

Type
%1

iBranch
tHydrog

E]
iDB=23

Log<P> Contribution Description
Primary Amine [al

6 aliphatic isolating carbons

6 aromatic isclating carbons

2 chain and B cluster branches

17 hydrogens on isolating carbons
4 chain and B alicyclic (net>

2 henzyl honds to simple aromatics
2 normal ortho <HA-1.170)

All fragments measured

i Comment

iMeasured

Chain




QSARs on Oxidoreductase

Total = 982 (176 with Verloop B1 or B5; 37 with Taft ES)
MAO = 24 (6 with B1; 1 with B5; 1 with Taft ES)

[set [N sD | R2 | @ | Rank | Opt | Action [Equation
\10209‘ 37] 0105\ 0876‘ 0831‘ s \ 3.&99\ Iug%:‘0.5‘0!09}’—07‘BILIN(CIngF)705‘B1-4+05-51-8—0.312*31

1 match was found.

Set [10209

Show Similar Sets

System MONOAMINE OXIDASE-B (MAO-B)

Class Oxi

[Compound [XANTHONE DERIVATIVES

Action ICg0: INHIBITORY ACTIVITY OF XANTHONE DERIVATIVES TOWARDS
MAO-B

Reference |GNERRE,C., THULL,U., GAILLARD,P., CARRUPT P.-A, TESTAB.,
FERNANDES,E., SILVAF., PINTO,M., PINTO,M.M.M., WOLFENDER,J.-L.,
HOSTETTMANN, K., CRUCIANI,G., HELVETICA CHIMICA ACTA, 84, 552-
570(2001) R6659

Note I=1 FOR THE PRESENCE OF AT LEAST ONE OH GROUP,I1=1 FOR THE
PRESENGE OF AT LEAST ONE OME GROUP AND [2=1 FOR THE
PRESENCE OF AT LEAST ONE ME GROUP

Parameters |iog '/ ClogP GMR NVE MgVol 11 12 0 0* 0" B1-1 B1-2 B1-3 B1-4 B1-5 B1-
6 B1-7 B1-8 MR-1 MR-2 MR-3 MR-4 MR-§ MR-6 MR-7 MR-8 BILIN(ClogP)
Equation liog '/ = 0.486(20.124)ClogP - 0.694(£0.303)BILIN(ClogP) - 0.324(£0.170)i2 -
0.498(£0.237)B1-4 + 0.548(0.305)B1-8 + 3.091(£0.485)

n=32, r2=0.876, q=0.831, s.d.=0.105, Opt.=3.899

Parent c1(*)e(*)e(*)e(*)e20e3e(*)e(*)e(*)e(*)e3C (=0)c21

[ -{Dej piction

Ground water contaminant in San Antonio, TX.




Action Ecquation
logP =[0.7-logP + 1.4
logP =1 3P" - 09P"2 + 0.8
logP =[1.1-P" + 1.3
log ' =0.9MlogP +0.2
2339 LOG%Y/V =6 1-logP- 1.3 logF? - 7.0
2148 log W =|1.2logP- 1.7 BILIN{logF) + 0.6 CMR - 5.1
log RER =0 2logP-171-05
log WA:'RE =0 0:NVE - 2.5-MgVol + 1 1logP" + 0.8
log ' =06 logP + DONVE + 15
log % =[3-1-CMR - 6.1-MgVol - 1.0
log ' =|0.8logP - 1.3 BILIN(logF) + 1.1 CMR - 2.6-MgVol + 0.6
log ' =[0.5-ClogP + 0.0NVE + 1.4
log 4 =[1.0-ClogP + 0.4
log BCF =0.8legP-09
log W =[1.1legP + 06

log b =[0.9logP + 1.3

log 4 =[0.9logP + 11

log b =[0.91logP + 14

log W =07 legP+ 15
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<< Description: Compound Name: TRICHLOROETHYLENE Class v

Equation Terms: Siructure: Listing Type: Equation v

Advanced Search [ CleerAll || Search
=

y 07 7¢ =S[00 STogr T oot
11111| 48] 0.215] log £ =[P 9CMR - 0.3

1112 47 0208 log "2 =[1 9CMR - 0.2.CMR? - 1 7
12112 37 0432 log Y% =B logP+ 0.0NVE + 15

64 matches were found

Set 12112
Show Similar Sets

System HUMAN

Class Hurmnan

Compound [MISCELLANEOUS

Action DEATHLD100

Reference [KING LA MEETING OF INTERNATIONAL ASSOCIATION OF FORENSIC
TOXICOLOGISTS, AUGUST 25-30 1985, RIGI KALBAD SWITZERLAND ED'S H
AND R BRANDENBERGER 1987 R5172

Note 1=I FOR POLAR COMPOUNDS, S=WATER SOLUBILITY IN UG/ML
Parameters |joq 1 logP 110g Vs LOGC ClogP CMR NVE

Equation liog 1 = 0.606(£0.164)log P + 0.017(%0.004)NVE + 1.451 (£0.355)

n=37, #=0852, q’=0820, s.d.=0432

log % it Compound
545 199 MORPHINE
524 |-008

Other QSARs of special interest in hazard assessment would
be: #10440, BBB penetration; #6777, heart cell communication;
#6121, soil absorption; #3609, fungicidal strength.
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