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Modified Randic chi-1 index Topological XMOD 29.00
Moran autocorrelation-lagl/weighted by atomic | 2D autocorrelations MATS1e
oo -953.68
Sanderson electronegativities
Mean topological charge index of orderl Galvez  topol.charge | JGI1 45451
indices '
The symbol C-002 corresponds to: CH2R; Atom-centred C-002 23.30
fragments '
H autocorrelation of lag 7/weighted by atomic | GETAWAY H7m -1402.27
masses '
Distance/detour ring index of order 6 Topological D/Dr06 0.58
2" component accessibility directional WHIM | WHIM E2m
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index/ weighted by atomic masses
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MATS1e JGI1 C-002 H7m D/Dr06 E2m XMOD

MATS1e 1

JGI1 0.115 1

C-002 -0.365 -0.419 1

H7m 0.559 0.189 0.021 1
D/Dr06 0.492 -0.071 -0.187 0.191 1

E2m 0.048 0.062 -0.137 -0.184 0.129 1
XMOD 0.654 0.058 -0.283 0.333 0.231 -0.112 1
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chalibration:0-991, Rzprediction:0-982, QZLOO:0-988, QZLGO:O-986, REP(%):2-07, Firain=570.62, Fiest=24.85,
RMSEP=29.015
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No. Compound RI (Exp) 2 RI (SW- E (%)°
MLR) ®
Training set

1 Alpha thujene 930 934.17 0.45
2 Alpha pinene 939 939.98 0.10
3 Sabinene 975 963.40 -1.19
4 Beta pinene 979 967.47 -1.18
5 Alpha terpipinene 1017 1051.76 3.42
6 Beta phellandrene 1030 1037.13 0.69
7 Gamma terpinene 1060 1050.37 -0.91
8 Cis -sabinene hydrate 1070 1093.84 2.23
9 Linalool 1097 1085.95 -1.01
10 Trans- sabinene hydrate 1098 1093.84 -0.38
11 Menthe-2-en-1-ol 1122 111456 -0.66
12 Terpinene -1 1134 1158.58 217
13 Terpinene-4-ol 1177 1159.01 -1.53
14 Alpha terpineol 1189 1153.34 -3.00
15 Geraniol 1253 1246.10 -0.55
16 Delta elemene 1338 1366.67 2.14
17 Beta bourbonene 1388 1420.65 2.35
18 Beta elemene 1391 1429.25 2.75
19 Alpha gurjunene 1410 1402.35 -0.54
20 Beta caryophyllene 1419 1466.50 3.35
21 Beta gurjunene 1434 1431.43 -0.18
22 aromadendrene 1441 1428.23 -0.89
23 Alpha humulene 1455 1478.09 1.59
24 Alloaromadendrene 1460 1432.41 -1.89
25 Germacron-D 1485 1471.25 -0.93
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26 Phenylethy butanoate 1487 1481.64 -0.36
27 Beta selinene 1490 1497.76 0.52
28 Beta-cisguainene 1493 1499.35 0.43
29 bicyclogermacrene 1500 1437.28 -4.18
30 E,E-alpha farnesene 1506 1511.66 0.38
31 Gamma cadinene 1514 152491 0.72
32 Delta cadinene 1523 1506.41 -1.09
33 1-hydroxy-1,7- 1553 1544.26 -0.56
dimethyl-4-isopropyl-2,4-
cyclodecadiene
34 Germacrene B 1561 1558.39 -0.17
35 Germacrene D-4-ol 1576 1600.41 1.55
36 Spathulenol 1578 1601.40 1.48
37 Viridiflorol 1593 1571.04 -1.38
38 Cubenol(1,10-di-epi) 1619 1649.25 1.87
39 gamma Eudesmol(10- 1624 1607.81 -1.00
epi)
40 Alpha cadinol(epi) 1640 1628.88 -0.68
41 Cedr-8(15)-en-10-ol 1652 1633.04 -1.15
42 Alpha cadinl 1654 1632.00 -1.33
43 Benzyl benzoate 1760 1752.18 -0.44
Test set
1 Alpha phellandrene 1003 1014.87 1.18
2 Carvacrol 1089 1082.74 -0.58
3 Trans verbenol 1145 1130.49 -1.27
4 Alpha cubebene 1351 1421.57 5.22
5 Beta copaene 1432 1442.84 0.76
6 Gamma gurjunene 1460 1469.41 0.64
7 Muurola 1494 1521.38 1.83
4(14),5dien(trans)
8 Alphcadinene 1539 1497.07 -2.72
9 Caryophyllene oxide 1583 1612.94 1.89
10 Selina 3,11dien-6- 1644 1639.24 -0.29
alpha-ol
11 Caryophyllene (14- 1670 1686.06 0.96
hydroxy-9-epi-E)
IS bl 22 ol
W o o 0 85 Lo 0k tnlons 315 i
s sl
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1- Relative error prediction(REP)
2 - Leave-one-out (LOO)
3 - Leave- group-out (LGO)
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Quantitative structure-retention relationship (QSRR) study of Covats Index of Boiss Nepeta
macrosiphon
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Abstract

Quantitative structure-Retention relationship (QSRR) studies were performed on the Covats index of the
constituents of Boiss Nepeta macrosiphon. The stepwise method was used to select the appropriate descriptors.
Selected descriptors of this method were used to model and predict the retention index of these compounds by
multiple linear regression (MLR). In order to evaluate the validity of the model, various methods such as using a
test series and rejecting each data step by step were used. The results show the good ability of SR-MLR method
to predict retention index. The coefficients for determining the training and test series were 0.991 and 0.982,
respectively.

Keywords: Quantitative structure-inhibition relationship, Qovats index, multiple linear regression, Boiss Nepeta
macrosiphon
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