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Mor01lm Mor18m MATS2e
Mor01lm 1
Morl8m -0.027 1
MATS2e 0.069 0.190 1
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No. Compound name K.l (Lit)? | K.I. (Cal.)? | Dif.¢ | REY%
Training set
1 Tricyclene 920 8873 | 327 | 36
2 o-Pinene 932 9653 | 33| 36
3 Camphene 944 9342 | 98|
4 B-Pinene 972 ogs1 | 121 | 12
5 Myrcene 980 10522 | 22| 74
6 o-Phellandrene 997 10497 | %27 | 53
7 a-Terpinene 1009 1040.5 3L5 3.1
8 p-Cymene 1011 10261 | Pl 15
9 Limonene 1021 10421 | 21| 21
10 (2)-B-Ocimene 1024 1040 161 46
11 (E)-B-Ocimene 1036 1050 141 14
12 y-Terpinene 1048 1043.2 48 -0.5
13 Linalool 1082 11066 | 246 | 23
14 a-Fenchol 1098 10018 | 82 | .06
15 trans-Pinocarveol 1124 11073 | 187 15
16 Pinocarvone 1137 1083.5 -53.5 -4.7
17 Borneol 1148 10015 | 265 | 49
18 Terpinene-4-ol 1162 11304 | 316 57
19 a-Terpineol 1172 11114 | 806 55
20 Myrtenol 1178 143 | B | 3
21 Bornyl acetate 1267 1279.9 12.9 1
22 5-Elemene 1334 14357 | 10471 74
23 a-Copaene 1377 g7 | 7T 3
24 B-Bourbonene 1384 1406 22 1 15
25 B-Caryophyllene 1420 14453 | 3| 18
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26 B-Gurjunene 1428 14123 11
27 Aromadendrene 1439 14446 | 28 | 04
28 | Alloaromadendrene 1459 14117 | 43| 32
29 y-Muurolene 1471 15034 | 324 | 22
30 Germacrene-D 1477 14794 | 2% | 02
31 |  Bicyclogermacrene 1492 14489 | 1| 29
32 a-Muurolene 1494 14945 | 9° 0

33 y-Cadinene 1507 15048 | 22| 01
34 a-Calacorene 1530 1456.4 -73.6 -4.8
35 a-Cadinene 1532 14938 | 82| 25
36 Germacrene-B 1542 1496.1 -45.9 -3

37 Caryophylene oxide 1571 1670.3 99.3 6.3
38 Globulol 1575 15777 | 27 | o2
39 Viridiflorol 1583 15642 | 188 | 1,
40 | Humulene epoxide I1 1595 16271 | 321 o

41 7-Epi-eudesmol 1611 1613.4 2.4 0.1
42 1-Epi-cubenol 1616 16304 | 4| o9
43 T-Muurolol 1627 16168 | 192 | g
44 a-Muurolol 1629 16006 | 194 | 12
45 T-Cadinol 1632 1630 2 | 01
46 a-Bisabolol 1667 16345 | 25| 19
47 Epi-o-bisabolol 1669 16374 | 316 19

Test set

1 Sabinene 965 9771 | 121 | 13
2 5-3-Carene 1004 976 28 | 28
3 B-Phellandrene 1021 1060 39 | 38
4 Terpinolene 1078 10296 | -484 | 0
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5 Camphene hydrate 1132 10631 | -689 | 81
6 cis-Pinocarveol 1168 11257 | -423 | 36
7 o-Terpinyl acetate 1331 13126 | -184 | L4
8 B-Elemene 1388 14537 | 657 | 47
9 a-Humulene 1452 14884 | 364 | 29
10 B-Selinene 1487 14767 | -103| 97
11 5-Cadinene 1515 14717 | 433 | 29
12 Spathulenol 1567 15568 | -102 | 07
13 Sesquithuriferol 1591 1584.6 -6.4 04
14 | 5-9,10-Eremophilen-11-0l | 1621 16726 | 516 | 32
15 o-Cadinol 1639 16065 | 325 | 2
A : Retention index in literature: ule ss ;s (155 ot
B: Retention index calulated: o.s aculows 51,8 ol
C: Difference : =,
D: Relative Error: _.; sl
1700 X2
1600 X Training set ﬂ%(%
1500 A Test set A K
X
= 1400 ﬁ%
°
£ 1300 x A
g
£ 1200
1100 XX%
XA o
1000 (KA
900
900 1000 1100 1200 1300 1400 1500 1600 1700

Experimental Rls
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150
X Training set
100 A Test set
X
X
50 A % X x
- X A )QK A A X
3 X A X
T o =X KX N A
£ 00 & XX q100 %1300 X w 3500 X* 1700
X X x A
-50 X A
X A
-100 X X
-150

Experimental Ris

o993 4 O (259 yolie cwe y Pistacia atlantica Desf. b8 _uwilul O™ 5 (5183 (Sl Nl (S0 i 5 8lB0 B! 31 Lol (Gouilo Bb palia .0 b
SW-MLR

SW-MLR %954 JSolai Y g,.n;T pLxl 3 Jol> sl Skl SB yolhb N Jous

PRESS Spress(~ SST R2CV® PRESS/SST® REP®
3075162.9863 267.4237 401378.2342 0.0124 7.6615 233407.0706
3086581.6825 267.9197 352262.4416 0.0078 8.7622 234273.7579
3165668.4909 271.3304 259132.4216 0.0000 12.2164 240276.5032
3518810.0873 286.0643 214481.2522 0.0598 16.4061 267080.2030
3333643.8189 278.4360 194541.1884 0.0224 17.1359 253025.9508
3212520.6613 273.3309 256072.2700 0.0007 12.5454 243832.6164
3026969.3826 265.3199 166429.9676 0.0015 18.1876 229749.1416
4135318.6858 310.1132 244800.2829 0.3352 16.8926 313873.6467
3880612.7821 300.4111 180082.7306 0.2966 21.5491 294541.2864
3562451.9719 287.8328 190071.9903 0.0960 18.7426 270392.6533

e Sty Sl B Doy o ¢ game (o bl slie (Sisn a5 ) sdome (3 JST Slasr o (7 smtey Sole Bl Do o aon Conl oo (0 i Soobla il Sla o pame ()
St s Sl (5 IS Sl pge
o g mls Y
SW-MLR g5 4 Pistacia atlantica Desf. (goa18 (g g ! ol a5 S Jow § Slulxo gl N -F
a1 S Sl eslizal b g sl 13 gme LB oSS 3 88 I [ 5bay 1) 65135k Sl m il Sorkd s iy 5 225 3l ¢ ol s
dsdr 53 Jol s 5 amlous |5 aby o 2t Ls (LT (gl el )l SPSS i3le 5 51 ol s ol o & MATLAB 33l 5 55 mal

sl 0TV
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SW-MLR
e Ik ST eyl e (6 oyles

0.977 . s 6
0.976 93T 6
0.975 Adjusted R? < ST e
23 REP (%) © “Zj”_T el
3.0 0se3T &
378 RMSEP © Sl
39.3 93T 6
38.2 sEp ¢ 35T 6
40.7 03037 o
2° RSEP © Sl
2.9 S SIRT
78.9 AE 35T e
151.1 05057 & o
606.8 F 3T (6 e
1455 g3 6

- S o 3ol gl (5 S8 i sl gl (o ¢ S8 i sl sdome 5 80ke s (5 agfﬂwsww)s(cgaﬁmwsﬁfgw%y (o o5, S o510l g i (I
F&a,bT(C 4&&95&;5&:‘-(}4@}?

GA-MLR 9, 4 Pistacia atlantica Desf. (goa1s (5w 31 Jol> b S S § Sluwlxs gulis V-V
)‘}‘C}i‘b‘.‘."‘)"@:ﬁdu)}:‘”;)" &ﬁf&lﬁf.ﬁblﬂ)}é‘}:ﬁﬂ:ﬁchA'MLR -\:\AJ‘}.T ﬁ)ﬂ‘)‘bbb‘b@b@(@‘)‘w
355 bdde ol S Sl 5 Slaasetio Ve A Jlsze sl 53 ks Jools JsS0 50 (oS Cao 5V B ¥ Jols (claas sazes oo

el 0l 03551 ab g 0 (LT (gla el sl 51 JelST S g3 VO B VY sl

GA-MLR g, 3l eslixu! b Pistacia atlantica Desf. oa1s (g yw Jas S S 30 6T (S 3kT Olaskin 31 (& p 9 covin GRS Lo gl v ygd A Jooa

RZ 2
Model . —
number Descriptor Name(s) Training Test Q°L00 | Q°LGO
set set
1 _ - - - -
2 - — _ _ —
3 MATS1p; Mor01m; Morl8m 09723 | 09704 | 0967 | 0.958
4 MATS6e; MATS1p; Mor01m; Mor29m 0.9671 0.9682 0.959 0.950
5 SRWO08; ATS1v; MATS1p; Mor01m; Morl8m 0.973 0.9686 0.964 0.953
6 MATS1p; Morl3u; Mor01m; Morl8m; H6p; R5e 0.9739 0.9699 0.963 0.952
7 MATS1p; Mor01m; Morl8m; Mor21m; Mor25p; Vm; HATS2v 0.9776 0.9641 0.968 0.953

(JQCS)
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Linear Model 1 (3 molecular descriptors)
No. | Symbol Descriptor description Descriptor group | Coefficient g/flfeeir: VIF
1 Intercept - - 645.8892 - -
Moran autocorrelation - lag 1 / weighted by atomic 2D
2 | MATS1p polarizabilities autocorrelations 225.7802 0.014 1.820
3 MorOlm 3D-MOoRSE - signal 01 / weighted by atomic masses 3D-MoRSE 5.6266 0.945 1.131
0.042
4 Mor18m 3D-MoRSE - signal 18 / weighted by atomic masses 3D-MoRSE -193.3676 1.710
Linear Model 2 (4 molecular descriptors)
1 Intercept - - 701.9639 - -
5 | MATS6e Moran autocorrelation - lag 6 / we_lg_h_ted by atomic 2D _ 86.6420 -0.005 1102
Sanderson electronegativities autocorrelations
Moran autocorrelation - lag 1 / weighted by atomic 2D ) )
3 | MATSIp polarizabilities autocorrelations 100.5831 0.007 1.183
4 Mor01m 3D-MoRSE - signal 01 / weighted by atomic masses 3D-MoRSE 5.7891 1.061 1.178
5 Mor29m 3D-MoRSE - signal 29 / weighted by atomic masses 3D-MoRSE 220.9469 -0.049 1.167
Linear Model 3 (5 molecular descriptors)
1 Intercept - - 745.8663 - -
2 | SRwos self-returning walk count of order 08 mo'eccgu'ﬁ;swa'k -0.0009 | -0.009 | 2.066
Broto-Moreau autocorrelation of a topological structure - 2D
3 ATSIV lag 1/ weighted by atomic van der Waals volumes autocorrelations | ~ 1628574 | -0.169 | 1.114
Moran autocorrelation - lag 1 / weighted by atomic 2D
4 | MATSIp polarizabilities autocorrelations 261.2837 0.018 2.109
5 MorOlm 3D-MOoRSE - signal 01 / weighted by atomic masses 3D-MoRSE 5.6431 1.113 1.181
6 Mor18m 3D-MORSE - signal 18 / weighted by atomic masses 3D-MoRSE - 183.9368 0.047 2.039
Linear Model 4 (6 molecular descriptors)
1 Intercept - - 582.5359 - -
Moran autocorrelation - lag 1 / weighted by atomic 2D
2 | MATSIp polarizabilities autocorrelations 109.1306 0.006 2.459
3 Mor13u 3D-MoRSE - signal 13 / unweighted 3D-MoRSE -7.7792 -0.015 2.503
4 Mor01lm 3D-MORSE - signal 01 / weighted by atomic masses 3D-MoRSE 5.5793 0.856 6.099
5 Mor18m 3D-MORSE - signal 18 / weighted by atomic masses 3D-MoRSE - 208.4041 0.041 3.234
6 Hép H autocorrelation of I_ag 6_/_v_ve|ghted by atomic GETAWAY -80.9091 -0.007 2 880
polarizabilities
7 R5e R autocorrelation of lag 5 /Welg_ht_egl by atomic GETAWAY 45 6813 0.120 3690
Sanderson electronegativities
Linear Model 5 (7 molecular descriptors)
1 Intercept - - 673.3378 - -
Moran autocorrelation - lag 1 / weighted by atomic 2D
2 | MATSIp polarizabilities autocorrelations 189.6975 0.012 2.644
3 Mor01m 3D-MoRSE - signal 01 / weighted by atomic masses 3D-MoRSE 4.9306 0.863 | 13.621
4 Mor18m 3D-MORSE - signal 18 / weighted by atomic masses 3D-MoRSE - 172.9809 0.039 1.960
5 Mor21m 3D-MORSE - signal 21 / weighted by atomic masses 3D-MoRSE - 184.0501 0.097 2.115
6 | Mor2sp 3D-MORSE - signal 25/ weighted by atomic 3D-MoRSE 123479 | -0.004 | 1.220
polarizabilities
7 Vm V total size index / weighted by atomic masses WHIM 1.5574 0.058 | 18.732
8 HATS2V Ieverage-welghted_ autocorrelation of lag 2 / weighted by GETAWAY 4129801 | -0.065 7359
atomic van der Waals volumes

(JQCS)
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Model Linear Model Form
number
1 RI1=645.8892 (+18.6) + 225.7802 (£140.5) x MATS1p + 5.6266 (+0.2) x Mor01m -193.3676 (+36.8) x Mor18m
RI=701.9639 (+21.5) - 86.6420 (+34.7) x MATS6e - 100.5831 (+124.8) x MATS1p + 5.7891 (+0.2) x Mor0O1lm +
2 220.9469 (+65.1) x Mor29m
RI=745.8663 (£159.9) - 0.0009 (+0.002) x SRWO08 - 162.8574 (+277.0) x ATS1v + 261.2837 (+153.4) x MATS1p +
3 5.6431 (+0.2) x Mor01m - 183.9368 (+40.7) x Morl8m
RI=582.5359 (+61.3) + 109.1306 (+164.1) x MATS1p - 7.7792 (+25.8) x Mor13u + 5.5793 (+0.4) x Mor01lm -
4 208.4041 (+50.8) x Mor18m - 80.9091 (+183.6) x H6p + 45.6813 (+33.4) x R5e
RI=673.3378 (£112.8) +189.6975 (+159.9) x MATS1p + 4.9306 (+0.5) x Mor01m - 172.9809 (+37.2) x Mor18m -
5 184.0501 (£64.5) x Mor21m -12.3479 (£62.7) x Mor25p + 1.5574 (£2.0) x Vm - 412.9801 (£1122.3) HATS2v

oS Lo gi I hold Jow 33 GA-MLR g5 4 Pistacia atlantica Desf. o318 (g yw 38 09037 9 b 3g0T (Slads gacmo (&1 ol Skl Sl yiolyly A Jooa

e Hldie @bl byl T (e o leds
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41.7 0551

41.9 G558 S
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43.2 05051 (6
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3.1 0551 G

83.8 il
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