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Table S1 100 features identified with MEGA-DEX DET stationary phase in D as true positives by tile-based F-ratio analysis, along with retention information

Feature no. Name Similarity  Probability CAS Quant mass F-ratio Mean tr (sec)  Mean %tr(sec)  %RSD tr  %RSD tr
1 Geraniol 918 6674 106-24-1 69 2.64E+15 2056 3.36 0 0
2 Phenethyl alcohol 940 9506 60-12-8 91 5.57E+14 1736 3.23 0 4.27E-14
3 Nerol 940 7760 106-25-2 69 5.12E+14 1992 3.14 0 0
4 Farnesol 929 3256 3790-71-4 69 3.98E+14 4056 411 0 0
5 Citronellol | 930 5264 106-22-9 69 3.81E+14 1912 3.32 0 0
6 Phenylethyl tiglate 946 9502 55719-85-2 104 1.90E+14 3392 6.06 0 3.03E-14
7 B-Eudesmol | 896 6331 473-15-4 59 1.72E+14 3624 5.26 0 0
8 Citronellyl formate 956 6287 105-85-1 69 1.65E+14 1840 3.76 0 3.67E-14
9 epi-y-Eudesmol 919 5835 1209-71-8 189 1.61E+14 3448 5.32 0 3.46E-14
10 B-Myrcene 852 2616 123-35-3 69 1.56E+14 2008 4.15 0 2.22E-14
11 Geranial 914 8798 141-27-5 69 1.50E+14 1912 4.69 0 1.96E-14
12 Isomenthone | 951 5497 491-07-6 112 1.06E+14 1352 3.77 0 3.66E-14
13 Citronellol 11 850 3500 106-22-9 81 1.05E+14 1976 2.95 0 1.56E-14
14 Geranyl acetate 889 3238 141-12-8 69 9.83E+13 2376 4.46 0 0
15 n-Hexadecanoic acid 850 5332 57-10-3 57 9.79E+13 5192 3.23 0 4.27E-14
16 Geranyl tiglate 894 7374 7785-33-3 69 9.72E+13 3776 5.00 0 0
17 y-Eudesmol 917 5857 1209-71-8 189 9.29E+13 3536 4.92 0 1.87E-14
18 Linalool 944 8299 78-70-6 71 8.53E+13 1224 2.77 0 3.32E-14
19 Isomenthone Il 946 5312 491-07-6 112 7.89E+13 1448 3.88 0 2.37E-14
20 Calamenene 817 9142 73209-42-4 159 7.82E+13 2936 5.00 0 0
21 Methyl geranate 881 7536 2349-14-6 69 7.72E+13 2104 4.32 0 2.13E-14
22 Citronellyl butyrate 968 6355 141-16-2 81 7.47E+13 2944 4.15 0 2.22E-14
23 Geranic acid 964 7856 4698-08-2 69 7.20E+13 2960 2.93 0 0
24 Phenethyl acetate 933 8575 103-45-7 104 5.78E+13 1912 5.20 0 1.77E-14
25 Terpinen-4-ol 925 6976 562-74-3 71 5.42E+13 1552 3.48 0 3.96E-14
26 Neryl propionate 902 3165 105-91-9 69 4.49E+13 2768 4.50 0 0
27 Eugenol 950 6575 97-53-0 164 3.94E+13 2488 4.97 0 0
28 a-Terpineol | 939 8177 98-55-5 59 3.24E+13 1672 3.55 0 2.59E-14
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93 B-Bourbonene | 888 9509 119903-95-6 80 1.20E+12 2200 3.60 0 2.55E-14
94 Aromandendrene 916 2211 489-39-4 91 1.17E+12 2616 4.25 0 0
95 Spathulenol 11 806 3438 77171-55-2 105 1.13E+12 3248 5.01 0 0
96 Globulol 932 3693 489-41-8 69 1.08E+12 3304 4.69 0 1.96E-14
97 Farnesyl acetone 833 2884 1117-52-8 69 1.07E+12 4608 4.96 0 1.85E-14
98 Drim-8(12)-ene | 848 5647 168113-16-4 95 1.07E+12 5160 5.58 0 1.65E-14
99 Phenylacetaldehyde 923 8272 122-78-1 91 9.49E+11 1096 3.95 0 2.33E-14
100 para-Cymene 924 6804 99-87-6 119 7.81E+11 856 2.53 0 1.82E-14
Table S2 100 features identified with Rt-BDEXsp stationary phase in 1D as true positives by tile-based F-ratio analysis, along with retention information
Feature no. Name Similarity  Probability CAS Quant mass F-ratio Mean 'tz (sec)  Mean 2tr(sec)  %RSD tr  %RSD 2tr
1 Phenylethyl tiglate 939 9315 55719-85-2 104 4.10E+14 4026 3.69 0 2.49E-14
2 Citronellyl formate I1 957 6814 105-85-1 69 2.51E+14 2436 2.46 0 1.87E-14
3 Menthone 941 5088 10458-14-7 112 2.37E+14 1980 2.67 0 3.44E-14
4 Geranyl formate 894 3786 105-86-2 69 2.19E+14 2586 2.69 0 0
5 Linalool | 927 8248 78-70-6 71 1.04E+14 1764 2.00 0 0
6 Linalool I 947 8768 78-70-6 71 9.58E+13 1806 1.96 0 3.52E-14
7 epi-y-Eudesmol 900 5773 1209-71-8 189 9.26E+13 4026 3.43 0 0
8 Phenethy! alcohol 939 9603 60-12-8 91 8.99E+13 2298 2.27 0 0
9 Farnesol 923 4184 4602-84-0 69 8.15E+13 4614 2.85 0 3.23E-14
10 Linalyl acetate 915 6168 115-95-7 93 7.13E+13 2244 2.52 0 1.82E-14
11 Geranyl tiglate 916 8321 7785-33-3 69 7.08E+13 4350 3.25 0 0
12 Germacrene D 927 5631 23986-74-5 161 7.08E+13 3186 3.18 0 0
13 Geraniol 944 6910 106-24-1 69 6.11E+13 2628 251 0 3.66E-14
14 B-Eudesmol | 909 6962 473-15-4 59 5.90E+13 4272 343 0 0
15 Citronellyl formate | 875 4621 105-85-1 69 5.13E+13 2424 2.70 0 1.70E-14
16 Calamenene 805 9160 73209-42-4 159 5.09E+13 3438 3.45 0 2.66E-14
17 Citronellol 883 4585 106-22-9 81 4.11E+13 2508 2.18 0 0
18 Geranyl acetate 896 3372 141-12-8 69 4.03E+13 2928 2.92 0 3.15E-14
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19078-39-8
33440-00-5

81
82
104
105
95
93
105
105
69
95
71
91
81
73
57
71
81
71
81
93
109
55

1.13E+12
1.06E+12
1.05E+12
1.00E+12
9.83E+11
8.98E+11
8.96E+11
8.84E+11
8.76E+11
8.69E+11
8.16E+11
7.87E+11
7.87E+11
7.85E+11
7.42E+11
7.39E+11
7.37E+11
7.31E+11
7.21E+11
6.95E+11
6.88E+11
6.84E+11

4296
3264
4032
3426
5958
3318
3732
2958
4116
6336
5604
4128
2706
6672
4446
2172
2730
2136
5904
4428
3780
4764

3.33
3.56
4.61
3.28
3.12
3.28
3.56
3.16
2.98
457
2.83
3.44
2.75
1.47
2.59
2.26
2.77
2.34
3.15
3.59
3.24
3.01
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4.14E-14
2.58E-14
0
2.80E-14
1.47E-14
2.80E-14
2.58E-14
2.91E-14
3.09E-14
2.01E-14
3.25E-14
1.34E-14
0
1.56E-14
3.55E-14
4.07E-14
3.32E-14
1.96E-14
2.92E-14
5.12E-14
4.26E-14
3.05E-14

Table S3 Enantiomeric composition and separation factors of selected chiral terpenes in studied essential oils obtained with column set-up 2

Feature no. Compound EC, % k
AK3 IREMK1 IREMK2 IREMK4 IREMKS5
1 Citronellol | 71,88 74,59 72,83 75,67 66,75 104
2 Citronellol 11 28,12 2541 27,17 24,33 33,25 '
3 Drim-8(12)-enel 31,40 43,76 26,53 26,85 70,05 112
4 Drim-8(12)-ene Il 68,60 56,24 73,47 73,15 29,95 '




5 Guaia-6,9-diene | 29,10 51,27 44,56 60,71 46,03 101
6 Guaia-6,9-diene Il 70,90 48,73 55,44 39,29 53,97 '

7 Isomenthone | 61,98 63,15 20,16 56,96 53,59 108
8 Isomenthone 11 38,02 36,85 79,84 43,04 46,41 '

9 Rose oxide | 55,81 48,90 41,53 35,17 41,69

10 Rose oxide I1 1,16 1,06 1,50 1,25 36,55 1:83
11 Rose oxide I11 43,03 50,05 56,97 63,58 21,76

13 Spathulenol 11 72,60 92,57 6,03 55,60 27,64 189
12 Spathulenol | 27,40 7,43 93,97 44,40 72,36 '
14 a-Terpineol | 4416 48,06 41,15 46,27 33,65 102
15 a-Terpineol |1 55,84 51,94 58,85 53,73 66,35 '
16 B-Bourbonene | 8,52 37,68 20,69 23,27 16,93

17 B-Bourbonene I1 90,42 51,59 41,51 48,45 43,98 1:23
18 B-Bourbonene 111 106 10,73 37,80 28,28 39,09

19 B-Eudesmol | 57,90 74,30 63,69 73,63 53,44 100
20 B-Eudesmol 11 42,10 25,70 36,31 26,37 46,56 '

Table S4 Enantiomeric composition and separation factors of selected chiral terpenes in studied essential oils obtained with column set-up 3

Feature no. Compound EC, % k
AK3 IREMK1 IREMK2 IREMK4 IREMK5

1 Citronellyl formate | 42,60 30,42 30,93 36,83 53,47 10
2 Citronellyl formate Il 57,40 69,58 69,07 63,17 46,53 !
3 Linalool 1 32,88 45,39 29,51 34,21 47,94 10
4 Linalool 11 67,12 54,61 70,49 65,79 52,06 '
5 Rose oxide | 65,07 66,93 64,28 63,47 76,12 11
6 Rose oxide I1 34,93 33,07 35,72 36,53 23,88 !
7 B-Eudesmol | 69,11 59,93 74,99 54,98 64,61 10
8 B-Eudesmol II 30,89 40,07 25,01 45,02 35,39 '
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Figure S1 PCA results - scores a) and loadings b) plots for 100 identified features with indication of discrimination
between different essential oils on column set-up 2
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Figure S2 PCA results - scores a) and loadings b) plots for 100 identified features with indication of discrimination
between different essential oils on column set-up 3
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Figure S3 Dendrogram obtained for the reduced feature set obtained on column set-up 2
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Figure S4 Dendrogram obtained for the reduced feature set obtained on column set-up 3
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Figure S5 PCA results - scores a) and loadings b) plots for 10 identified features with indication of discrimination
between different essential oils on column set-up 2
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Figure S6 PCA results - scores a) and loadings b) plots for 10 identified features with indication of discrimination
between different essential oils on column set-up 3

11



6 i
5r i
g4 :
5
a3t ]
2r i
1 i
oA S 0 N LD N D
RO «-"’\Q\} {g’;}\@‘ «-”’?g-‘“?g-”’ EE
FEFELEE Qg’ ‘23’ \Qg’ \Qg’ \Qg’ &
Samples

Figure S7 Dendrogram obtained for the 100-feature set obtained on column set-up 2
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Figure S8 Dendrogram obtained for the 100-feature set obtained on column set-up 3
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