Table S1. Identification of volatile constituents in Rosa samples.

No. Compounds (:11:;) Zf) CAS Cf(l)‘fn“l‘l‘lﬁ' DMF¢ RMF 9 RI¢ RIif
1 Acetoin 4.09 144 513-86-0 C4Hs0s 848 902 - 690
2 6-Methyl-3,4-dihydro-2H-pyran 478 147 16015-11-5 CsHi00 899 841 - -

3 1,3-Butanediol 499 2.07 107-88-0  C4Hi002 804 807 - 805
4 Hexanal 519 1.71  66-25-1 CsH120 883 932 - 776
5  2-Hexenal 6.29 225 505-57-7 CsHi100 850 863 - 835
6  (2)-3-Hexen-1-ol 6.49 1.88 928-96-1 Ce¢Hi120 811 818 - 839
7  1-Hexanol 6.58 1.82 111-27-3 Ce¢H110 827 828 - 854
8  Styrene 7.18 2.47 100-42-5 CsHs 809 935 - 878
9  3-Methylcyclopentyl acetate 7.28 2.08 24070-70-0 CsH140: 789 873 901 -

10 Hexanoic acid, methyl ester 7.88 2.08 106-70-7  C7/H140: 858 871 924 907
11 (E)-3-Hexenoic acid, methyl ester 8.09 2.37 13894-61-6 C7H20: 879 853 932 920
12 Benzaldehyde 8.98 3.99 100-52-7 C7HsO 887 888 967 933
13 (E)-2-Hexenoic acid, methyl ester 899 2.59 13894-63-8 C7H1202 858 836 966 948
14  Hexanal dimethyl acetal 929 1.88 1599-47-9  CsHis0: 814 932 977 964
15  Alpha-Myrcene 9.38 1.81 1686-30-2 CioHie 841 845 981 -

16  6-Methyl-5-hepten-2-one 9.58 2.66 110-93-0 CsHi140 834 867 989 964
17 S-sulcatol 9.68 226 1569-60-4  CsHicO 855 816 993 974
18  beta-Myrcene 9.68 1.85 123-35-3 CioHis 839 847 993 983
19  alpha-Methoxytoluene 9.69 3.16 538-86-3 CsH100 886 901 994 973
20  (E,Z)-2,4-Heptadienal 9.99 3.13 4315-03-5 C7Hi00 786 819 1005 982
21  alpha-Phellandrene 10.08 2.05 99-83-2 CioHis 845 866 1008 998
22 (Z)-hex-4-enyl acetate 10.09 2.44 42125-17-7 CsH140: 892 911 1008 1000
23 E-2-hexenyl acetate 10.29 2.51 2497-18-9  CsHi402 874 924 1015 995
24 (+)-4-Carene 10.38 2.07 29050-33-7  CioHis 870 879 1018 998
25  2-methyl-3-methylidenecyclopentane-1-carbaldehyde 10.39 3.20 826337-64-8 CgHi2O 785 788 1019 -

26  p-Cymene 10.69 2.40  99-87-6 CioHis 832 865 1029 1014
27  D-Limonene 10.79 2.09 138-86-3 CioHis 837 878 1033 1023
28  Benzyl alcohol 10.98 421 100-51-6 C7HsO 871 878 1041 1012
29  Benzeneacetaldehyde 11.18 4.60 122-78-1 CsHsO 871 884 1048 1011
30 trans-Ocimen 11.29 2.05 13877-91-3  CioHis 852 865 1050 1038
31  Gamma-terpinene 11.58 2.27  99-85-4 CioHie 869 883 1061 1050
32 Linalool oxide 11.99 2.50 5989-33-3  CioHigO2 850 856 1076 1064
33 (E,E)-3,5-Octadien-2-one 11.99 3.32 30086-02-3 CsHi.O 819 873 1076 1068
34  4-Isopropenyltoluene 12.48 3.00 1195-32-0 CioH2 837 876 1094 1074
35  trans-Linalool oxide 12.49 2.60 34995-77-2 CioHisO2 827 847 1094 1074
36  Terpinolene 12.49 234 586-62-9 CioHis 877 883 1093 1079
37  Linalool 12.68 2.44  78-70-6 CioHi50 863 864 1101 1086
38  Nonanal 12.88 2.48 124-19-6 CoHi150 866 867 1108 1083
39  trans-Rose oxide 13.08 2.49 5258-11-7  CioHisO 872 916 1115 1115
40  Phenylethyl alcohol 13.28 4.41  60-12-8 CsHi00 898 901 1120 1088
41  Octanoic acid, methyl ester 13.38 235 111-11-5 CoH 1502 780 892 1126 1108
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NOTE:
a1{R: retention times of 1D.
b2tR: retention times of 2D.

¢ DMF: direct match factor—similarity of the deconvoluted mass spectra of unknowns to those in the NIST mass spectral library.

dRMF: reverse match factor—a reverse search matching factor between the library and deconvoluted mass spectra of unknown.

¢ Rlexp: experimental retention index.

fRI5: retention index of the literature.



