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COMPARISON OF FREE AND BOUND VOLATILE PROFILES OF IMMATURE LITSEA
MOLLIS FRUITS GROWN IN FIVE DISTINCT REGIONS OF CHINA
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Figure S1. The distribution regions, sampling points and sample of immature Litsea mollis fruit in China.



Table S1. The gathering information of immature Litsea mollis fruit.

Provinces

Gathering points

Gathering times

Altitudes (m)

Longitudes and latitudes

Mean yearly
temperature (°C) 2

Mean yearly
rainfall (mm)?

Mean yearly
sunshine (h) @

Fujian
Guangxi
Hubei
Yunnan
Sichuan

Shaowu City, Fujian Province, China
ZiyuanCounty, Guangxi Province, China
Enshi City, Hubei Province, China
Longling County, Yunnan Province, China
Tianquan County, Sichuan Province, China

28 April 2019
10 May 2019
5 May 2019
6 May 2019
6 June 2019

284
701
550
1668
2465

27°28'N, 117° 48'E
25°55'N, 110° 22' E
30°23'N, 109°30' E
24°35'N, 98°39'E

29°56' N, 102°20' E

18.2
16.7
16.0
14.9
15.3

1841
1736
1450
1900
1576

1491
1275
1300
2071
928

@Mean yearly temperature, mean yearly rainfall and mean yearly sunshine were obtained from internet data: https://baike.baidu.com/.



Table S2. Quantitative ion, quantitative standards and calibration curves for quantification of free-form volatile compounds in immature Litsea mollis fruit.

Compounds CAS Nos. Quantitative lon 2 (m/zZ)  Quantitative standards Calibration curves®  R2¢ Linear range (ng L)
2,5-Dihydrotoluene 4313-57-9 79 a-Phellandrene y=4515.78x+484.38 0.9782 16.09-16092.54
2,6-Dimethyl-1,5-heptadiene 6709-39-3 69 a-Phellandrene y=4515.78x+484.38 0.9782 16.09-16092.54
a-Phellandrene 99-83-2 91 a-Phellandrene y=4515.78x+484.38 0.9782 16.09-16092.54
3-Hexen-1-ol 544-12-7 57 (E)-2-Hexen-1-ol y=1123.63x+23.59 0.9871 2.26-2260.22
2,6-Dimethylhepta-3,5-dien-2-ol 77411-76-8 91 Linalool y=5560.34x+1855.02  0.9860 306.17-27833.55
Linalool 78-70-6 71 Linalool y=5560.34x+1855.02  0.9860 306.17-27833.55
a-Thujene 2867-05-2 91 a-Pinene y=5003.36x+728.83 0.9790 24.01-24005.10
a-Pinene 80-56-8 91 a-Pinene y=5003.36x+728.83 0.9790 24.01-24005.10
Sabinen 3387-41-5 93 a-Pinene y=5003.36x+728.83 0.9790 24.01-24005.10
B-Pinene 127-91-3 69 a-Pinene y=5003.36x+728.83 0.9790 24.01-24005.10
Camphene 79-92-5 121 Camphene y=6864.67x+96.50 0.9862 6.18-6177.05
L-B-Pinene 18172-67-3 93 L-B-Pinene y=4384.74x+327.64 0.9825 13.31-13312.53
Sulcatone 110-93-0 43 Sulcatone y=2741.85x+602.89 0.9795 26.14-26140.53
Eucalyptol 470-82-6 81 Eucalyptol y=2748.52x+126.43 0.9782 257.26-257255.46
a-Terpinene 99-86-5 121 a-Terpinene y=3836.12x+1454.71  0.9794 47.30-47303.71
Sylvestrene 1461-27-4 68 a-Terpinene y=3836.12x+1454.71  0.9794 47.30-47303.71
(E)-B-Ocimene 3779-61-1 93 Allo-Ocimene y=2144.97x+310.77 0.9779 11.72-11722.05
y-Terpinene 99-85-4 91 y-Terpinene y=2665.91x+428.52 0.9871 14.14-14142.08
3-Methylene-1,5,5-trimethylcyclohexene 16609-28-2 79 y-Terpinene y=2665.91x+428.52 0.9871 14.14-14142.08
4-Methyl-3-(1-methylethylidene)cyclohexene 99805-90-0 93 y-Terpinene y=2665.91x+428.52 0.9871 14.14-14142.08
a-Terpinolene 586-62-9 136 Terpinolene y=4013.94x+151.51 0.9806 15.54-5180.07
p-Cymenene 1195-32-0 117 p-Cymenene y=2193.78x+534.46 0.9856 31.86-31861.37
Chrysanthenone 473-06-3 107 Citronellal y=2688.04x+1078.14  0.9765 35.47-35473.76



Citronellal

1,3,4-Trimethyl-3-cyclohexen-1-carboxaldehyde

Verbenone
Lavandulal
(E)-Carveol
(2)-Carveol
(2)-Verbenol
B-Citral

a-Citral
p-Mentha-1(7),8(10)-dien-9-ol
Perilla alcohol
Nerol

Geraniol

Nerol acetate
Methyl geranate
a-Terpinyl acetate
Methyl o-anisate
Geranic acid
Caryophyllene
Caryophyllene oxide
Nerolidol

Cedrol

Juniper camphor

(E)-1soeugenol

106-23-0
40702-26-9
80-57-9
75697-98-2
1197-07-5
1197-06-4
18881-04-4
106-26-3
141-27-5
29548-13-8
536-59-4
106-25-2
106-24-1
141-12-8
2349-14-6
80-26-2
606-45-1
459-80-3
87-44-5
1139-30-6
7212-44-4
77-53-2
473-04-1

5932-68-3

41
94
107
43
84
84
94
69
41
91
68
69
41
69
69
121
135
69
93
79
69
95
204

164

Citronellal
Citronellal
Citronellal
Citronellal
Carveol
Carveol
(2)-Verbenol
Citral

Citral

Perilla alcohol
Perilla alcohol
Nerol
Geraniol

Nerol acetate
Nerol acetate
Nerol acetate
Methyl o-anisate
Geranic acid
Caryophyllene
Caryophyllene oxide
Nerolidol
Nerolidol
Nerolidol

Eugenol

y=2688.04x+1078.14
y=2688.04x+1078.14
y=2688.04x+1078.14
y=2688.04x+1078.14
y=3672.45x+62.75
y=3672.45x+62.75
y=2849.45x+377.75
y=2824.24x+671.58
y=2824.24x+671.58
y=3724.38x+223.59
y=3724.38x+223.59
y=2443.31x+1778.33
y=3011.18x+1197.79
y=1521.41x+39.31
y=1521.41x+39.31
y=1521.41x+39.31
y=2536.38x-31.14
y=1799.45x+202.64
y=1112.93x+32.45
y=966.05x+4.48
y=652.49x+11.93
y=652.49x+11.93
y=652.49x+11.93

y=2756.23x+16.68

0.9765
0.9765
0.9765
0.9765
0.9806
0.9806
0.9850
0.9897
0.9897
0.9843
0.9843
0.9813
0.9872
0.9816
0.9816
0.9816
0.9814
0.9874
0.9820
0.9886
0.9858
0.9858
0.9858

0.9802

35.47-35473.76
35.47-35473.76
35.47-35473.76
35.47-35473.76
5.79-5785.50
5.79-5785.50
24.19-24189.28
1207.16-1207164.00
1207.16-1207164.00
1.56-1556.54
1.56-1556.54
65.17-65170.42
416.97-416972.74
1.56-1559.38
1.56-1559.38
1.56-1559.38
1.08-1083.10
1.82-1818.66
1.17-1168.16
0.39-386.81
0.96-961.49
0.96-961.49
0.96-961.49

2.85-258.91



B-Elemen
(2)-B-Farnesene
Humulene
y-Selinene
Germacrene D
B-Selinene
Zingiberene
a-Selinene
B-Bisabolene
y-Cadinene
B-Cadinene
a-Panasinsanene
B-Sesquiphellandrene
a-Farnesene
Methyl cinnamate
Borneol

Methyl salicylate
a-Terpineol

L-Perillaldehyde

2-Ethylidene-6-methyl-3,5-heptadienal

515-13-9
28973-97-9
6753-98-6
515-17-3
23986-74-5
17066-67-0
495-60-3
473-13-2
495-61-4
39029-41-9
523-47-7
56633-28-4
20307-83-9
502-61-4
103-26-4
507-70-0
119-36-8
98-55-5
18031-40-8

99172-18-6

93
69
93
189
161
107
119
93
69
161
204
122
69
93
133
95
120
59
68

91

Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Humulene
Methyl cinnamate
(-)-Borneol
Methyl salicylate
a-Terpineol
L-Perillaldehyde

L-Perillaldehyde

y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=298.77x+105.57
y=3997.91x+20.03
y=3082.42x+476.68
y=2587.73x+484.92
y=4231.72x+2382.85
y=2917.99x+7.94

y=2917.99x+7.94

0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9844
0.9922
0.9801
0.9793
0.9771
0.9966

0.9966

4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.37-4370.50
4.26-4260.96
22.49-17995.82
18.49-18488.25
76.80-76798.29
4.81-4812.06

4.81-4812.06

@Quantitative ion used for peak area evaluation of compounds.

by, concentration in pg L™%; X, peak area ratio of a compound to the internal standard (1-octanol).

¢ Regression coefficient.



Table S3. Quantitative ion, quantitative standards and calibration curves for quantification of bound-form volatile compounds in immature Litsea mollis fruit.

Compounds CAS Nos. Quantitative lon 2 (m/z)  Quantitative standards Calibration curves ° R2¢ Linear range (ng L)
3-Hexen-1-ol 544-12-7 57 (E)-2-Hexen-1-ol y=2966.53x+30.18 0.9863 7.03-1004.54
2,6-Dimethylhepta-1,5-diene 6709-39-3 69 a-Phellandrene y=3806.51x+593.21 0.9885 30.40-30397.02
a-Phellandrene 99-83-2 91 a-Phellandrene y=3806.51x+593.21 0.9885 30.40-30397.02
Sylvestrene 1461-27-4 68 a-Phellandrene y=3806.51x+593.21 0.9885 30.40-30397.02
Camphene 79-92-5 93 Camphene y=11603.67x+1.21 0.9782 0.46-458.85
Benzaldehyde 100-52-7 106 Benzaldehyde y=3404.21x-27.16 0.9773 7.72-1102.46
a-Myrcene 1686-30-2 79 B-Myrcene y=4742.59x+30.26 0.9890 58.36-58356
B-Myrcene 123-35-3 93 B-Myrcene y=4742.59x+30.26 0.9890 58.36-58356
Sulcatone 110-93-0 93 Sulcatone y=17.09x+3.53 0.9806 1.55-221.94
a-Terpinene 99-86-5 121 a-Terpinene y=8544.52x+108.16 0.9807 9.87-9873.3
(E)-B-Ocimene 3779-61-1 93 Allo-Ocimene y=5093.85x-441.83 0.9856 36.07-36067.84
(2)-p-Ocimene 3338-55-4 91 Allo-Ocimene y=5093.85x-441.83 0.9856 36.07-36067.84
allo-Ocimene 7216-56-0 121 Allo-Ocimene y=5093.85x-441.83 0.9856 36.07-36067.84
y-Terpinene 99-85-4 93 y-Terpinene y=12444.62x+76.31 0.9954 7.97-7965.08
a-Terpinolene 586-62-9 121 Terpinolene y=15205.97x+103.7 0.9909 21.31-7104.1
p-Cymenene 1195-32-0 117 p-Cymenene y=4678.48x+63.9 0.9825 3.18-3181.67
Linalool 78-70-6 71 Linalool y=1121.86x+155.33 0.9800 5.31-5310.32
Phenethanol 60-12-8 91 Phenethanol y=4455.45x+1383.24 0.9778 40.87-40868.87
p-Mentha-2,8-diene-1-ol 22771-44-4 119 L-Pinocarveol y=788.59x+21.63 0.9862 8.02-916.99
Nerol oxide 1786-08-9 68 Rose oxide y=3260.44x+412.15 0.9825 11.72-11721.40
3,9-Epoxy-1-p-menthene 70786-44-6 137 Rose oxide y=3260.44x+412.15 0.9825 11.72-11721.40
p-Citral 106-26-3 41 Citral y=4824.23x+1171.58 0.9797 112.22-112215.06



a-Citral
(2)-Verbenol
Citronellal
Pinocarvone
p-Menth-1-en-9-al
Phellandral
Borneol
4-Terpineol
Methyl salicylate
a-Terpineol
(E)-Carveol
2-Hydroxycineol
(2)-Carveol

Nerol

Geraniol

Perilla alcohol
p-Mentha-1(7),8(10)-dien-9-ol
p-Mentha-1,4-dien-7-ol
Geranic acid
Nerol acetate
Methyl geranate
a-Terpinyl acetate
Methyl o-anisate

Eugenol

141-27-5
18881-04-4
106-23-0
30460-92-5
29548-14-9
21391-98-0
10385-78-1
562-74-3
119-36-8
98-55-5
1197-07-5
18679-48-6
1197-06-4
106-25-2
106-24-1
536-59-4
29548-13-8
22539-72-6
459-80-3
141-12-8
2349-14-6
80-26-2
606-45-1

97-53-0

84
109
69
81
94
119
95
71
120
95
84
108
84
41
69
41
91
81
69
69
69
79
135

164

Citral
(2)-Verbenol
Citronellal
Citronellal
Citronellal
Citronellal
(-)-Borneol
4-Terpineol
Methy| salicylate
a-Terpineol
Carveol
Carveol
Carveol

Nerol
Geraniol
Perilla alcohol
Perilla alcohol
Perilla alcohol
Geranic acid
Nerol acetate
Nerol acetate
Nerol acetate
Methyl o-anisate

Eugenol

y=4824.23x+1171.58

y=3482.01-23.29
y=9157.60x+47.56
y=9157.60x+47.56
y=9157.60x+47.56

y=9157.60x+47.56

y=3127.96x+1245.09

y=1755.49x+460.47
y=6908.66x-49.23
y=4539.6x+33.21
y=1977.51x+16.51
y=1977.51x+16.51
y=1977.51x+16.51
y=2169.63x-12.36
y=2061.86x+83.93
y=4044.38x+123.59
y=4044.38x+123.59
y=4044.38x+123.59
y=3799.45x+232.64
y=17470.41x-8.37
y=17470.41x-8.37

y=17470.41x-8.37

y=4288.38x-31.14467

y=11793.52x-29.48

0.9797
0.9968
0.9845
0.9845
0.9845
0.9845
0.9787
0.9847
0.9843
0.9864
0.9940
0.9940
0.9940
0.9886
0.9879
0.9796
0.9796
0.9796
0.9901
0.9777
0.9777
0.9777
0.9784

0.9912

112.22-112215.06
2.55-2550.56
11.41-11411.40
11.41-11411.40
11.41-11411.40
11.41-11411.40
37.49-37491.30
17.93-17930.09
19.97-19967.31
9.16-9161.04
8.64-6913.37
8.64-6913.37
8.64-6913.37
88.45-88445.57
521.22-521215.92
7.36-7358.21
7.36-7358.21
7.36-7358.21
12.42-12424.72
4.05-4054.38
4.05-4054.38
4.05-4054.38
6.14-2045.86

4.92-4919.19



(E)-1soeugenol 5932-68-3 164 Eugenol y=11793.52x-29.48
Methyl cinnamate 103-26-4 131 Methyl cinnamate y=5510.87x+618.89
Caryophyllene 87-44-5 79 Caryophyllene y=5811.68x+2.38
Humulene 6753-98-6 93 Humulene y=9506.7x+5.04
(2)-B-Farnesene 28973-97-9 69 Humulene y=9506.7x+5.04
2-Ethylidene-6-methyl-3,5-heptadienal 99172-18-6 91 L-Perillaldehyde y=1639.11x+34.81

0.9912
0.9825
0.9949
0.9811
0.9811

0.9861

4.92-4919.19
20.51-20505.87
0.23-233.63
0.25-253.06
0.25-253.06

1.92-1924.82

@ Quantitative ion used for peak area evaluation of compounds.
by, concentration inpg L; X, peak area ratio of a compound to the internal standard (1-octanol).

¢ Regression coefficient.

Table S4. The juice yield, total soluble solids and pH values of immature Litsea mollis fruit juice.

Fujian Guangxi Hubei Yunnan Sichuan

Juice yield (%, mL g1) 54.8 46.4 49.1 46.0 44.3
Total soluble solids (%) 5.1 5.0 5.0 5.0 4.9
pH 5.38 5.29 5.18 5.4 5.43




