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Validation Data

Table S1: Resolution (Rs), recovery excess (RE) in % for authentic rose oil (RO) samples originating from Bulgaria (BG), Morocco (MA) and Turkey (TR) as well

as lavender, rosemary, lemon and caraway oil. The RE is presented as the mean value with standard deviation. The number of repeated measurements are

given with n. Samples were analysed on a DB-wax column.

RE Authentic RO

RE RE RE
[%0] RE ROgc RE ROwma RE RO7r RE ROreal RE Lemon
Analyte Rs (n=5) [%] (%] [%] [%] Lavender Rosemary [%] Caraway
(n=3) (n=3) (n=3) (n=3) [%] [%] (n=2) (%]
QChigh QClow (n=2) (n=2) (n=2)

a-pinene 161 | 1045:98 | 1100232 | 94620 | 99573 | 878222 | 925:12 | 99027 | 1113%47 | 986+15 | 101,731
Camphene 123 | 1071+84 | 10732120 | 1044+44 | 111.2+33 | 1013+35 | 1093+45 | 104323 | 1333294 | 1192+48 | 110.9 0.0
(--B-pinene 227 | 1072+11.7 | 1190+39 | 953+30 | 991+95 | 865+35 | 912+30 | 90.6+75 | 1420+ 14.6 | 1333+ 11.5 | 103.0 %35
a-terpinene 60 | 1065+157 | 883+103 | 91.0+17 | 983+92 | 866+31 | 89.9%26 | 957+16 | 105645 | 101617 | 1050£57
limonene 2g3 | 1047%136 | 842259 896+17 | 995+107 | 826+40 | 902+15 | 91,6+23 | 126,6+13.0 | 259,3 + 10.8 5{5&421
p-cymene 341 | 10462129 | 1140:61 | 943+28 | 981+90 | 902+15 | 881+16 | 1044+40 | 116281 | 976205 | 107.0£53
(+/-)-rose oxide | 17.6 | 103,7+16.7 | 114.6£56 | 90,7+1.9 | 857%27 | 800+18 | 842%30 | 960+t24 | 101,0t44 | 927:04 | 1034%55
cis-3-hexen-1-0l | 85.8 | NA NA NA NA NA NA NA NA NA NA
linalool 11.3 | 10412168 | 99.4£8.6 850+30 | 941+67 | 832:22 | 848+34 | 938+68 | 1045+60 | 930+12 | 1039+55
B-caryophyllene | 168 | 955162 | 97.2+159 | 805+12 | 853+7.5 | 1002+20 | 82569 | 733t21 | 1230262 | 85517 | 104.2%51
B-damascenone | 63 | 94,6166 | 1035+3.7 | 87/5%7.8 | 85157 | 8/5+17 | 857:46 | 928:08 | 1055142 | 99284 | 111.9%66
citronelly! 40 | 907%136 | 116521451 919409 | 922456 | 828+12 | 836+37 | 959+03 | 110,2+109 | 101,8+8.9 | 111,8+85
citral 142 | 1026+ 165 | 1192293 | 86174 | 85183 | 87715 | 831%90 | 912%23 | 1086293 | 1127+47 | 107.6+74
neryl acetate g5 | 932145 111552135 | on0i18 | 928+80 | 814+05 | 843+67 | 926+01 | 1052+77 | 1051+06 7fgi911
geranyl acetate | 4.8 | 106,9+12.1 | 103.2+11.8 | 81,727 | 8L1+45 | 935+18 | 848%86 | 115608 | 920+34 | 824+88 | 90650
citronellol 10.6 | 1102+ 95 | 826+188 | 109.6+36 | 888+55 | 870226 | 1133+102 | 92.0+08 | 985+64 | 87.0+00 | 101,0+64
nerol 24 | 939+17.7 | 1043+10.0 | 1041+32 | 92.7+49 | 928+16 | 881%65 | 953+04 | 96863 | 931%67 | 100262
phenylethanol | 13.0 | 103.6+17.4 | 119193 | 101,4+42 | 98.6+51 | 850+1.0 | 955t44 | 105504 | 109761 | 101,224 | 109.0%52
geraniol 440 | 939+163 | 110,7+11.0 | 1032+32 | 8390+48 | 873+14 | 823%71 | 895%12 | 946+6.7 | 841+01 | 985+64
methyleugenol | 38.6 | 91,8£18.0 | 908+10.1 | 819+18 | 83055 | 820+29 | 853+11.4 | 905t04 | 97.6+7.3 | 83,7+10 | 104559
eugenol 476 | 1105+ 111 | 1008+ 147 | 1047+13 | 924+32 | 967+11 | 990+45 | 95406 | 1070142 | 93907 | 1151%88
farnesol 0 |875%301 |960+17.8 | 97647 | 895+157 | 1163+157 | 88.1+98 | 99.1+28 | 1100122 | 101.6+7.1 | 1253 +10.9




Table S2: Resolution (Rs), recovery excess (RE) in % for authentic rose oil (RO) samples originating from Bulgaria (BG), Morocco (MA) and Turkey (TR) as well

as lavender, rosemary, lemon and caraway oil. The RE is presented as the mean value with standard deviation. The number of repeated measurements are

given with n. Samples were analysed on a chiral column.

RE Authentic RO REROsc | REROwa | REROm | RE RO RE RE RE Lemon | RE Caraway
Lavender Rosemary
Analyte Rs oob) [%] [%] [%] [%] o o [%] [%)]
QCign QCiow (n=3) (n=3) (n=3) (n=3) (n=3) (n=3) (n=3) (n=3)
H)-a-pinene 24 | 912+009 880208 | 877%* | 922408 | 893+05 | 924+41 | 944+84 | 965+33 | 907+009 87.8+2.9
P 0.2
(+/-)-camphene | 59 | 1002+16 | 1183+32 | 0%7* | 1092+15 | 1043+22 | 111,6+13 | 1160465 | 1163+58 | 117.3+4.8 | 100,4+1.9
1.4
(+/-)-camphene | 12.0 | 917+63 | 107,3+35 | 920% | 980410 | 91,9+15 | 953+43 | 1046+12.4 | 987+12.4 | 943+45 871455
43
(-)-B-pinene 286| 91,1+18 | 1053+105 911’?* 966+0.8 | 934404 | 956+47 | 1003+96 | 1054+11.4 | 835+18.0 | 89,0+33
Cis-3-hexen-1-ol | 83 NA NA NA NA NA NA NA NA NA NA
a-terpinene 79 | 919+15 100,8 2.6 91’%* 925+46 | 896+15 | 948+30 | 939462 | 9924128 | 956+7.7 90,8 +3.4
limonene 12 | 997+48 | 1198%2.9 881’2* 101,5+7.5 | 911+24 | 972+49 | 981+46 | 108.2+243 | 54,6+101.9 | 2295+ 102.2
p-cymene 306 | 97.2+39 | 1161+1.9 Si’ii 897430 | 90,6+09 | 888+18 | 861+188 | 87.7+133 | 367+7.4 | 252.1+4203
+)-rose oxide . 42 5+5, 7t | 9g7+14 | 915+01 | 966+47 | 936+62 | 1030+31 | 920£40 | 107,7+6.0
+) d 15 | 964+20 | 1065+5.9 8%77
(-)-rose oxide 271 | 987+16 | 112,651 911";* 965421 | 936+03 | 974+37 | 936+18 | 969+18 | 941+43 95,5+ 3.6
(+/-)-linalool 67 | 951+15 87.5+3.9 861’%* 913+12 | 884+17 | 937+75 | 1285+885 | 974+26 | 944+31 89,9 +3.7
(+/-)-linalool 584 | 953+13 | 1104+31 8‘1’3* 923+08 | 891+14 | 948+67 | 904+38 | 947+17 89,0417 947+42
phenylethanol | 6.7 | 91,7+18 92,0415 8%’881 890+31 | 879431 | 922+40 | 828434 | 905+06 | 911+26 855+36
cisftrans-citral | 9.0 | 107.8+23 | 117.7+7.1 92’%* 984+61 | 862458 | 963+87 | 81,0£22 91,3 45.0 895+7.2 | 104,0+13.7
(+/-)-citronellol | 0.9 | 1037+37 | 107.4+2.6 10;5'; * 1 11764107 | 1065+7.4 | 959+106 | 1038+36 | 97.6+34 | 1002+32 | 995+58
(+/-)-citronellol | 2.2 | 1030+27 | 118,6+13.0 93’%* 1046494 | 991+91 | 848+91 | 101,1+43 | 1035+29 | 995+24 953+32
nerol 77 | 945+15 1030453 | 899% | ga2s44 |1010+25| 9874128 | 925+32 | 969+22 | 943+28 | 111,3+354

2.2




99,7 +

cisftrans-citral | 7.3 | 1032%32 | 117,022 )7 1048+79 | 97.7+37 | 1042+82 | 985+81 | 968+38 | 954+85 96.1+8.0
geraniol 50 | 945+15 1122447 873{’1* 930+16 | 983+14 | 991+96 | 924+41 | 926421 | 902+27 88.4+4.3
g'clé)t';t'go”e"y' 08 | 1070457 | 1108+47 893’(;1 110,7+110 | 854+44 | 88,6+178 | 1037+89 | 1032+39 | 988+46 | 1164+198
g'clgt:t'gone"y' 41 | 109,025 117,6 + 3.0 912’6; 101,9+89 | 945+42 | 1007+85 | 89,6+09.3 107,4+35 | 97,9+136 | 898+115
neryl acetate 65 | 953+20 | 1082+15 923"1* 974+17 | 897426 | 908+111 | 928496 | 940+17 | 92937 885465
(Cis/trans)-- 84 | 976+22 86300 | 994% | 10574115 | 850+69 | 948+117 | 867+60 | 1004+90 | 892+122 | 856+06
damascenone 3.2

geranyl acetate | 0.7 | 933+87 1096 £4.7 813;* 802+14 | 812432 | 876+106 | 912440 | 848+31 | 1031+184 | 1037+23
B-caryophyllene | 1.9 | 101,0+11.8 | 1103+3.3 9%’%* 924+36 | 884427 | 936+33 | 950+91 | 1095499 | 1139+152 | 991+18
(Cis/trans)-- 40 | 969+30 | 1194+35 | L7t | 921452 | 898451 | 867+67 | 907+58 | 904+23 | 932+102 | 886+102
damascenone 4.4

B-damascone 76 | 959+23 96,9 +3.0 933’21 979+14 | 926428 | 93147 | 927440 | 941+23 | 944+42 905+34
eugenol 116 | 973+23 | 855+13.2 91’%* 959+17 |1028+27 | 1080+96 | 919+36 | 969+27 | 945+4.2 912+33
methyleugenol | 76.1 | °>2*18 | 838126 91’2* 984+11 | 101,6+3.7 | 102,7+99 | 947+33 | 993+25 | 961+4.4 93,4+ 4.0
farnesol 0 958+16 | 1081+10.1 | 974+ | 1555,49 |1139+85 | 1183+19.8 | 1028+17.8 | 117.6+7.1 | 1145+62 | 1147+49

20.8




Table S3: Results for robustness testing on the DB-wax column.

Analyte | a-pinene Camphene | (-)-B-pinene | a-terpinene limonene p-cymene “Q(}goese he)?esrfjl-.-ol linalool B-caryophyllene B-damascenone
@
2 RT
% [min] 4.25 5.36 6.84 10.98 12.43 18.28 22.52 24.03 29.00 29.83 31.17
=3
3
§ Rs 16.1 12.3 22.7 6.0 28.3 34.1 17.6 85.8 11.3 16.8 6.3
o
1
o
@
'g Fold
o 0 1,02 1,03 1,01 1,03 1,01 1,01 1,04 1,00 1,04 1,04 1,18
N | change
(8]
o
il
o
@
3
S Fold
o 0,95 0,96 0,95 0,94 0,96 0,93 0,92 1,00 0,92 0,88 0,87
N | change
($)]
A
5
o
@
2 | Foud
: 1,05 1,05 1,06 1,06 1,07 1,05 1,06 1,00 1,07 1,09 1,08
N | change
5
o
5
o
@
2 | Fod
: 0,94 0,96 0,93 0,93 0,93 0,92 0,91 1,00 0,92 0,89 0,88
~ | change
N
o
A




g
o
c Fold 1,07 1,06 1,08 1,07 1,09 1,08 1,11 1,00 1,10 1,13 1,10
~ | change
Y
o
o
[0
=2
£ | Fold
5 h 1,10 1,11 1,10 1,18 1,14 1,12 1,14 1,00 1,13 1,16 1,15
° | change
5
l
2 RT 7 4
N (min] 3.6 .65 5.90 9.43 10.67 16.78 21.54 23.20 28.27 28.99 30.45
o
3
g. Rs 12.2 12.9 27.2 7.2 35.3 35.1 17.5 68.8 8.4 14.4 5.0
il
o
E [Ei-lr-l] 5.16 6.54 8.31 13.31 15.07 19.93 23.74 25.12 29.93 30.86 32.11
3
3
g Rs 11.6 131 34.7 8.7 27.3 35.7 18.4 73.2 11.8 154 6.5
—
)
-‘% RT
o [min] 4.24 5.37 6.82 10.91 12.35 17.82 21.04 22.12 25.56 26.26 27.09
c
@
2
o
3
o
3 Rs 12.3 11.9 22.3 6.7 33.4 35.3 14.8 70.0 14.2 16.9 7.1
El
S
g 5 RT
S 3 . 4.24 5.37 6.82 10.92 12.36 18.87 25.39 28.13 37.31 38.24 41.33
N © [min]
v
oS
3, ® Rs 13.3 12.2 26.9 7.7 48.0 271 15.2 70.3 8.4 23.7 7.4
=}




citronellyl

neryl

geranyl

Analyte acetate citral acetate acetate citronellol nerol | phenylethanol geraniol | methyleugenol eugenol farnesol
]
Q
§ [r?i-lr;] 31.70 32.00 33.17 33.86 34.17 34.87 35.00 35.89 39.10 41.92 45.38
I
3
;3' Rs 4.0 14.2 8.5 4.8 10.6 2.4 13.0 44.0 38.6 47.6 NA
o
I
O
T
2 | Fold
° 1,08 1,10 1,06 1,04 1,05 1,05 1,05 1,05 1,04 1,20 1,06
~n | change
P
o
I
O
@
2 | Fold
e 0,88 0,89 0,89 0,88 0,90 0,92 0,91 0,91 0,89 0,84 0,85
n | change
&
o
o=
e
T
3 Fold
° 1,02 1,08 1,07 1,07 1,10 1,09 1,10 1,08 1,04 1,06 1,02
5 change
S
o
NS
S8
Og | Fod
3 0,95 0,89 0,87 0,88 0,92 0,94 0,90 0,88 0,85 0,88 0,95
3 change




]
=2
)
<} Fold 1,07 0,94 1,11 1,07 1,17 1,16 1,17 1,13 1,13 1,19 1,14
~ | change
e
o
o
[
2
g
o Fold 1,13 1,20 1,14 1,14 1,13 1,17 1,17 1,14 1,16 1,10 1,16
~ | change
5
5
[6)]
il
Q
i [r'ii-lr;] 30.96 31.25 32.44 33.13 33.47 34.16 34.30 35.19 38.37 41.17 44.65
o
2
g. Rs 29 11.7 6.8 45 10.9 1.6 10.0 37.0 28.5 43.2 NA
il
o
E [nR;i-Ir-ﬂ 32.64 33.00 34.11 34.79 35.08 35.80 35.99 36.81 40.04 42.88 46.31
o
=
g. Rs 4.4 13.6 8.4 4.1 11.8 2.7 10.8 42.3 37.2 45.0 NA
_|
@
3
® | RT
B [min] 27.44 27.72 28.45 28.91 29.10 29.60 29.74 30.77 32.47 34.41 36.68
o
@
™)
3
©
-
o
3 Rs 5.7 11.0 7.0 3.4 11.3 25 9.6 44.8 39.5 46.2 NA
E]
=}

=0

Q

i3e

=03 RT

> 5 g [min] 42.29 42.75 4511 46.47 47.22 48.47 48.67 50.54 56.63 62.00 69.07
c
@




Rs

35

16.6

9.6

53

8.8

1.4

13.1

64.2

37.7

54.5

NA




Table S4: Results for robustness testing on the chiral column.

(-

Analyte | a-pinene camphene camphene (-)-B-pinene cis-3-hexen-1-ol a-terpinene limonene p-cymene rose (()-))(;cr‘(;se linalool linalool g:glnyleth E:tsrlztirlans- citronellol
oxide
(0]
g [F:r-:—in] 9.58 9.77 10.27 11.49 15.21 16.26 17.06 17.16 | 20.28 20.43 23.18 23.87 29.82 30.66 31.95
5
o
3
@
3 Rs 24 5.9 12.0 28.6 8.3 7.9 1.2 30.6 15 27.1 6.7 58.4 6.7 9.0 0.9
o
n
o 2
85 | Fod 1,06 1,10 1,07 1,07 1,00 1,07 1,09 1,05 1,10 1,10 1,14 1,13 1,09 1,13 1,07
@ ) ) ) ) ) ) ) ) ) ) ) ) ) ) )
S 3 change
o
T
o 1
s | Fou 1,03 1,02 1,05 1,04 1,00 1,04 1,07 0,98 1,09 1,07 1,08 1,07 1,04 1,06 1,08
B hange ) ) ) ) ) ) , ) ) ) ) , ) ) )
53 | chang
o
=
S 2 | Fold
C 1,02 1,07 1,02 1,02 1,00 1,04 1,02 1,07 1,06 1,07 1,05 1,05 1,03 1,05 0,99
S 3 change
©
. S
N 2 | Fold
O 0,94 0,93 0,94 0,92 1,00 0,86 0,91 0,93 0,91 0,89 0,95 0,95 0,92 0,91 0,91
. @ change
O3
©
S o
ST
S = Er?.laige 1,07 1,08 1,07 1,08 1,00 1,09 1,09 1,10 1,14 1,14 1,14 1,14 1,09 1,17 1,09
ENe)
= =
S w
© 5
é = Fold 0,98 1,00 0,98 0,98 1,00 0,95 1,00 0,94 0,98 0,97 1,01 1,01 0,99 1,00 1,01
S 5 | change
5 =
@]
= S
N 0
2 2 [F:r-lrin] 8.51 8.67 9.17 10.29 13.99 14.90 15.67 15.75 | 18.74 18.89 21.71 22.41 28.35 28.99 30.35
D>
P 5
=




Rs 1.4 45 10.0 27.1 6.7 5.6 0.6 24.0 1.4 22.6 5.6 43.8 41.6 11.8 0.9
)
Q
i ;Tin] 11.05 11.30 11.83 13.13 16.82 18.09 18.89 19.02 22.28 22.43 25.07 25.74 31.67 32.79 33.98
S
-2
S D
§ Rs 2.3 4.8 11.8 30.03 8.6 6.5 1.3 26.7 1.2 19.5 4.9 43.7 8.3 8.8 0.7
c
@
_|
g RT. 8.09 8.28 8.59 9.38 11.20 12.12 12.57 12.66 14.49 14.57 15.78 16.09 19.04 19.19 20.40
.2 [min]
o 2
o2
ER
- g Rs 2.6 4.2 10.7 19.2 9.7 55 1.1 27.7 1.2 17.8 4.6 45.8 1.6 10.6 0.7
3
Q RT
_g [min] 10.90 11.06 11.81 13.51 20.12 21.17 22.52 2252 | 27.66 27.92 33.71 35.16 46.87 49.46 50.26
o]
S
ERS
= 3
= 3 Rs 1.3 6.1 11.9 31.5 5.0 7.1 24.1 24.1 1.4 30.5 6.4 51.6 12.7 4.4 1.2
3
(cis/trans)- geran B- (cis/trans)- B-
Analyte citronellol nerol ms/_trans- geraniol citronellyl acetate citronellyl neryl B- v caryophyll B- damascon eugenol methyleug farnesol
citral acetate acetate damasceno | acetat ene damascen e enol
ne e one
@
Qg’_ ETTin] 32.06 32.35 33.26 34.30 35.16 35.27 35.87 36.70 37.78 37.87 38.11 38.64 39.61 41.11 58.67
QD
=1
3
Q
g Rs 2.2 7.7 7.3 5.9 0.8 4.1 6.5 8.4 0.7 1.9 4.0 7.6 11.6 76.1 -
mn] 32.06 32.35 33.26 34.30 35.16 35.27 35.87 36.70 | 37.78 37.87 38.11 38.64 39.61 41.11 58.67
-
N O
<% | Fold
03 0 1,02 1,11 1,11 1,13 1,16 1,12 1,13 1,13 1,05 1,03 1,16 1,14 1,14 1,12 1,15
© change
- T
RO | RT
Sz [min] 32.06 32.35 33.26 34.30 35.16 35.27 35.87 36.70 | 37.78 37.87 38.11 38.64 39.61 41.11 58.67
§ 3
O ©




Fold

1,04 1,06 1,06 1,07 1,14 1,09 1,07 1,09 1,01 0,96 1,10 1,09 1,15 1,12 1,08
change
= ;;rin] 32.06 32.35 33.26 34.30 35.16 35.27 35.87 36.70 37.78 37.87 38.11 38.64 39.61 41.11 58.67
N @
o —
(-2
> @
© 'g Fold 0,97 1,05 1,04 1,05 1,19 1,20 1,05 1,09 0,98 1,01 1,06 1,03 1,08 1,08 1,04
change ) ) ) ) ) ) ) ) ) ) ) ) ) ) )
- % [F;;rin] 32.06 32.35 33.26 34.30 35.16 35.27 35.87 36.70 | 37.78 37.87 38.11 38.64 39.61 41.11 58.67
o
A g Fold 0,89 0,91 0,90 0,90 0,94 0,91 0,89 0,89 0,89 0,87 0,91 0,88 0,89 0,90 0,84
o change ) , 1 , i , i , , , , ) ) 1 ,
S o
ST
= Z Eﬁ;dn e 1,05 1,13 1,13 1,16 1,29 1,28 1,13 1,14 1,17 1,18 1,17 1,16 1,19 1,17 1,31
32 9
=]
S w
© 5
% = Fold 1,00 0,92 0,98 1,01 1,06 1,03 0,97 0,96 1,04 1,03 1,00 0,98 1,03 1,00 0,99
S o | change
s 2
o ;rin] 30.47 30.75 31.55 32.69 33.38 33.51 34.06 34.76 35.97 35.97 36.35 36.70 37.79 39.28 56.67
- S
N 0
© &
3 =
) =
[=]
2 Rs 1.9 6.2 7.7 4.8 1.0 4.3 54 7.3 2.4 NA 2.3 7.5 11.2 123.6 NA
v 2
Qo
D =
1A g [F:r-:—in] 34.07 34.36 35.41 36.34 37.40 37.50 38.15 39.16 40.05 40.34 40.34 41.10 41.93 43.45 61.16
o
= >
D 0




Rs 21 7.4 6.5 7.4 0.7 4.6 7.1 6.3 19 5.0 NA 5.4 10.0 130.6 NA
_|
|
8 F:;]rin] 20.45 20.6 21.27 21.61 22.38 22.38 22.82 23.53 | 23.76 23.85 24.14 24.50 24.75 25.54 34.12
o
g
@
B
3
S
S
3 Rs 2.0 8.2 4.2 7.6 3.6 3.6 6.3 25 11 3.6 4.4 2.7 9.3 68.9 NA
E}
ES
_|
S
B F:;]rin] 50.52 51.08 52.03 54.83 55.23 55.54 56.36 57.08 | 59.49 60.26 60.92 61.17 63.68 66.56 100.56
o
g
@
)
3
S
-
o Rs 2.3 3.9 115 1.6 13 3.4 3.1 10.3 3.3 2.8 11 9.0 11.4 120.1 NA
3
=}




Table S5: concentration determination of 10 authentic rose oils after analysis on a DB-wax column. Bold numbers are concentrations slightly out of the
calibration range.

Species R. P. P. R. R. R. R. R. R. R.
damascena graveolens graveolens damascena damascena damascena damascena damascena damascena damascena
Quality pure pure pure 10% pure pure pure pure pure 10%
Origin Bulgaria NA NA Morocco Turkey Bulgaria Bulgaria Turkey Turkey Bulgaria
analyte conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml]
a-pinene 1.62 + 0.00 1.99 £ 0.02 3.24 +0.02 0.51+0.01 5.11+0.01 6.24 + 0.04 2.94 +0.01 3.60 +£ 0.02 14.24 + 0.05 0.58 + 0.03
camphene 0.03 + 0.00 0.04 + 0.00 0.05 + 0.00 n.d. 0.04 + 0.00 0.05 + 0.00 0.04 + 0.00 0.04 + 0.00 0.05 +0.00 0.03 + 0.00
B-pinene 0.41 + 0.00 0.04 + 0.00 0.06 + 0.00 0.16 + 0.00 2.05 +0.08 2.19+0.01 0.70 £ 0.00 1.45+0.03 2.78 £ 0.08 0.16 + 0.01
a-terpinene 0.02 +0.00 0.04 + 0.00 0.07 £ 0.00 n.d. 0.05 +0.00 0.14 +0.00 0.03 £ 0.00 0.12 +0.00 0.21 +0.02 0.02 +0.00
limonene 0.12 + 0.00 1.46 £ 0.05 1.99 + 0.09 0.25+0.01 0.28 + 0.00 0.33 +0.00 0.23 + 0.00 0.25 +0.00 0.40 + 0.00 0.23+0.91
p-cymene 0.21 +0.00 0.42 +0.01 1.06 £ 0.01 0.09 + 0.00 0.55+0.01 0.25 +0.00 0.49 + 0.00 0.38 + 0.00 0.67 £ 0.00 0.03 +0.00
(+/-)-rose oxide 6.18 + 0.03 16.12 + 0.20 18.46 +0.14 0.26 + 0.00 2.67 £0.07 1.75+0.04 2.83 £ 0.05 4.92 + 0.00 2.12 +0.02 0.20 £ 0.01
linalool 14.79 + 0.09 63.94 + 0.34 69.88 + 0.16 1.84 £ 0.04 8.85 + 0.08 14.27 £+ 0.19 17.79 + 0.09 6.78 £ 0.05 10.51 +0.11 1.19+0.04
B-caryophyllene 12.42 +0.32 11.12+0.10 13.11 + 0.09 0.63 £ 0.02 8.90 +0.31 8.22+0.14 5.74 £ 0.08 10.13+0.30 8.62 + 0.90 0.32 £ 0.02
B-damascenone 1.51+0.22 6.45 + 0.25 6.86 + 0.10 0.37 £ 0.05 2.41 +0.08 1.81+0.14 1.69 + 0.08 2.12+0.16 2.08 £ 0.01 0.31+0.01
citronellyl acetate 9.89+0.17 8.27 £+ 0.07 9.34+0.31 0.53+0.01 9.90 +0.17 4.42 £ 0.07 5.21+0.19 9.57+0.11 9.88 +0.32 0.25+0.01
citral 11.81 +0.23 9.19 + 0.06 10.66 + 0.06 0.76 + 0.08 5.68+0.12 12.89 + 0.22 13.07 £ 0.02 6.93+0.14 7.92 +£0.30 0.98 + 0.04
neryl acetate 15.27 +0.24 12.74 +0.13 13.36 + 0.08 0.49 £+ 0.01 7.47+£0.12 9.52+0.16 10.11 + 0.07 6.53 + 0.08 7.73+0.24 0.65 + 0.02
geranyl acetate 28.54 + 0.65 7.23 +0.06 7.90 + 0.06 1.04 £ 0.03 15.74 £ 0.27 15.79 + 0.26 11.82 + 0.09 20.84 + 0.15 27.20 £ 0.16 0.87 +£0.04
citronellol 503.42 + 8.22 479.94 + 3.50 496.13 + 2.97 55.38 + 1.40 433.24 + 5.56 300.10 + 4.18 297.12+2.21 | 419.55+4.16 378.10 + 2.23 33.81+1.49
nerol 204.05 + 3.53 4.39+0.18 4.11+0.10 14.28 + 0.20 101.25+1.29 124.17 +1.69 107.74 + 1.00 86.26 + 0.84 111.13 +0.64 10.65 +0.23
phenylethanol 0.97 + 0.02 0.19 £ 0.01 0.18 + 0.01 0.22+0.01 2.12 + 0.06 0.93 + 0.05 1.11+0.31 4.11 + 0.05 4.40 + 0.04 0.12 + 0.00
geraniol 499.85+9.12 221.04+1.78 209.02 + 1.00 29.52 + 0.55 220.03 +2.75 300.28 + 4.29 210.33 +1.57 199.17 +2.21 270.95 + 2.09 23.73+0.50
methyleugenol 28.25 + 0.69 8.14+0.75 6.27 + 0.06 4.16 + 0.07 32.84 £ 0.38 8.97 +0.17 29.63 £ 0.29 34.61+0.61 35.98 £ 0.55 0.50 + 0.02
eugenol 21.93+0.72 3.39+£0.07 3.02+0.04 3.19+0.06 15.32 + 0.45 12.25+0.34 8.00+0.11 13.31+0.12 22.19 + 1.47 0.73+0.01
farnesol 81.18 +5.82 2.95+0.27 0.49 + 0.07 3.73+0.19 23.16 + 0.57 30.92 + 0.57 40.26 + 0.47 23.53 +0.52 29.20 +1.25 3.21+0.15




Table S6: Concentration determination of 10 authentic rose oils after chiral analysis. Bold numbers are concentrations slightly out of the calibration range. EE

and DE for stereoisomers is given.

Species R. P. P. R. R. R. R. R. R. R.
damascena graveolens graveolens damascena damascena damascena damascena damascena damascena damascena
Quality pure pure pure 10% pure pure pure pure pure 10%
Origin Bulgaria NA NA Morocco Turkey Bulgaria Bulgaria Turkey Turkey Bulgaria
analyte conc [mg/ml] conc [mg/ml] conc [mg/ml] | conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml] conc [mg/ml]
a-pinene 0.21 +0.00 0.21 + 0.00 0.23 +0.00 0.15 + 0.00 4.84 £ 0.03 7.15+0.01 0.45 + 0.00 0.34 £ 0.00 16.60 + 0.08 0.75+0.04
B-pinene 0.36 + 0.00 0.04 + 0.00 0.05 + 0.00 0.16 + 0.01 2.22 +0.06 2.28 +0.09 0.64 + 0.00 1.73+0.10 2.76 +0.02 0.18 £ 0.01
a-terpinene 0.08 + 0.00 0.25 + 0.00 0.37 £ 0.00 0.03 £ 0.00 0.15 + 0.00 0.31 +0.00 0.13 + 0.00 0.23+0.01 0.35 +0.00 0.04 +0.00
limonene 0.07 £ 0.00 0.43 +0.00 0.63 + 0.00 0.20 £ 0.02 0.09 + 0.00 0.33 +0.00 0.12 + 0.00 0.22 +0.05 0.20 + 0.00 0.29 +0.02
p-cymene 0.15 + 0.00 0.23 +0.00 0.29 + 0.00 0.05 + 0.00 0.30 + 0.00 0.10 + 0.00 0.15 + 0.00 0.17 £ 0.04 0.32 £ 0.00 0.04 £ 0.01
phenylethanol n.d. n.d. n.d. n.d. n.d. n.d. n.d. n.d. 0.11 +£ 0.00 n.d.
nerol 174.27£5.82 | 16.78 +0.82 14.56 + 0.51 17.44 £ 0.76 99.35 + 0.09 103.05+1.29 | 140.88+1.57 | 82.69+1.43 104.22 +1.27 13.51+£0.16
neryl acetate 0.96 + 0.02 0.09 + 0.01 0.07 +0.01 0.18 £ 0.01 2.93 + 0.06 0.93 +0.00 0.71 +0.01 1.09+0.01 1.19+0.01 0.15+0.01
geraniol 429.48 +2.45 | 206.47 +1.25 | 197.30+0.74 | 34.13+0.76 | 222.15+0.90 | 253.16 + 4.94 286 + 3.39 189.39+3.46 | 253.27+3.47 | 26.75+0.30
geranyl acetate 21.61+0.20 6.91+0.37 4.53+0.26 1.19 + 0.06 15.95+0.19 13.06 £ 0.24 16.29+0.24 18.48 £ 0.13 23.26 £ 0.12 1.04 +0.07
B-caryophyllene 6.97 +0.21 9.08 +0.20 12.19 £ 0.92 1.02 £ 0.04 3.74+0.15 4.28 + 0.03 4.58 + 0.07 5.29+0.16 8.38+0.24 0.32+0.01
B-damascone n.d. 2.65+0.20 3.41+£0.10 n.d. n.d. 0.09+0.01 0.13 +0.00 n.d. n.d. n.d.
eugenol 42.71 £ 0.64 15.82 +0.15 17.04+0.44 2.08 £ 0.05 37.24 £ 0.86 23.53+1.00 28.97+ 051 37.20+0.43 52.64 + 0.53 1.60 £ 0.07
methyleugenol 22.61+0.21 1.01 £0.02 0.70 £ 0.01 4.02+0.21 30.47 £ 0.38 7.97£0.12 38.90+0.51 31.32+0.15 3156 £0.11 0.58 + 0.02
farnesol 67.50 +1.30 n.d. n.d. 3.74 £ 0.69 25.47 £ 0.33 25.40 + 0.49 55.54 +1.81 25.14 + 0.55 29.74 £ 0.91 2.80 + 0.06

Enantiomeric excess (EE)/ diastereomeric excess (DE)

(+/-)-camphene n.d. 1.00 1.00 n.d. 1.00 1.00 1.00 1.00 n.d. n.d.
(+)-rose oxide 1.00 0.16 0.15 n.d. n.d. n.a. n.d. n.d. n.d. n.a.
(-)-rose oxide n.d. n.a. n.a. 1.00 1.00 0.80 1.00 1.00 1.00 0.78
(+/-)-linalool 0.06 0.00 0.11 0.16 0.16 0.19 0.05 0.12 0.09 0.19
(+/-)-citronellol 1.00 0.24 0.23 1.00 1.00 1.00 0.99 1.00 1.00 1.00
(trans/cis)-citral 0.44 0.27 0.17 0.09 0.52 0.21 0.33 0.29 0.28 0.52
(+/-)-citronellyl 1.00 0.27 0.22 1.00 1.00 1.00 0.86 0.68 0.69 1.00
acetate

(trans/cis)-B- 1.00 0.19 0.10 1.00 n.d. 0.57 0.85 n.d. n.d. n.d.
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Figure S1: QC stability for samples analysed on the DB Wax column. Thick stippled lines indicate a 20%
deviation from measured to calculated value. Validation took place on 5 days during a course of 2 weeks.
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Figure S2: QC stability for samples analysed on the chiral column. Thick stippled lines indicate a 20%
deviation from measured to calculated value. Validation took place on 5 days during a course of 2 weeks.



Matlab-Code

%% Script used for the chromatographic peak integration from data collected using
ChromCard. Data can be downloaded as a txt-file (export data as ASCII).

%% Retention times for peaks have to be selected beforehand and imported as a txt-
file to the script.

peak_width
selected
peak_width_half peak_width/2;

retention_times readmatrix("Retention_times.txt"); %%import retention times
as a column in form of a txt file

peak_bounds_start = abs(retention_times - peak width_half);

peak_bounds_end abs(retention_times + peak width_half);

peak_bounds zeros(1l, length(retention_times)*2);

npeaks length(peak_bounds)/2;

0.1; %% Select desired peak width. As a default ©.1 can be

for i=1:npeaks

peak_bounds(2*i-1)
peak_bounds (2*1i)

peak_bounds_start(i);
peak_bounds_end(i);

end

idx_peak_bounds
bounds

peaks zeros(1l, npeaks); % zero vector with amount of peaks -> used to
store area under the curve

zeros(1l, length(peak_bounds)); % zero vector with number of Peak

% upload data as .txt file

Chrom_Data = readmatrix("myData.txt"); %Import ChromCard Data as txt file
time = Chrom_Data(:,1); % extract time as vector in minutes

uv = Chrom_Data(:, end); % extract uV as vector

noiseThresh = 1340; % read from chromatogram where the noise is about

Ts = time(2)-time(1); % sampling interval (in what amount of time

is a data point constructed in [min])

noise = uv;

noise(noise > noiseThresh) = NaN; % NaN=not a number, defines value not as zero
but not defined yet, defines noise as all values below the noise

% Moving Average for noise filtering

T_window = 1; % min ... width over which the moving average is taken
nSamples = T _window / Ts; % amounts of data points that are collected over a
minute

noise avg = movmean(noise, nSamples, ‘omitnan'); % movmean -> returns mean

values over an array -> sliding window. Noise (is uV below threshold), nSamples is
data points for a certain time frame and omitnan a function which jumps over NaN
values

% Determine Peak Index and Integration

for i=1:npeaks



timeDiffStart = abs(time - peak_bounds(2*i - 1)); % find minimum
difference between peak bounds and time

timeDiffMinStart = min(timeDiffStart);

idxPkStart = find(timeDiffStart == timeDiffMinStart); % find index of
minimum (equal to index of startpeak)

timeDiffEnd = abs(time - peak_ bounds(2*i));
timeDiffMinEnd = min(timeDiffEnd);
idxPkEnd = find(timeDiffEnd == timeDiffMinEnd);

idx_peak_bounds(2*i-1) = idxPkStart;

idx_peak_bounds(2*i) idxPkEnd;

peaks (i) trapz(time(idxPkStart:idxPkEnd,1),
uV(idxPkStart:idxPkEnd,1) - noise_avg(idxPkStart))*60; % Integration + Offset
correction, Unit is s*uVv

meep = noise_avg(idxPkStart);
if (isscalar(meep) && isfinite(meep))
% Plot area of peaks
plot(time,uV)
xlabel('time [min]");
ylabel('uv');
legend('Data');
hold on;
% area(time(idxPkStart:idxPkEnd,1),uV(idxPkStart:idxPkEnd,1),
noise_avg(idxPkStart))

area(time(idxPkStart:idxPkEnd,1),uV(idxPkStart:idxPkEnd,1), meep)
colororder('red")
end

end

area = transpose(peaks);
area RT = [retention_times(:), area(:)];

filename = 'myData.xlsx' %write data output from integration as an excel file
xlswrite(filename, area_RT)

clear all



MS-spectra:

Table 1: detailed information about the samples analysed using GC-MS.

Number 3018 3057 3058 3053 3021 3072 3073
species R. P. P. R. R. R. R.
damascena | graveolens graveolens damascena | damascena | damascena | damascel
quality pure pure pure 10% pure pure pure
origin Bulgaria NA NA Morocco Turkey Bulgaria Bulgaria
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J021#104 RT: 246 AV: 1 NL: 7T16ET
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3057 #105 RT: 245 AV:- 1 ML: 1.82E7
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3058 #102 RT: 244 AV: 1 ML: 4.80E7
T: + ¢ Full ms [50.00-650.00]
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J070#104 RT:- 246 AV: 1 NL: 5.34EB &
T: + ¢ Full ms [50.00-650.00]
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J0OVZ2#103-104 RT: 245247 AV:- 2 MNL: 3.90E7 o
T: + ¢ Full ms [50.00-650.00]
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J073#102-103 RT: 2.43-2.45 AV: 2 NL: 1.20E7

T: + ¢ Full ms [50.00-650.00]
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3074 #104 RT: 246 AV 1 NL: 6.46ET o
T: + ¢ Full ms [50.00-650.00]
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J0OT5#103 RT: 246 AV:- 1 MNL: 3.50ET7
T: + ¢ Full ms [50.00-650.00]
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1208128 RT: 3.056 AV: 1 NL: 2.87E6 o
T: + ¢ Full ms [50.00-650.00]
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Samples:



3021 #128-129 RT: 3.03-3.06 AV: 2 NL: 154E5
T: + ¢ Full ms [50.00-650.00]
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3057 #130 RT: 3.04 AV 1 NL: 1.00ES
T: + ¢ Full ms [50.00-650.00]
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3058 #127 RT: 3.03 AV: 1 ML: 1.64E5 1,
T: + ¢ Full ms [50.00-650.00]
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3053 #127-128 RT- 3.01-3.03 AV- 2 NL- 1.45E5 @
T: + ¢ Full ms [50.00-650.00]
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3075 #127128 RT: 3.03-3.06 AV: 2 NL: 1.40E5 o
T: + ¢ Full ms [50.00-650.00]
1005 73.06

w
=

89.06
a0

5310

87.06

o
[}

93,04 121.08

Relative Abundance
i
(o)

7211

79.12
133.11

71.05
103.09
177.16

67.13
107.23
“ 136.22 147.05 161.18
Jh”| ”J|

0 h‘ ‘ !lll.llh ‘ ! ‘ | H |||| ‘ |||||||I|I||!| I||| |'I|””|'I ||| | ||||||| L1y |||| Lo

G0 a0 100 120 14[] 1EU 18[] 2[][]
miz

189. 3[]




3018 #1289 RT: 3.04 AV:- 1 MNL: 1.44E5
T: + ¢ Full ms [50.00-650.00]
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_.

tm o - oo w =]

= = =] = = =
L

=
=)

30

20

10

=)

7306
89.09
59.08
87 08
72.06 33.05
7107 || 2 121.10
103.06 133.09
117.01
‘ ‘ 107.05
146.97
17711
156 86
HH !llll!“l ‘|| ‘HHH‘ HH”H |‘ |I|||| ‘||I||II|I‘||| ||I|||II| I 1 II| I||.|II Iy ||I.||.I| n |.1g:|r|-85
50 80 nn 120 140 160 180 200

mfz



3074 #128-129 RT: 3.04-3.06 AV: 2 ML: 1.48E5
T: + ¢ Full ms [50.00-550.00]
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3073 #127-128 RT: 3.02-3.04 AV: 2 NL: 1.70E5 i
T: + ¢ Full ms [50.00-650.00]
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J072#128 RT: 3.04 AV: 1 NL: 1.57ES o
T: + ¢ Full ms [50.00-650.00]
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73.03 121.03

-

=

=
|

a0
79.04

(=]
]

-
=

59.09

(=]
=

67.07
107.05

e
—

Relative Abundance
[Sa]
(=]

133.11
30
103.03

20 136.14

10 137.07 176.91

108.04
05 ||| 19116

Alg
| ||||‘| || ‘u..l NI N TR
I 1 I T T 1 I 1 T T 1 T 1

100 120 140 160 180 200
miz

o]

‘ il ||||‘
I 1 1 | 1
0

60 B



J070#129 RT: 3.04 AV: 1 ML: 1.47ES L
T: + ¢ Full ms [60.00-650.00]
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Beta Pinene:

Reference:
120 #159-160 RT: 3.79-3.81 AV: 2 NL: 2.28E6 )
T- + ¢ Full ms [50.00-650.00]
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Samples:



3021 #160 RT: 3.79 AV:- 1 ML 1.05E7 o

T: + ¢ Full ms [50.00-650.00]
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3057 #161-162 RT: 3.77-3.80 AV:- 2 MNL: 1.88E5

T: + ¢ Full ms [50.00-650.00]
93.09
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3058 #158-159 RT: 3.77-3.80 AWV: 2 MNL:- 4 17E5
T: + ¢ Full ms [50.00-650.00]
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3053 #159-161 RT: 3.77-3.82 AV: 3 ML: 6.00ES o
T: + ¢ Full ms [50.00-650.00]
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3075 #158-160 RT: 3.78-3.81 AV: 2 MNL: 4. 18E6

T: + ¢ Full ms [50.00-650.00]
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3018 #160-161 RT: 3.78-3.80 AV: 2 MNL: 2.63EG i
T: + ¢ Full ms [50.00-650.00]
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3074 #160-161 RT: 3.79-3.81 AV: 2 MNL: 8.36EG
T: + ¢ Full ms [50.00-650.00]
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J073#159-160 RT: 3.78-3.81 AV: 2 ML: 2.26E6 o
T: + ¢ Full ms [50.00-650.00]
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3073 #159-160 RT: 3.78-3.81 AV: 2 MNL: 2.26E6
T: + c Full ms [50.00-650.00]
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3072 #159-160 RT: 3.78-3.80 AV: 2 NL: 6.90E6 )
T: + ¢ Full ms [50.00-650.00]
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3070 #160-161 HT: 3.78-3.80 AW: 2 NL: 7.94E5

T: + ¢ Full ms [50.00-650.00]
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Alpha Terpinene

Reference:

1 20 #247 RT: 5.84 AV: 1 MNL: 2.24E6 i
T: + ¢ Full ms [50.00-650.00]
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Samples:



3021 #246 RT: 583 AWV: 1 NL: 2.27E5
T: + ¢ Full ms [50.00-650.00]
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3057 #247-248 RT: 5.81-5.83
T: + ¢ Full ms [50.00-650.00]
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3058 #244 RT: 5.82 AV:-1 MNL: 3.80E5L
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J053 #245-246 RT: 5.82-5.84 AV: 2 NL: 1.15E5
T: + ¢ Full ms [50.00-650.00]
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3075 #245-246 RT: 5.83-5.86 AV: 2 NL: 4 .08E5
T: + ¢ Full ms [50.00-650.00]
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3018 #246-247 RT: 5.82-5.84 AV: 2 MNL: 1.02E5

T: + ¢ Full ms [50.00-650.00]
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3074 #248-247 RT: 5.83-5.85 AV: 2 MNL: 7.56ES

T: + ¢ Full ms [60.00-650.00]
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J073#245 RT: 583 AV: 1 NL:- 1.23E5
T: + ¢ Full ms [50.00-650.00]
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3073 #245 RT: 583 AV: 1 ML 1.23E5
T: + ¢ Full ms [50.00-650.00]
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J07Z2 #245-246 HT: 5.83-5.85 AV: 2 NL: 5.15E5
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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J070#246 RT: 583 AW: 1 NL: 1.17E5S

T: + ¢ Full ms [50.00-650.00]
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Limonene

Reference:

1 20 #277-278 RT: 6.54-6.56 AW: 2 NL: 1.76E6 o
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Samples:

3021 #276-277 RT: 6.55-6.57 AV: 2 NL: 1.12E6 i
T: + ¢ Full ms [50.00-650.00]
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3057 #278-279 RT: 6.54-6.57 AV: 2 ML: 2.36EE L
T: + ¢ Full ms [50.00-650.00]
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—

=]

=
|

90 6708

80
70
60

50 79.08 93.08

=
=]

£3.09

Relative Abundance

30

91.06 10710 121.06
80.11

55.10 136.12
‘ 105.10 | 108.13
12214 13711
I|||..|||| ‘Illlllu ‘ |||..|||| .||I|| ‘I Lt r_— L |.II_'_'_ 151-05 1??-13 19113
| L L L | L L LIS N Y RN N N | LI R —

|
G0 a0 100 120 140 160 180 200
mfz

20

10

=]




3058 #274-276 RT: 6.53-6.58 AV: 3 ML: 3.36EG i
T: + ¢ Full ms [50.00-650.00]
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3053 #275-277 RT: 6.53-6.58 AV: 3 NL: 7.05E5 L
T: + ¢ Full ms [50.00-650.00]
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3018 #277-278 RT: 6.55-6.58 AV: 2 MNL: 4.80ES o
T: + ¢ Full ms [50.00-650.00]
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3075 #275-276 RT: 6.54-6.56 AV: 2 NL: 7.69ES &
T: + ¢ Full ms [50.00-650.00]
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3074 #276-277 RT: 6.54-656 AV: 2 NL: 140E6 @
T + ¢ Full ms [50 00-850 00]
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3073 #275-276 RT: 6.54-6.57 AV: 2 NL: 512E5 o
T: + ¢ Full ms [50.00-650.00]
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3073#275 RT: 654 AV- 1 NL: 583E5 @
T: + ¢ Full ms [50.00-650.00]
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3072 #275-276 RT: 6.54-6.57 AV: 2 NL: 1.13E6 @
T + ¢ Full ms [50.00-650.00]
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J070 #275-277 RT: 6.52-6.57 AV: 3 NL: 7.50ES L
T: + ¢ Full ms [50.00-650.00]
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p-cymene

Reference:

Relative Abundance

100+

65.07

73.08

78.09

—_—

91.04

103.09

1_20#438-440 RT: 10.31-10.36 AV: 3 NL: 3.14E6
T: + ¢ Full ms [50.00-650.00]

119.05

161.31

17713

191.20

|I|. ||| ||I|
| ——
60

80

100

[
180

|
200



Samples

3018 #436-437 RT: 10321035 AV: 2 NL: 1.54E6
T: + ¢ Full ms [50.00-650.00]
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3053 #434-435 RT: 10.31-10.34 AV: 2 NL: 4.93E5 ¥
T: + ¢ Full ms [50.00-650.00]
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3058 #433-434 RT:- 10.32-10.34 AV: 2 NL: 6.30E6 o
T: + ¢ Full ms [50.00-650.00]
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3057 #437-438 RT: 10.32-10.34 AV: 2 NL: 3.05E6
T: + ¢ Full ms [50.00-650.00]
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3021 #435-436 RT: 10.33-10.35 AV: 2 NL: 4.11E6 1
T: + ¢ Full ms [50.00-650.00]
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3075 #434-435 RT: 10.33-10.35 AV: 2 NL: 1.57EB
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3074 #435-437 RT: 10.32-10.37 AV: 3 NL: 3.34E6 &
T: + ¢ Full ms [50.00-650.00]
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3073 #433434 RT: 10.31-10.33 AV: 2 NL: 1.09E6 o
T: + ¢ Full ms [50.00-650.00]
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3073 #433434 RT: 10.31-10.33 AV: 2 MNL: 1.09EG i
T: + ¢ Full ms [50.00-650.00]
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3072 #434-435 RT: 10.33-10.35 AV: 2 NL: 1.26E6
T: + ¢ Full ms [50.00-650.00]
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3070 #436-437 RT: 10.33-10.35 AV: 2 NL: 1.75E5 &
T: + ¢ Full ms [50.00-650.00]
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Rose oxide
Reference:

1 20 #740-742 RT: 17.45-17.50 AV: 3 NL: 3.89E6
T: + ¢ Full ms [50.00-650.00]

_L

=

=
|

90

80 69.04

T

60

a0

55.09

40 83.0v

Relative Abundance

30
20 .
56111 | 84.10

109 ||| 82 14
‘ 1.12 =
Ll

ar10 1212

138.02 ‘

139.10

164 13

153-_L2_|‘j£5.18 177.05 191.14

=]

100

e L
I
al

1
120

mfz

140

I
160

I
180

|
200




Samples:

3021 #737-738 RT: 17.49-17.62 AV: 2 NL: 1.13E7 @
T: + ¢ Full ms [50.00-650.00]
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3057 #740-742 RT: 17.50-17.54 AV: 3 NL: 2.69ET L
T: + ¢ Full ms [50.00-650.00]
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3058 #735-737 RT- 17.5217.57 AV: 3 MNL: 5.30E7
T: + ¢ Full ms [50.00-650.00]
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3053 #734-736 RT: 17.45-17.50 AV: 3 MNL: 6.05E5 o
T: + ¢ Full ms [50.00-650.00]
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3018 #739-740 RT:- 17.48-17.50 AWV: 2 MNL: 7.86EG
T: + ¢ Full ms [50.00-650.00]
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3075 #735-T36 RT: 17.49-17.52 AV: 2 MNL: 6.7T9EB
T: + ¢ Full ms [50.00-650.00]
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3074 #737-738 RT: 17.48-17.51 AV: 2 NL: 6.74E6 ®
T: + c Full ms [50.00-650.00]

1004 139.07
90
80
703 69.05
o ]
o -
S 60
=]
T ]
2 ]
Z 50
1] -
= .
T 40
& 48510 83.08
30
20
1| ¥ 84.10
103 14013 154 14
1 \|szn || 333
Wl il 1l Hele AT 137.03 ‘ 153-_1_5_‘155.1? 176.96 19521
U_|'||" .||||.|.. padde Ll " il 1 ool . "
| T T T | T 1 T | T T 1 | T T T | 1 T T | T T T | T I T |
60 80 100 120 140 160 180 200

mfz



3073 #733-734 RT: 17461748 AV: 2 MNL: 5.85EB o
T: + c Full ms [50.00-650.00]
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0TI #733-734 RT:- 17461748 AV: 2 NL: 5.85E6
T: + ¢ Full ms [50.00-650.00]
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J0VZ #734-T38 RT:- 17471748 AV: 2 ML: 6.09E6 ®
T: + ¢ Full ms [50.00-650.00]
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3070 #736-737 RT: 17.46-17.49 AV: 2 ML: 4.87E5
T: + ¢ Full ms [50.00-650.00]
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1_20#1099-1100 RT: 25.89-26.02 AV: 2 MNL: 4 54EB
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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T: + ¢ Full ms [

Relative Abundance
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3018 #1098-1099 RT- 26.01-26.03 AV: 2 NL: 3.48E7
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3053 #1093-1094 RT: 25.99-26.01 AV: 2 ML: 7.62EB o
T: + ¢ Full ms [50.00-650.00]
71.02
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3058 #1094-1096 RT: 26.08-26.13 AV: 3 ML: 2.10E3 i
T: + ¢ Full ms [50.00-650.00]
71.04
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3057 #1099-1101 RT: 26.03-26.07 AV: 3 NL: 1.41E8 ®
T: + ¢ Full ms [50.00-650.00]
71.01
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3021 #1094-1095 RT: 26.00-26.03 AV: 2 NL: 3.55E7 &
T: + ¢ Full ms [50.00-650.00]
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3075 #1093-1094 RT: 26.01-26.04 AV: 2 MNL: 1.67ET
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3074 #1095-1096 RT: 26.01-26.04 AV: 2 NL: 2.81E7 o
T: + ¢ Full ms [50.00-650.00]
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J073#1094-1095 RT: 26.02-26.04 AV: 2 NL: 3.99ET
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3073 #1094-1095 RT: 26.02-26.04 AV: 2 NL: 3.99E7 @
T + ¢ Full ms [50 00-650 00]
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3072 #1093-1094 RT: 26.02-26.04 AWV: 2 ML: 5.89ET o
T: + ¢ Full ms [50.00-650.00]
71.04
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3070 #1094-1095 RT: 25.99-26.01 AV: 2 ML: 5.08E6 o
T: + ¢ Full ms [50.00-650.00]
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Beta Caryophyllene

Reference:

1_20#1121 RT: 26.52 AV: 1 NL: 1.04EB
T: + ¢ Full ms [50.00-650.00]
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Samples:

A M NMTAN18 RT: 26.55-26.57 AV: 2 NL: 1.2TET
T: + ¢ Full ms [50.00-650.00]
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3057 #1121-1122 RT: 26.55-26.58 AV: 2 NL: 1.3VE7
T: + ¢ Full ms [50.00-650.00]
79.08
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3058 #1116-1118 RT: 26.61-26.66 AV: 3 MNL: 1.89ET
T: + ¢ Full ms [50.00-650.00]
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3053 #1115-1117 RT: 26.51-26.56 AV: 3 MNL: 9.78ES

T: + ¢ Full ms [50.00-650.00]
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3018 #1120-1121 RT: 26.53-26.56 AV: 2 NL: 1.03E7
T: + ¢ Full ms [50.00-650.00]
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J0Ts #115-1116 RT: 26.54-26.56 AV: 2 NL: 1.15ET7

T: + ¢ Full ms [50.00-650.00]
79.09
100

o
=]

[=x]
=)

77.05

-
=]

on
=]

69.10
55.10

Relative Abundance
=k (%] ad =Y
(=] [ ] ]

=]

tm
=]
v b b by v bevv i by by taa lo g lanaal

105.00

91.03
93.07

107.10
133.08

119.08

147.12

189.10
20415

190.16 |205.18

B0

‘I ||||||
I
140

m'z

120

LIBN N Y N N RN B R R B R N
180 200 220



074 #7118 RT: 26.54-26.56 AV: 2 ML 1.71E7 ")
T: + ¢ Full ms [50.00-650.00]
79.08
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0TI #N5-1116 RT: 26.52-26.564 AV: 2 MNL: 5.80E6
T: + ¢ Full ms [50.00-650.00
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I0TIFNMEAN16 RT: 26.52-26.54 AV: 2 MNL: 5.80E6

T: + ¢ Full ms [50.00-650.00]
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0T2#115 RT: 26.54 AV: 1 NL: 1.09E7
T: + ¢ Full ms [50.00-650.00]
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3070 #1116-1117 RT: 26.52-26.54 AWV: 2 ML: 9.15E5

T: + ¢ Full ms [50.00-650.00]
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Beta damascenone:

Reference:

1_20#1194 RT: 26.26 AV:- 1 ML: 112E6 L
T: + ¢ Full ms [50.00-650.00]
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Samples:

Not detected in any samples.



Citronellyl acetate

Reference

1_20 #1216-1217 RT: 28.78-26.80 AWV: 2 NL: 1.23E6
T: + ¢ Full ms [50.00-650.00]
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Samples:

3057 #1215-1217 RT: 28.79-28.84 AV: 3 ML: 8.81E6 i
T: + ¢ Full ms [50.00-650.00]
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3058 #1209-1211 RT: 28.83-28.88 AV: 3 NL: 1.74EV o
T: + c Full ms [50.00-650.00]
81.10
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3063 M1210-1212 RT: 28.78-28.83 AV:- 3 MNL: 1.21E6 o
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81.10
100+

63.10
a0

80 67,07

70
5510 8211

60 95.06

&0 123.07

40

Relative Abundance

30 109.06

13814
20 56.13

57.12 ||| 71212 || 83.12 96.12

g ol
| T 1 1 |
80

II|||| ||||
1 T
60

10

‘10?_12 r 12414143 14
[T 1 A TV

i Ll 161.08  177.05 189.25
m

|
100 120 140 160 180 200

—




3018 M216-1217 RT: 25.82-28.84 AV: 2 NL: 1.39ET
T: + ¢ Full ms [50.00-650.00]
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3021 #1212-1213 RT: 28.82-28.84 AV: 2 NL: 2T1E7
T: + ¢ Full ms [50.00-650.00]
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J0TE 2101211 RT: 28.80-28.83 AV: 2 NL: 1.76EY
T: + ¢ Full ms [50.00-650.00]
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3074 #1213 RT: 28.83 AV 1 NL: 2.32E7
T: + ¢ Full ms [50.00-650.00]
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3073#1211-1212 RT: 28.81-28.84 AV: 2 MNL: 7.97E6
T: + ¢ Full ms [50.00-650.00]
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073211 KT: 28.81 AV: 1 NL: 5.51EB
T: + ¢ Full ms [50.00-650.00]
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J0T2#1210-1211 RT: 28.81-28.84 AV: 2 MNL: 8.58E6
T: + ¢ Full ms [50.00-650.00]
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J0T0 M 2121213 RT: 28.79-28.82 AV: 2 NL: 8.26E5 &
T: + ¢ Full ms [50.00-650.00]
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120 #1227 RT: 29.04 AV:1 NL: 1.23E6
T: + ¢ Full ms [50.00-650.00]
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3018 #1226-1227 RT: 29.06-29.08 AV: 2 NL: 1.31E7 i
T: + ¢ Full ms [50.00-650.00]
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3053 #1221-1222 RT: 29.04-29.06 AV: 2 NL: 1.33E6 e
T: + ¢ Full ms [50.00-650.00]
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3058 #1220-1222 RT: 29.09-29.14 AV: 3 MNL: 1.95E7 o
T: + ¢ Full ms [50.00-650.00]
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3057 #1226-1228 RT: 29.05-2910 AV: 3 MNL: 1.06ET7
T: + ¢ Full ms [50.00-650.00]
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3021 12221223 RT: 29.06-29.08 AWV: 2 NL: 1.16E7
T: + ¢ Full ms [50.00-650.00]
69.08
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3075 #1221 RT: 29.07 AV: 1 NL: 1. 1MET
T: + ¢ Full ms [50.00-650.00]
69.11
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3074 #1223 RT: 29.07 AV: 1 ML: 1.28E7 &
T: + ¢ Full ms [50.00-650.00]
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3073 #1221-1222 RT: 29.05-29.07 AV: 2 NL: 159E7 @
T: + ¢ Full ms [50.00-650.00]
69.08
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JO7IM2211222 RT: 29.05-29.07 AV: 2 ML: 1.59ET &
T: + ¢ Full ms [60.00-650.00]
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3072 #12201221 RT: 28.05-29.08 AV: 2 NL: 2.06E7 ")
T: + ¢ Full ms [50.00-650.00]
69.08
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3070 #12221224 RT: 29.03-29.08 AV: 3 NL: 1.60EE o
T: + ¢ Full ms [50.00-650.00]
69.08
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120 #1280-1281 RT: 30.31-30.33 AV: 2 NL: 5.02E6 i
T: + ¢ Full ms [50.00-650.00]
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3053 #1274-1275 RT: 30.30-30.33 AV: 2 ML: 4 59E6 )
T: + ¢ Full ms [50.00-650.00]
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3018 #1279-1280 RT- 30.32-30.35 AV 2 NL- 7.85E7 @
T: + ¢ Full ms [50.00-650.00]
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3058 #1273-1274 RT: 30.36-30.38 AV: 2 ML: 8.9TET
T: + ¢ Full ms [50.00-650.00]
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3057 #1279-1281 RT: 30.32-30.36 AV: 3 NL: 3.68E7 &
T: + ¢ Full ms [50.00-650.00]
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3021 #1276-1277 RT: 30.34-30.37 AV: 2 NL: 6.39E7 @
T: + ¢ Full ms [50.00-650.00]
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3075 #1274-1275 RT: 30.33-30.35 AV: 2 NL: 4.04E7 L
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3074 #1276-1277 RT: 30.33-30.36 AV: 2 NL: 4 .0VET
T: + ¢ Full ms [50.00-650.00]
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3073 #1274-1276 RT: 30.32-30.36 AV: 3 NL: 4 24E7 )
T: + ¢ Full ms [50.00-650.00]
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J0TIM2TE RT: 30.34 AV: 1 MNL: 6.60ET
T: + ¢ Full ms [50.00-650.00]
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JO72 2731275 RT: 30.32-30.36 AV: 3 ML: 5.52ET &
T: + ¢ Full ms [60.00-650.00]
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3070 #1275-1276 RT: 30.30-30.32 AV: 2 MNL: 5.80E6
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Geranyl acetat

Reference
1 20 #1311-1312 RT: 31.04-31.07 AV: 2 NL: 4.77E6 o
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Samples:

3018 #1311-1312 RT: 31.09-31.11 AV: 2 NL: 9.01E7 @
T: + ¢ Full ms [50.00-650.00]
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3053 #1305-1306 RT: 31.04-31.07 AV: 2 ML: 7.75E6 i
T: + ¢ Full ms [560.00-650.00]
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3058 #1303-1305 RT: 31.07-31.12 AV: 3 NL: 2.68ET

T: + ¢ Full ms [50.00-650.00]
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3057 #1310-1311 RT: 31.05-31.08 AV: 2 NL: 1.79E7 o
T: + ¢ Full ms [50.00-650.00]
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3021 #1307-1309 RT: 31.08-31.13 AV: 3 NL:- 744E7
T: + ¢ Full ms [50.00-650.00]
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3075 #1306-1307 RHT: 31.09-31.12 AV: 2 NL: 7.96E7
T: + ¢ Full ms [50.00-650.00]
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3074 #1307-1308 RT: 31.07-31.10 AV: 2 NL: 9.26E7 )
T: + ¢ Full ms [50.00-650.00]
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3073 #1305-1306 RT: 31.06-31.08 AV: 2 MNL: 3.40E7
T: + ¢ Full ms [50.00-650.00]
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3073 #1305-1306 RT: 31.06-31.08 AV: 2 NL: 340E7 )
T: + ¢ Full ms [50.00-650.00]
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3072 #1305-1306 RT: 31.08-31.10 AV: 2 MNL: 6. 44E7
T: + ¢ Full ms [50.00-650.00]
69.10
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3070 #1306-1307 RT: 31.04-31.06 AV: 2 ML: 6.25E6 o
T: + ¢ Full ms [50.00-650.00]
100 69.09

50

80

70

] 6811

Relative Abundance
(&3]
T

1 6710
203 93.07

J53.08 8010 121.08

10 79.09 136.08
B = — 8111 107.07

. 12310 13714
[]_|I ||||.... . |I ||.. || ‘ul|‘.. || ||.. . ..|.||. . T T i 15&.}'15 177.24 195.66
LN N I R N E R N | LI B B T LN B R B N R LI B | LI B |

&0 80 100 120 140 160 180 200
mfz

——




Citronellol

Reference:
1 20 #1328 RT- 3145 AV: 1 NL: 3.29E7 &
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Samples:

3018 #1331-1333 RT: 31.56-31.61 AV: 3 NL: 2.74E8
T: + ¢ Full ms [50.00-650.00]
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3053 #1323-1325 RT: 31.47-31.52 AV: 3 NL: 1.21E8
T: + ¢ Full ms [50.00-650.00]
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3058 #1324-1326 RT: 31.57-31.62 AV: 3 ML: 2.85E8
T: + ¢ Full ms [50.00-650.00]
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3057 #1330-1333 RT: 31.53-31.60 AV: 4 MNL: 2.72E8
T: + ¢ Full ms [50.00-650.00]
69.11
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3021 #1325-1328 RT: 31.51-31.58 AV: 4 ML: 2.33E3 o
T: + ¢ Full ms [50.00-650.00]
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0V #1325 RT: 31.54 AV: 1 NL: 2.05E8
T: + ¢ Full ms [50.00-650.00]
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3074 #1326-1329 RT: 31.58-31.60 AV: 2 NL: 2.64E8
T: + ¢ Full ms [50.00-650.00]
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073 #1326-1327 RT: 31.56-31.58 AV: 2 NL: 2.29E8
T: + ¢ Full ms [50.00-650.00]
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30

20

10

]

69.11
g81.11

67.05

82.12

95.05
56.12 L‘LUQ
123.08
109.06

83.13
711 0 138.10

85.11 2212 111013 s 156.13

1 L, |H I g2 [ A3 < 15490 | 157.18 17509 189 12

II| 1 | I| —— L | B | R S B R R
60 g0 100 120 140 160 180

miz

200



3073 #1325-1327 RT: 31.53-31.56 AV: 3 NL: 214E8
T: + ¢ Full ms [50.00-650.00]
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3072 #1326-1329 RT: 31.58-31.65 AV: 4 NL: 2.7T1ES
T: + ¢ Full ms [50.00-650.00]
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3070 #1324-1325 RT: 31.46-31.49 AV: 2 NL: 7.33E7
T: + ¢ Full ms [50.00-650.00]
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Nerol
Reference:

1_20#1356-1357 RT: 32.11-3214 AV: 2 NL: 2.33ET
T: + ¢ Full ms [50.00-850.00]
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Samples:

3018 #1358-1360 RT: 32.21-32.26 AV: 3 ML: 3.51E8 ®
T: + ¢ Full ms [50.00-650.00]
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3053 #1351-1352 RT: 3214-3217 AV: 2 ML: 7.77ETV o
T: + ¢ Full ms [50.00-650.00]
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3058 #1349-1351 RT: 32.17-32.22 AV: 3 NL: 4 52E7

T: + ¢ Full ms [50.00-650.00]
69.09
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3057 #1354-1356 RT: 32.10-32.15 AV: 3 NL: 1.96ET
T: + ¢ Full ms [50.00-650.00]
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3021 #1356-1358 RT: 32.25-32.30 AV: 3 MNL: 3.79ES o)
T: + ¢ Full ms [50.00-650.00]
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3075 #1351-1354 RT: 3217-32.24 AV: 4 NL: 2.04E8 &
T: + ¢ Full ms [50.00-650.00]
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3074 #1354-1355 RT: 32.20-32.22 AV: 2 NL: 2.65E3 o

T: + ¢ Full ms [50.00-650.00]
69.09
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3073 #1353-1354 RT: 32.20-32.23 AV: 2 NL: 2 95E8 &

T: + ¢ Full ms [50.00-850.00]
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3072 #1354-1356 RT: 32.25-32.29 AV: 3 NL: 3.85E8
T: + ¢ Full ms [60.00-650.00]
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3070 #1351-1353 RT: 32.11-32.16 AV: 3 MNL: 4 13E7
T: + ¢ Full ms [50.00-650.00]
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Phenylethanol

Reference

120 #1361-1362 RT: 32.23-32.26 AV: 2 NL: 6.68E6 o
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Samples

3057 #1361-1362 RT: 32.27-32.29 AV: 2 NL: 1.16E6 &
T: + ¢ Full ms [50.00-650.00]
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3058 #1351-1352 RT: 32.22-32.24 AV: 2 NL: 4 46ET
T: + ¢ Full ms [50.00-650.00]
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3053 #1353-1356 RT: 32.19-32.24 AV: 3 NL: 1.52E6 o
T: + ¢ Full ms [50.00-650.00]
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3018 #1359-1360 RT: 32.23-32.26 AV: 2 ML: 3.98E8 o
T: + ¢ Full ms [50.00-650.00]
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3021 #1356-1358 RT: 32.25-32.30 AV: 3 ML: 3.79ES

T: + ¢ Full ms [50.00-650.00]
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3075 #1353-1354 RT: 32.21-32.24 AV: 2 MNL: 2.88E8
T: + ¢ Full ms [50.00-650.00]
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3074 #1356 RT: 32.24 AV: 1 ML: 3.65ES i

T: + ¢ Full ms [50.00-650.00]
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3073 #1354 RT: 32.23 AV: 1 NL: 3.36E8
T: + ¢ Full ms [50.00-650.00]
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J073 #1354 RT: 32.23 AV: 1 MNL: 3.36E8
T: + ¢ Full ms [60.00-650.00]
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J072 #1355 RT: 3227 AV:- 1 NL: 4.20E8 o
T: + ¢ Full ms [50.00-650.00]
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Geraniol:

Reference:
1.20 #1401-1402 RT- 33.19-33.21 AV- 2 NL- 527E7 G
T- + ¢ Full ms [50.00-650.00]
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Samples:

3018 #1404-1406 RT- 33.31-33.36 AV: 3 NL: 5.78E8
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3053 #1396-1397 RT: 33.22-33.24 AV: 2 ML: 1.87ES )
T: + ¢ Full ms [50.00-650.00]
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3058 #1396-1399 RT: 33.29-33.37 AV:- 4 MNL: 5.34E8 1
T: + ¢ Full ms [50.00-650.00]
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3057 #1403-1404 RT: 33.27-33.29 AV: 2 NL: 4 75E8
T: + c Full ms [50.00-650.00]
B9.11
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3021 #1400-1403 RT: 33.30-33.37 AV: 4 NL: 5.12E8 ®

T: + ¢ Full ms [50.00-650.00]
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3075 #1396-1398 RT: 33.24-33.29 AV: 3 NL: 3.22E8 -
T: + ¢ Full ms [50.00-650.00]
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3074 #1400-1402 RT: 33.29-33.34 AV: 3 ML: 512E3 &
T: + ¢ Full ms [50.00-650.00]
£9.10
100+
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3073 #1396-1400 RT: 33.27-33.32 AV: 3 NL: 4.79ES i
T: + ¢ Full ms [50.00-650.00]
100 63.10
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3073 #1398-1400 RT: 33.27-33.32 AV: 3 ML: 4.79E8
T: + ¢ Full ms [50.00-650.00]
69.10
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3072 #1398-1402 RT: 33.30-33.39 AV: & NL: 5 58E8 @
T + ¢ Full ms [50.00-650.00]
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070 #1397-1398 RT: 33.20-33.23 AV: 2 ML: 1.56E8

T: + ¢ Full ms [50.00-650.00]
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Methyleugenol

Reference:

120 #1535-1536 RT: 36.38-36.41 AV: 2 MNL: 2.39E6 o

T: + ¢ Full ms [560.00-650.00]
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3018 #1534-1535 RT: 36.40-36.42 AV: 2 MNL: 4 T4ET7
T: + ¢ Full ms [50.00-650.00]
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3053 #1528-1530 RT: 36.38-36.41 AV: 2 MNL: 6.88ER
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3058 #1524-1526 RT: 36.35-36.40 AV: 3 NL: 1.20EV
T: + c Full ms [50.00-650.00]

100+

w
=
|

o | oo
= = =
|

.
=
v ey by by bevr i by e gl gl

Relative Abundance
()]
(=]

30

20

10

=]

5510

56,11

67.06

801

81.10

83.09

95.08
123.05

109.05

—_—

96.11
94 09 "’

110.13

13812

16110 17811 183.12

60

3
80 100 120
mfz

160 180 200



3057 #1532-1533 RT- 36.34-36.36 AV: 2 NL: 7.53E6 @
T: + ¢ Full ms [50.00-650.00]
55.11
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3021 #1531-1532 RT: 36.42-36.44 AV: 2 MNL: 1.17ES i
T: + ¢ Full ms [50.00-650.00]
177.96
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3075 #1529-1530 RT: 36.41-36.44 AV: 2 NL: 716E7 o
T: + ¢ Full ms [50.00-650.00]
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3074 #1530-1531 RT: 36.40-36.42 AV: 2 NL: 6.84ET &
T: + ¢ Full ms [50.00-650.00]
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3073 #1528-1530 RT: 36.39-36.42 AV: 2 MNL: 4.70ET
T: + ¢ Full ms [50.00-650.00]
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3073 #1529-1530 RT: 36.39-36.42 AV: 2 MNL: 4.70ET o
T: + ¢ Full ms [50.00-650.00]
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3072 #1527-1529 RT: 36.37-36.42 AV: 3 MNL: 219ET ®

T: + ¢ Full ms [50.00-650.00]
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3070 #1530-1531 RT: 36.37-36.40 AV- 2 MNL: 142EG i
T: + ¢ Full ms [50.00-650.00]
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Eugenol

Reference:

Relative Abundance
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1 20 #1653 RT: 39.19 AV- 1 ML: 3.00E6
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Samples:

3021 #1656 RT: 39.40 AV: 1 NL: 9.07ES L
T: + ¢ Full ms [50.00-650.00]
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3053 #1647-1648 RT: 39.19-39.22 AV: 2 ML: 1.43E6
T: + ¢ Full ms [50.00-650.00]
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3058 #1644-1645 RT: 39.21-39.24 AV: 2 NL: 1.02E6

T: + ¢ Full ms [50.00-650.00]
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3057 #1655-1657 RT: 39.27-39.32 AV: 3 DML: §.94E5
T: + ¢ Full ms [50.00-650.00]
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3057 #1652 RT: 39.20 AV: 1 NL: 4.50E5 i
T: + ¢ Full ms [50.00-650.00]

69.10
100 81.12

50

807 55,10

707

60

] 77.05
£0] 67 09 105.08

] 91 06 121.09

404

B 109.13 137.09 161.08
30 || 57.13 o5 12

] 135.11

20 147 15

Relative Abundance

189.09

16417

Al ol

] 179.14  (190.19

[]_ I|||II‘ ¢ ”llll ‘ |||||! ‘I |‘II|| ‘ ‘ IH||I|!||| I‘ ‘ |!||||I“ ‘I‘ ”I||III|I|| !||I||I||I||||I ‘||I|u. I|..u||||||||| ...ill Ill III ”I
120

60 a0 100 140 160 180 200

m/z



3021 #1647-1648 RT: 39.18-39.20 AWV: 2 NL: 3.85E7
T: + ¢ Full ms [50.00-650.00]
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3075 #1646 RT: 38.20 AV: 1 MNL: 3. MEV
T: + ¢ Full ms [50.00-650.00]
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J074 #1647-1648 RT: 39.19-39.21 AV: 2 MNL: 4.03E7
T: + ¢ Full ms [50.00-650.00]
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3073 #1647 RT: 3920 AV: 1 NL: 8.39E6
T: + ¢ Full ms [50.00-650.00]
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3072 #1645-1646 RT: 39.19-39.21 AV: 2 ML: 246E7
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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J0T0#1648 RT: 3919 AV: 1 NL: 2.19E6
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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Farnesol

Reference:

1_20#1803-1804 RT: 42754278 AV: 2 NL: 2.28E6 o
T: + ¢ Full ms [50.00-650.00]
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Samples:

3075 #1796-1797 RT- 42.78-42.81 AV: 2 NL- 5.68ET &
T: + ¢ Full ms [50.00-650.00]
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3074 #1738-1799 RT: 42784281 AV: 2 NL: 6.22ET7 &
T: + ¢ Full ms [50.00-650.00]
69.08
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3073 HATIT-1T98 RT: 42.78-42.80 AV 2 ML T42ET

T: + ¢ Full ms [50.00-650.00]
69.09
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J072#1796 RT:- 4279 AV:- 1 MNL: 1.18EB o
T: + ¢ Full ms [50.00-650.00]
69.09
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JOV0#1798-1799 RT: 42.76-42.78 AV: 2 NL: 7.29E6
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3021 #1798-1799 RT: 42.78-42.80 AV: 2 MNL: 1.03E8 )
T: + ¢ Full ms [50.00-650.00]
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3057 #1802-1803 RT: 42.7742.80 AV: 2 MNL: 7.72E5
T: + ¢ Full ms [50.00-650.00]

Relative Abundance
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3058 #1794-1795 RT: 42.7942.81 AV: 2 NL: 1.94E6 i
T: + ¢ Full ms [50.00-650.00]
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053 #7I6-17I7 RT: 42754277 AV: 2 NL: 74TER

T: + ¢ Full ms [50.00-650.00]
69.09

Relative Abundance
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3018 #1802 RT- 4273 AV:- 1 MNL: 1.43E8 &

T: + ¢ Full ms [50.00-650.00]
69.10
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