LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X062323W.M

Title : SW846 8260

Signal : TIC: VX@36318.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.191 162 181 188 rBV3 23767 132710 3.00% 0.532%
2 2.398 207 215 231 rBV 501150 1231150 27.87% 4.932%
3  2.605 239 249 263 rBV3 17523 99465 2.25% ©.398%
4 3.001 297 314 348 rBV2 619158 2865385 64.87% 11.480%
5 4.574 557 572 590 rBV2 1271740 4417007 100.00% 17.696%
6 5.013 633 644 671 rBV3 268880 1073340 24.30% 4.300%
7 5.385 694 705 720 rVV2 139419 408806 9.26% 1.638%
8 5.550 720 732 751 rVB 211371 592870 13.42%  2.375%
9 5.952 788 798 807 rBV 167911 450357 10.20% 1.804%
106 6.257 840 848 858 rBV3 17484 56483 1.28% 0.226%
11 6.635 899 910 921 rBvV2 34303 89897 2.04% 0.360%
12 6.763 921 931 947 rVB 325321 781648 17.70% 3.132%
13 7.251 1000 1011 1030 rBvV2 70438 296129 6.70% 1.186%
14  7.458 1039 1045 1058 rVB 37864 86446  1.96%  0.346%
15 8.574 1221 1228 1234 rBV 65840 105180 2.38% 0.421%
16 8.647 1234 1240 1247 rW 844916 1327812 30.06% 5.320%
17 8.720 1247 1252 1260 rVV 91485 176788 4.00% 0.708%
18 8.805 1261 1266 1270 rVV 43177 77039 1.74% 0.309%
19 9.378 1356 1360 1365 rVV 133092 197073 4.46% 0.790%
20 9.726 1411 1417 1425 rBV 33190 79673 1.80% 0.319%
21 10.055 1461 1471 1483 rBV 673526 1007532 22.81% 4.037%
22 10.195 1489 1494 1500 rBV2 62029 102454 2.32% 0.410%
23 10.299 1508 1511 1519 rVB 70528 104293 2.36% 0.418%
24 10.518 1538 1547 1550 rBV3 30944 68392 1.55% 0.274%
25 10.640 1563 1567 1571 rBV 58480 77054 1.74% 0.309%
26 10.768 1580 1588 1592 rBV 39144 65238 1.48% 0.261%
27 11.079 1634 1639 1645 rBV 631960 804377 18.21%  3.223%
28 11.506 1704 1709 1715 rBV 190225 252427 5.71% 1.011%
29 11.750 1740 1749 1753 rBV 30592 47365 1.07% 0.190%
30 11.884 1767 1771 1779 rVB 77193 104005 2.35% 0.417%
31 12.018 1788 1793 1801 rBV 659550 870265 19.70%  3.487%
32 12.103 1801 1807 1811 rBvV2 297735 426351 9.65% 1.708%
33 12.244 1827 1830 1839 rVB 43735 69721 1.58% 0.279%
34 12.518 1871 1875 1878 rBV4 39054 64532  1.46% 0.259%
35 12.853 1926 1930 1933 rBV 30955 44238 1.00% ©0.177%

36 12.902 1933 1938 1944 rVW 939562 1236934 28.00% 4.956%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X062323W.M
Title : SW846 8260
37 12.963 1944 1948 1952 rVB5 31944 47759 1.08% 0.191%
38 13.170 1977 1982 1986 rBV 273616 395417 8.95% 1.584%
39 13.213 1986 1989 1996 rVB4 55509 93090 2.11% 0.373%
40 13.335 2005 2009 2012 rBV 69502 88927 2.01% 0.356%
41 13.475 2027 2032 2033 rBvV2 95427 123615 2.80% 0.495%
42 13.512 2033 2038 2044 rVV 1531669 2081741 47.13% 8.340%
43 13.591 2044 2051 2057 rVV3 203879 377225 8.54% 1.511%
44 13.658 2057 2062 2070 rVV 344266 566493 12.83% 2.270%
45 13.731 2070 2074 2077 rVWW 225055 294445 6.67% 1.180%
46 13.774 2077 2081 2086 rVV 332165 423022 9.58% 1.695%
47 13.829 2086 2090 2094 rVV 53836 76302 1.73% 0.306%
48 13.878 2094 2098 2101 rVWV 39576 58400 1.32% 0.234%
49 13.920 2101 2105 2115 rVB4 29267 76784 1.74% 0.308%
50 14.097 2127 2134 2147 rBV2 159551 245359 5.55% 0.983%
51 14.640 2218 2223 2226 rBV 36301 52248 1.18% 0.209%
52 15.597 2375 2380 2388 rBV 38704 68837 1.56% 0.276%
Sum of corrected areas: 24960100
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03379-01
: 5.0mL/MSVOA_X/WATER
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\

: VX036318.D
: 24 Jun 2023 17:48

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.191 11.19 ug/l 132710  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 56
2 Dimethyl ether 46 C2H60 000115-10-6 5
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Ethanol, 2-(2-hydroxyethoxy)-, 1... 151 C4H9NO5 020633-16-3 4

Abundance Scan 181 (2.191 min): VX036318.D\data.ms (-162) (-) m/z 45.10 100.00%

45.1
5000 /\/\—/\
T
‘ 58.0 818 1.80 2.00 2.20 2.40 2.60
Ol A 88 nyz 46.200  36.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #105: Ethano
31.0
5000 450 N RN R R
1.80 2.00 2.20 2.40 2.60
m/z 43.05 25.29%
50|
O\\\‘\N\\“\\11‘\\\\’}\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #110: Dimethyl ether
45.0
29.0
R R RN
15.0 1.80 2.00 2.20 2.40 2.60
5000 m/z 44.10 7.33%
L S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso- R RARRE LR R
30.0 1.80 2.00 2.20 2.40 2.60
45.0 ITI/Z 42.05 7.31%
5000
15.0
0 \H‘\lu‘\m‘\‘ HH,M\\‘HH‘HH,HH‘HH‘ BEARsEsEEEEE S S
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX@36318.D

Acqg On : 24 Jun 2023 17:48

Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1-Butanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.251 18.94 ug/l 296129 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 90
2 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42
3 3-Butenoic acid, 2-amino- 101 C4H7NO2 056512-51-7 38
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 9
Abundance Scan 1011 (7.251 min): VX036318.D\data.ms (-1000) (-) m/z 56.20 100.00%
56.2
41.1
5000
\”‘7‘66‘7“26‘7“46‘7‘86‘
il ‘ 72\'1 . . . 5%
O+ it e e e e m/z 41.15 71.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #967: 1-Butano
31.0 56.0
5000 L B B I IR L
7.00 7.20 7.40 7.60
m/z 43.05 57.36%
% L, |
O\H’\}‘\\“H!\H‘H‘M\HH‘H‘\‘H\z\3\.9‘\\H‘HH‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0 T
7.00 7.20 7.40 7.60
5000 m/z 42.10 32.51%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4522: 3-Butenoic acid, 2-amino- TP R
56.0 7.00 7.20 7.40 7.60
m/z 39.10 22.50%
28.0
5000
om,mwl‘uuﬁ%'m:!“1‘““,7‘41](‘)_‘“_“1‘?‘2"9“”‘,””,”‘ \A,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Ethyl-4-methylthiazole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.506 14.50 ug/l 252427 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-4-methylthiazole 127 C6HINS 015679-12-6 96
2 2-Ethyl-5-methylthiazole 127 C6H9NS 019961-53-6 50
3 5-Formyl-4-methylthiazole 127 C5H5NOS 082294-70-0 49
4 Thiazole, 2,4,5-trimethyl- 127 C6HONS 013623-11-5 38
5 Thiazole, 4-ethyl-2-methyl- 127 C6HONS 032272-48-3 38
Abundance Scan 1709 (11.506 min): VX036318.D\data.ms (-1704) (- m/z 127.10 100.00%
711 12y.1
5000
451
112.1 AN
‘ o1 11.50
Obrerrrpererrertib bt el 822 L w2 71,18 81.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13512: 2-Ethyl-4-methylthiazole
127.0
72.0
5000
11.50
45.0 112.0 m/z 126.10 80.30%
28.0 ‘
O \\]‘-\4\.\(\)’\\\‘1’\\\\“1\\\‘\\H‘HH“\‘}\\’%9\?\\\\‘HH‘!\H‘\H!“HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13514: 2-Ethyl-5-methylthiazole
127.0
—=
11.50
5000 72.0 m/z 72.10 74.89%
28.0 112.0
45.0
14\’0 \‘ ‘ ‘ il | ‘\ ‘\
0‘w‘HWH‘WH‘WHH‘HH_‘HM‘HVH‘MH‘MHW‘HW‘HWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13411: 5-Formyl-4-methylthiazole
127.0 1150
m/z 45.10  32.86%
71.0
5000
45.0
100.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Eucalyptol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.104 24.50 ug/l 426351 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 68
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 35
4 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 27
5 3-Hepten-2-one, 3-propyl- 154 C10H180 032064-69-0 25

Abundance Scan 1807 (12.103 min): VX036318.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1
81.1
5000 108.2
154.3
T =

I
‘ 6l2 12.00 12.50
0l 1 1 ‘H LV wu : J b m/z 81.10 61.11%
m/z--> 20 40 60 so 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000

154.0 12.00 12.50

m/z 71.20 46.74%

125.0
O ‘J-‘S‘.(‘)‘U“"\H\‘\ #\1\“ ““‘\‘\‘H‘ \‘\‘}\“\h\\li\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
e =
69.0 12.00 12.50
5000 108.0 154.0 ITI/Z 108.20 44 .44%
L e e
oL b i H LU HH_L Y A
miz--> 20 40 80 100 120 140 160
Abundance #31311: 7—Oxab|cyc|o[2.2.1]heptane, 1-methyl-4-(1-meth P ——
43.0 12.00 12.50
m/z 84.20 43.70%
71.0 111.0
5000
154.0
[ S
ob——r gl N RN el N
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Fenchone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.902 71.07 ug/l 1236930 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 95
2 D-Fenchone 152 C10H160 004695-62-9 94
3 L-Fenchone 152 C1eH160 007787-20-4 94
4 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 42
5 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 36
Abundance Scan 1938 (12.902 min): VX036318.D\data.ms (-1933) (- m/z 81.15 100.00%
81.2
5000 J\
411 - LA
152.2 12.50 13.00
109.2
0b e 830 L T 1342 [ 69 15 se. 3%
miz--> 0O 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
5000 - .
12.50 13.00
410 1520 m/z 41.10  25.60%
‘ 63 109.0 '
0 ‘\H\.‘\‘\‘\\ih\\‘\“\‘\x \\‘\\‘\\‘\\‘H\\“HH‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #29070: D-Fenchone
81.0
=0 =
12.50 13.00
5000 m/z 80.10 12.92%
41.0
152.0
109.0
ol o890 i P0 330
m/z--> 0 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone R e
81.0 12.50 13.00
m/z 39.10 12.71%
5000
41.0
152.0
109.0
0 ‘\\1\5\'?\‘1‘\\‘i“uu“\‘J\‘HMH\‘H‘H‘HH‘H!\‘\ 5 =
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Fenchol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.170  22.72 ug/1 395417 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol 154 C10H180 001632-73-1 98
2 Fenchol, exo- 154 C10H180 022627-95-8 98
3 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C10OH180 002217-02-9 95
4 Cyclohexane, 1,2-dichloro-, cis- 152 Ce6H10C12 010498-35-8 50
5 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 47

Abundance Scan 1982 (13.170 min): VX036318.D\data.ms (-1977) (- m/z 81.15 100.00%
2

81
5000 L
41.1
A— 1

57.1 121.2 ‘ ‘
L Al e e o5 coo
o_mm Wam mmemwu”u_m_ m/z 80.15 60.02%
m/fz--> 20 80 100 120 140 160
Abundance #30905: Fenchol
81.0 J\M
5000 —
13.00 13.50
43.0 J; 1110 m/z 41.15  32.80%
ol 20 | - J“ ; H l H‘ Ju L] 13901550
miz--> 20 80 100 120 140 160
Abundance #30965. Fenchol, exo-
81.0
43.0 e —
13.00 13.50
5000 m/z 69.20  27.83%

o

w0
_H‘,; w“ u \H‘ M‘\m \‘\“_“1‘3??‘1‘55‘9‘
m/z--> 20 80 100 120 140 160

Abundance #31307: Blcyclo[Z.Z.1]heptan—2—0|, 1,3,3-trimethyl-, (1R-e T
81.0 13 00 13.50

43.0
m/z 43.10 26.59%
5000
111.0
70 m o L o
o_HH i w‘u“‘m””“u“_”u_ —% d
m/z--> 20 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Camphor Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.512 119.60 ug/1 2081740 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 98
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 98
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 58
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 49
Abundance Scan 2038 (13.512 min): VX036318.D\data.ms (-2033) (- m/z 95.20 100.00%
95.2
5000 41.1
69.1
152.2 :
1232 ‘ 13 50
0 132, | 2072 81.15 .31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29050: Camphor
41.0 95.0
5000
69.0 13.50
152.0 41.10 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29113: (+)-2-Bornanone
95.0
13.50
5000 41.0 m/z 108.15 .78%
69.0 152.0
0/15.0 L 1230
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S ‘
95.0 13 50
m/z 69.10 5.36%
5000 o 69.0
152.0
0l15.0 1 1[123.0 ‘ A
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown13.591 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.591 21.67 ug/1 377225 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Levomenthol 156 C10H200 002216-51-5 49
2 R(-)3,7-Dimethyl-1,6-octadiene 138 C10H18 010281-56-8 46
3 Ethyl L-menthyl carbonate 228 C13H2403 035106-15-1 43
4 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 42
5 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 42

Abundance Scan 2051 (13.591 min): VX036318.D\data.ms (-2044) (- m/z 41.15 100.00%

41.1 81.2
5000
123.2
s

I 2 s

0 Bl AL 1 1820 tnsz s5.20  98.11%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32860: Levomentho
81.0
41.0
5000

123.0 13.50
m/z 81.15 90.14%

O' 15.0 “\\h‘}\‘\‘\\\“‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19455: R(-)3,7-Dimethyl-1,6-octadiene
67.0 95.0
41.0 13.50
5000 ITI/Z 69.10 86.37%
123.0
N 0 I T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108987: Ethyl L-menthyl carbonate -AF‘ =~
95.0 13.50
20.0 138.0 m/z 95.20 78.86%
5000 55.0
o e 117.L | 185.0
R E e e R —r4
m/z--> 20 40 60 80 100 120 140 160 180 13.50

82X062323W.M Mon Jun 26 16:01:55 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 endo-Borneol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.658  32.55 ug/l 566493 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 endo-Borneol 154 C10H180 000507-70-0 94
2 Bicyclo[2.2.1]heptan-2-01, 1,7,7... 154 C1@H180 000464-45-9 91
3 Isoborneol 154 C10H180 000124-76-5 87
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 62
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 58

Abundance Scan 2062 (13.658 min): VX036318.D\data.ms (-2057) (- m/z 95.15 100.00%

95.2
5000

411 ——
‘ 67.1 L 121.2 139 2 1350 14.00
HH_WUH““ ol M Wl L 41.10  18.79%

m/z--> 20 80 100 120 140 160
Abundance #30950: endo-Borneol
95.0

5000 T
13 50 14.00
93.15 16.90%

41.0
67.0
121.0139.0
T \]_\5\(‘)\‘\‘\ \““\ T \“\ ‘ \‘\M\ \H‘HH \‘}“1 ‘ \‘ }“\ T “\ T 1“ T T 1T ‘ T
miz-> 20 60 80 100 120 140 160
Abundance #31314: Blcycl0[2.2.1]heptan—2—0|, 1,7,7-trimethyl-, (1S-e
95.0

o

o

1350 1400
5000 m/z 110.15 16.86%
41.0
“ ‘ ‘ | 67.0 | 121.0 139.0
0 bl HM‘ i iy i ot H‘ R
m/z--> 20 40 60 80 100 120 140 160
Abundance #30934: Isoborneol T == /‘k
95.0 13.50 14.00

67.10  12.23%

5000
41.0
67.0
) H |
0 m H\h Ay O L]

m/z--> 0 80 100 120 140 160 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 5,5-Dimethyl-1,3-hexadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.097 14.10 ug/l 245359  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 80
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 62
3 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 42
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 38
5 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 30
Abundance Scan 2134 (14.097 min): VX036318.D\data.ms (-2127) (- m/z 83.05 100.00%
83.0
55.1
5000
109.2
137.2 T T
‘ ‘ 14.00 14.50
0 o L L2071 9510 56.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene
95.0
67.0
5000 — [ N— :
14.00 14.50
41.0 m/z 55.10  51.81%
O 15.0u~!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 | 83.0
— -
14.00 14.50
5000 m/z 41.10 39.50%
27.0 1100 1500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl- — = ‘
95.0 14.00 14.50
m/z 67.10 38.67%
41.0
67.0
5000
0 ASS -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062423\
Data File : VX036318.D

Acqg On : 24 Jun 2023 17:48
Operator : JC/MD

Sample : 03379-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.191 11.2 ug/l 132710 1 5.550 592870 50.0
1-Butanol 7.251 18.9 ug/l 296129 2 6.763 781648 50.0
2-Ethyl-4-methy... 11.506 14.5 ug/l 252427 4 12.024 870265 50.0
Eucalyptol 12.104 24.5 ug/l 426351 4 12.024 870265 50.0
Fenchone 12.902 71.1 ug/l 1236930 4 12.024 870265 50.0
Fenchol 13.170 22.7 ug/l 395417 4 12.024 870265 50.0
Camphor 13.512 119.6 wug/l 2081740 4 12.024 870265 50.0
unknown13.591 13.591 21.7 ug/l 377225 4 12.024 870265 50.0
endo-Borneol 13.658 32.5 ug/l 566493 4 12.024 870265 50.0
5,5-Dimethyl-1,... 14.097 14.1 ug/l 245359 4 12.024 870265 50.0
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