LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample : P4427-01

Misc : 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 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\82X100124W.M

Title : SW846 8260

Signal : TIC: VXe43431.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 25 28 36 rvB2 34152 48865 1.28% ©0.292%
2 2.398 206 215 228 rBV2 41477 83409 2.18% 0.499%
3 2.941 296 304 308 rBV 54026 123518 3.23% 0.739%
4 3.038 308 320 370 rVB 875481 3819922 100.00% 22.850%
5 4.654 564 585 626 rBV 781563 3651011 95.58% 21.840%
6 5.013 633 644 669 rVB 423965 1387539 36.32% 8.300%
7 5.385 692 705 721 rBV 42799 129910 3.40% 0.777%
8 5.544 721 731 742 rBV 73905 203788 5.33% 1.219%
9 5.952 789 798 806 rBvV 55740 146796 3.84% 0.878%
106 6.288 842 853 860 rBvVv3 18523 62985 1.65% ©.377%
11  6.757 921 930 948 rVB 116326 283196 7.41% 1.694%
12 8.647 1234 1240 1247 rVV 236008 372683 9.76% 2.229%
13 8.714 1247 1251 1261 rW 55458 96796 2.53% 0.579%
14 8.805 1261 1266 1278 rVB 34387 65957 1.73% ©.395%
15 9.378 1353 1360 1368 rVB 99593 149768 3.92% 0.896%
16 10.055 1461 1471 1483 rBV 236943 410645 10.75% 2.456%
17 10.195 1489 1494 1506 rVWW2 62140 107796  2.82% 0.645%
18 10.299 1506 1511 1520 rVV 80170 121108 3.17% 0.724%
19 10.640 1563 1567 1573 rBV 49430 69990 1.83% 0.419%
20 11.079 1634 1639 1645 rBV 192872 259699 6.80% 1.553%
21 11.506 1705 1709 1715 rVB 33796 45221 1.18% ©0.271%
22 11.750 1745 1749 1754 rVB 30304 40414 1.06% 0.242%
23 11.884 1763 1771 1779 rVB4 38333 60076 1.57% 0.359%
24 12.018 1787 1793 1800 rVB2 266898 405244 10.61% 2.424%
25 12.104 1800 1807 1811 rBvV2 123333 183152 4.79% 1.096%

26 12.579 1881 1885 1894 rVB 74963 102383 2.68%
27 12.762 1905 1915 1920 rBV2 89507 137440 3.60%
28 12.902 1927 1938 1944 rBV 570679 745862 19.53%
29 12.963 1944 1948 1959 rVB3 49094 85088 2.23%
30 13.213 1984 1989 1995 rVB2 32087 54087 1.42%

OO0 P,~OO
N
o))
N
R

31 13.335 2005 2009 2012 rBV 117491 146998 3.85%
32 13.475 2027 2032 2034 rBV2 142973 219213 5.74%
33 13.506 2034 2037 2045 rVB 1208189 1597814 41.83%
34 13.585 2045 2050 2060 rBV2 410523 580556 15.20%
35 13.731 2069 2074 2077 rBV 141557 172389 4.51%

P WuOURro®
uvi
Ul
[o]
B

36 13.774 2077 2081 2086 rVB 156387 195185 5.11% 1.168%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample : P4427-01

Misc : 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 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\82X100124W.M
Title : SW846 8260
37 13.932 2100 2107 2112 rBV3 36051 83805 2.19% 0.501%

38 14.097 2128 2134 2145 rBV 181853 266936 6.99% 1.597%

Sum of corrected areas: 16717244
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

Abundance TIC: VX043431.D\data.ms
1200000

1000000
3.038
4.654

800000
600000
5.013
400000
200000
1.258 544
L 23 2.941 5 38§ 5.952 6.0
0 /\%ﬁ%

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 560 5.80 6.00 6.20

Abundance TIC: VX043431.D\data.ms
1200000

1000000
800000
600000

400000

8.647 10.055
11.079

6.757 9.378

/\ K805 /\ 10-&@7(? 10.640 11.5¢
o — — ——= L AN VAW N L v
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX043431.D\data.ms
1200000 13.506

200000

1000000

800000

600000 12.902

18.585
400000

12.018

4 14.097
200000 e 13 313% 1@
11. 15088 M % 96313 21 13 932

0 T ‘ T T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12 OO 12. 50 13 00 13 50 14 00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\

Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator JC/MD

Sample 1 P4427-01 :
Misc : 5.8mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3-Pentanone, 2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.378 18.24 ug/l 149768  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 2,3-Hexanedione 114 C6H1002 003848-24-6 72
3 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 52
4 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 50
5 2-0xo-n-valeric acid 116 C5H803 001821-02-9 43

Abundance Scan 1360 (9.378 min): VX043431.D\data.ms (-1353) (-) m/z 43.10 100.00%

43.1
5000 711

561 114.1 9.00 9.20 9.40 9.60 9.80
Oberrrererrerreli  28L (852 991 | 7 7110 37.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000 L B LI B LA BN B
71.0 9.00 9.20 9.40 9.60 9.80
m/z 41.05 23.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: 2,3-Hexanedione
43.0

9.00 9.20 9.40 9.60 9.80

5000 m/z 39.05 12.19%
71.0
27.0
o100 | seo | 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8510: 3-Hexanone, 2-methyl- A T
43.0 9.00 9.20 9.40 9.60 9.80
71.0 m/z 114.10 10.24%
5000
27.0 114.0
oH_HwH“1“”‘“;!:‘w‘E"‘?‘?‘H‘,mHwwwm‘ww R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 8
R.T. EstConc Area Relative to ISTD R.T.
12.104 22.60 ug/l 183152 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 64
3 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 32
4 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C10H180 029803-82-5 27
5 3-Hepten-2-one, 3-propyl- 154 C10H180 032064-69-0 25

Abundance Scan 1807 (12.104 min): VX043431.D\data.ms (-1800) (- m/z 43.10 100.00%

9.

81.1
5000 108.1
139.1
P S
5 12.00 12.50
0Ll A g b m/z 81.10  61.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0 J
5000 e, -
154.0 12.00 12.50
m/z 108.10 45.87%
125.0
0 \1\5\.(‘)\”\ \‘,“M‘i #3\1‘\‘1 \‘\H T “ \h\ T 1 i b T
m/z--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
—pdy C
69.0 12.00 12.50

84.10 41.81%

5000 108.0 154.0 m/z
L e | o
Y 1 AR N 1 A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31129: 4-Isopropyl-1-methylcyclohex-2-enol ‘ M

43.0 12.00 12.50
m/z 71.10 41.00%
5000
71.0 139.0
93.0 111.0
0 26'p, m‘ T T
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\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 3

R.T. EstConc Area Relative to ISTD R.T.
12.902 92.03 ug/l 745862  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 95
3 D-Fenchone 152 C10H160 004695-62-9 91
4 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 59
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 45
Abundance Scan 1938 (12.902 min): VX043431.D\data.ms (-1927) (- m/z 81.05 100.00%

81.0
5000
41.1
— .
152.2 12.50 13.00
‘m \\‘\631 10\91 1342 ‘ o
0Tl e e m/z 69.05 50.36%
miz--> 0O 20 40 60 80 100 120 140
Abundance #29063: Fenchone
81.0
5000
12 50 13.00
41.0

41.10  27.38%

152.0
0 T \1\5\.(‘) T ‘\‘ T “”\ T \“\6‘3\. it \“l‘\ T ‘1\0\‘9\.(\) T \J\-S\‘4\>(‘)\ T ! i
miz--> 0 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone
81.0

1250 1300
5000 39.05 13.95%
41.0
152.0
109.0
0 ‘\\1\5\'?\‘1‘\\‘{‘H\‘\“\(5‘3\"\‘1\‘@”H‘H‘H‘HH‘H!\‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #29070: D-Fenchone
81.0 12 50 13 00

m/z 80.10 13.43%

5000
41.0
152.0
109.0
0 L L. 590, | 0 1330 .

m/z--> 0 20 40 60 80 100 120 140 12.50 1300

82X100124W.M Mon Oct 21 10:53:16 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Cyclohexanemethanol, .alpha... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.335 18.14 ug/l 146998 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 64
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 59
3 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 50
4 2,4-Dimethyl-4-penten-2-0l 114 C7H140 019781-53-4 50
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 45
Abundance Scan 2009 (13.335 min): VX043431.D\data.ms (-2005) (- m/z 59.10 100.00%
59.1
- Aﬂ\AgﬁfAk
810 ‘ T T ‘ T
41H° I ‘ 050 12321557 13.00 13.50
om_m‘_m‘ Doath I TS myz 81.05 17.37%
m/z--> 20 60 80 100 120 140
Abundance #33011:Cydohexaneme&wnoL.wpha“amha”44ﬂmeﬂw
59.0 AJM
5000 — —
13.00 13.50
43.0 610 m/z 55.10 16.74%
LI S (R CEVE
0\\\‘\‘\H\\‘\1\\i\f\\“\\\}“\\\\“\\\\‘\\\
miz--> 20 60 80 100 120 140
Abundance #33019: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
P A
13.00 13.50
5000 m/z 41.05 14.03%
41.0 81.0 1230
- B N S e L
m/iz--> 20 40 60 80 100 120 140
Abundance #23098: 1-Cyclohexylethanol, methyl ether = 1
59.0 13.00 13.50
m/z 95.10 13.64%
5000
0150 410 1 790 9501100 127.0142.0
e e e e e — =
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\

Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator JC/MD

Sample 1 P4427-01 :
Misc : 5.8mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 7 Cyclohexanone, 5-methyl-2-(... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.475  27.05 ug/l 219213 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexanone, 5-methyl-2-(1-met... 154 C1@H180
2 3-Cyclohexen-1-o0l, 4-methyl-1-(1... 154 C1@H180
3 Ketone, 2,2-dimethylcyclohexyl m... 154 C10OH180

4 Terpinen-4-ol

154 C10H180

5 Cyclohexanone, 5-methyl-2-(1-met... 154 C1@H180

000491-07-6 70
020126-76-5 46
017983-26-5 45
000562-74-3 41
010458-14-7 38

Abundance Scan 2032 (13.475 min): VX043431.D\data.ms (-2027) (- | m/z 71.05 100.00%
43.1 71.0
112.1
93.0
5000
139.1
e
Lol b DAL AL L L e
Y 11 O O N - B Y P W T BT
miz--> 20 40 60 80 100 120 140 160
Abundance #31245: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, cis
41.0 69.0 112.0
5000 139.0 1350
‘ 95lo m/z 43.10 95.77%
0 T \‘\ T i‘\ \‘\“\“‘ \H ‘\ \“}“ T \‘H\ “ \‘\ T i T 155.0
miz--> 20 40 60 80 100 120 140 160
Abundance #31267: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-,
71.0
et
13.50
5000 43.0 93.0 111.0 m/z 41.10 94.11%
‘ 136.0 154.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #31154: Ketone, 2,2-dimethylcyclohexyl methyl -
69.0 13.50
m/z 55.05 68.71%
43.0
5000 111.0
5.0 154.0
‘ ‘ ‘ 136.0
Ot ‘\‘\ “\Mw ‘{HMH\ ;H“ ‘Hh‘ \;\H‘H‘ Ayl “u‘\‘ ‘\M\‘ il - VA
m/z--> 20 40 60 80 100 120 140 160 13.50

82X100124W.M Mon Oct 21 10:53:19 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.506 197.14 ug/1 1597810 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 98
2 Camphor 152 C10H160 000076-22-2 97
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 97
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 64
5 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 43
Abundance Scan 2037 (13.506 min): VX043431.D\data.ms (-2034) (- m/z 95.10 100.00%
95.1
41.1
5000
69.1
152.2 ~JU ‘
I
L L e m/z 81.10  72.02%
m/z--> 20 40 60 80 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0
5000
69.0 13.50
152.0 m/z 41.10  53.60%
5 150 o, |
T \\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #29050: Camphor
41.0 95.0
RN \
13.50
m/z 108.10  37.19%
5000 69.0 /
152.0
L “M bl h all 1210
miz--> 20 40 60 80 100 120 140
Abundance #29108: (+)-2-Bornanone T
95.0 13.50
m/z 69.10  35.24%
5000 41.0
69.0 152.0
o8O L ol il 200 L
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Levomenthol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.585 71.63 ug/l 580556 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Levomenthol 156 C10H200 002216-51-5 91
2 dl-Menthol 156 C10H200 000089-78-1 87
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 002216-52-6 87
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 72
5 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 021129-27-1 62

Abundance Scan 2050 (13.585 min): VX043431.D\data.ms (-2045) (- m/z 71.05 100.00%

71.0
411
95.1
5000
1232
T T
1350
154.2
0 1818 n/z 81.10 80.81%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32859: Levomentho
71.0
1.0 95.0
5000

123.0 13.50
m/z 41.10 78.14%

0 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32851: dl-Mentho

13.50
m/z 95.10 70.03%

5000 123.0
0 Lm0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33037: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-( s —
71.0 13.50
95.0 m/z 55.10 61.85%
41.0
5000
123.0
0
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample 1 P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 unknownl14.097 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.097 32.94 ug/l 266936 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 49
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
3 2-Cyclohexen-1-one, 4-ethyl-3,4-... 152 C10H160 017622-46-7 38
4 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 35
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 35
Abundance Scan 2134 (14.097 min): VX043431.D\data.ms (-2128) (- | m/z 83.10 100.00%
3.1
55.0
5000
109.1
o —
2 | m | 13‘7-2 | 14.00 14.50
0 “““‘w}“ﬁw,ﬂwujﬁ ‘WUW‘WM‘WN““““‘ m/z 95.10 60.03%
m/z--> 20 40 60 80 100 120 140
Abundance #29424: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
g
558.0 83.0
5000 et :
14.00 14.50
’70 ‘1100 152.0 m/z 55.05 53.69%
Ot T \‘\ T \‘”‘\ \‘\M T \“H \“‘H \‘\“ T 1“‘\ ™ \]\-3\4\(‘)\ T
miz--> 20 40 60 80 100 120 140
Abundance #12175: Cyclohexane, 2-propenyl-
55.0
83.0 2 s
14.00 14.50
5000 m/z 41.10 38.20%
21.0 H | 124.0
Ol o ally el g PR
miz--> 20 40 60 80 100 120 140
Abundance  #29283: 2-Cyclohexen-1-one, 4-ethyl-3,4-dimethyl- — = 7=
95.0 14.00 14.50
m/z 67.10 36.86%
5000
41.0
67.0 123.0
‘ 152.0
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101824\
Data File : VX043431.D

Acqg On : 18 Oct 2024 14:00

Operator : JC/MD

Sample : P4427-01

Misc ¢ 5.0mL/MSVOA_X/WATER 241016059-01-VOA

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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|
3-Pentanone, 2,... 9.378 18.2 wug/l 149768 3 10.055 410645 50.0
Eucalyptol 12.104 22.6 wug/l 183152 4 12.024 405244 50.0
Fenchone 12.902 92.0 ug/l 745862 4 12.024 405244 50.0
Cyclohexanemeth... 13.335 18.1 wug/l 146998 4 12.024 405244 50.0
Cyclohexanone, ... 13.475 27.1 wug/l 219213 4 12.024 405244 50.0
Bicyclo[2.2.1]h... 13.506 197.1 wug/l 1597810 4 12.024 405244 50.0
Levomenthol 13.585 71.6 ug/l 580556 4 12.024 405244 50.0
unknown14.097 14.097 32.9 ug/l 266936 4 12.024 405244 50.0
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