LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc : 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS Vvial : 12 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_N\methods\82N071625W.M

Title : SW846 8260

Signal : TIC: VN@87583.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.506 89 94 106 rBV 62904 122959 1.99% 0.628%
2 4.424 410 420 432 rVB 61583 201172 3.25% 1.027%
3 8.153 1044 1054 1058 rBvV2 238121 566734 9.16%  2.894%
4 8.212 1058 1064 1076 rVB 375647 869090 14.05% 4.438%
5 8.565 1111 1124 1136 rBV 277885 636364 10.29%  3.250%

6 9.082 1203 1212 1223 rBV 680294 1397105 22.58%
7 10.547 1451 1461 1470 rBV 942935 1737787 28.09%
8 11.847 1669 1682 1694 rBV 956913 1721332 27.82%
9 11.941 1694 1698 1705 rVV 45056 84531 1.37%
10 12.047 1708 1716 1725 rVV2 136921 272409 4.40%

= ® 00 00
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R

11 12.376 1765 1772 1782 rBV2 85457 155881 2.52%
12 12.829 1840 1849 1862 rBV 654062 1169597 18.91%
13 13.641 1982 1987 1995 rBV3 144039 243352 3.93%
14 13.770 2001 2009 2019 rBV 955639 1637851 26.47%

R oORUE
N
i
w
3R

15 15.647 2319 2328 2333 rBvV2 110231 232759  3.76% 189%
16 15.717 2333 2340 2348 rVV 603551 1160155 18.75% 5.924%
17 15.811 2348 2356 2365 rVB 572167 1187294 19.19% 6.063%

18 16.000 2379 2388 2431 rBV 1685285 6186661 100.00% 31.592%

Sum of corrected areas: 19583033
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087583.D\data.ms
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1600000

1400000
1200000
1000000 13.770
800000
12.829
600000

400000

16.000

1543 811

15.6

200000 13.64
91)‘21'047 12.376
' N
ol

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00

N N
15.50 16.00

T ‘ T
16.50

82NO71625W.M Mon Aug 18 16:38:06 2025

Page: 2




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1-Propene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.506 7.07 ug/l 122959  Pentafluorobenzene 8.212

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 2-Butene 56 C4H8 000107-01-7 80
3 2-Butene, (E)- 56 C4H8 000624-64-6 47
4 2-Butene, (Z)- 56 C4H8 000590-18-1 47
5 1-Butene 56 C4H8 000106-98-9 46
Abundance  Scan 94 (2.506 min): VN087583.D\data.ms (-89) (-) m/z 41.00 100.00%
41.0
56.0
5000
A T
| ‘ 1o 2.20 2.40 2.60 2.80

bt e 8 m/z 39.00  64.86%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110

Abundance #210: 1-Propene, 2-methyl-

41.0
5000 560 LB R B R R B |
2.20 2.40 2.60 2.80
270 m/z 56.00 54.22%
O H\‘\\\\‘\-\H‘H}H“H\‘1l}\\\}‘\H‘\‘\‘H\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #194: 2-Butene
41.0
2.20 2.40 2.60 2.80
5000 56.0 m/z 55.85 22.67%
27,0
0 e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #202: 2-Butene, (E)- A ma s o
41.0 2.20 2.40 2.60 2.80
m/z 39.95 13.49%
5000 56.0
27.0
0 “‘1"9‘Wm_‘1“‘Hum"‘}M‘:‘m‘H‘wH‘mwwm‘w‘ AL L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 2 1-Propene, 3,3'-thiobis[2-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.641 7.43 ug/1 243352  1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 94
2 3-(2-Methylprop-1-enylthio)-2-me... 142 C8H14S 1000122-39-8 93
3 2-Methyl-3,4-epoxy-1-butene 84 C5H80 1000432-31-7 40
4 2-Ethylprop-1-ene (1-3)sultine 132 C5H802S 084735-13-7 36
5 3,4-Pentadienal 82 C5H60 004009-55-6 32
Abundance Scan 1987 (13.641 min): VN087583.D\data.ms (-1982) (- 39.00 100.00%
39.0 55.0
87.0
142.1
5000 70.9
127.0
109.0
‘ ‘ ‘ ‘ ‘ 13.50 14.00
0 wHH_H‘!1:‘1JHJ‘!‘w‘uwlm‘mM,w}um‘_www‘\H,H 55.00  99.82%

m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22888: 1-Propene, 3,3'-thiobis[2-methyl-
55.0 87.0 142.0
71.0

5000
127.0 13 50 14 00

109.0 m/z 87.00 79.24%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22900: 3-(2-Methylprop-1-enylthio)-2-methylprop-1-ene
55.0 87.0 142.0
—— e
39.0 13.50 14.00
5000 ITI/Z 52.95 74 .18%
71.0 1270
109.0
0 w""""""1"‘Hw““_‘!mu‘m1,“‘1“;uHM‘WWWW‘1”,”
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #1627: 2-Methyl-3,4-epoxy-1-butene o et fpacupatty
39.0 13.50 14.00

m/z 142.05 69.60%

55.0

\ e
0 40 50 60 70 80 90 100110120130140150 13.50 14.00

5000
83.0

0 wl‘!
m/z--> 20 3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1,2,4-Triazole, 3,5-dithioxo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.647 7.11 ug/1 232759 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 50
2 5-Aminoindazole 133 C7H7N3 019335-11-6 43
3 1,3,4-Thiadiazole-2(3H)-thione, ... 133 C2H3N3S2 002349-67-9 40
4 (2-Methyl[1,3]dithian-2-yl)methanol 164 C6H120S2 1000191-37-4 38
5 1-Propanone, 2-chloro-1-(4-ethyl... 210 C12H15C10 055012-69-6 37
Abundance Scan 2328 (15.647 min): VN087583.D\data.ms (-2319) (- | m/z 133.00 100.00%
138.0
5000
55.0 990
e et
m | 1761 2099 .y 15.50 16.00
O rprersiblbie bt ol ek e m/z 55.00 0 33.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16698: 1,2,4-Triazole, 3,5-dithioxo-
133.0
5000 74.0 T T
15.50 16.00
102.0 %
45.0‘ ‘ m/z 99.00 30.80%
O\’\\‘\‘\‘H}‘H\Hh“\\‘M‘HHNH}‘HH‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16828: 5-Aminoindazole
133.0 M
ey f‘\\\“ﬁ
15.50 16.00
5000 m/z 40.95 26.94%
79.0
0\’\}H‘\\‘\h\‘\‘u\“‘uu‘1“\\\‘\\“\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #16699: 1,3,4-Thiadiazole-2(3H)-thione, 5-amino- — —1—
133.0 15.50 16.00
m/z 44.90 17.77%
5000 57.0
28.0
ol 580 _NUL
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 unknownl5.717 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.717  35.42 ug/1 1160160 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyl mercaptan 74 C3H6S 000870-23-5 46
2 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 38
3 Thiirane, methyl- 74 C3H6S 001072-43-1 38
4 2-Propenoic acid, 2-(methylthio)... 146 C6H1002S 004836-09-3 37
5 dl-Homoserine 119 C4H9NO3 001927-25-9 35
Abundance Scan 2340 (15.717 min): VN087583.D\data.ms (-2333) (- | m/z 73.95 100.00%
74.0
5000 119.9 176.1 M
41.0
H ‘ 15 50 16. OO
ol Lty dd bobo 42069 2820 . 5509 37.89%
miz-> 50 100 150 200 250
Abundance #953: Allyl mercaptan
41.0 74.0
5000 1
15. 50 16.00
m/z 176.0 37.60%
O T T H\ ‘h “‘ ‘\ ‘\“ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #8698: 1,3,4-Thiadiazol-2-amine, 5-methyl-
74.0
\ T
15 50 16.00
5000 115.0 m/z 119.90  36.30%
28.0 ‘
Om‘“w“““““‘! B AL B
miz--> 50 100 150 200 250
Abundance #958: Thiirane, methyl- T L
41.0 74.0 15.50 16.00
m/z 59.0 33.30%
- M
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 unknownl5.812 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.812  36.25 ug/l 1187290 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H1652 110690-23-8 42
2 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-22-7 38
3 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-24-9 38
4 Disulfide, methyl 2-propenyl 120 C4H8S2 002179-58-0 30
5 dl-Homoserine 119 C4H9NO3 001927-25-9 30

Abundance Scan 2356 (15.811 min): VN087583.D\data.ms (-2348) (- | m/z 73.95 100.00%

74.0
120.0
176.0
5000
41.0

W ‘ 15.50 16.00
0 it b e B8 myz 120,00 79.77%
miz--> 20 40 60 80 100120140160 180200220240 260280

Abundance  #51408: (2)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane

55.0
120.0
5000
176.0 15.50 16.00

m/z 54.95 60.68%

27.0‘ ‘ ‘ 87.0

’\‘\‘\\“\M\f“‘”\\‘\\‘\H‘}}\‘\\\\“\\\\‘\\\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #51407: (E)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
55.0 120.0

176.0 15.50 16.00

5000 m/z 176.00 52.25%
87.0

ol |
\‘ Ll e “ L |
SRS | RVINUD A S NS S S .

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane — T
55.0 15.50 16.00

o

o

120.0 m/z 56.00 40.48%
5000 176.0
87.0
270, ||
0 ,m‘““u i‘u‘u“”lmuu“m“‘m“m‘uu‘m“‘m‘mwm‘u
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc ¢ 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1-Decanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.000 188.87 ug/l 6186660 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 Cyclodecane 140 C1eH20 000293-96-9 87
3 Cyclooctane 112 C8H16 000292-64-8 87
4 Formic acid, decyl ester 186 C11H2202 005451-52-5 86
5 1-Undecanol 172 C11H240 000112-42-5 86

Abundance Scan 2388 (16.000 min): VN087583.D\data.ms (-2379) (- | m/z 55.00 100.00%
5!:

5.0
83.0
5000
112.1

Y 16.00
0 b 1402 1609 2090 . 41,00 94.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34584: 1-Decano
70.0
43.0
5000

97.0 16.00
m/z 43.00 84.11%

0 19. | \“ \‘ ‘H\ 1400
- \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20646: Cyclodecane
55.0
T
83.0 16.00
5000 ITI/Z 55.95 79.45%
29.0 1110 1400
ol ““H‘l“‘
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7496: Cyclooctane
56.0 16.00
m/z 70.00  78.53%
83.0 112.0
5000
27.0
0’ ‘WM‘HM“L“H“‘H“H“‘H“_“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87583.D

Acqg On : 15 Aug 2025 15:40

Operator : JC\MD

Sample : Q2864-03

Misc : 5.0mL/MSVOA_N/WATER LAW-25-113-121

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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|
1-Propene, 2-me... 2.506 7.1 ug/l 122959 1 8.212 869090 50.0
1-Propene, 3,3'... 13.641 7.4 ug/l 243352 4 13.770 1637850 50.0
1,2,4-Triazole,... 15.647 7.1 ug/l 232759 4 13.770 1637850 50.0
unknown15.717 15.717 35.4 ug/l 1160160 4 13.770 1637850 50.0
unknown15.812 15.812 36.3 ug/l 1187290 4 13.770 1637850 50.0
1-Decanol 16.000 188.9 ug/l 6186660 4 13.770 1637850 50.0
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