LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52323\
Data File : VN@77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 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\82N©51523W.M

Title : SW846 8260

Signal : TIC: VN@77817.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.089 18 23 31 rvB2 60213 98961 4.50% 0.482%
2 2.306 56 60 68 rvB3 19908 34725 1.58% 0.169%
3 2.489 86 91 95 rBv4 15369 28541 1.30% 0.139%
4 2.671 116 122 129 rBV 22887 38704 1.76% 0.188%
5 2.824 142 148 151 rBV3 18747 33918 1.54% 0.165%
6 3.259 219 222 230 rVB4 11001 22562 1.03% 0.110%
7 4.436 413 422 441 rBV 141941 428183 19.46% 2.084%
8 4.718 463 470 472 rBV 14582 25228 1.15% 0.123%
9 5.530 593 608 623 rBv2 185729 661080 30.05% 3.217%
10 7.241 891 899 907 rBV5 12365 33799 1.54% 0.164%
11  7.494 934 942 951 rBV 12098 27285 1.24% 0.133%
12 8.177 1047 1058 1062 rBV 306134 727379 33.06% 3.540%
13  8.230 1062 1067 1082 rVB 552017 1222275 55.56% 5.949%
14 8.606 1118 1131 1146 rBV2 416047 1449862 65.90% 7.056%
15 8.971 1188 1193 1202 rVB2 13242 29773 1.35% 0.145%
16 9.106 1207 1216 1231 rBV 760191 1599921 72.72% 7.786%
17 9.606 1296 1301 1305 rBV5 13949 24859 1.13% 0.121%
18 10.453 1439 1445 1455 rVB2 37834 71720  3.26% 0.349%
19 10.577 1457 1466 1472 rBV 1161158 2200073 100.00% 10.707%
20 10.635 1472 1476 1490 rVB 409241 782164 35.55% 3.807%
21 10.941 1522 1528 1533 rBV3 13935 29164 1.33% 142%
22 11.318 1582 1592 1605 rVB 305862 672801 30.58% 274%
23 11.765 1661 1668 1673 rVB5 11617 22465 1.02%

24 11.871 1675 1686 1697 rBV 1021656 1880398 85.47%
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25 11.971 1697 1703 1709 rVV 131307 225135 10.23% 096%
26 12.071 1714 1720 1729 rVB 327282 649182 29.51%  3.159%
27 12.212 1740 1744 1750 rVB5 27455 51911 2.36% ©.253%
28 12.406 1768 1777 1796 rBV3 251597 555495 25.25% 2.703%
29 12.500 1790 1793 1798 rVVv4 16173 26590 1.21% 0.129%
30 12.647 1810 1818 1822 rVV2 40240 81888 3.72% 0.399%
31 12.700 1822 1827 1835 rVB5 48179 101503 4.61% ©.494%
32 12.853 1845 1853 1861 rBV 817163 1459438 66.34% 7.103%
33 13.041 1880 1885 1891 rBv4 32478 70669 3.21% 0.344%
34 13.106 1891 1896 1899 rW 94726 161124 7.32% ©.784%
35 13.176 1903 1908 1915 rVWV 87528 161033 7.32% ©.784%
36 13.259 1915 1922 1928 rWw7 16161 35509 1.61% 0.173%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52323\
Data File : VN@77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 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\82N©51523W.M
Title : SW846 8260
37 13.353 1932 1938 1945 rVB4 81645 171063 7.78% 0.833%
38 13.488 1955 1961 1966 rVV 185986 324336 14.74% 1.578%
39 13.535 1966 1969 1974 rVB2 53550 82968 3.77% 0.404%
40 13.594 1974 1979 1982 rBv2 25153 36529 1.66% 0.178%
41 13.712 1996 1999 2006 rVB5 23665 50929 2.31% 0.248%
42 13.800 2006 2014 2023 rBvV2 880233 1690173 76.82% 8.226%
43 13.876 2025 2027 2034 rVB3 29248 42298 1.92% 0.206%
44 14.000 2043 2048 2063 rVB4 46116 142479 6.48% 0.693%
45 14.182 2072 2079 2086 rVB 306036 521058 23.68% 2.536%
46 14.253 2086 2091 2094 rBV6 17367 30517 1.39% 0.149%
47 14.341 2102 2106 2111 rVB3 17521 27644 1.26% 0.135%
48 14.453 2119 2125 2133 rBV3 17614 45127 2.05% ©0.220%
49 14.694 2163 2166 2171 rVB 20133 30087 1.37% 0.146%
50 15.041 2219 2225 2233 rBV2 35344 86720 3.94% 0.422%
51 15.123 2233 2239 2244 rVB6 18474 35885 1.63% 0.175%
52 15.217 2247 2255 2263 rVB6 37360 75306 3.42% 0.366%
53 15.317 2267 2272 2278 rBVS8 13336 31081 1.41% 0.151%
54 15.500 2298 2303 2310 rVB9 14911 31030 1.41% 0.151%
55 15.647 2320 2328 2339 rVB 705540 1366989 62.13% 6.653%

Sum of corrected areas: 20547536
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02884-05
: 5.0mL/MSVOA_N/WATER
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52323\

: VNO77817.D
: 23 May 2023 15:30

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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_N\Data\VN©52323\
Data File : VN@77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1,3-Oxathiolane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.318 17.89 ug/l 672801 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 91
2 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
3 3-Thietanol 90 C3H60S 010304-16-2 42
4 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 38
5 (S)-Methyl 2,3-dihydroxypropanoate 120 C4H804 010303-88-5 33
Abundance Scan 1592 (11.318 min): VNO77817.D\data.ms (-1582) (- | m/z 90.00 100.00%
60.0 90.0
5000 45.0
| ‘ 11.00 1150
0 H“‘H“‘H“‘H“‘HM“HW 1H“‘H“‘H‘M1H“‘H m/z 60.00 90.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2559: 1,3-Oxathiolane
60.0 90.0
5000
4.0 11.00 1150
m/z 59.00 56.51%
27.0
O\\\‘\\\\‘\\\\“\H\\‘\}1‘\‘\\\11\\\‘\\\\‘\\\\“}\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2514: Thiourea, methyl-
90.0
11. 00 11 50
5000 30.0 m/z 45.00 51.05%
57.0
43.0
15.0 ‘ ‘ ‘ 74.0
o] S MBS MRS 1 TS MBS IS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2556: 3-Thietanol
90.0 11. 00 11 50
46.0 m/z 61.00 23.16%
5000
61.0
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52323\
Data File : VN@77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 .alpha.-Methylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.353 5.06 ug/l 171063 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 76
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 022250-74-4 60
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 55
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 55
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 46
Abundance Scan 1938 (13.353 min): VNO77817.D\data.ms (-1932) (- | m/z 118.10 100.00%
118.1
5000 770 103.0
51.0 I — /\\J
37) ‘O ‘ H 13.00 13.50
0‘H‘HH‘HH‘HJ‘HHJMHpWM‘HWVMMHHH‘HM‘HJ‘HH‘H m/z 105.00  88.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10200: .alpha.-Methylstyrene
118.0
103.0 J\/\/\
5000 60 b /\ -
51.0 78. 13.00 13.50
m/z 117.10  88.27%
27.0 ‘ ‘ ‘
O\\\]‘-\3\‘9‘\\\‘\‘H\‘H‘\H\MH‘\‘1‘\‘\\‘\M\“HH‘HH‘HH‘H! “HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10216: Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl-
118.0 j\
e e
13.00 13.50
5000 m/z 103.00 48.01%
39.0
‘ 63.0 77.0
oHwHH_HwH‘uuH‘l‘wHM‘_m‘uwmww_‘l —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #10207: Benzene, 1-ethenyl-3-methyl- I SR Gl
117.0 13.00 13.50
m/z 77.00 42.61%
5000
91.0
oH“1”5‘9_HM‘HH‘_H‘HHH‘M‘_m‘:‘w‘um‘:‘m_ﬂ I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52323\
Data File : VN@77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Benzene, 1-propynyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.182 15.41 ug/1 521058 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
2 Indene 116 C9H8 000095-13-6 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 90
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 87
Abundance Scan 2079 (14.182 min): VN077817.D\data.ms (-2072) (- | m/z 115.05 100.00%
11%.1
5000
—— —
390 6‘7'0 89.0 14.00 14.50
Obo ot bl 1339 1542 g 95 95,25y
m/z--> 20 40 60 80 100 120 140
Abundance #9547: Benzene, 1-propynyl-
115.0
5000 —— ——
14.00 14.50
m/z 63.00 14.72%
39.0 63.0 89.0
O\\\‘\\\\"\\H\\“\\\‘\‘\‘\\\‘\\\H“\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #9542: Indene
116.0 AL
A b Mo
14.00 14.50
5000 m/z 89.00 13.13%
300 630  ggp
) SRR S N | EN—
miz--> 20 40 60 80 100 120 140 ﬂ /k
Abundance #9550: 3-Methylphenylacetylene P A
115.0 14.00 14.50
m/z 117.10 9.05%
5000
63.0 89.0
oliso 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_N\Data\VN@52323\
Data File : VNO77817.D

Acqg On : 23 May 2023 15:30
Operator : JC\MD

Sample : 02884-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.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|
1,3-Oxathiolane 11.318 17.9 ug/l 672801 3 11.871 1880400 50.0
.alpha.-Methyls... 13.353 5.1 wug/l 171063 4 13.800 1690170 50.0
Benzene, 1-prop... 14.182 15.4 wug/l 521058 4 13.800 1690170 50.0
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