LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X110723W.M

Title : SW846 8260

Signal : TIC: VX@38742.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.148 6 10 21 rBV2 99948 111488 7.38% 0.744%
2 1.246 22 26 28 rBv 17467 23235 1.54% 0.155%
3 1.374 41 47 51 rBv2 18275 23424 1.55% 0.156%
4 1.453 54 60 66 rBv 26991 29299 1.94% 0.196%
5 2.154 167 175 182 rVvB3 9394 16295 1.08% 0.109%
6 2.374 205 211 226 rBV 260737 430637 28.52% 2.874%
7 2.526 228 236 243 rBV 10477 20990 1.39% 0.140%
8 2.953 298 306 316 rBV 23492 54703 3.62% 0.365%
9 3.239 347 353 361 rBV2 7277 18224 1.21% 0.122%
106 4.233 506 516 531 rBV 69652 190867 12.64% 1.274%
11 4.556 563 569 584 rBV 30815 87288 5.78% ©0.583%
12 5.385 693 705 722 rBV 160506 470493 31.15% 3.140%
13 5.550 722 732 752 rVB 247282 712270 47.16% 4.754%
14 5.952 788 798 806 rBV 148455 397791 26.34%  2.655%
15 6.038 806 812 834 rVB 71517 201783 13.36% 1.347%
16 6.336 852 861 881 rVB5 10378 34823  2.31% 0.232%
17 6.763 921 931 950 rBV 383462 937319 62.07% 6.256%
18 7.129 985 991 1000 rVB5 8612 20998 1.39% 0.140%
19 7.293 1012 1018 1026 rVB2 11278 22468 1.49% 0.150%
20 7.671 1073 1080 1091 rVB6 4981 16802 1.11% 0.112%
21 8.220 1165 1170 1179 rBV 12346 21537 1.43% 0.144%
22 8.415 1193 1202 1209 rBVS5 18921 48526 3.21% 0.324%
23 8.647 1234 1240 1247 rBV 820148 1290737 85.47% 8.615%
24  8.720 1247 1252 1264 rVB 224636 361376 23.93% 2.412%
25 9.445 1364 1371 1375 rBV 79388 122537 8.11% 0.818%
26 9.488 1375 1378 1381 rVWV 31876 47552  3.15% 0.317%
27 9.531 1381 1385 1395 rVV 117989 180126 11.93% 1.202%
28 9.616 1395 1399 1410 rVB 12046 21959 1.45% 0.147%
29 10.055 1461 1471 1484 rBV 917590 1319204 87.35% 8.805%
30 10.195 1489 1494 1502 rVV 52550 77605 5.14% 0.518%

31 10.299 1502 1511 1521 rVWW 208774 318608 21.10%
32 10.409 1522 1529 1531 rVvv4 18101 30691 2.03%
33 10.445 1531 1535 1541 rVB 93529 128458 8.51%
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34 10.653 1563 1569 1578 rBV2 735803 1086922 71.97% 254%
35 10.756 1582 1586 1596 rVB4 15475 39361 2.61% 263%
36 10.860 1598 1603 1607 rBv4 10287 15904 1.05% 0.106%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X110723W.M
Title : SW846 8260
37 11.079 1634 1639 1646 rBV 855877 1094010 72.44% 7.302%
38 11.311 1668 1677 1681 rBV 15273 22355 1.48% 0.149%
39 11.378 1685 1688 1695 rvVv 30311 59956 3.97% 0.400%
40 11.451 1695 1700 1712 rVB 31593 56461 3.74% 0.377%
41 11.573 1714 1720 1723 rBV 17220 26215 1.74% 0.175%
42 11.634 1723 1730 1738 rVB2 64117 107138 7.09% 0.715%
43 11.750 1744 1749 1754 rBV 154359 206670 13.68% 1.379%
44 11.811 1754 1759 1762 rVV 156587 210823 13.96% 1.407%
45 11.847 1762 1765 1770 rVB2 49286 64738 4.29% 0.432%
46 12.018 1788 1793 1801 rBV 1147244 1510198 100.00% 10.080%
47 12.085 1801 1804 1808 rBV 60669 71785 4.75% 0.479%
48 12.134 1808 1812 1818 rVB 47651 63779 4.22% 0.426%
49 12.219 1821 1826 1828 rBV 66235 90455 5.99% 0.604%
50 12.414 1852 1858 1864 rBV 456621 580702 38.45% 3.876%
51 12.799 1915 1921 1926 rBV 84737 120235 7.96% 0.802%
52 12.963 1944 1948 1953 rVB2 24346 35181 2.33% 0.235%
53 13.176 1977 1982 1986 rVB 13885 18017 1.19% 0.120%
54 13.292 1997 2002 2006 rBV2 26052 36501 2.42% 0.244%
55 13.341 2006 2010 2018 rVvB3 37750 50528 3.35% 0.337%
56 13.426 2018 2024 2029 rVB 49000 68270 4.52% 0.456%
57 13.500 2032 2036 2040 rBV2 11364 15758 1.04% 0.105%
58 13.542 2040 2043 2046 rBV2 12277 16166 1.07% 0.108%
59 13.713 2067 2071 2075 rBv2 26934 36178 2.40% 0.241%
60 13.774 2076 2081 2087 rVV 545579 681045 45.10%  4.545%
61 13.835 2087 2091 2093 rVV2 15171 25045 1.66% 0.167%
62 13.865 2093 2096 2103 rVB2 21735 36460 2.41% 0.243%
63 14.225 2150 2155 2159 rBv4 18137 34220 2.27% 0.228%
64 14.317 2166 2170 2176 rVB2 11369 16453 1.09% 0.110%
65 14.371 2176 2179 2183 rBV 12520 15280 1.01% 0.102%
66 14.481 2192 2197 2200 rBV3 12096 19305 1.28% 0.129%
67 14.634 2214 2222 2233 rVB 139236 208417 13.80% 1.391%
68 14.780 2241 2246 2254 rBV 129620 171019 11.32% 1.141%
69 15.207 2308 2316 2321 rVB2 18187 32095 2.13% 0.214%
70 15.377 2337 2344 2347 rBV 12241 21051 1.39% 0.141%
71 15.475 2354 2360 2368 rBV 30879 52715 3.49% 0.352%
72 15.615 2377 2383 2386 rBV 39775 64267 4.26% 0.429%
73 15.652 2386 2389 2394 rVB 27814 39833 2.64% 0.266%
74 15.828 2411 2418 2426 rVB2 13113 33819 2.24% 0.226%
75 15.975 2436 2442 2451 rBV4 7623 19508 1.29% ©0.130%
76 16.085 2456 2460 2469 rVB2 10908 17913 1.19% 0.120%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X110723W.M
Title : SW846 8260

Sum of corrected areas: 14982864
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX038742.D\data.ms

1000000
800000
600000

400000

2.374 5.550
200000 5.385 5.952

148 4.233 038
1.24637453 2.154 || 2526 2.953 3239 4.556
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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 5.60 5.80 6.00 6.20

Abundance TIC: VX038742.D\data.ms

o

1000000
10.055
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‘ ‘ ‘ — ' —
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Abundance TIC: VX038742.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Propane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.148 7.83 ug/l 111488 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 80
2 Propene 42 C3H6 000115-07-1 9
3 1,2-Benzenediol, 4-[2-(methylami... 167 C9H13NO2 000501-15-5 2
4 Cyclopropene 40 C3H4 002781-85-3 2
5 Methylenecyclopropane 54 C4He 006142-73-0 2

Abundance  Scan 10 (1.148 min): VX038742.D\data.ms (-6) (-) m/z 44.10 100.00%

441
. M
AR RS
1.201.301.401.501.60
- m/z 43.10 97.87%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #88: Propane
29.0
5000
1.201.301.401.501.60
H m/z 39.10 81.05%
O \‘\\\“\‘WH'U‘\\“‘i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #61: Propene
41.0
AT
1.201.301.401.501.60
5000 m/z 41.10 61.90%
15.0 ‘
0Lttt A e e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #42890: 1,2-Benzenediol, 4-[2-(methylamino)ethyl]- TR T
44.0 1.201.301.401.501.60
m/z 52.10  28.02%
5000
0 . 770 10401240 167.0
T e e e e e R R R
m/z--> 0 20 40 60 80 100 120 140 160 1.201.301.401.501.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Butanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,233  13.40 ug/l 190867 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 47
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 43
5 Ethene, ethoxy- 72 C4H80 000109-92-2 42
Abundance Scan 516 (4.233 min): VX038742.D\data.ms (-506) (-) m/z 44.05 100.00%
A0 72.1
5000
57.1
RN ARRREREN RN
37 ‘ 4.00 4.20 4.40 4.60
Obrrsrprrsrprrrrrrreereng bbbt m/z 43.10 91.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 L B I L I R B
57.0 4.00 4.20 4.40 4.60
m/z 41.05 88.55%
15\0 “ 37\1\‘ | il i
O \‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘ T ‘\\HiHM‘HH‘HH‘HH‘\ H‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #793: 1-Propene, 3-methoxy-
41.0 72.0
A AAREENEENY
4.00 4.20 4.40 4.60
5000 29.0 m/z 72.10 82.03%
57.0
15.0 ‘
0 wH,m‘mww,l‘!wlwwH !‘Wm‘mUmwmww bepeerrpe
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #782: Propanal, 2-methyl- e ARRENESNEEE
43.0 4.00 4.20 4.40 4.60
m/z 39.10  48.40%
72.0
5000
27.0
0 15.0 | \‘ 361J ‘ | 50057\0 |
e e e e e S EEEEE SRR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.531 6.83 ug/1l 180126  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72

Abundance Scan 1385 (9.531 min): VX038742.D\data.ms (-1381) (-) m/z 83.05 100.00%

83.0
55.1
5000 98.0
43.1

‘ 670 950
‘w"H“H"H‘Jm“quLh“uﬁ‘u‘uHJ‘w“HW‘H“ m/z 55.10 74.77%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0

5000
430 98.0 950
29.0
m/z 98.65 44.86%

!610
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0

o

o

29.0 43.0 250
5000 m/z 43.10 35.53%
98.0
| \‘\ \\ ‘ I 67.0 I
o“,u“_“w“u‘ SRTN NS TIC, SIS TNESUN NS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- = ‘
55.0 83.0 9.50

m/z 39.10 22.13%

5000 41.0 98.0
27.0 69.0
150 M ‘ ‘ 1L H\ | e
9.50

o

m/z--> 10 20 30 40 50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24

Operator JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.811 6.98 ug/1l 210823 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 94
4 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 86
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 81

Abundance Scan 1759 (11.811 min): VX038742.D\data.ms (-1754) (- m/z 117.10 100.00%
117.1
5000
91.1
39.0 65.1 11.50 12.00
bbbl b M 20720 7 118,05 82.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
5000
11.50 12.00
91.0 m/z 115.05  40.87%
39.0 650 ‘
0\]-\5\9\\\\“\\“\\“‘H\\\“\\‘f‘\“\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
11.50 12.00
5000 m/z 91.10  29.96%
91.0
39.0 65,0 ‘
] B N N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10209: Benzene, 1-ethenyl-4-methyl-
118.0 11.50 12.00
m/z 103.05 11.12%
5000
91.0
39.0 65.0 ‘
0150“ WL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24

Operator JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 5 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.415 19.23 ug/1 580702 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 90
Abundance Scan 1858 (12.414 min): VX038742.D\data.ms (-1852) (- m/z 115.10 100.00%
11%.1
5000
1
391 63.1 89.1 12.50
Oyl (18881800 196 10 97.53%
m/z--> 20 40 60 80 100 120 140
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.10 11.71%
39.0 63.0 89.0
O\\\‘\\\\"\\H\\”“‘\‘\\\‘\‘\‘\\‘\\\”“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #9547: Benzene, 1-propynyl-
115.0 /\
: -
12.50
5000 m/z 63.10 10.54%
0 w0 620 WO |
\\\‘\\\\’\\”\\“\\\‘\‘\‘\\\‘\\\H‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 /\
Abundance #9550: 3-Methylphenylacetylene ‘ = e
115.0 12.50
m/z 117.10 8.39%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24

Operator JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Naphthalene, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.634 6.90 ug/1 208417 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2222 (14.634 min): VX038742.D\data.ms (-2214) (| m/z 142.20 100.00%
142.2
5000
115.1
14.50 15.00
501 710
OO bl 920 b M 2070 14115 91.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.05 33.47%
ol 500 70 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
L —
14.50 15.00
m/z 143.15 11.52%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene AV vl e
141.0 14.50 15.00
m/z 139.05 11.22%
5000
115.0
39.0 63.0 89.0
Y Y O i U PO e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.780 5.66 ug/1 171019 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 59

Abundance Scan 2246 (14.780 min): VX038742.D\data.ms (-2241) (| | m/z 142.20 100.00%

142.2
5000

63.1 14.50 1500

13.2 ‘
Oyt 2l 17552070 2811 yp 149 15 .34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-

142.0
5000 —— —
14.50 15.00

m/z 115.10  37.72%

39.0 710 11l0 I
’\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
et

=
14.50 15.00
5000 m/z 139.05 11.80%

o

270\ \\6\%(\\)\\ il llw\o H

m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T ——
141.0 14.50 15.00

m/z 143.20 11.66%

o

5000

63.0
0270\ \‘\Hu A 1 0 H A

m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38742.D

Acqg On : 10 Nov 2023 20:24
Operator : JC/MD

Sample : 05316-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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|
Propane 1.148 7.8 ug/l 111488 1 5.556 712270 50.0
Butanal 4.233 13.4 ug/l 190867 1 5.556 712270 50.0
3-Penten-2-one,... 9.531 6.8 ug/l 180126 3 10.055 1319200 50.0
Benzene, 1l-ethe... 11.811 7.0 ug/l 210823 4 12.024 1510200 50.0
Indene 12.415 19.2 ug/l 580702 4 12.024 1510200 50.0
Naphthalene, 2-... 14.634 6.9 ug/l 208417 4 12.024 1510200 50.0
Naphthalene, 1-... 14.780 5.7 wug/l 171019 4 12.024 1510200 50.0
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