LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©33022W.M

Title : SW846 8260

Signal : TIC: VN@71814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 35 42 62 rBV 425089 1669509 21.16% 1.878%
2 2.440 73 77 89 rvVB2 100186 184067 2.33% 0.207%
3 3.134 186 195 208 rVB 814277 1858908 23.56% 2.091%
4 3,516 249 260 272 rBV3 190169 502086 6.36% 0.565%
5 3.999 331 342 356 rVB2 107464 298804 3.79% 0.336%
6 4.263 373 387 407 rBV2 108965 409656 5.19% 0.461%
7 5.081 513 526 530 rBV 145438 465600 5.90% 0.524%
8 5.151 531 538 564 rVV5 299999 1406049 17.82% 1.582%
9 5.363 564 574 590 rVB 89869 322572 4.09% 0.363%
106 5.622 604 618 634 rBV 335695 1167515 14.80% 1.314%
11 6.122 689 703 714 rBV2 53164 163168 2.07% 0.184%
12 6.469 747 762 775 rBV2 170162 521319 6.61% 0.587%
13 6.604 775 785 798 rVWW2 87622 273255 3.46% 0.307%
14 6.898 823 835 851 rBV3 94346 301312 3.82% 0.339%
15 7.e51 851 861 867 rBvVv3 39802 114912 1.46% 0.129%
16 7.145 867 877 887 rBV 562932 1655364 20.98% 1.862%
17 7.781 975 985 989 rBV 41977 105324 1.33% 0.118%
18 7.845 989 996 1005 rVB 141712 335699 4.25% 0.378%
19 8.022 1015 1026 1030 rBV 425841 1034481 13.11% 1.164%
20 8.087 1030 1037 1046 rVV2 1078875 2723514 34.51% 3.064%
21 8.175 1046 1052 1061 rVB3 141065 361338 4.58% 0.407%
22 8.298 1063 1073 1080 rBV2 130322 303642 3.85% 0.342%
23 8.445 1087 1098 1109 rBV3 679818 2104538 26.67% 2.368%
24  8.569 1109 1119 1122 rVV5 156510 443812 5.62% 0.499%
25 8.622 1122 1128 1137 rVV2 261965 913352 11.57% 1.028%
26 8.704 1137 1142 1152 rVB 86378 197968 2.51% 0.223%
27 8.804 1152 1159 1174 rVB5 40699 134371 1.70% 0.151%
28 8.963 1174 1186 1199 rBV 1365006 3101152 39.30%  3.489%
29 9.057 1199 1202 1209 rVV2 49656 94153 1.19% 0.106%
30 9.198 1219 1226 1230 rVV2 150537 316314 4.01% 0.356%
31 9.245 1230 1234 1246 rVB 114930 228206 2.89% 0.257%
32 9.457 1255 1270 1277 rBV4 295258 896690 11.36% 1.009%
33  9.639 1296 1301 1308 rVB 83917 157795 2.00% 0.178%
34 9.798 1322 1328 1336 rBV5 48051 139406 1.77% 0.157%
35 9.880 1336 1342 1350 rVB 178220 358452 4.54% 0.403%

36 9.969 1350 1357 1360 rBV 266606 483024 6.12% 0©.543%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©33022W.M
Title : SW846 8260
37 10.016 1360 1365 1372 rVB3 377614 759595 9.63% 0.855%
38 10.204 1390 1397 1402 rBV6 59040 173209 2.20% 0.195%
39 10.322 1411 1417 1421 rBV 131254 224544 2.85% 0.253%
40 10.363 1421 1424 1429 rVB3 61464 102733 1.30% 0.116%
41 10.439 1429 1437 1443 rBV 1951636 3605038 45.69% 4.056%
42 10.504 1443 1448 1455 rVB 437246 782900 9.92% 0.881%
43 10.604 1460 1465 1467 rBV2 47196 83611 1.06% 0.094%
44 10.857 1501 1508 1517 rVB3 104826 242942  3.08% 0.273%
45 10.939 1517 1522 1532 rVB3 45497 98113 1.24% 0.110%
46 11.057 1532 1542 1547 rBV 57829 125209 1.59% 0.141%
47 11.127 1547 1554 1564 rVB 301494 557006 7.06% 0.627%
48 11.739 1650 1658 1668 rBV 1816025 3291377 41.71% 3.703%
49 11.839 1668 1675 1685 rVV 2901980 4916095 62.30% 5.531%
50 11.951 1686 1694 1706 rVB 2243041 4286195 54.32% 4.822%
51 12.274 1738 1749 1758 rVB2 102247 222389 2.82% 0.250%
52 12.574 1792 1800 1815 rVV 4803215 7890821 100.00% 8.878%
53 12.727 1818 1826 1837 rVB 1438533 2387208 30.25% 2.686%
54 12.916 1850 1858 1866 rBV 2440075 3943985 49.98% 4.437%
55 13.010 1866 1874 1880 rVV = 342528 556078 7.05% 0.626%
56 13.216 1902 1909 1920 rBV 434490 712907 9.03% 0.802%
57 13.363 1927 1934 1947 rVB 1031394 1679997 21.29% 1.890%
58 13.492 1947 1956 1963 rBV3 195441 461901 5.85% 0.520%
59 13.668 1980 1986 1998 rBV2 1542786 3170250 40.18% 3.567%
60 13.833 2008 2014 2016 rBV 808572 1211249 15.35% 1.363%
61 13.874 2016 2021 2026 rVV 4607978 7730094 97.96% 8.697%
62 13.916 2026 2028 2037 rVV2 344324 626289 7.94% 0.705%
63 13.998 2037 2042 2048 rVV 154028 235293  2.98%  0.265%
64 14.063 2048 2053 2059 rVB3 80068 138169 1.75% ©.155%
65 14.127 2059 2064 2072 rBV2 95612 185010 2.34% 0.208%
66 14.216 2072 2079 2084 rBV 1308263 2058784 26.09%  2.316%
67 14.274 2084 2089 2092 rVV 199283 320351 4.06% 0.360%
68 14.321 2092 2097 2104 rVB2 788757 1324165 16.78%  1.490%
69 14.533 2124 2133 2138 rBV 1039106 1708838 21.66% 1.923%
70 14.574 2138 2140 2144 rVV 112035 141786 1.80% 0.160%
71 14.804 2173 2179 2185 rBV 623919 981980 12.44%  1.105%
72 14.927 2191 2200 2206 rBV2 1392223 2794721 35.42% 3.144%
73 14.986 2206 2210 2218 rVB3 72029 148518 1.88% 0.167%
74 15.080 2220 2226 2233 rBV2 137958 236594 3.00% 0.266%
75 15.192 2235 2245 2249 rVV3 136803 310321 3.93% 0.349%
76 15.233 2249 2252 2256 rW 50971 78974 1.00% 0.089%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc : 5.0mL/MSVOA_N/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_N\methods\82N©33022W.M
Title : SW846 8260

77 15.304 2256 2264 2277 rVB3 120941 295175 3.74%  ©.332%
78 15.504 2290 2298 2310 rVB 1175503 2248051 28.49%  2.529%
79 15.798 2340 2348 2357 rBV 43776 89572 1.14% 0.101%

Sum of corrected areas: 88885364
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2244-02
: 5.0mL/MSVOA_N/WATER
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40222\

: VNO71814.D
: 02 Apr 2022 21:47

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO071814.D\data.ms
4000000
3000000
2000000
1000000 3.134
2.234
51 5.622
2.440 3.516 3.099 4.263 5.0 5.363 6.122 6469604 6.8
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.40 6.60 6.80
Abundance TIC: VNO71814.D\data.ms
4000000
3000000 11.8
2000000 RS 11.73
8.963
8.087
1000000 8.445
7.145 8.0 :
8% 2 QQ& 11.127
(L0 7.7805 || §185298] 8- 78404 059/ 5 /\} 63@ oﬁ\g 0.604 lo;gﬁaggog\z
R s e e e T [
Time-->  7.00 7.50 8.00 8.50 9. 00 9. 50 10 00 10. 50 11. 00 11.50
Abundance TIC: VN071814.D\data.ms
12.674 13.874
4000000
3000000
12.916
1.951
2000000
12727 13.668 L4216 14.927
15.504
13.363 14.533
1000000 13. 4.321
14 80
01(;3 216
3.492
12.274 1 574 19@ %4 15.798
O T ‘ T T T T ‘ T ﬁ T T T ‘ T T ‘ T
Time--> 12.00 12.50 13. oo 13 50 14 oo 14 50 15 00 15. 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Sulfur dioxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.234 30.65 ug/l 1669510  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 42 (2.234 min): VNO71814.D\data.ms (-35) (-) m/z 63.95 100.00%

64.0
5000 L
e Al By e
450 220 2.40 2.60
-t m/z 47.95 46.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA LA L L I B
220 2.40 2.60
m/z 66.00 4.91%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e R e
220 2.40 2.60
5000 m/z 45.05 3.54%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- B B e mE
64.0 220 2.40 2.60
m/z 50.00 2.13%
5000
44,
16.0
ol ‘ L. ‘ 93.0 1150 143.0 169.0
R B L R R e T
m/z--> 20 40 60 80 100 120 140 160 220 240 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.134  34.13 ug/1 1858910  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Pentane 72 C5H12 000109-66-0 46
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 195 (3.134 min): VN071814.D\data.ms (-186) (-) m/z 43.05 100.00%
43.0
5000 j\
“_‘H‘H“_‘H‘H“
‘ ‘ 72.1 2.80 3.00 3.20 3.40
Ol b 0T0 hyy 42,10 84.36%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000

2.80 3.00 3.20 3.40
m/z 41.05 79.84%

72.0
0| | |

L I L I L L L B L L L L B L B B
m/z--> 20 40 60 80 100 120 140 160 180 200

o

Abundance #809: Pentane
43.0

2.80 3.00 3.20 3.40

5000 ITI z 57.05 77 .36%
72.0
oo L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol  EEEmEOEE R
42.0 2.80 3.00 3.20 3.40

m/z 56.05 26.37%

5000 j\
72.0
0 15 0 ‘H L“h ml |

m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40222\
Data File : VN@71814.D

Acqg On : 02 Apr 2022 21:47

Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M

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 Pentane, 2-methyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

5.151  25.81 ug/1 1406050  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 37
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 25

5 Propanoic acid, 2-methyl-, 2-pro... 128

C7H1202

Abundance Scan 538 (5.151 min): VN071814.D\data.ms (-531) (-)
3.1

015727-77-2 23

m/z 43.10 100.00%

w T ﬁ—ﬂL—é
57.1
‘ H ‘ 861 4.80 5.00 5.20 5.40
Obrrrereprrrprret el T m/z 71.10 49.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2046: Pentane, 2-methyl-
43.0
5000 L L LA L BN B A B
4.80 5.00 5.20 5.40
71.0 m/z 42.10 44.92%
27.0 57.0
ol | 86.0
O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2051: Butane, 2,3-dimethyl-
43.0
Co T T
4.80 5.00 5.20 5.40
5000 m/z 41.10 41.89%
71.0
27.0
o140 |l so | ®0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8639: Hexane, 2,3-dimethyl- A Emman R o
43.0 4.80 5.00 5.20 5.40
m/z 70.05 23.31%
5000 700
27.0 57.0
o T 850 99.0 114.0
R e e e e e . S YA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclopentane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.145 30.39 ug/l 1655360  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 83
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 877 (7.145 min): VNO71814.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.1 A//\
R e R
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
L [ — u_m‘uw_“w‘ m/z 41.10 44.78%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L AL B R B B R I
6.80 7.00 7.20 7.40
m/z 69.10 43.92%
280 M ‘ 84.0
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0
6.80 7.00 7.20 7.40
5000 41.0 m/z 55.05 24.74%
69.0
i) I
ol t80 i Ll
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- A RBRANRmmanEEEE
56.0 6.80 7.00 7.20 7.40
m/z 39.05 19.47%
41.0
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,3-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.833 19.10 ug/l 1211256 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 2014 (13.833 min): VN071814.D\data.ms (-2008) (-  m/z 105.10 100.00%
10k

05.1
5000 134.1
51.1 77"0 ‘ ‘ ‘ 1501 13.50 14.00
Ob el UL 1523 7 119,05 98.24%
m/z--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 — J\M :
13.50 14.00
91.0 m/z 134.05 46.71%
\ 39\'\0 W ‘ L1l o
0 \\\‘\\‘\\‘\\W\”“i\\\‘\\‘i\“ \\1“\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
13.50 14.00
5000 ITI/Z 91.05 26.56%
91.0
41.0 65.0 “ M 135.0
0 H‘_m““u‘u‘u“”“mm‘uﬂ”‘w‘”“‘_u‘
m/z--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 13.50 14.00
m/z 77.05 15.92%
5000
91.0
39.0 650 135.0
obts0 U bt bl TR
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.874 121.92 ug/1 7730090 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53

3 Indole 117 C8H7N 000120-72-9 46
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 42

Abundance Scan 2021 (13.874 min): VN071814.D\data.ms (-2016) (- m/z 117.10 100.00%

117.1
5000

63.1 91‘1 1350 14.00
o‘H‘mWuuw”WJH_m_Hwmwwwwwww m/z 118.10 56.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000
1350 1400
m/z 115.10 32.00%
91.
0 39.0 650 | “\ 143.0 178.0203.0 234.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0 /L
1350 1400

m/z-->

Abundance

m/z-->

5000

#9735: Indole

11

90.0

63.0
38.0 | \

7.0

91.0
ol 30090 | | 15201780 2380
20 40 60 80 100 120 140 160 180 200 220 240

13.50 14.00
m/z 116.05 7.28%

L.

20 40 60 80 1001

20 140 160 180 200 220 240

82NO33022W.M Tue Apr 05 13:09:13 2022

13. 50 14. OO

Page:

10



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
: VNOe71814.D
: 02 Apr 2022 21:47

JC\MD

: N2244-02
: 5.0mL/MSVOA_N/WATER
: 19 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M

. SW846 8260

: 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 Benzene, 1l-ethyl-2,4-dimethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.216  32.47 ug/1 2058780 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 2079 (14.216 min): VN071814.D\data.ms (-2072) (-
119.1

m/z 119.10 100.00%

5000 h
91.1
39.1 65.1 | ‘ .y 1351 14.00 14.50
ottt el m/z 134.00  29.19%
miz--> 20 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
14.00 14.50
J m/z 91.10 15.68%
91.0
0 \1\5\.0‘ T \3\9‘"(\) = \‘6?-\0\ \‘”‘ T \‘\ T “N\ \‘\“l T \1\?.?\ T
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
14.00 14.50
5000 ITI/Z 120.10 10.10%
91.0
41.0 65.0
Lo NV N PO | .
miz--> 20 40 80 100 120 140 k /L/\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- R —
119.0 14.00 14.50
m/z 117.05 8.75%
5000
91.0 4
41.0 65.0
m/z--> 20 40 80 100 120 140 14.00 14.50

82NO33022W.M Tue Apr 05 13:09:29 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.321 20.88 ug/l 1324176 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 76
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 64
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 59
Abundance Scan 2097 (14.321 min): VN071814.D\data.ms (-2092) (-  m/z 117.10 100.00%
11y.1
5000
SEDOV/ WS |
390 77.0 ) 14.00 14.50
Ol bbbt M W1489 2069 281 m/z 115.10  32.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
11y7.0
5000 — pJl VNS |
14.00 14.50
m/z 132.05 26.88%
99710 |
O\H‘\‘\\\‘H‘\‘\"}H\’H‘H‘H\‘\}‘\‘\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
— —A
14.00 14.50
5000 m/z 119.10 24.79%
270, °0° )
O et eyt el e e
m/z--> 20 40 60 80 100120140160180200220240260280 QN\J\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- 1 —
117.0 14.00 14.50
m/z 91.10 15.78%
5000
39.0 770
Y — — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

82NO33022W.M Tue Apr 05 13:09:44 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.533  26.95 ug/1 1708840 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
Abundance Scan 2133 (14.533 min): VN071814.D\data.ms (-2124) (- 119.10 100.00%
119.1
91.0
39.1 651 U 1148.0 207.1 1450
0 bbb 12480 2071 py7 134,05 47.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 91.05 15.32%
65.0
0 \1\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\U"\\\“\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
i \
14.50
5000 m/z 120.10 9.85%
39.0 65.0 91.0
0‘“_LHM‘W‘NV‘M‘w‘phﬂw‘uh,u‘W“u‘u“_‘u
miz--> 20 40 60 80 100 120 140 160 180 200 j\A
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- ‘ 4y
119.0 14. 50
m/z 133.05 9.64%
5000
01280, T B0 Ll b IFAPNAN W
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82NO33022W.M Tue Apr 05 13:09:47 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927 44.08 ug/l 2794720 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 2200 (14.927 min): VN071814.D\data.ms (-2191) (- m/z 117.10 100.00%

117.1
5000
15.00
390 /7.1 ‘ . :
ob b Mlgfrasr 2810 135 65 37.96%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
15. 00
51.0 ‘ m/z 115. 28.22%
0150‘ ‘ “HHM M \h““ ‘Hr‘\ R e e e e
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 AJ\
15 00
5000 ITI/Z 131.00 19.13%
39.0 770 ‘ ‘
O\H‘\}“H‘H ‘\“\HH”\“\‘\ T
miz--> 50 100 150 200 250 M
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 15 00
m/z 91.10 14.68%
5000
51.0 ‘ ‘
ol b pd B0 N )
miz--> 50 100 150 200 250 15.00

82NO33022W.M Tue Apr 05 13:09:50 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71814.D

Acqg On : 02 Apr 2022 21:47
Operator : JC\MD

Sample : N2244-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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|
Sulfur dioxide 2.234 30.6 ug/l 1669510 1 8.086 2723510 50.0
Butane, 2-methyl- 3.134 34.1 ug/l 1858910 1 8.086 2723510 50.0
Pentane, 2-methyl- 5.151 25.8 wug/l 1406050 1 8.086 2723510 50.0
Cyclopentane, m... 7.145 30.4 ug/l 1655360 1 8.086 2723510 50.0
Benzene, 1,3-di... 13.833 19.1 wug/l 1211250 4 13.669 3170250 50.0
Benzene, 1,1'-(... 13.874 121.9 ug/l 7730090 4 13.669 3170250 50.0
Benzene, 1l-ethy... 14.216 32.5 ug/l 2058780 4 13.669 3170250 50.0
Indan, 1-methyl- 14.321 20.9 ug/l 1324170 4 13.669 3170250 50.0
Benzene, 1,2,4,... 14.533 26.9 ug/l 1708840 4 13.669 3170250 50.0
Benzene, 2-ethe... 14.927 44.1 ug/l 2794720 4 13.669 3170250 50.0
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