LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis

Signal : TIC: VX@25226.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 23 26 33 rBv2 5885 11490 0.02% 0.016%
2 1.368 42 46 53 rBvV 91221 87421 0.14% 0.122%
3 1.660 99 94 102 rVWV 58198 75136 ©0.12% 0.105%
4 1.739 103 107 121 rVB 119955 172857 ©0.28% 0.241%
5 1.953 137 142 152 rVB2 36223 59773 0.10% 0.083%
6 2.063 157 160 167 rVB 5342 7772 0.01% 0.011%
7 2.209 180 184 193 rVB 21121 36273 0.06% 0.050%
8 2.366 193 200 210 rBV 105087 180145 ©.29% 0.251%
9 2.715 259 267 268 rBV2 6396 12614 0.02% 0.018%
106 2.867 287 292 309 rVB 111889 240301 ©.39% 0.334%
11 3.099 319 330 341 rBV 29191 66112 0.11% 0.092%
12 3.318 358 366 376 rVB3 4320 9921 0.02% 0.014%
13  3.446 379 387 396 rBV3 2609 6205 0.01% 0.009%
14 3.581 403 409 416 rBV5S 1219 3018 0.00% 0.004%
15 3.733 427 434 443 rVB 10678 24774 0.04% 0.034%
16 3.837 443 451 456 rBV2 5423 14159 0.02% 0.020%
17 3.904 457 462 470 rVB 13387 32183 0.05% 0.045%
18 4.105 488 495 502 rBvV2 5671 14306 0.02% 0.020%
19 4.306 517 528 539 rBvV 100360 285921 0.46% 0.398%
20 4.458 542 553 571 rVB 47124 140259 0.23% 0.195%
21 5.068 641 653 664 rBV 69653 213641 0.35% 0.297%
22 5.477 709 720 733 rVB 124398 385677 0.62% 0.537%
23 5.848 770 781 790 rBV5S 9296 29886 0.05% 0.042%
24 5.976 790 802 806 rBvV3 176821 507762 ©.82% 0.707%
25 6.043 808 813 826 rVB 500732 1237916 2.01% 1.723%
26 6.379 857 868 881 rVB5 30952 97356 0.16% 0.136%
27 6.763 922 931 941 rBV 156190 384794 0.62% 0.536%
28 7.068 973 981 984 rBV3 1685 3241 0.01% 0.005%
29 7.177 993 999 1009 rVB4 9597 21760 0.04% 0.030%
30 7.312 1012 1021 1027 rBV 106726 238739 0.39% 0.332%
31 7.519 1050 1055 1060 rVB5 1412 2987 ©0.00% 0.004%
32 7.659 1072 1078 1085 rBV2 3759 7406 0.01% 0.010%
33 7.854 1104 1110 1112 rBV2 13181 22166 0.04% 0.031%
34 7.958 1122 1127 1134 rVB3 5885 11667 ©0.02% 0.016%
35 8.147 1147 1158 1163 rBV2 17064 30296 0.05% 0.042%

36 8.330 1181 1188 1199 rVV 84736 137593 0.22% 0.192%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis
37 8.433 1200 1205 1209 rvv2 2515 4386 0.01% 0.006%
38 8.506 1211 1217 1225 rVB 30714 49554 0.08% 0.069%
39 8.604 1225 1233 1235 rBVS5S 3336 5920 0.01% 0.008%
40 8.653 1235 1241 1248 rW 291644 451042 0.73% 0.628%
41  8.720 1248 1252 1258 rVV 37253 59544 0.10% 0.083%
42 8.775 1259 1261 1266 rVvV2 3019 3771 0.01% 0.005%
43 8.842 1267 1272 1281 rVB2 6713 12466 0.02% 0.017%
44  8.952 1281 1290 1299 rBV 59769 99732 0.16% 0.139%
45  9.104 1307 1315 1320 rVB5 2974 6022 0.01% 0.008%
46 9.165 1320 1325 1332 rVB 7151 11024 0.02% 0.015%
47  9.275 1339 1343 1348 rBV 8853 13153 0.02% 0.018%
48 9.390 1356 1362 1368 rBV 206442 301964 0.49% 0.420%
49 9.567 1386 1391 1395 rBV2 6697 9905 0.02% 0.014%
50 9.610 1395 1398 1403 rVB3 2984 4419 0.01% 0.006%
51 9.762 1419 1423 1427 rBV4 2496 3239 0.01% 0.005%
52 9.976 1450 1458 1462 rBV3 6790 11241 0.02% 0.016%

53 10.110 1462 1480 1485 rBV 24690314 61737785 100.00% 85.931%
54 10.201 1491 1495 1499 rW 88404 109001 ©0.18% ©.152%
55 10.281 1503 1508 1510 rVwVv 99708 147802 0.24% ©.206%

56 10.305 1510 1512 1518 rVB 134815 164549 0.27% 0.229%
57 10.445 1527 1535 1540 rVB3 8945 17687 ©.03% 0.025%
58 10.646 1563 1568 1573 rVB 62480 81657 ©.13% 0.114%
59 10.793 1587 1592 1597 rVB3 3300 5587 ©0.01% ©0.008%
60 10.848 1597 1601 1606 rBV6 1856 3115 ©.01% ©0.004%
61 10.902 1606 1610 1614 rBV3 4064 5202 ©0.01% 0.007%
62 10.963 1615 1620 1631 rVB 120455 153959 0.25% 0.214%
63 11.195 1650 1658 1666 rBV 221283 289006 0.47% 0.402%
64 11.305 1672 1676 1681 rVB 99233 121226 0.20% ©.169%
65 11.366 1681 1686 1689 rBV3 6970 14313 0.02% ©0.020%
66 11.457 1695 1701 1707 rVB3 9837 18754 ©.03% 0.026%
67 11.616 1722 1727 1736 rVV 186304 234846 0.38% ©0.327%
68 11.713 1737 1743 1745 rW4 2507 5476 ©.01% ©0.008%
69 11.750 1745 1749 1753 rVB3 4494 7107 0.01% 0.010%
70 11.799 1753 1757 1763 rBV 10135 13202 ©0.02% ©0.018%
71 11.896 1770 1773 1781 rVB 9767 12602 ©0.02% ©0.018%
72 11.969 1781 1785 1789 rBV 57627 71086 ©0.12% 0.099%
73 12.042 1789 1797 1802 rVV2 740498 1335996 2.16% 1.860%
74 12.091 1802 1805 1809 rVB 15171 17793 ©0.03% 0.025%
75 12.183 1816 1820 1825 rVB 7678 9595 0.02% 0.013%

76 12.244 1825 1830 1835 rBV 191830 239916 0.39% 0.334%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis
77 12.323 1838 1843 1853 rVV2 355317 506911 0.82% 0.706%
78 12.414 1853 1858 1862 rVV2 10193 15007 0.02% 0.021%
79 12.463 1863 1866 1871 rVB 8383 10156 0.02% 0.014%
80 12.530 1871 1877 1884 rBV2 6141 10105 0.02% 0.014%
81 12.616 1887 1891 1893 rBV 8449 9507 0.02% 0.013%
82 12.646 1893 1896 1900 rVB 17778 21010 0.03% 0.029%
83 12.701 1900 1905 1912 rBV 89407 115293 0.19% 0.160%
84 12.841 1925 1928 1933 rVB2 4336 5603 0.01% ©0.008%
85 12.963 1945 1948 1953 rBV3 3985 5189 0.01% 0.007%
86 13.170 1978 1982 1993 rVB 23569 31614 0.05% 0.044%
87 13.292 1997 2002 2007 rVB2 57648 75811 0.12% 0.106%
88 13.347 2007 2011 2017 rVB 12482 16792 0.03% 0.023%
89 13.426 2019 2024 2030 rVB 44490 56842 0.09% 0.079%
90 13.548 2040 2044 2047 rBV3 6594 8607 0.01% 0.012%
91 13.585 2047 2050 2054 rVB3 3258 3935 0.01% 0.005%
92 13.640 2054 2059 2061 rBVS5 5028 8775 0.01% 0.012%
93 13.780 2073 2082 2090 rBV 164746 214505 ©.35% 0.299%
94 13.871 2090 2097 2100 rVVv2 5541 8239 0.01% 0.011%
95 13.926 2103 2106 2111 rVV5 2870 3655 0.01% 0.005%
96 14.219 2150 2154 2158 rBV4 2409 3495 0.01% 0.005%
97 14.323 2167 2171 2177 rVV3 2065 3313 0.01% 0.005%
98 14.481 2193 2197 2202 rBV2 3867 4915 0.01% 0.007%
99 14.597 2213 2216 2220 rBV 2664 3274 0.01% 0.005%
100 14.786 2242 2247 2254 rVB2 17201 24654 0.04% 0.034%
Sum of corrected areas: 71845378
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025226.D\data.ms
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Abundance TIC: VX025226.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.739  22.46 ug/L 172857 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 36
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 17
Abundance Scan 107 (1.739 min): VX025226.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.0
5000 A¥A
 EAREEREER SN
‘ 721 1.40 1.60 1.80 2.00
0t e b 908y 41,100 92.52%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 86.92%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
27.0 ' o
5000 m/z 57.05 66.86%
15.0
72.0
0 H‘%Q‘W‘m“ullw‘u} M\HMJH\\HMEH\M\\W\\H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol SNBSS & S| S
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 33.36%
5000
YN P10l
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.953 7.77 ug/L 59773 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 142 (1.953 min): VX025226.D\data.ms (-137) (-) m/z 43.10 100.00%
43.1
5000 M

| ‘ 1.60 1.80 2.00 2.20
e et el b 9RO sz 42,10 60.83%

miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
5000

1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.05 55.21%

‘ ‘ 72.0
H\“H\‘Hyh‘w‘\”“\”u‘w“‘m“w“‘w“w
m/z--> 10 40 50 60 70 80 90
Abundance #810: Pentane

43.0

160180200220

‘ 57.0 721 T T T T T T T T

o

o

27.0
57.0 720
150 | I
Ottt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane I EAREE R e
43.0 1.60 1.80 2.00 2.20

m/z 57.05 16.37%

5000
27.0 570 720
0 150 H ‘ | H‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.209 4.71 ug/L 36273 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
2 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 86
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
Abundance Scan 184 (2.209 min): VX025226.D\data.ms (-180) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.0
P T T T
H ‘ 80.9 1.80 2.00 2.20 2.40 2.60
0 H_‘H_M,Hm;u:”g‘ ety 99 920 sz 70,10 42.35%
m/z--> 10 20 30 40 60 70 80 90
Abundance #647.2-Butene,24nethyL
55.0
5000 70.0 P T
41.0 1.80 2.00 2.20 2.40 2.60
29.0 m/z 39.00  29.58%
15.0 ‘ ‘
O\\‘\\\\‘\\\‘\’\\\\i1‘1\\‘\‘\1\‘\\\‘1"‘\\\\’\\\\‘\\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #650:1—Butene,34nethyk
55.0
PR e
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.05 28.22%
8.0 390 70.0
w0 || 1
o“_m_m,m:hm; R S
m/z--> 40 60 70 80 90
Abundance #663.Cyd0propane,12—dnneﬂwh,c5—
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.05 22.84%
5000 70.0
41.0
29.0 ‘
0 , w“\“‘uuUu“W““‘u“
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic2.867 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.867 31.22 ug/L 240301 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclopentane 70 C5H10 000287-92-3 78
3 Cyclopentane 70 C5H10 000287-92-3 78
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 78
5 1-Pentene 70 C5H10 000109-67-1 72
Abundance Scan 292 (2.867 min): VX025226.D\data.ms (-287) (-) m/z 42.10 100.00%
42.1
AR RRRE T
84.0 2.60 2.80 3.00 3.20
R w1 || SV Rt A i m/z 55.85 45.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0
5000 L L B I B R
550 700 2.60 2.80 3.00 3.20
' m/z 70.10  40.54%
A
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
AR RARaERE T
2.60 2.80 3.00 3.20
5000 m/z 41.05 33.58%
55.0 70.0
27.0
ol20 150 Ll
R A
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane “W““‘H““H““‘
42.0 2.60 2.80 3.00 3.20
m/z 39.10 24.37%
5000
55.0
70.0
20 | |
0 I 1] !

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.099 8.59 ug/L 66112 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 330 (3.099 min): VX025226.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.1
5000
T e
‘ 711 g1 2.80 3.00 3.20 3.40
ol el e - m/z 56.10 85.54%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
290 410
5000 \\\{\\/\\\\\‘\\\\‘\A‘\\\\
2.80 3.00 3.20 3.40
m/z 41.10 61.10%
15.0 \ 71.0 86.0
O \\\‘.\\\\‘\\‘\\‘\\}\‘\\\\i}\\\‘\‘\‘\}‘\\\\“\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
 ERAREERSEEEEE A
29.0 41.0 2.80 3.00 3.20 3.40
5000 m/z 43.10 22.54%
15.0 ‘ 71.0 86.0
R i M
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- R REmEEL LSRR
57.0 2.80 3.00 3.20 3.40
m/z 39.10 16.06%
41.0
5000 290
L aso || 70 sso
e e e e e e R R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.733 3.22 ug/L 24774  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 90
2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90

3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90

4 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 90

5 Pentane, 3-methylene- 84 C6H12 000760-21-4 86

Abundance Scan 434 (3.733 min): VX025226.D\data.ms (-427) (-) m/z 69.05 100.00%

69.0
41.0
5000 84.0
H_m‘m‘_m_m,
55.0 ‘ 3.40 3.60 3.80 4.00
ol el myz 41,85 73.69%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1668: 2-Pentene, 4-methyl-
41.0
69.0

5000 \\‘\\\\‘\\\\‘\\\\‘V\\\’
3.40 3.60 3.80 4.00
27.0 84.0 m/z 84.05 47.41%
0 ’ il \H\ \H\ [
\\\‘\\\\’\\\\\\\\’\\\ \\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 10 40 50 60 70 80 90
Abundance #1691. 2-Butene, 2,3-dimethyl-
41.0
69.0
ST Dy
3.40 3.60 3.80 4.00
5000 m/z 39.05 23.59%
84.0
27.0 55.0
15.0 ‘ ‘
) S S SO /T SO SN
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-

41.0 69.0 3.40 3.60 3.80 4.00
m/z 67.00 15.67%

5000
84.0
27.0 55.0
0 ‘ | I o ‘\ L .

m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54

Operator JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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 7 Cyclopentene, 3-methyl- Concentration Rank 14

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

3.904 4.18 ug/L 32183 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
2 (Z2),(Z)-2,4-Hexadiene 82 C6H10 006108-61-8 87
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
4 2,4-Hexadiene, (E,E)- 82 C6H1e 005194-51-4 86
5 2,4-Hexadiene, (E,Z)- 82 C6H1e 005194-50-3 86

Abundance Scan 462 (3.904 min): VX025226.D\data.ms (-457) (-)
67.0

m/z 67.00 100.00%

5000
82.1
390 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
51.0 3.60 3.80 4.00 4.20
b bl msz 82,10 26.03%
m/z--> 10 20 30 40 60 70 80 90
Abundance #1404: Cyclopentene, 3-methyl-
67.0
5000 L LI B R B R
3.60 3.80 4.00 4.20
39.0 82.0 m/z 39.00 17.49%
27.0 53.0
O\\‘\].1\5\9’\\\‘\‘\\\"\\\\}Hu\\‘\‘\‘}1‘\\\‘\“‘\\\\’\
m/z--> 10 20 30 50 60 70 80 90
Abundance #1393(2)(2}2A~Hexamene
67.0
A
820 3.60 3.80 4.00 4.20
' m/z 81.05 10.15%
5000 41.0
27.0 53H°
o‘wHH,‘H‘u_Hw1‘Hmm‘_u‘wwu‘“um,‘
m/z--> 10 20 30 40 70 80 90
Abundance #1398:Cydopentene,44nethﬂ— “_““H““‘H““‘
67.0 3.60 3.80 4.00 4.20
m/z 65.10 8.99%
5000
39.0 82.0
27.0 ‘
54.0
o‘“‘1519,‘m‘umu‘;mMu“H‘M_Hu““m,‘ H_m_m_m_m‘
m/z--> 10 20 30 40 50 60 0 8 90 3.60 3.80 4.00 4.20

SFAMXLM111121WMA.M Mon Nov 22 19:32:31 2021

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic4.306 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.306 37.15 ug/L 285921 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 528 (4.306 min): VX025226.D\data.ms (-517) (-) m/z 56.05 100.00%

56.0
5000 41.0 69.0
‘ ‘ 84.1 4.00 4.20 4.40 4.60
0Lt e L w2 41,05 50.97%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0

4.00 4.20 4.40 4.60
m/z 69.05 44.37%
‘ “ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0

o

41.0 4.00 4.20 4.40 4.60
5000 m z 55.10 24.,.95%
69.0
ﬂO
84.0
10 15\ 0 ‘ A 1 ‘
ouwuwuuwwwm_uw‘wmwuwwuw
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- e ARAREaREES
56.0 4.00 4.20 4.40 4.60
27.0 m/z 39.10 22.87%
5000
‘ 42.0
‘ ‘ 84.0
) S | ([ RN NN “&%HWHWHWMW
miz--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic5.848 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.848 3.88 ug/L 29886 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
2 1-Hexanol, 3-methyl- 116 C7H160 013231-81-7 47
3 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 38
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 35
Abundance Scan 781 (5.848 min): VX025226.D\data.ms (-770) (-) m/z 56.10 100.00%
56.1
83.1
5000 41.1
L ‘ | 081 5.60 5.80 6.00 6.20
0 prrrrprrr e e e m/Zz 55,10 85.49%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0
83.0
5000 HH‘HH‘HH‘\M
27.0 5.60 5.80 6.00 6.20
m/z 69.00 76.82%
I
0 \H’.HH’H‘H’\\{1‘\\\\}\‘\\\“\‘}\‘\Hw‘\H\‘\}H‘H\MHH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9490: 1-Hexanol, 3-methyl-
56.0
R RN
410 70.0 5.60 5.80 6.00 6.20
5000 m/z 83.10 71.11%
27.0
0 ‘\‘H " ‘ | \‘ 8 ‘.0 9%0 115.0
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 M/
Abundance #22482: 2H-Pyran-2,6(3H)-dione, dihydro-4,4-dimethyl- R Em mamEEE T
56.0 5.60 5.80 6.00 6.20
m/z 41.10 48.43%
70.0
5000 41.0
27.0
0Lt et 2850 “‘/‘x\/
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20

SFAMXLM111121WMA.M Mon Nov 22 19:32:32 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 Thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.379 12.65 ug/L 97356  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 87
2 Thiophene 84 C4H4s 000110-02-1 87
3 Thiophene 84 C4H4s 000110-02-1 74
4 Thiophene 84 C4H4S 000110-02-1 64
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
Abundance Scan 868 (6.379 min): VX025226.D\data.ms (-857) (-) m/z 84.00 100.00%
84.0
58.0
5000
45.0
R AR Rmmns aa
‘ I 70.1 |, 981 6.00 6.20 6.40 6.60 6.80
btk Ml e T myz ss.ee 53.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1532: Thiophene
84.0
58.0
5000 L L L B B I
45.0 6.00 6.20 6.40 6.60 6.80
m/z 45.00 30.72%
O\\\].‘2\\0\\‘\2\6\\()‘\\\‘}“\\\\‘\\\‘\‘\\\6%‘0\\\\‘\“}\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1529: Thiophene
84.0
58.0 ey
6.00 6.20 6.40 6.60 6.80
m/z 39.00 20.04%
5000 45.0
69.0
o320 %0 | Ly S0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1531: Thiophene e e RN
84.0 6.00 6.20 6.40 6.60 6.80

83.00 14.79%

58.0 m/z
45.0
5000
26.0 ‘ 69.0 M
\‘ | H [ \\‘\ 1 ‘ ulil \

m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.177 2.83 ug/L 21760 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 45
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 45
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 45
4 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 43
5 3-Hexen-2-one 98 C6H100 000763-93-9 43
Abundance Scan 999 (7.177 min): VX025226.D\data.ms (-993) (-) m/z 55.05 100.00%
55.0 83.1
41.1
5000 98.2
69.1 PR e e e
ol ‘ B 6.80 7.00 7.20 7.40 7.60
0 H‘_HwHH‘H‘1}1‘M‘:lH“MHH“‘,HH,HH,w m/z 83.18  93.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
A A%
5000 L L NN DAL LR R B
41.0 98.0 6.80 7.00 7.20 7.40 7.60
270 69.0 m/z 81.00 87.20%
0 \\\‘%?\'(\)‘\\\‘\“\\\\‘i}\\\i‘\‘}1\‘\\‘\‘\M\\\\"\1\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
Pt S e
41.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 41.10 53.73%
27.0 98.0
15.0 ‘ 69.0
0 HwH“wHH“Hm}1‘HN:MHMHu,ulu,um,uu
miz--> 10 20 30 40 50 60 70 80 90 100 /\ /\
Abundance #3648 3-Penten-2-one, 4-methyl- AL VAWANNARNN ,‘/\
55.0 83.0 6.80 7.00 7.20 7.40 7.60
m/z 98.20 41.08%
43.0
5000
29.0 98.0
15.0
0 m‘H‘H‘HmHuu‘lm}‘;“m‘t“’?:?uH,‘lu,um,uu “N‘/\“,
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 12 Cyclohexene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.854 2.88 ug/L 22166 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 74
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 74
Abundance Scan 1110 (7.854 min): VX025226.D\data.ms (-1104) (-) m/z 81.10 100.00%
81.1
5000 67.1
96.1
391 550 U Y\ W W |
H‘ 7.60 7.80 8.00 8.20
o""‘H‘mwmu“whm m:“_M‘wawm m/z 67.10 43.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 \\\\‘\\\\‘\\\\‘\\\\‘\\V
55.0 96.0 7.60 7.80 8.00 8.20
39.0 o
270 m/z 96.10  35.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3229: Cyclohexene, 3-methyl-
81.0
7.60 7.80 8.00 8.20
5000 m/z 68.10 28.67%
39.0 55.0 67.0 96.0
27.0 ‘ ‘
SIS P N
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3230: Cyclohexene, 1-methyl- “H“H“H,‘_“W“
81.0 7.60 7.80 8.00 8.20
m/z 55.00  25.21%
5000 67.0 96.0
55.0
39.0
27.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20

SFAMXLM111121WMA.M Mon Nov 22 19:32:34 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 13 Cyclobutane, (1-methylethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.147 3.94 ug/L 30296 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 87
3 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 87
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 80

Abundance Scan 1158 (8.147 min): VX025226.D\data.ms (-1147) (-} m/z 81.10 100.00%
81.1

5000
96.1

Y, W B WS L W A O
390 531 671 ‘ ‘
L, \

| 7.80 8.00 8.20 8.40
bt bl et el e m/z 96,10 27.96%

miz--> 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0 f/\/\
5000 \‘\\V\‘\\\\’\\\\‘\\\\‘\

7.80 8.00 8.20 8.40
96.0 m/z 79.10 23.18%

39.
27.0 ‘ 530 7.0
O\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘f‘\‘\\\‘f“l\\\‘\\‘f‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3286: Cyclopentane, 1-methyl-2-methylene-
81.0

780800820840

550 67.0 96.0
27.0 390 H H
0 H‘“‘LH“H}“‘W‘j“_“‘_“w‘h““ﬁ““
miz--> 20 30 40 50 70 80 90 100
Abundance #3227: 2,4—Heptad|ene, (E,E)- A “,‘7/
81.0 7.80 8.00 8.20 8.40

m/z 39.00 10.13%

5000 21.0 96.0
27.0 53.0 670
“ niin \\\‘H \\ “\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 40 50 70 80 90 100 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 15 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.305 4.54 ug/L 121226 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
Abundance Scan 1676 (11.305 min): VX025226.D\data.ms (-1672) (- m/z 91.05 100.00%
91.0
5000
39.0 | | o8¢ 11.00 11.50
Ok bepheb b b e 50 m/z 120.05 23.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 . }\ pa
11.00 11.50
120.0 m/z 92.10 10.90%
39.0
O\H‘\‘H\“‘H“\\"\‘\H“‘H‘!\‘\‘\H“H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0 j\
— e
11.00 11.50
5000 m/z 65.00 9.78%
120.0
39.0 | ‘
O ettt e b e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #10701: Benzene, propyl- — Mg
91.0 11.00 11.50
m/z 78.10 6.25%
5000
120.0
39.0 | |
Ol b e e e e e e e — P
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 16 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.616 8.79 ug/L 234846 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1727 (11.616 min): VX025226.D\data.ms (-1722) (- m/z 105.05 100.00%
105.1
5000
120.1
e e
77.0 91.0
39.0 63.0 i ‘ Il 11.50 12.00
Ot e e e e e e m/z 120.10 32.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A’ T T A
m/z 91.00 11.69%
77.0 91.0
0 \\’]\_E\;\.(\)’H\‘\’\\3\%‘.\0\H“\\\\6‘:\}"\-‘(\)\‘\\\m‘\\HH\\\‘\‘11\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 /\
e —
11.50 12.00
5000 m/z 77.00 11.37%
120.0
77.0 91.0
ob 280 . 00 L 8
miz--> 10 20 30 40 50 60 70 80 90 100110 120 /\ J\A
Abundance #10721: Benzene, 1-ethyl-4-methyl- R A
105.0 11.50 12.00
m/z 103.10 8.59%
5000
120.0
77.0 91.0
A L R . O | P
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 17 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.244 8.98 ug/L 239916 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 90
3 Indane 118 C9H1e 000496-11-7 87
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83

Abundance Scan 1830 (12.244 min): VX025226.D\data.ms (-1825) (- m/z 117.10 100.00%

117.1
5000 AA
—f ——
31 630 91‘ 1 Laa 12.00 12.50
okt e L 2200 m/z 11810 55.91%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
11v.0
5000 —f Cop—
12.00 12.50
m/z 115.05 33.76%
39.0 sg0 91.0 ‘ /
O\\l:\;\()‘\‘\\\"\\\\“‘\‘\\\‘\\\\\\\“‘\\\\’\
m/z--> 20 40 60 100 120 140
Abundance #10181.Indane
117.0
12.00 12.50
5000 m/z 91.10 15.63%
91.0
39.0 63.0
o208 el
m/z--> 20 40 60 80 100 120 140 N\j\
Abundance #10178: Indane ﬁ}AA ‘ /kﬁ B
117.0 12.00 12.50
m/z 116.10 8.11%
5000
390 58.0 91.0 ﬂ
) P Y VI O NS | YU
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 18 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.701 4.31 ug/L 115293 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87

Abundance Scan 1905 (12.701 min): VX025226.D\data.ms (-1900) (- m/z 117.05 100.00%

117.1
5000
132.1
510 150 91.0 12.50 13.00
oH_m_HwwuHHim_w”_m;mu“”H_mWHW:“M,‘ m/z 114.95  32.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.50 13.00
91.0 m/z 132.05  28.58%
51.0
O\\‘\H\‘%Z\.RH\“\H\M{‘H‘\‘\‘}‘\\Tﬁ“f‘g’H\\“‘H\\‘M‘\\‘HH‘H\H‘\‘H\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 lA
e e
12.50 13.00
5000 132.0 m/z 91.00 12.87%
91.0
51.0 ‘
0‘wH‘wHH{Quh‘Hwmuwa?ﬂﬁuum‘uuw‘_ﬂhu‘wmu,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 JAAV
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- /\A T
117.0 12.50 13.00
m/z 118.10 9.79%
5000 132.0
91.0
270 %10 7ap | I
O et e e e — —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMXLM111121WMA.M Mon Nov 22 19:32:37 2021

Page:

21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 19 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.292 2.84 ug/L 75811  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
Abundance Scan 2002 (13.292 min): VX025226.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000 J\
—r— A
51.0 910 m 13.00 13.50
Ol et b Wy 2071 /7 132,05 38.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
1300 1350
m/z 115.10  28.85%
390 g50 910 ‘ ‘
O\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\!‘\‘U‘\‘\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
13.00 13.50
m/z 131.05 18.29%
5000 91.0
39.0 65.0 ‘
0W‘H“_M‘:m‘:m_mpm‘1_‘1““‘_‘”,””,”H,HH
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #16106: 3-Phenylbut-1-ene ‘ 7A‘ =
11v.0 13.00 13.50
m/z 91.05 16.34%
5000
91.0
Somey |
L L L O R

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample : M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 20 Azulene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.780 8.03 ug/L 214505 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10HS8 000091-20-3 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX025226.D\data.ms (-2073) (-~ m/z 128.05 100.00%

128.1
5000
P =
381 510 640 77.1 102.1 | 13.50 14.00
O bt e ‘_m‘ m/z 127.10  13.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 A s —
13.50 14.00
m/z 129.05 10.83%
5%.0 64‘1‘.0 77.0 102.0 “
O\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\““i‘\\\\‘\\\\“\\\\‘\\\\‘\\\ ‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0 ]\
al, Ao, -
13.50 14.00
5000 ITI/Z 102.10 7.81%
102.0
51.0
O begrrreyr 380 fererpibr bbb
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene bl —
128.0 13.50 14.00
m/z 126.00 7.09%
5000
51.0 74.0 102.0 ‘
Obrrrrrrr 28l i L0 PSS | S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50 14.00

SFAMXLM111121WMA.M Mon Nov 22 19:32:39 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025226.D

Acqg On : 18 Nov 2021 21:54
Operator : JC/MD

Sample 1 M4677-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

1H-Indene, 2,3-... 13.292
Azulene 13.780

12.024 1336000 50.
12.024 1336000 50.

ug/L 75811
ug/L 214505

(DEL) Alkane: S.. 1.739 22.5 wug/L 172857 1 6.763 384794 50.0
(DEL) Alkane: S.. 1.953 7.8 ug/L 59773 1 6.763 384794 50.0
(DEL) Alkane: S.. 2.209 4.7 ug/L 36273 1 6.763 384794 50.0
(DEL) Alkane: C.. 2.867 31.2 ug/L 240301 1 6.763 384794 50.0
(DEL) Alkane: S.. 3.099 8.6 ug/L 66112 1 6.763 384794 50.0
(DEL) Alkane: S.. 3.733 3.2 ug/L 24774 1 6.763 384794 50.0
Cyclopentene, 3.. 3.904 4.2 ug/L 32183 1 6.763 384794 50.0
(DEL) Alkane: C.. 4.306 37.1 ug/L 285921 1 6.763 384794 50.0
(DEL) Alkane: C.. 5.848 3.9 ug/L 29886 1 6.763 384794 50.0
Thiophene 6.379 12.7 ug/L 97356 1 6.763 384794 50.0
(DEL) Alkane: S... 7.177 2.8 ug/L 21760 1 6.763 384794 50.0
Cyclohexene, 1-... 7.854 2.9 ug/L 22166 1 6.763 384794 50.0
Cyclobutane, (1... 8.147 3.9 ug/L 30296 1 6.763 384794 50.0
Benzene, propyl- 11.305 4.5 ug/L 121226 3 12.024 1336000 50.0
Benzene, 1l-ethy... 11.616 8.8 ug/L 234846 3 12.024 1336000 50.0
Indane 12.244 9.0 wug/L 239916 3 12.024 1336000 50.0
Benzene, 1l-ethe... 12.701 4.3 ug/L 115293 3 12.024 1336000 50.0

2.8 3 0

8.0 3 0
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