LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX026088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.361 41 45 53 rVV3 1230190 1596600 3.19% 0.763%
2 1.672 88 96 104 rVB3 96757 147621 0.29% 0.071%
3 1.752 104 109 118 rVB 108314 146912 0.29% 0.070%
4 1.971 139 145 157 rVB3 163089 320605 0.64% 0.153%
5 2.075 157 162 168 rBV 130046 177033 ©0.35% 0.085%
6 2.172 168 178 181 rBV2 75025 138943 0.28% 0.066%
7 2.221 181 186 195 rVB 428780 644912 1.29% 0.308%
8 2.325 195 203 210 rBV3 662110 1323784 2.64% 0.633%
9 2.386 210 213 228 rVB 78067 138750 0.28% 0.066%
10 2.751 260 273 277 rBV 96327 225138 0.45% 0.108%
11  2.879 289 294 306 rVB3 72740 212900 0.42% 0.102%
12 3.331 359 368 379 rBV3 59506 147443 0.29% 0.070%
13 3.617 400 415 429 rBV 2096274 5103909 10.18% 2.439%
14  3.739 429 435 445 rVB 96749 230055 0.46% 0.110%
15 4.111 487 496 508 rBV 72009 192566 ©.38% 0.092%
16 4.312 520 529 534 rBV 79240 230913 0.46% 0.110%
17 4.495 544 559 585 rVB 5328469 15010100 29.94% 7.173%
18 5.068 642 653 663 rBV 111118 352184 ©.70% 0.168%
19 5.202 663 675 692 rVB2 194669 638753 1.27% 0.305%
20 5.403 692 708 719 rBV 8326198 26187007 52.24% 12.514%
21 5.623 734 744 766 rVB4 34912 156097 0.31% 0.075%
22 5.976 791 802 807 rBv2 288515 859213 1.71% 0.411%
23 6.043 807 813 828 rVB 844247 2210382 4.41% 1.056%
24  6.202 829 839 848 rBV 88588 255170 ©.51% 0.122%
25 6.373 856 867 877 rVB6 69064 236767 0.47% 0.113%
26 6.769 924 932 938 rBV 213866 553146 1.10% 0.264%
27 6.958 954 963 975 rVB2 68964 182286 ©.36% 0.087%
28 7.177 993 999 1012 rVB3 178889 419765 0.84% 0.201%
29 7.312 1012 1021 1027 rBV 192726 424330 0.85% 0.203%
30 7.385 1027 1033 1040 rVB 156218 328761 0.66% 0.157%
31 7.799 1092 1101 1108 rBV 1104020 1911890 3.81% 0.914%
32 8.147 1153 1158 1163 rVV 163283 289186 0.58% 0.138%
33 8.324 1175 1187 1194 rVV2 151008 341930 0.68% 0.163%
34 8.506 1211 1217 1221 rVV 173568 296792 ©.59% 0.142%
35 8.580 1221 1229 1235 rVvVv2 208992 615588 1.23% 0.294%

36 8.653 1235 1241 1246 rVV 464770 829408 1.65% ©0.396%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 8.738 1246 1255 1261 rVV 26694691 50128006 100.00% 23.954%
38 8.848 1269 1273 1279 rVV 148123 263760 ©.53% 0.126%
39 8.952 1279 1290 1295 rVV3 157526 412381 0.82% 0.197%
40 9.012 1295 1300 1307 rwV 272340 471089 0.94% 0.225%
41  9.165 1321 1325 1333 rVV3 114702 217243 0.43% 0.104%
42 9.275 1334 1343 1348 rVV2 379314 652995 1.30% 0.312%
43  9.348 1351 1355 1357 rVV 130340 184898 ©.37% ©0.088%
44  9.384 1357 1361 1366 rVV 459035 676188 1.35% 0.323%
45  9.488 1372 1378 1387 rVV 2032477 2868761 5.72% 1.371%
46 9.579 1387 1393 1403 rVV 204721 352966 ©.70% 0.169%
47  9.915 1443 1448 1460 rBV 978203 1275813 2.55% 0.610%
48 10.055 1466 1471 1474 rBV 430051 580061 1.16% 0.277%
49 10.092 1474 1477 1485 rVB2 282133 454893 0.91% 0.217%
50 10.195 1489 1494 1500 rBV 4962000 6632476 13.23% 3.169%

51 10.305 1504 1512 1518 rVB 14532286 20445595 40.79% 9.770%
52 10.409 1518 1529 1531 rBV2 276125 446997 0.89% .214%

0
53 10.445 1531 1535 1542 rVB2 789160 1135928 2.27% ©.543%
54 10.579 1549 1557 1558 rBv4 76546 147387 0.29% ©.070%
55 10.604 1558 1561 1563 rVV 139191 187870 0.37% ©.090%
56 10.646 1563 1568 1573 rVV 8147845 10440097 20.83% 4.989%
57 10.768 1583 1588 1596 rBV 289847 459289 ©.92% 0.219%
58 10.854 1596 1602 1606 rBV5 91925 201070 0.40% ©.096%
59 10.908 1606 1611 1615 rVB2 165959 233932 0.47% 0.112%
60 10.963 1615 1620 1625 rVB 569493 723801 1.44% 0.346%
61 11.195 1651 1658 1662 rBV 439395 586056 1.17% ©.280%
62 11.305 1668 1676 1681 rBV 983223 1336516 2.67% 0.639%
63 11.384 1681 1689 1696 rBV 3200516 5741529 11.45% 2.744%
64 11.451 1696 1700 1711 rVB 1749659 2257246  4.50% 1.079%
65 11.573 1711 1720 1722 rBV2 100011 177608 ©.35% ©.085%
66 11.616 1722 1727 1737 rVB 1750173 2259351 4.51% 1.080%
67 11.707 1737 1742 1745 rBv4 100141 157952 0.32% 0.075%
68 11.756 1745 1750 1755 rVB 6241843 7478417 14.92%  3.574%
69 11.841 1760 1764 1767 rBV 148786 185808 ©.37% 0.089%
70 11.969 1779 1785 1789 rBV2 378274 600866 1.20% ©.287%
71 12.024 1789 1794 1800 rVB3 725194 1162970 2.32% ©.556%
72 12.091 1800 1805 1810 rBV 2696703 3391185 6.77% 1.621%
73 12.244 1825 1830 1833 rBV2 1410451 1864545 3.72% 0.891%
74 12.323 1838 1843 1852 rVB4 1273855 2203504 4.40% 1.053%
75 12.414 1853 1858 1862 rBvV2 200248 287284 0.57% ©.137%
76 12.463 1862 1866 1870 rVB 272453 344153 0.69% 0.164%

SFAMXLM122321WMA.M Mon Jan 1@ ©5:26:37 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 12.530 1870 1877 1879 rBV 403429 546701 1.09% 0.261%
78 12.555 1879 1881 1886 rVV 386371 444949 0.89% 0.213%
79 12.616 1886 1891 1894 rVV 546288 658087 1.31% 0.314%
80 12.646 1894 1896 1900 rVB 137572 139897 0.28% 0.067%
81 12.701 1900 1905 1913 rBV2 1521619 2120463 4.23% 1.013%
82 12.798 1917 1921 1925 rVV 421980 527637 1.05% 0.252%
83 12.847 1925 1929 1934 rVV2 251135 331729 0.66% 0.159%
84 12.920 1936 1941 1945 rVV2 319346 430937 0.86% 0.206%
85 12.963 1945 1948 1956 rVVW 631119 838676 1.67% 0.401%
86 13.170 1978 1982 1986 rVV 370266 432579 0.86% 0.207%
87 13.292 1997 2002 2007 rVV2 1104479 1551571 3.10% 0.741%
88 13.426 2016 2024 2032 rVV4 352297 715867 1.43% 0.342%
89 13.579 2046 2049 2056 rVvV3 189755 351675 0.70% 0.168%
90 13.664 2060 2063 2070 rVB3 144278 259640 ©0.52% 0.124%
91 13.774 2076 2081 2091 rBV 2205964 2989722 5.96% 1.429%
92 13.859 2091 2095 2100 rVvV3 186691 320118 0.64% 0.153%
93 13.926 2101 2106 2110 rVV2 236437 318842 0.64% 0.152%
94 14.079 2126 2131 2134 rBV 102382 140301 0.28% 0.067%
95 14.219 2149 2154 2159 rBV2 113210 214566 ©0.43% 0.103%
96 14.371 2176 2179 2184 rBV2 104678 138439 0.28% 0.066%
97 14.640 2218 2223 2233 rVB 1293670 1629359 3.25% 0.779%
98 14.780 2241 2246 2257 rVB 828312 1068372 2.13% 0.511%
99 15.481 2355 2361 2366 rBV 102232 165952 0.33% 0.079%
100 15.615 2375 2383 2386 rBV 147993 224384 0.45% 0.107%

Sum of corrected areas: 209265788
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX026088.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 64
R.T. EstConc Area Relative to ISTD R.T.
1.752 13.28 ug/L 146912  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 91
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 40
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
Abundance Scan 109 (1.752 min): VX026088.D\data.ms (-104) (-) m/z 43.10 100.00%
57.1
5000 M
T
‘ 72.1 1.40 1.60 1.80 2.00
el L 809 7 41,10 90.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0
1.40 1.60 1.80 2.00
15.0 m/Z 42.05 87.97%
‘ 72.0
\\\‘.\\\\‘\{\\‘\\1\“\\\\}\}\\“\‘\‘\‘\‘\\\\’1\\\‘\\\\‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
570 1.40 1.60 1.80 2.00
5000 m/z 57.18  68.40%
29.0
15.0 72.0
L AL B
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol A R R RRREE
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 34.57%
5000
57.0 720
150 ‘1H_w‘w,‘!ww‘
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\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic1.971 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
1.971  28.98 ug/L 320605 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 90
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 86
Abundance Scan 145 (1.971 min): VX026088.D\data.ms (-139) (-) m/z 55.05 100.00%
55.0
5000 39.1
70.0
‘47 ‘ 621 816 1.60 1.80 2.00 2.20
Obprrprrmgrerrremrrerrer AL 04 Ly BLE 0 m/z 39.10  42.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 39.0 70.0
1.60 1.80 2.00 2.20
27.0 -
m/z 42.10 37.58%
so
\‘H\\‘H\\‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HHH\H‘HH‘HH‘HH‘\
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55.0
1.60 1.80 2.00 2.20
5000 39.0 70.0 m/Z 41.10 36.52%
27.0
15.0 )
TP T P P e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0 1.60 1.80 2.00 2.20
m/z 70.05 35.27%
5000 39.0 70.0
27.0
15.0 ‘
‘Wuwmyuwuwwwuww"meﬂhluwuumumwuuwuwm_
m/z--> 5 101520253035 0 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 56
R.T. EstConc Area Relative to ISTD R.T.
2.075 16.00 ug/L 177033  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
5 2-Methyl-1-butene 70 C5H10 000563-46-2 90
Abundance Scan 162 (2.075 min): VX026088.D\data.ms (-157) (-) m/z 55.10 100.00%
55.1
5000 39.0 701 ﬂ
‘ 1.80 2.00 2.20 2.40
el L 8LO s 7610 38.00%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #642: 2-Pentene, (E)-
55.0
5000
39.0 70.0 1.80 2.00 2.20 2.40
29.0 m/Z 39.05 34.98%
\\\‘\\\\‘]\-\5\.0\‘\\}‘}“\\\‘}}\\\\}‘\M}\‘\\\‘\“‘\\\\‘\\\\‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
55.0
1.80 2.00 2.20 2.40
5000 m/z 42.05 33.03%
39.0
29.0 70-0
10 150
T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.80 2.00 2.20 2.40
m/z 41.10 27.02%
5000 39.0 70.0
27.0
15.0 ‘H
ST BN 1 1 PN MBS MM
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
2.172 12.56 ug/L 138943  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
3 2-Pentene, (E)- 70 C5H1e 000646-04-8 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87
Abundance Scan 178 (2.172 min): VX026088.D\data.ms (-168) (-) m/z 55.05 100.00%
55.
5000 290 701 ﬂ
‘ 1.80 2.00 2.20 2.40
H\‘HH‘HH‘\H‘\‘}HH‘H\“H\‘\H‘\“‘H\\‘8\\5\.?“\\\\‘\\H‘]\-\l\s\.‘8\\\ m/Z 70.10 38.5300
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #639: 2-Pentene, (2)-
55.0
5000
420 70.0 1.80 2.00 2.20 2.40
29.0 m/z 39.05  36.13%
15.0 \H \‘\\ L
H\‘HH‘H\\‘\\H‘HH‘\H\‘\H\‘HH‘H\\‘\\H‘HH‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
55.0
1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 42.05 35.35%
15.0
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #642: 2-Pentene, (E)-
55.0 1.80 2.00 2.20 2.40
m/z 41.05 24.04%
5000 390 70.0
H‘1_3;9‘_2%mumNmHWHWH_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 20
R.T. EstConc Area Relative to ISTD R.T.
2.221 58.29 ug/L 644912  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance Scan 186 (2.221 min): VX026088.D\data.ms (-181) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
‘ ‘ 1.80 2.00 2.20 2.40 2.60
e Al m/z 70.10 42.01%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
5000
41.0 70.0 1.80 2.00 2.20 2.40 2.60
27.0 m/z 39.10  34.14%
10150 }}\\\\“\‘}\‘\\\‘\“\\\\‘
miz-> 0 10 20 30 40 50 60 70 80
Abundance
55.0
1.80 2.00 2.20 2.40 2.60
m/z 41.05 30.65%
5000 0.0 /
41.0
29.0
I B I e B W
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #650: 1-Butene, 3-methyl-
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10  23.56%
5000
280 390 70.0
150 H\ |
H““H“w‘w“‘ 1;m“ﬂ‘m““uq“‘w
m/z--> 0 400 50 60 70 80 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\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 7 Cyclopentene Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
2.751  20.35 ug/L 225138 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 Cyclopentene 68 C5H8 000142-29-0 91
4 Cyclopentene 68 C5H8 000142-29-0 91
5 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 83
Abundance Scan 273 (2.751 min): VX026088.D\data.ms (-260) (-) m/z 67.10 100.00%

67.1
5000
39.1

53.1 T T T T T T T
‘ ‘ 2.40 2.60 2.80 3.00
\H‘HH‘HH‘\H‘H\‘\Hi‘\\\\"i‘\u\“\\\\‘8\4'\2\‘\\ m z 68.10 38.82%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #501: Cyclopentene
67.0
5000 ‘M“‘M“‘M“‘M“‘W
39.0 2.40 2.60 2.80 3.00

53.0 m/z 39.10 29.78%

27.0
“‘\}ﬁq\“ﬂw““HM“\w“w‘”u‘\‘H‘\“‘w“
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
67.0 M

2.40 2.60 2.80 3.00

5000 m/z 53.10 19.21%
390 530
27.0
e o S K i o e me S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #498: Cyclopentene R 2 .
67.0 2.40 2.60 2.80 3.00

m/z 41.10 14.19%

5000
39.0 530
27.0 ‘
owso T L

m/z--> 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
2.879 19.24 ug/L 212900 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 52
2 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 52
3 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 49

4 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 49
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 49

Abundance Scan 294 (2.879 min): VX026088.D\data.ms (-289) (-) m/z 41.10 100.00%

2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\‘1l\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\ mZ 69.05 99.87%

m‘\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1669: 2-Pentene, 2-methyl-
41.0 69.0

5000 H“‘H“‘H“‘H‘,‘H‘
2.60 2.80 3.00 3.20

27.0 m/z 42.10 53.06%
|

150 ‘ 55.0
‘H\H‘H\H‘“\‘Hw““‘w‘mw”“*!HH\HHW
m/z--> 10 40 50 60 70 80 90
Abundance
41.0 'k

2.60 2.80 3.00 3.20
5000 69.0 m/z 39.10 49.65%

27.0 55.0 84.0
I B BN R B e S S S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1668: 2-Pentene, 4-methyl- k

41.0 2.60 2.80 3.00 3.20
m/z 55.05 34.14%

69.0
5000
27.0 84.0
150 ‘\ i MS‘SMO |

m/z--> 10 20 40 50 60 70 80 90 2.60 2.80 3.00 3.20

41.1 69.0
5000
55.0 84.1

>

>~
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
3.331 13.33 ug/L 147443  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 95
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 81
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 70
4 1-Hexene 84 C6H12 000592-41-6 58
5 Cyclohexane 84 C6H12 000110-82-7 53
Abundance Scan 368 (3.331 min): VX026088.D\data.ms (-359) (-) m/z 56.10 100.00%
41.1 56.1
5000 69.1 841 j\ /\N\/
R A ARRREE
‘ 3.00 3.20 3.40 3.60
\\\‘\\\\‘\\\\‘\\\‘1l\\‘\\i‘\‘\‘ ‘\‘\\\‘\i\\\\‘\\‘\\‘\\ m/z 41.19 98.9600
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
410 560 ]\\A
5000 27.0 J\—/\
9.0 10 3.00 3.20 3.40 3.60
m/z 39.10 58.26%
\

15.0
\\\‘\i‘\\‘\\11‘\\\\l\\\\i‘\‘}‘\‘\\\‘\i\\\\‘\\\\‘\\ M
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0

3.00 3.20 3.40 3.60

5000 ITI/Z 43.10 47.03%
27.0 690 g40
15.0
T T e B A e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl- A EARRESRAEEE
56.0 3.00 3.20 3.40 3.60
m/z 55.10 41.06%
41.0
5000
69.0 84.0
29.0 H /\
‘H"m‘m‘:_m;“”wh‘_Hu‘mwmw AN \VA SR
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
3.739 20.80 ug/L 230055 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 86
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
Abundance Scan 435 (3.739 min): VX026088.D\data.ms (-429) (-) m/z 69.10 100.00%
69.1
411
5000 84.1
53.0 3.40 3.60 3.80 4.00
et g L L wyz 41.10 78.92%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 L L I B L B R B R
84.0 3.40 3.60 3.80 4.00

970 565.0 m/z 84.10  37.67%

TTT ‘ TT 1T ‘ TTT ‘ T ‘ TTTT ‘ 1 g TTT ‘ - T ‘\ ‘ 1 T ‘ TTTT i T 1T ‘ TTTT ‘ TTT /\/\/\N\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance A
41.0 /\
69.0

3.40 3.60 3.80 4.00

5000 ITI/Z 39.10 27.56%
84.0
27.0 55.0
15.0

L e  EEmma S

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl- R AARREEEE R

41.0 69.0 3.40 3.60 3.80 4.00

m/z 67.10 10.09%
5000 55.0 84.0

27.0
150 M ol ]

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\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 52
R.T. EstConc Area Relative to ISTD R.T.
4,111  17.41 ug/L 192566  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 95
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
Abundance Scan 496 (4.111 min): VX026088. D\data ms (-487) (-) m/z 69.05 100.00%
41.0 9.0
55.0
5000 84.1
M 3.80 4.00 4.20 4.40
“‘H““‘H““J}M"N\EH“uﬂ;L““‘H“" m/z 41.85 98.65%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000 L B R IR R
27.0 =20 84.0 3.80 4.00 4.20 4.40
m/z 55.05 52.45%
B0 I, )
\\‘\\\\‘\\\\‘ \!‘\\\’H\\\‘\\\‘\i\\\\‘\\\\‘\\
m/z--> 40 70 80 90
Abundance
41.0
69.0 e A - AASs
3.80 4.00 4.20 4.40
5000 550 . m/z 84.18 51.27%
27.0 4.0
15.0
e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl- R RmE e S
41.0 69.0 3.80 4.00 4.20 4.40
m/z 39.05 34.14%
5000 55.0 84.0
27.0
"_199_”\‘\\””\;1u‘,wlw_wu;w_“w
m/z--> 10 20 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Cyclic4.312 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
4,312  20.87 ug/L 230913 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 529 (4.312 min): VX026088.D\data.ms (-520) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.0
e AARNEREREERE SRR
“ 84.2 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\}i\‘\\\i‘\u‘\‘\\‘\wi\\\\‘\\‘\\‘\\ m/z 41.16 54.7300
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL B B R I R B |
4.00 4.20 4.40 4.60
m/z 69.05 42.28%
280 ‘ | ‘ 84.0
\\\‘\\\\‘%?\‘9‘\\{”“\\\i}\‘\\\“\”‘\‘\\\‘}‘\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.05 28.80%
69.0
27.0
84.0
1.0 15.0
A e e B  Eama
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane ERAmsEREaEE AT SRS
56.0 4.00 4.20 4.40 4.60
84.0 m/z 39.10  26.19%
5000 41.0
69.0
Al
m/z--> 0 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\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Cyclohexene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.202 57.74 ug/L 638753  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 87
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 2,4-Hexadiene 82 C6H1e 000592-46-1 86
5 1,4-Pentadiene, 3-methyl- 82 C6H1e0 001115-08-8 83
Abundance Scan 675 (5.202 min): VX026088.D\data.ms (-663) (-) m/z 67.10 100.00%
67.1
5000
82.0
39.0 e e
‘ | 53.0 | 4.80 5.00 5.20 5.40 5.60
O el bl 981 s 80 05 28.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0
54.0
5000 [ L B L
41.0 82.0 4.80 5.00 5.20 5.40 5.60
27.0 m/z 39.05 21.28%
\\\‘\\\.\‘\\i‘{‘\\\ii\\\\“}‘\‘\\‘\\‘\1‘\\\‘\“‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
T T
4.80 5.00 5.20 5.40 5.60
5000 82.0 m/z 41.10 14.68%
39.0
27.0 53.0
15.0
R R B o B o AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1405: Cyclopentene, 1-methyl- T TR T
67.0 4.80 5.00 5.20 5.40 5.60
m/z 81l.10 14.15%
5000
39.0 82.0
27.0 ‘ ‘ 53.0
"w;ﬁqw‘m‘H"m‘HMMuW‘mlw‘uﬁku‘_‘u‘u“ e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 14 Ethane, 1,1,1-trichloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.403 2367.10 ug/L 26187000  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 91
2 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 91
3 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 90
4 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 86
5 Ethane, 1,1-dichloro-1-nitro- 143 C2H3C12NO2 000594-72-9 64
Abundance Scan 708 (5.403 min): VX026088.D\data.ms (-692) (-) m/z 96.95 100.00%
97.0
5000 61.0 /\
R RS RREE
116.9
5.00 5.20 5.40 5.60 5.80
37.0 82.0
O — l“ | H 1320 m/z 98.95 66.56%
miz-> 20 40 60 80 100 120 140
Abundance #16197: Ethane, 1,1,1-trichloro-
97.0
5000 610 I L L B R
5.00 5.20 5.40 5.60 5.80
m/z 61.00 48.93%
26.0 1170 /
\\\\‘\“\ \‘\4]‘-9\ T }‘\ T \8‘2.\0\ T \“‘\ T \H“\ LI ‘\
miz-> 40 60 80 100 120 140
Abundance
97.0
Rmans e AR RRRE
5.00 5.20 5.40 5.60 5.80
5000 61.0 m/z 63.00 16.46%
117.0
26.0 820
e e
m/iz--> 20 80 100 120 140
Abundance #16192: Ethane, 1,1,1-trichloro- Raans s AR RREE
97.0 5.00 5.20 5.40 5.60 5.80
m/z 116.90  13.03%
5000 61.0
26.0 117.0
Hw‘M‘“;4‘1-9“;m“8‘2-‘0“M\WH“W_
m/z--> 40 60 80 100 120 140 5.00 5.20 5.40 5.60 5.80

SFAMXLM122321WMA.M Mon Jan 10 05:26:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Cyclic7.385 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.385  29.72 ug/L 328761 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 96
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 95
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 93
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 91
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 91
Abundance Scan 1033 (7.385 min): VX026088.D\data.ms (-1027) (-) m/z 83.10 100.00%
83.1
55.1
5000 411 98.0
69.0 e
‘ ‘ H ‘ 7.00 7.20 7.40 7.60 7.80
el M e m/z 55,10 78.14%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3755: Cyclohexane, methyl-
83.0
55.0
5000 41.0 98.0
7.00 7.20 7.40 7.60 7.80
270 ‘ 70.0 m/z 98.05 51.25%
\\\‘\\\\‘\\\\‘\\\‘}“\\\\‘i\‘\\\‘\w\‘\‘\\\‘l”\\\\‘!}\\‘\\\\“\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
M e
41.0 7.00 7.20 7.40 7.60 7.80
5000 98.0 m/z 41.10 47 .27%
27.0 69.0
1.0 140
T T T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3751: Cyclohexane, methyl- P T T T
55.0 83.0 7.00 7.20 7.40 7.60 7.80
m/z 39.05 31.85%
41.0
5000 98.0
27.0 70.0
14.0 SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 n-Propyl acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.799 172.82 ug/L 1911890  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1101 (7.799 min): VX026088.D\data.ms (-1092) (-) m/z 43.10 100.00%
5000
61.1
R R
I ‘ 7‘7'1 671 1010 7.40 7.60 7.80 8.00 8.20
‘W‘H‘_‘H‘H‘ﬁ‘u‘_‘uuu‘W‘H‘_‘H‘H‘W‘H‘_‘H‘ m/z 61.10 27.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 I L LB B
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.10 15.33%
73.0
\\‘\\\\‘\2\7\(‘)‘\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\%‘0\3\\9‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R R
7.40 7.60 7.80 8.00 8.20
5000 m/z 42.05 11.36%
61.0
27.0 730
R R R e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 9.27%
5000
61.0
27.0 30
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 24 Methyl Isobutyl Ketone Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.580 53.06 ug/L 615588 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 86
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 83
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 78
4 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 78
5 2-Hexanone 100 C6H120 000591-78-6 59
Abundance Scan 1229 (8.580 min): VX026088.D\data.ms (-1221) (-) m/z 43.10 100.00%
43.1
5000
58.1
| ‘ 85.1 10‘0-1 8.20 8.40 8.60 8.80 9.00
e e e B e e m/Z 0 58.10 0 34.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4355: Methyl Isobutyl Ketone
43.0
5000
58.0 8.20 8.40 8.60 8.80 9.00
85.0 m/z 57.10  32.36%
e 2ﬁ.0 | “ ‘ 0 100.0
| L .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
8.20 8.40 8.60 8.80 9.00
m/z 41.10 23.62%
5000 580 /
2.0 85.0 100.0
72.0
R Ra R RAARRRRRZEEEES S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4357: Methyl Isobutyl Ketone
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 14.79%
5000 58.0
85.0 100.0
270 ‘ ‘
L L |
Rt e  REARaEET S R R Ra
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

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 27 Thiophene, 3-methyl-

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
9.012 40.61 ug/L 471089  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 95
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
4 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 90
Abundance Scan 1300 (9.012 min): VX026088.D\data.ms (-1295) (-) m/z 97.00 100.00%
97.0
5000
45.0
69.0 8.60 8.80 9.00 9.20 9.40
\H‘H\\‘\\\\’\\\\‘\\\w“\\\\‘}‘\‘\\‘}‘\\‘\\“‘\\H“HH‘HH“H]-\]\-R'\].H‘ m/z 98.09 56.4500
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #3520: Thiophene, 3-methyl-
97.0
5000
8.60 8.80 9.00 9.20 9.40
45.0 m/z 45.00  18.55%
27.0 69.0
\HJ-‘.?\\‘\\\\’\\}\‘\\\“\“\\\‘\‘}‘\‘\\‘1‘\\\\“‘\\H‘H-H‘HHHHH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
97.0
R A RERARRT
8.60 8.80 9.00 9.20 9.40
5000 m/z 69.00 9.06%
45.0
o0 270 690 830
T T T T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3518: Thiophene, 2-methyl- R ARSI S
97.0 8.60 8.80 9.00 9.20 9.40
m/z 39.10 8.06%
5000
45.0
27.0 ‘ 69.0
m]""om“"‘,"mm\“mu‘}“““1“““”“‘””“Fu“m‘iuu‘mw R AT ARRRREERY
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 29 Propanoic acid, propyl ester

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.488 247.28 ug/L 2868760  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
Abundance Scan 1378 (9.488 min): VX026088.D\data.ms (-1372) (-) m/z 57.10 100.00%
57.1
5000 75.1
43.1
M 9.20 9.40 9.60 9.80
Obrrrrrerrrrerprred byl e 894, 20411252 s 75 10 42.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 750 LI L L LI L L L
29.0 9.20 9.40 9.60 9.80
43.0 m/z 43.10 22.36%
\\‘H\.\‘H\‘M‘HH“H‘H\‘\HH‘HH‘\M\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
A e
9.20 9.40 9.60 9.80
5000 75.0 ITI/Z 41.10 15.56%
29.0 43.0
15.0
T I T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9262: Propanoic acid, propyl ester
57.0 9.20 9.40 9.60 9.80
m/z 87.05 10.13%
5000 75.0
29.0
43.0
\\‘uh‘u\‘1“”\H‘H‘uWm1“\u\‘\M\‘\u\"\m‘\m‘\m‘\m‘u A Ra  ARREEEEEE T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80

SFAMXLM122321WMA.M Mon Jan 10 05:26:49 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 30 Acetic acid, butyl ester Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.579  30.42 ug/L 352966 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 40
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 25
5 1-Butanol, 4-chloro-, acetate 150 C6H11C1l02 006962-92-1 17
Abundance Scan 1393 (9.579 min): VX026088.D\data.ms (-1387) (-) m/z 43.10 100.00%
43.1
5000 56.0
73.1

‘ \ \ 87.0 1121 550
eprerrprrrrprrediee b e e e e e M/Z 56.05  40.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9207: Acetic acid, butyl ester

43.0
5000 56.0 T
9.50
oo 230 m/z 41.10 19.14%
150 %9 ' 870 101.0 117.0
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
T
9.50
5000 m/z 73.10 17.21%
56.0
150 290 73.0
' 87.0 101.0 115.0
A N R A o e e e aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0 9.50
m/z 61.10 13.62%
56.0
5000
73.0
e 4]
SO £ 1 SOOI (7 111,11 OO Vi
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 31 1Isopropyl butyrate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.915 109.97 ug/L 1275810 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 1448 (9.915 min): VX026088.D\data.ms (-1443) (-) 43.10 100.00%
43.1
71.0
5000
89.0
10.00
1151
57 ‘ 130.1 o
HWH‘WHH‘HMHMH_HﬂFH‘MHW‘HWH‘WHH‘JH_‘H_H“ m/z 71.85 73.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000
89.0 10 00
' m/z 41.10 32.52%
27.0
H\‘\\\\‘HH‘HH‘M\H‘HH‘PH\‘H\H‘\H!‘HH‘\\\\J‘-\].\S\\c‘)\\]-?g\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
—r
10.00
m/z 89.05  28.45%
5000 89.0
27.0
115.0
13.0 57.0 130.0
o RmaaR L b A Rt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #15400: Isopropy! butyrate e
43.0 10.00
m/z 39.10 16.16%
71.0
5000
89.0
SN O SRV S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00

SFAMXLM122321WMA.M Mon Jan 10 05:26:49 2022 Page: 24



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 33 p-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.305 1762.37 ug/L 20445600  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H1e0 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 1512 (10.305 min): VX026088.D\data.ms (-1504) (- m/z 91.05 100.00%
91.0
106.1
5000 /\
77.0 —
370 51‘0 | ‘ 10.00 10.50
Ot bl 1272 7 106,05 52.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5724: p-Xylene
91.0
5000 106.0 A —
1000 10.50
770 m/z 105.10  24.91%
270 51.0 . ‘
H‘\H\‘H\‘\‘\H\“HH}M‘H\‘\‘\‘H‘\H‘H‘HH‘1H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0
1000 1050
5000 106.0 m/z 77.85 16.73%
51.0 77.0
27.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5725: p-Xylene
91.0 10.00 10.50
m/z 51.05 13.58%
106.0
5000
51.0 77.0 ‘
S0 N YN T Y N,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 34 Thiophene, tetrahydro-3-met... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.409  38.53 ug/L 446997 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 98
2 Thiophene, tetrahydro-3-methyl- 102 C5H1eS 004740-00-5 90
3 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 46
4 Thietane, 2,4-dimethyl- 102 C5H1es 043044-24-2 43
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 43
Abundance Scan 1529 (10.409 min): VX026088.D\data.ms (-1518) (- m/z 102.10 100.00%
102.1
60.0
74.0
5000
10.50
g \M.‘]\-H\“‘H\\‘\1\]\-\8‘.9\\‘\\\ m/Z 60.00 89.0800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 4L 74.0
27.0 10.50
m/z 41.10 54.57%
\\‘HH‘HH‘H\H}\M\i‘\u\\‘\H‘H“\‘H\‘HH‘HH‘ HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
60.0 102.0
—5
410 10.50
74.0 m/z 73.95 53.56%
5000 27.0
88.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4717 2-Thiazolamine, 4,5-dihydro-
102.0 10.50
60.0 m/z 87.00 52.78%
5000
28.0 43.0
e I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 35 2H-Thiopyran, tetrahydro-2-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.445 97.91 ug/L 1135930 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 64
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 59
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 45
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 45
5 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 38
Abundance Scan 1535 (10.445 min): VX026088.D\data.ms (-1531) (- m/z 101.10 100.00%
101.1
5000 1161
41.1 67.1
H ‘ H 10.50
e o 82 LU L1821 s 116010 38.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9360: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
116.0
5000 e “‘A
87.0 :
ao 000 m/z 41.10 24.63%
27.0 ‘ ‘ ‘
\\‘H\\‘\H‘\‘HH“H‘H\‘\W‘H1‘\\\\“\‘“\\“1‘\\1‘HH‘M\H‘H‘\‘\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
101.0
—T
10.50
5000 41.0 116.0 m/z 67.10 22.89%
59.0 74.0
T e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #9368: Thiophene, tetrahydro-2,5-dimethyl-, trans- —F
101.0 10.50
m/z 59.00  22.50%
5000 59.0 116.0
410 74.0
27.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: 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 38 Benzene, 1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.646 899.91 ug/L 10440100 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 o-Xylene 106 C8H10 000095-47-6 97

Abundance Scan 1568 (10.646 min): VX026088.D\data.ms (-1563) (- m/z 91.10 100.00%
91.1
5000 106.1 A
511 771 | 1050 11,00
O 30 bl 1281 s 166,10 47.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 A\ — T
10.50 11.00
390 770 m/z 105.05 19.87%
’ 63.0 ’
H’\\H‘\H‘\‘\H‘\“\H\M‘H\‘}‘\‘\\‘\H‘H‘HH“1\H‘\‘\\‘\‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance /\
91.0
il
10.50 11.00
5000 106.0 m/z 77.10  14.33%
51.0 77.0
27.0
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5724: p-Xylene
91.0 10.50 11.00
m/z 51.10 12.18%
5000 106.0
27.0 51.0 77.0
‘wuu‘uﬁMHJMHﬂMHWWM‘Hhh‘WNHWJNWH‘WHHM‘H —r— N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 39 2-Heptanone Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.768  39.59 ug/L 459289  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Heptanone 114 C7H140 000110-43-0 91
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90

Abundance Scan 1588 (10.768 min): VX026088.D\data.ms (-1583) (- m/z 43.10 100.00%
3.1

43.
58.0
5000

P
10.50 11.00

81.1 99.1114.1
ol il N e A0 /7 58,05 60.98%
mfz--> 20 40 60 80 100 120 140
Abundance #8424: 2-Heptanone
43.0
58.0
5000
10.50 11.00

m/z 71.05 15.54%

27.0
LI ‘\ ‘ T ‘\‘ T ““\ T ‘\ “ T ‘\ T ‘ Ll \9\9‘.0\ ]\.]\-‘4’\'0‘ L ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance
43.0

—T
58.0 10.50 11.00

5000 m/z 41.10 12.86%
27.0
81.0 99.0114.0
T B B H R A R
m/z--> 20 40 60 80 100 120 140
Abundance #8418: 2-Heptanone — —
43.0 10.50 11.00

m/z 39.05 11.02%

58.0
5000

‘ ‘ 81.0 99.0 11‘4.0
e e e —

\
o ‘
m/z--> 20 40 60 80 100 120 140 10.50 11.00

1=
N
o
)
f\‘
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 41 trans-2,3-Dimethylthiophane Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.909 20.16 ug/L 233932  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 97
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 96
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 95
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 56
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 56
Abundance Scan 1611 (10.908 min): VX026088.D\data.ms (-1606) (- m/z 101.05 100.00%
101.1
5000 116.1
41.1 59.0
74.0
e a1 L0
“_H‘_H‘_H‘Jhwuhw“Hpuuw‘u_‘uuuu_‘m‘uu‘u‘ m/z 116.10  44.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
5000 116.0
41.0 0.0 11.00
74.0 m/z 41.10  30.26%
“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
101.0
—r5
41.0 11.00
5000 116.0 m/z 59.00  29.67%
59.0 74.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9346: cis-2,3-Dimethylthiophane
101.0 11.00
m/z 74.00  22.49%
116.0
5000
410 590 4,
27.0 ‘ ‘
‘wH"‘HH‘H"_“UwM1!“‘H‘;m“wH‘l‘w‘lmwwww el /Jk
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 42 Benzene, (1-methylethyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.963  62.39 ug/L 723801  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 1620 (10.963 min): VX026088.D\data.ms (-1615) (- m/z 105.10 100.00%
105.1
5000 /\
77-0 T T T /\‘ T
51.0 “ 1211 11.00
el AR 1842 0 100 10 26.45%
miz--> 20 40 60 80 100 120 140
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 ‘/\\ ‘ A ‘
11.00
m/z 77.05 17.19%
51.0 77.0
\\\‘2\7‘\.0\\“‘\ \“\ T ‘ 1T \M‘ T \‘\ T “\‘\ \J\-z‘l\.o\ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance
105.0 W
e ‘
11.00
5000 m/z 79.10 13.38%
51.0 77.0
27.0 121.0
I S e O e e
m/iz--> 20 40 60 80 100 120 140
Abundance #10711: Benzene, (1-methylethyl)- ‘A‘
105.0 11.00
m/z 51.05 11.13%
5000
51.0 77.0
27.0
S o T A TN T o aly
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\

Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_

Quant Title : VOC Analysis

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

X\Method\SFAMXLM122321WMA .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 43 Benzene, propyl-

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
11.305 57.46 ug/L 1336520 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83

5 1,2-Ethanediamine, N,N'-bis(phen...

240 C16H20N2 000140-28-3 64

Abundance Scan 1676 (11.305 min): VX026088.D\data.ms (-1668) (- m/z 91.05 100.00%
91.0
5000
— A
39.1 12L L 11.00 11.50
ol A2l 1980 2811 100010 22.27%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 T /\j\A \f\ T
11.00 11.50
m/z 65.05 11.30%
39.0 L
T T T ‘\‘ “ \“\ “\ \‘ “]\_2\ .\()\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
91.0
- A
11.00 11.50
5000 m/z 92.05 10.78%
390 121.0
—— A —— T
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- — e
91.0 11.00 11.50
m/z 39.10 7.48%
5000
39.0 h
O T . — e U
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 44 Benzene, 1l-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.384 246.85 ug/L 5741530 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 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1689 (11.384 min): VX026088.D\data.ms (-1681) (- m/z 105.10 100.00%
105.1
5000 /\J\
77.0
39.1 11.00 11.50
121.1
ol s STl Loy 18N 144300 65 31,504
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\M /\ :
11.00 11.50
m/z 91.05 13.83%
39.0 77.0
T \‘\ T \“‘\ \“1‘5\9“.(‘\)‘\ T \““ T \‘\‘ ™ \“\ \:!72“1\0\ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0
— A
11.00 11.50
5000 m/z 77.05 12.95%
77.0
150 390 590 121.0
T T e
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 106.10 8.94%
5000
77.0
180 %90 s00 "' | | 1210 A J\/\ I
e e e e e — A
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: 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 45 Benzene, 1,2,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.451 97.05 ug/L 2257250  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 CO9H12 000108-67-8 95
4 Mesitylene 120 C9H12 000108-67-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 1700 (11.451 min): VX026088.D\data.ms (-1696) (- m/z 105.10 100.00%
105.1
5000 120.1 j\j\ /\
o
B o 77‘0 11.50
o] SN ﬂh Ll 1878 s 106,10 46.24%
m/z--> 20 40 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 A
11.50
77.05 13.95%
39.0
\]_\5\0‘\‘\ T \“‘\ \‘\5\9‘()\‘\ T \M‘ T \‘\ T ‘ “\ \‘\“‘\ T T ‘ 11
miz-> 20 40 60 80 100 120 140
Abundance
105.0
120.0 11.50
5000 91.10 11.92%
390 ggqg /70
T e T e
m/iz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0 11.50
m/z 119.05 11.79%
5000 120.0 wﬂ
77.0
51.0
Lme MO .
m/z--> 20 40 60 80 100 120 140 11.5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 47 Benzene, 1l-ethyl-2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.616  97.14 ug/L 2259350 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1727 (11.616 min): VX026088.D\data.ms (-1722) (- | m/z 105.10 100.00%
105.1
5000 /\ A A
A —
77.0
39.1 11.50 12.00
121.1
b b 289 M SN = =5 A m/z 120.05 30.67%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.50 12.00
m/z 77.05 13.02%
39.0 77.0
LI ‘ \‘\ T \“‘\ \“i‘5\9“.c‘\)‘\ T \““ T \“\ T ‘H‘\ \]‘-\2“]-\.()\\ T ‘ L
miz--> 20 60 80 100 120 140
Abundance
105.0
11.50 12.00
5000 m/z 91.10 12.65%
77.0
150 %0 500 1310
e T e e
m/iz--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 79.05 9.58%
5000
77.0
39.0 121.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 49 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.756 321.52 ug/L 7478420 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1750 (11.756 min): VX026088.D\data.ms (-1745) (- m/z 105.10 100.00%
105.1
5000 120.1 /\/\ }\ A
A —
91 77"0 11.50 12.00
S P T Y -3 m/z 120.10  45.45%
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0 /\M /\ : A :
11.50 12.00
m/z 77.05 14.15%
51.0 77.0
L ‘2\7\.()\ \“ T \“i‘\“’ ‘\‘\ T \““ T \‘\ T ‘M‘\ \‘\“"\ LI ‘ T
miz-> 20 40 60 80 100 120 140
Abundance
105.0
120.0 11.50 12.00
5000 m/z 119.10 12.00%
77.0
150 20 500
e T e
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 11.50 12.00
m/z 91.10 11.87%
120.0
5000
77.0
S ... S O Y
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 52 Benzene, cyclopropyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.244  80.16 ug/L 1864550 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
5 Deltacyclene 118 C9H1e 007785-10-6 58

Abundance Scan 1830 (12.244 min): VX026088.D\data.ms (-1825) (- m/z 117.10 100.00%
11y.1
/k 9|
91.0 \ . —er
39.1 63.0 ‘ 12.00 12.50
0b e bl 33521590 o718 65 55,12
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
\
5000 s —
91.0 12.00 12.50
51.0 m/Z 115.05 33.52%
\\\‘2\7‘\.0\\“‘\\“}\“‘H\?ﬂ.‘.}‘\\‘w\“‘\\\\“\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140 160
Abundance
117.0
12.00 12.50
5000 m/z 91.05 19.57%
91.0
15.0 39.0 63.0
B B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 12.97%
5000 91.0
39.0 65.0
N O | N V|
m/z--> 20 60 80 100 120 140 160 12.00 12.50

SFAMXLM122321WMA.M Mon Jan 10 05:26:55 2022

Page: 37



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 57 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.616  28.29 ug/L 658087 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C1eH14 000527-84-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX026088.D\data.ms (-1886) (- m/z 119.05 100.00%
119.1
5000
91.0
39.1 65.0 ‘ | U 135.0 12.50 13.00
L L e v Sh m/z 134.05  27.92%
m/z--> 20 40 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.05 17.30%
39.0 65.0 ‘ ‘
T \1\5\.0‘\‘\ T \“‘\ T T =TT \‘H‘ T T ‘m\ \w‘ T \1:\35\)?\ T
miz-> 20 40 80 100 120 140
Abundance
119.0
M —
12.50 13.00
5000 m/z 120.05 9.52%
91.0
T e e e
miz--> 20 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.50 13.00
m/z 105.05 9.07%
5000
91.0
41.0 65.0
180 e el TRD
m/z--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

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 59 1,4-Dithiane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.701 91.17 ug/L 2120460 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dithiane 120 C4H8S2 000505-29-3 93
2 1,4-Dithiane 120 C4H8S2 000505-29-3 93
3 1,4-Dithiane 120 C4H8S2 000505-29-3 93
4 1,4-Dithiane 120 C4H8S2 000505-29-3 92
5 1,3-Dithiane 120 C4H8S2 000505-23-7 38

Abundance Scan 1905 (12.701 min): VX026088.D\data.ms (-1900) (- m/z 119.95 100.00%
120.0
46.0
5000
92.0 A AN A
‘ ‘ ‘ ‘ ‘ 12.50 13.00
R— “ i “‘ ‘ Lo 1441 msz 117.10 75.34%
m/z--> 20 100 120 140
Abundance #lO491.lA~DnMane
120.0
61.0 M/\
5000 f T T T T T T T 1
45.0 12.50 13.00
92.0 m/z 45.95 68.187
27.0 ‘
\\\‘\“\\\‘\M\\‘H‘H!\\M\‘\‘\‘\\‘\‘\\\“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
46.0 120.0
— —
12.50 13.00
5000 m/z 61.00 58.38%
27.0 64.0 92.0
o aana w
m/iz--> 20 60 80 100 120 140
Abundance #10495: 1,4-Dithiane — —
120.0 12.50 13.00
46.0 o
m/z 44.95 44 .88%
5000
40 920
27.0 ‘ ‘
m/z--> 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08

Operator JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 63 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.963 36.06 ug/L 838676 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 1948 (12.963 min): VX026088.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000
a0 91.1 1300
A 65.0 :
SN TN PR R T ‘ ML 13611540 0 134 05 44.87%
m/z--> 20 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
39.0 910 m/z 91.10 17.00%
’ 65.0 '
\\\‘\‘\ T \“‘\ \“1‘\ ‘h\“\ T \‘”‘ T \‘\ T “\‘\ \‘\‘l T \1\‘\6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
=
13.00
5000 m/z 120.10 10.12%
91.0
41.0 630
e e
m/iz--> 20 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- AN N
119.0 13.00
m/z 77.00 9.76%
h UWM
91.0
39.0 65.0
150 T R %60 A
m/z--> 20 40 60 80 100 120 140 13.00

SFAMXLM122321WMA.M Mon Jan 10 05:26:56 2022

Page: 40



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 65 1-Phenyl-1-butene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.292 66.71 ug/L 1551576  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
4 2,4-Dimethylstyrene 132 C10H12 002234-20-0 95
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 92

Abundance Scan 2002 (13.292 min): VX026088.D\data.ms (-1997) (- m/z 117.05 100.00%
117.1
5000
91.1
51.0 13.00 13.50
74. 5.0
b e WTAR L vo2620  n/z 119.10 66.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 AR —
13.00 13.50
910 m/z 132.00  34.10%
51.0 ‘
T ‘2\7‘\.0\\“ T \“i”\ ‘H‘ \7\4\P‘ T ‘”U‘\ L” \JF‘ \A\’.(‘)\ L
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.00 13.50
5000 m/z 115.10 32.43%
91.0
51.0
74.0 134.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- P e
117.0 13.00 13.50
m/z 134.00 27.79%
5000
91.0
270 51.0
R ol O O SN 1 O
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 66 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.426  30.78 ug/L 715867 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 95
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93

Abundance Scan 2024 (13.426 min): VX026088.D\data.ms (-2016) (- m/z 104.10 100.00%
1

104.
5000 132.0

510 78.0 13.50

HH_H‘Mum‘:u““““m:”“umwﬂﬂm‘“u L1520 w/z 132.00  47.61%

m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000

m/z 91.10 39.78%

27.0 51.0 78.0 H ‘
LI ‘ \‘\ T \“ T \“i‘ \‘ ‘ ‘H\ T \H‘ T \‘} T “H\ T 1 ‘ \‘1‘ \‘\ ‘ T T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
104.0

132.0 o en

13.50
5000 m/z 115.85  36.97%
39.0 65.0
R e I o
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50

m/z 129.05 24.76%

132.0
5000
270 510 780
“J‘_«“M‘J WMM‘NW‘JM‘M"M‘HMM“““H‘

\H
m/z--> 200 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 69 Azulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.774 128.54 ug/L 2989720 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2081 (13.774 min): VX026088.D\data.ms (-2076) (- m/z 128.05 100.00%
128.1
5000
— —
511 740 102.1 13.50 14.00
0“‘“‘\‘NL‘NJ‘WW‘NH‘WH““‘M“‘;4%9}§g% m/z 127.05 13.48%
miz--> 20 40 60 80 100 120 140 160
Abundance #13684: Naphthalene
128.0
5000 e ——
13.50 14.00
m/z 129.05 11.12%

51.0 74.0 102.0
\‘2\8\.\0\“\\“\\“H\\H““\\\\“‘\\\\‘\ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
128.0

= .
13.50 14.00

5000 m/z 102.10 9.87%
51.0 750 102.0
L L o o T I B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #13679: Azulene A e
128.0 13.50 14.00

m/z 51.10 8.61%

5000
51.0 740 102.0
20 b 4

L A ‘
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 75 Naphthalene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.640 70.05 ug/L 1629360 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
Abundance Scan 2223 (14.640 min): VX026088.D\data.ms (-2218) (- m/z 142.05 100.00%
142.1
5000
—— —
63.0 1131 . 14.50 15.00
Ol b M 2742810 4p 141,05 85.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0 K
5000
14 50 15 00
115.10  36.65%

210 B0 ﬂlo I
’HH‘HH‘\\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0

14.50 15.00
5000 ITI z 143.05 11.29%
2070 %39 1130
T T T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0 14 50 15 00

m/z 139.05 10.96%

5000
390 MO 11l0 I

m/z--> 20 40 60 80 100120140160 180200220240260280 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 76 Naphthalene, 2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.780  45.93 ug/L 1068370  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, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 2246 (14.780 min): VX026088 D\data.ms (-2241) (- m/z 142.00 100.00%
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142.0 14.50 15.00
m/z 143.05 11.11%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026088.D

Acqg On : 28 Dec 2021 02:08
Operator : JC/MD

Sample : M5232-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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|
(DEL) Alkane: S .752 13. ug/L 146912 .763 553146 50.
(DEL) Alkane: C... .971 29. ug/L 320605 .763 553146 50.
(DEL) Alkane: S... .075 16. ug/L 177033 .763 553146 50.
(DEL) Alkane: S .172 12. ug/L 138943 .763 553146 50.
(DEL) Alkane: S .221 58. ug/L 644912 763 553146 50.
Cyclopentene .751 20. ug/L 225138 .763 553146 50.
(DEL) Alkane: .879 19. ug/L 212900 .763 553146 50.
(DEL) Alkane: .331 13. ug/L 147443 553146 50.
(DEL) Alkane: 739 20. ug/L 230055 763 553146 50.
(DEL) Alkane: 17. ug/L 192566 .763 553146 50.
(DEL) Alkane: .312 20. ug/L 230913 .763 553146 50.
Cyclohexene .202 57. ug/L 638753 .763 553146 50.
Ethane, 1,1,1-t... 403 2367. ug/L 26187000 .763 553146 50.
(DEL) Alkane: C... .385 29. ug/L 328761 .763 553146 50.
n-Propyl acetate .799  172. ug/L 1911890 553146 50.
Methyl Isobutyl... .580 53. ug/L 615588 10.055 580061 50.
Thiophene, 3-me... .012 40. ug/L 471089 10.055 580061 50.
Propanoic acid,... .488  247. ug/L 2868760 10.055 580061 50.
Acetic acid, bu... .579 30. ug/L 352966 10.055 580061 50.
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Isopropyl butyrate 9.915 110. ug/L 1275810 10.055 580061 50.
p-Xylene 10.305 1762. ug/L 20445600 10.055 580061 50.
Thiophene, tetr... 10.409 38. ug/L 446997 10.055 580061 50.
2H-Thiopyran, t... 10.445 97. ug/L 1135930 10.055 580061 50.
Benzene, 1,3-di... 10.646  899. ug/L 10440100 10.055 580061 50.
2-Heptanone 10.768 39. ug/L 459289 10.055 580061 50.
trans-2,3-Dimet... 10.909 20. ug/L 233932 10.055 580061 50.
Benzene, (1-met... 10.963 62. ug/L 723801 10.055 580061 50.
Benzene, propyl- 11.305 57. ug/L 1336520 12.024 1162970 5.
Benzene, 1l-ethy... 11.384  246. ug/L 5741530 12.024 1162970 50.
Benzene, 1,2,3-... 11.451 97. ug/L 2257250 12.024 1162970 50.
Benzene, 1l-ethy... 11.616 97. ug/L 2259350 12.024 1162970 50.
Mesitylene 11.756 321. ug/L 7478420 12.024 1162970 50.
Benzene, cyclop... 12.244 80. ug/L 1864550 12.024 1162970 50.
Benzene, 2-ethy... 12.616 28. ug/L 658087 12.024 1162970 50.
1,4-Dithiane 12.701 91. ug/L 2120460 12.024 1162970 50.
Benzene, 1,2,3,... 12.963 36. ug/L 838676 12.024 1162970 5e0.
1-Phenyl-1-butene 13.292 66. ug/L 1551570 12.024 1162970 50.
Naphthalene, 1,... 13.426 30. ug/L 715867 12.024 1162970 50.
Azulene 13.774 128. ug/L 2989720 12.024 1162970 50.
Naphthalene, 1-... 14.640 70. ug/L 1629360 12.024 1162970 5e0.
Naphthalene, 2-... 14.780 45. ug/L 1068370 12.024 1162970 50.

SFAMXLM122321WMA.M Mon Jan 1@ ©5:26:58 2022 46



