LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25257.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 23 27 28 rBV 18522 20870 0.10% 0.055%
2 1.368 42 46 55 rVB 86715 84665 0.41% 0.223%
3 1.660 91 94 105 rVB 62311 86645 0.42% 0.228%
4 2.307 194 200 210 rBV 119500 195215 ©.95% 0.514%
5 2.422 216 219 223 rvVvB3 560 712  0.00% 0.002%
6 2.520 230 235 237 rBV3 1215 2044 0.01% 0.005%
7 2.941 298 304 305 rBV2 1024 1510 0.01% 0.004%
8 3.331 365 368 369 rBV 217 281 0.00% 0.001%
9 4.459 543 553 567 rBvV 47223 134354 0.65% 0.353%
10 4.709 591 594 598 rVB2 223 266 0.00% 0.001%
11 5.062 639 652 666 rvw 78905 235052 1.14% 0.618%
12 5.556 736 733 739 rBV3 371 603 0.00% 0.002%
13 5.971 789 801 808 rBV2 195920 593566 2.88% 1.562%
14 6.379 864 868 875 rVB4 661 1252 0.01% 0.003%
15 6.763 920 931 945 rBV 160274 376936 1.83% 0.992%
16 7.117 982 989 996 rBvV5 1160 2926 0.01% 0.008%
17 7.312 1012 1021 1035 rVV 118141 260369 1.26% 0.685%
18 7.482 1044 1049 1051 rVW4 281 415 0.00% 0.001%
19 7.799 1094 1101 1102 rBV2 231 393 0.00% 0.001%
20 7.934 1117 1123 1130 rVB3 1067 2147 0.01% 0.006%
21 8.324 1181 1187 1197 rBV 87853 142818 ©.69% 0.376%
22 8.470 1208 1211 1218 rVB3 683 1093 0.01% 0.003%
23 8.647 1233 1240 1246 rBV 301327 486200 2.36% 1.279%
24  8.720 1246 1252 1265 rVV 527721 803244  3.89% 2.113%
25 8.848 1269 1273 1278 rVB 2462 3568 0.02% 0.009%
26 8.952 1284 1290 1296 rW 64768 93167 0.45% 0.245%
27 9.013 1297 1300 1306 rVB 2527 3799 0.02% 0.010%
28 9.385 1355 1361 1376 rBV 220598 309409 1.50% 0.814%
29 10.055 1465 1471 1484 rVV 344482 457262 2.22% 1.203%
30 10.195 1488 1494 1501 rBV 543890 676565 3.28%  1.780%
31 10.299 1504 1511 1519 rVV 522878 713470  3.46% 1.877%
32 10.445 1531 1535 1542 rVB3 4333 6175 0.03% 0.016%
33 10.604 1557 1561 1562 rBV 2667 2648 0.01% 0.007%
34 10.640 1562 1567 1578 rVB2 321339 474932  2.30% 1.250%
35 10.836 1595 1599 1604 rvB3 1924 2604 0.01% 0.007%
36 10.964 1615 1620 1625 rBV 23342 28985 0.14% 0.076%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis
37 11.e61 1633 1636 1642 rBvV2 165 302 0.00% 0.001%
38 11.122 1642 1646 1652 rBV 1560 2159 0.01% 0.006%
39 11.195 1652 1658 1663 rBV 235510 299203 1.45% 0.787%
40 11.244 1663 1666 1670 rVB 6992 8050 0.04% 0.021%
41 11.305 1672 1676 1682 rVB 9699 11848 0.06% 0.031%
42 11.378 1683 1688 1691 rBV 102107 149543 0.72% 0.393%
43 11.451 1696 1700 1706 rVB 66470 81933 0.40% 0.216%
44 11.549 1712 1716 1722 rBV3 775 960 0.00% 0.003%
45 11.616 1722 1727 1735 rVB2 29830 54008 0.26% 0.142%
46 11.756 1741 1750 1754 rBV 221056 288640 1.40% 0.759%
47 11.811 1754 1759 1762 rVWV 94532 117687 ©.57% 0.310%
48 11.848 1762 1765 1769 rVV 25161 29530 0.14% 0.078%
49 11.890 1769 1772 1776 rVB4 1684 2112 0.01% 0.006%
50 11.957 1778 1783 1789 rVV 357333 462505 2.24% 1.217%
51 12.024 1789 1794 1800 rVV 405225 509915 2.47% 1.342%
52 12.085 1800 1804 1808 rvV 92971 124482 0.60% 0.328%
53 12.134 18608 1812 1818 rVB 39458 49292 0.24% 0.130%
54 12.244 1824 1830 1837 rBV 939332 1141696 5.53% 3.004%
55 12.323 1837 1843 1849 rVB 382958 495270  2.40% 1.303%
56 12.366 1849 1850 1852 rBV2 423 350 0.00% 0.001%
57 12.414 1853 1858 1865 rBV 2398585 2848901 13.80% 7.495%
58 12.530 1873 1877 1879 rBV3 7165 8777 0.04% 0.023%
59 12.616 1885 1891 1894 rBV 15841 21823 0.11% 0.057%
60 12.652 1894 1897 1901 rVB 7156 9167 0.04% 0.024%
61 12.701 1901 1905 1910 rBV 41656 51912 0.25% 0.137%
62 12.750 1910 1913 1917 rVB2 9702 11428 0.06% 0.030%
63 12.799 1917 1921 1925 rVB2 5037 6228 0.03% 0.016%
64 12.884 1925 1935 1944 rBV4 80543 171510 ©0.83% 0.451%
65 12.969 1944 1949 1953 rBV 191821 298820 1.45% 0.786%
66 13.122 1972 1974 1978 rVB3 2492 2751 0.01% 0.007%
67 13.170 1978 1982 1989 rVB 52354 61215 0.30% 0.161%
68 13.292 1992 2002 2006 rBv2 95768 132300 0.64% 0.348%
69 13.341 2006 2010 2018 rVB2 165697 207403 1.00% 0.546%
70 13.427 2018 2024 2030 rBV 218571 270102 1.31% 0.711%
71 13.506 2032 2037 2047 rBV5 35284 64097 0.31% 0.169%
72 13.585 2047 2050 2054 rVB3 4906 6210 0.03% 0.016%
73 13.622 2054 2056 2058 rBV2 1170 1224 0.01% 0.003%

74 13.786 2074 2083 2088 rBV 14450402 20637646 100.00% 54.296%
75 13.872 2092 2097 2103 rVB 685713 833941 4.04%  2.194%

76 13.969 2110 2113 2116 rVB4 5204 5372 0.03% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis
77 14.000 2116 2118 2123 rVB3 5692 7706 0.04% 0.020%
78 14.079 2126 2131 2133 rBV3 6023 8088 0.04% 0.021%
79 14.176 2145 2147 2150 rVB2 2249 2311 0.01% 0.006%
80 14.219 2150 2154 2158 rBV2 10860 17733 0.09% 0.047%
81 14.323 2167 2171 2177 rBV2 7483 11857 ©0.06% 0.031%
82 14.384 2177 2181 2184 rVB2 5790 7495 0.04% 0.020%
83 14.481 2190 2197 2201 rBV9 1513 3778 0.02% 0.010%
84 14.524 2201 2204 2209 rVV2 4500 6569 0.03% 0.017%
85 14.597 2213 2216 2218 rVV 22172 26327 ©0.13% 0.069%
86 14.640 2218 2223 2232 rVV 842071 1026410 4.97% 2.700%
87 14.725 2233 2237 2241 rW 19899 26570 0.13% 0.070%
88 14.780 2241 2246 2260 rVB 594624 743774  3.60%  1.957%
89 15.207 2309 2316 2321 rBV 58947 77621 0.38% 0.204%
90 15.377 2335 2344 2348 rBV 13824 22438 0.11% 0.059%
91 15.481 2355 2361 2372 rBV 23569 40575 0.20% 0.107%
92 15.615 2372 2383 2387 rBV 37497 63023 0.31% 0.166%
93 15.749 2398 2405 2410 rBV7 956 1841 0.01% 0.005%
94 15.841 2411 2420 2429 rVB2 8800 23393 0.11% 0.062%
95 15.902 2429 2430 2434 rBV2 312 311 0.00% 0.001%
96 15.993 2437 2445 2450 rBV2 4890 8097 0.04% 0.021%
97 16.091 2456 2461 2470 rVB 13722 24112 0.12% 0.063%
98 16.200 2477 2479 2481 rBV 604 477 0.00% 0.001%
99 16.328 2493 2500 2512 rVB 84365 149494 0.72% 0.393%
100 16.688 2553 2559 2569 rVB 12069 23206 0.11% 0.061%
Sum of corrected areas: 38009678
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ M4779-06DL 10X
: 5.0mL/MSVOA_X/WATER
: 13 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\

: VX025257.D
: 22 Nov 2021 17:28

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

o

TIC: VX025257.D\data.ms

1.25868 1.660 2.30112320 2.941 3.331 4.459 4709  5.062 5.556 5.971

Time-->
Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
TIC: VX025257.D\data.ms

0
Time-->
Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

o

379 6.763

0 19299
71177.317.482 779934 8.328.476- 84 sgms  9.385 10.055:%45.4a8%800. aseon dd st RmnIs s
{Ch. LA170224.482  7.799934 O IBAICANSEAOMI TS — A\ 710.448.80210 SEEDA AT AL
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX025257.D\data.ms
13.y86

12.414

Time-->

12,244 872 14.64p7g0

kiR EARE R 7 2d 0 rarmmni 952693 12644 508s5, fmmmwmmmamﬁgs 15.205. 357G GE/ASENIRBO 60328 16.688
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12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
1.252 2.77 ug/L 20870  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfur dioxide 64 02S 007446-09-5 37

2 Pentaborane(11) 66 B5H11 018433-84-6 9

3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7

Abundance  Scan 27 (1.252 min): VX025257.D\data.ms (-23) (-) m/z 61.00 100.00%

61.0

P

5000
48.0 /\
e AR
120 140 1.60
O frrrrrer e et e e e m/z 64.00 68.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 48'0 \‘\\\\‘\\\\‘\\\
120 140 1.60
m/z 59.95 66.49%
160 320
O \H\‘\\1\‘H\\‘!H\‘\H\"\\H‘\ ‘H‘H\\‘H\\‘\H\‘\\H‘\\H‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #418: Pentaborane(11)
60.0
e B Iakaman i
47.0 1.20 140 1.60
5000 ITI/Z 48.00 34.93%
13.0
0f- ol J!m‘! S ——
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid I m e
64.0 120 140 1.60
m/z 46.00 33.97%
48.0
5000

>

0 Ll , 810 940 1110
SRMBBNSS———— [ TSl ACSME AN L N

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.378 14.66 ug/L 149543  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1688 (11.378 min): VX025257.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000 /\/\
120.1
N T
39.0 31 110 oL1 11.00 11.50
0‘w‘Hw‘Hw‘HJpH‘Mua_ﬁ‘wum_‘um‘uwhhwwmwuu‘u m/z 120.10  33.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — M A
120.0 11.00 11.50
m/z 91.10 13.18%
39.0 63.0 77.0 91.0
O\\‘\H\.‘\\\‘\‘\H\“‘HH“HH“\‘\‘H‘\H‘}“HH“}H\‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
Il
11.00 11.50
5000 m/z 77.00 11.82%
120.0
77.0 91.0
ob 350 o e bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl- A‘ ‘ i p\‘
105.0 11.00 11.50
m/z 106.10 9.51%
5000
120.0
39.0 77.0 91.0
< T P N S N W |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX@25257.D

Acqg On : 22 Nov 2021 17:28

Operator JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
11.616 5.30 ug/L 54008 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-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1727 (11.616 min): VX025257.D\data.ms (-1722) (- m/z 105.10 100.00%
105.1
5000
120.1 M J\
Al
391 63.1 77-‘0 91‘-0 ‘ 11.50 12.00
Ol el s b e - m/z 120010 36.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M
120.0 11.50 12.00
m/z 77.00 12.30%
39.0 77.0 91.0
O\\‘\\\\‘\2\6\).\0‘\\1\“\\\\i‘\\\\e‘%\‘\o\‘\\\‘H‘\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1150 1200
5000 ITI z 91.00 12.16%
120.0
77.0 91.0
ob 280 . 0 B0 Ul e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 1150 1200
m/z 103.10 8.71%
5000
120.0
510 77.0 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.811 11.54 ug/L 117687 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 95
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 94
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91
Abundance Scan 1759 (11.811 min): VX025257.D\data.ms (-1754) (- m/z 117.10 100.00%
1171
5000
91.0 I
39.0 63.0 770 11.50 12.00
Obrerrreprreeprreprretbocb e s 2040 L /2 118,10 85.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
5000 e L
11.50 12.00
91.0 o
m/z 115.05 42.08%
390 880 770 ‘ ‘
OH‘\\H’\Hr\’uu"\u\HM\‘}‘HHH‘\i‘\u‘\\\\‘H\\\l‘q\ﬁ.\o‘ul“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10209: Benzene, 1-ethenyl-4-methyl-
118.0 th
Y N |
11.50 12.00
5000 m/z 91.00 29.34%
91.0
39.0
0 26,0 | 5\%'0\\ ?\5\0 7%0 \‘\ 104.0 ‘\‘
R AR AR o L e Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 11.50 12.00
m/z 103.10 12.21%
5000
91.0
39.0 58.0 77.0 ‘ M
SN T o T o T 18 T | NSO '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 2-propenyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.848 2.90 ug/L 29530 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 90
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 81
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 81
Abundance Scan 1765 (11.848 min): VX025257.D\data.ms (-1762) (- m/z 117.10 100.00%
1171
5000
91.0
— —
39.0 671 11.50 12.00
0 WWWH‘H‘:‘_m‘”m!‘H“Wm‘s_m‘HH‘\“WHWH m/z 118.10  83.27%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10186: Benzene, 2-propenyl-
11y7.0
A
5000 L
91.0 11.50 12.00
32.0 m/z 115.00  38.21%
‘ 65.0
O H\‘HH‘]_\\5\\()‘\H‘![\H}“HH}‘H\\M‘\‘H‘\w“!‘\\\\‘i}\H‘\‘H\‘Hl“HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10188: Benzene, 2-propenyl-
117.0
‘
11.50 12.00
m/z 91.00 31.64%
5000 91.0
3.0 650
0“wu‘wu‘wu‘wH‘Lu‘dhuMWLWHJMH‘MH‘wm‘wulMH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10195: Benzene, cyclopropyl-
117.0 11.50 12.00
m/z 63.10 14.87%
5000
91.0
51.0 65.0 ‘ ‘
0 270 | e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 11. 50 12 00

SFAMXLM112221WMA.M Mon Nov 29 17:43:55 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzofuran Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.957 45.35 ug/L 462505 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 97
2 Benzofuran 118 C8H60 000271-89-6 94
3 Benzofuran 118 C8H60 000271-89-6 90
4 Benzofuran 118 C8H60 000271-89-6 87
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 64
Abundance Scan 1783 (11.957 min): VX025257.D\data.ms (-1778) (- m/z 118.00 100.00%
118.0
5000 89.1
63.0 Ji AN
39.1 ‘ 12.00
Obrrrrerpreterefereibe 289 il AL 288 sz 89,10 45.63%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10175: Benzofuran
118.0
5000 T ‘/\‘
90.0 12.00
63.0 m/z 90.10 36.02%
39.0
26.0 \\‘ [l H“\ .
O\‘H‘\‘\"H\\’H\\’H\\’H\\‘HH‘HV\‘HH‘HH‘H\ RARARRARRREA]
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #10174: Benzofuran
118.0
12.00
5000 m/z 63.00 20.71%
90.0
63.0
39.0
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 L A
Abundance #10173: Benzofuran e
118.0 12.00
m/z 62.00 9.68%
5000
63.0 90.0
o0 80440 | iggg | L1
Frerrrrr et e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 12.00

SFAMXLM112221WMA.M Mon Nov 29 17:43:57 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.085 12.21 ug/L 124482 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 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Mesitylene 120 CS9H12 000108-67-8 94
Abundance Scan 1804 (12.085 min): VX025257.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.1 /\
10 L Y | A
51.0 77.0 91.1 12.00
b oS80 WLl myz 120010 42.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 NTURDN }\ ‘
12.00
770 m/z 77.00 10.75%
51.0 " 91.0
O\\’H\\’\2\\7\.?\\\\"\\\\"“\‘\\\“6\4\"‘10\‘\H‘H‘\\H“HH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
b
A W U UV
12.00
m/z 119.10 9.60%
5000 1200 /
3 77.0 91.0
15.0 | ‘ I 6\\0 M ‘ H Ll
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 AA [\
Abundance #10715: Benzene, 1,2,3-trimethyl- A ‘M
105.0 12.00
m/z 91.10 9.09%
120.0
5000
39.0 63.0 77.0 91.0
B O NS A e N PO RO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00

SFAMXLM112221WMA.M Mon Nov 29 17:43:58 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1-propenyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.134 4.83 ug/L 49292  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 95
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 93
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 91
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 91
Abundance Scan 1812 (12.134 min): VX025257.D\data.ms (-1808) (- m/z 117.05 100.00%
117.1
5000
N
39.0 63.0 78.0 ‘ 12.00 12.50
Ol bt b AOB8 L m/z 118,05 70.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10189: Benzene, 1-propenyl-
117.0
5000 j‘\A‘ N IR
91.0 12.00 12.50
m/z 115.05 37.26%
63.0 77.0
OH‘HH‘HH‘HH“\H\H\\H‘}‘\‘\\‘\HH‘HH‘“\H‘q%\\o‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
Al
12.00 12.50
m/z 91.05 25.79%
5000 910 /
390 63.0
26,0 ‘ L e 104.0 ||
0“_‘H“H‘_‘m“u‘k‘ﬁ‘ﬂu"MNM‘HJJ“WqH‘,H‘M‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl- juk\‘ﬂngA‘ 1
117.0 12.00 12.50
m/z 102.95 9.45%
5000
91.0
51.0 65.0 78.0 ‘ ‘
ey 210 sy T80 L A0 L [ P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50

SFAMXLM112221WMA.M Mon Nov 29 17:43:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 111.95 ug/L 1141700 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 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Indane 118 C9H1e 000496-11-7 80
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 1830 (12.244 min): VX025257.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
apalld
39.1 630 91"1 12.00 12.50
Ot bt et el 233 myz 118,10 56.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
5000 j\“‘ r UL
12.00 12.50
m/z 115.10 33.35%
39.0 g0 91.0 ‘ /
O \HJ-‘:\B\.Q‘H{‘\’\H}‘\H\H{H\‘Mi‘\zﬁ.\ﬁ)‘\\H“‘HH’\‘\H‘Hl\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
N PN
12.00 12.50
5000 m/z 91.10 14.61%
390 630 OO |
0“WHh‘Hm,uHHHuw‘JNUH_Hu_HJMHWNHW‘HMH‘WH‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10198: Benzene, cyclopropyl- &AAW”$¥4“‘ —
117.0 12.00 12.50
m/z 116.10 7.13%
5000 91.0
39.0 65.0
0\H‘\\H‘H\\’\\H“\H\i‘\\\1‘\‘\‘\\‘H\‘!‘\\H“1\\\’\‘\H‘Hl\‘}uu‘uu‘u b P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 1Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.415 279.35 ug/L 2848900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 CO9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 Indene 116 C9H8 000095-13-6 94
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 91

Abundance Scan 1858 (12.414 min): VX025257.D\data.ms (-1853) (- m/z 115.05 100.00%

115.1
5000
39.1 63‘.0 89‘.1 ‘ La5 1250
Olrrprrrrprreterrerer bttt e m/z 116.85 96.74%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #9541: Indene
116.0
5000
1250
m/z 89.10 12.20%
30.0 6%0 830
0H‘HH‘HH“\H\"‘\\\w‘}\‘\\‘HH‘\H‘\‘HH‘HH‘\‘} \‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140
Abundance #9543: Indene
116.0 A
1250
5000 m/z 63.00 11.64%
39.0 67-0 83.0 |
0‘“m‘\_u1“HH‘,‘m‘l“lm“‘1‘”‘”1‘1‘””‘””_‘1 S EaRa
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140
Abundance #9547: Benzene, 1-propynyl-
115.0 1250
m/z 117.10 9.23%
5000
630 89.0
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 12.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:01 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Indan, 1-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.701 5.09 ug/L 51912 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
Abundance Scan 1905 (12.701 min): VX025257.D\data.ms (-1901) (- m/z 117.05 100.00%
11y.1
5000
132.1
0 et bl m/z 115.00 32.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11y7.0
s T
132.0 : :
910 m/z 132.05 31.94%
39.0 65.0 “ ‘
0\\‘\\\\‘\\\‘\‘\\H“H\\i‘\‘\\\“\‘H\\‘\\\‘\‘\\\\“\H\‘\\H’HH‘H\W‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
b U
12.50 13.00
5000 132.0 m/z 91.16  13.33%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene P =
117.0 12.50 13.00
m/z 118.10  10.96%
5000 132.0
91.0
51.0
02107%0, e o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMXLM112221WMA.M Mon Nov 29 17:44:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzofuran, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.884 16.82 ug/L 171510 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 81

Abundance Scan 1935 (12.884 min): VX025257.D\data.ms (-1925) (- m/z 131.05 100.00%

1311
5000
511 771 103.0 : LA A

[
‘ H “ 12.50 13.00
J Il !

SR— “‘Ju N‘wu ‘Hl“ ol e AL 292 sz 132,05 93.32%

m/z--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000

o

51.0 12.50 13.00
770 1030 m/z 117.10  24.27%
0 g ]
0 ‘“‘HU‘N“NN‘NN‘WW“N“M“‘““M““"
miz--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl-
131.0
12.50 13.00
5000 ITI/Z 77.10 23.85%
51.0 77.0 103.0
0"“2‘7"9‘\‘\"\“\“\\“\Hw‘\‘”H‘\‘}H“H ““H‘ /\k
miz--> 20 40 60 80 100 120 140 /\ M
Abundance #16665: Benzofuran, 2-methyl- peflasd AL
131.0 12.50 13.00

m/z 103.00  23.38%

5000
- 510 770 1030
0 L \‘ | “\ ‘\‘\\ H}h \‘} ‘ / A A

T T
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMXLM112221WMA.M Mon Nov 29 17:44:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 14 Cinnamaldehyde, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.969 29.30 ug/L 298820 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
2 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 87

Abundance Scan 1949 (12.969 min): VX025257.D\data.ms (-1944) (- m/z 131.05 100.00%

1311
5000
77.0 104.1

51.0
‘H 13 00

H‘Hu‘ﬁfﬁ‘Hw‘u_u‘_wl_HW‘HW‘HWH‘WH‘W‘H,HH‘ m/z 132.05  88.36%

m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000

o

51.0 13.00
77.0 103.0 ITI z 77 .00 20.21%
27.0
| Ll | 1170 ||
OH‘Hl\“\H‘l‘HH‘”H\“11\\‘\M\‘\\H‘HH‘HH‘HH’HH}\H’HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16658: Cinnamaldehyde, (E)-
131.0
103.0 1300
5000 ' ITI/Z 104.10 19.54%
77.0
51.0
Obreperrrprrrrprrrelbtreptietr b e lbeep el
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16657: Cinnamaldehyde, (E)- =
131.0 13.00

m/z 51.05 17.68%

103.0
5000
77.0
51.0
AT

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13 00

SFAMXLM112221WMA.M Mon Nov 29 17:44:03 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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, 1l-ethenyl-4-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.171 6.00 ug/L 61215 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 1982 (13.170 min): VX025257.D\data.ms (-1978) (- m/z 117.05 100.00%
1171
5000 132.1 J\\MA

—
510 240 911 ‘ 13.00 13.50
ST el . N N 132.05  42.16%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 132.0

13.00 13.50
m/z 115.05 27.00%

o

91.0
390 650 |
O\\‘\\\\‘\\\\‘\\\\“\\H“\\H‘\‘\‘H‘\HM’H\\‘\H\‘}‘\‘\\‘HH‘\HH‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
A A YA
13.00 13.50
5000 ITI/Z 131.05 19.17%
91.0 132.0
390 450 M
Obrrrrrerrerrrelre el e el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11y.0 13.00 13.50
m/z 91.10 14.46%
5000 132.0
o 91.0 A
51.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 00 13.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:04 2021 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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-ethenyl-3-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.292 12.97 ug/L 132300 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81

Abundance Scan 2002 (13.292 min): VX025257.D\data.ms (-1992) (- m/z 117.10 100.00%
11y.1

5000
132.1

510 74, 911 H | 13.00 13.50
H_Hw‘HwH‘ﬁHHHHH_JH_HW‘HWH‘WHH‘HH_HNNMW“ m/z 132.05  36.13%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-

o

117.0

5000
1320 13.00 13.50
91.0 m/z 115.10 28.14%
51.0 '
0\\‘\\\\‘%\7\8\H“\\\\i‘\\\\‘\‘\‘\\7\4\.\9‘\\\\"\\\\‘U\‘\\‘HH‘\HM‘\‘\H’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
13.00 13.50
5000 132.0 m/z 119.10  26.77%
91.0
IS 1 T PR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- = ——
117.0 13.00 13.50
m/z 131.05 18.40%
5000 132.0

390 650 910 ‘ ‘
oh240 Ll Il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:05 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX@25257.D

Acqg On : 22 Nov 2021 17:28

Operator JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 17 2-Methylindene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.341 20.34 ug/L 207403 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94

Abundance Scan 2010 (13.341 min): VX025257.D\data.ms (-2006) (-

m/z 130.00 100.00%

115.1130.0
5000
59.0
39.0 ‘ 770 oo 4 13.00 13.50
obr e e bl BN M gz 115005 88.75%
miz--> 20 40 60 80 100 120 140
Abundance #15022: 2-Methylindene
130.0
115.0
5000 o S LIAvAV S
13.00 13.50
510 m/z 129.05 78.42%
280 | | 7.0 |
O LI ‘ T ‘}.\ T “ T \‘i T “M‘ T \H}“‘ T \‘ \9\8"9\ T 1 ‘ \‘ ‘\ T ’ T
miz--> 20 40 60 80 100 120 140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
30.0
115.0
— T
13.00 13.50
5000 m/z 128.00 39.44%
51.0
77.0
P N N A N T | N
miz--> 20 40 60 80 100 120 140
Abundance #15034: 1,4-Dihydronaphthalene “ —
130.0 13.00 13.50
m/z 59.05 19.23%
115.0
5000
51.0
PN LN R S -1 I Y NN ) R | .0
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:05 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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, (1-methyl-2-cyclop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.427  26.48 ug/L 270102 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H1e 002177-47-1 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 95
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
Abundance Scan 2024 (13.427 min): VX025257.D\data.ms (-2018) (- m/z 130.00 100.00%
115.1130.0
5000
391 H 89.1 | 13.50
oH_HWwWHH}w‘:JH_M,mww“lwlw‘ e m/z 115,05 92.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15022: 2-Methylindene
130.0
115.0
5000 - T
13.50
m/z 129.00  78.76%
51.0
OH‘HH‘HZE‘O\H\“\\\\}‘\\HHH‘H‘HH!“\’HH‘\?ﬁ‘q\)\\\‘\\l\‘\\}‘\‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
30.0
115.0
A
13.50
5000 m/z 128.05 39.85%
51.0
77.0
P I W |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15034: 1,4-Dihydronaphthalene —
130.0 13.50
m/z 127.00  18.93%
115.0
5000
51.0 0
Oy 20 by ot 880 e AL .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

SFAMXLM112221WMA.M Mon Nov 29 17:44:06 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 1,4-Dihydronaphthalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.506 6.29 ug/L 64097 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 95
2 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 93
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 92
4 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 92
5 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 91
Abundance Scan 2037 (13.506 min): VX025257.D\data.ms (-2032) (- m/z 130.05 100.00%
130.1
5000 95.1
41.1
‘ ‘ 69‘0 ‘ 152.1 13.50
0 “““‘uwu‘”“m"dmwwﬂlw‘hﬁl “M““l“ m/z 129.00 90.81%
m/z--> 20 40 80 100 120 140
Abundance #15034. 1,4-D|hydronaphthalene
130.0
5000 A :
13.50
m/z 128.05 59.66%
510 770 1020
O\\\‘2\7\(\)\“\\“ ‘H‘\\H}“‘\‘\‘1\““\\\‘1‘\‘ ‘\\‘\\\\
m/z--> 20 40 80 100 120 140
Abundance #15043: Naphthalene, 1,2-dihydro-
130.0
RN I
13.50
5000 m/z 115.10 43.83%
51.0
77.0
ol 20 T RO
miz--> 20 40 60 80 100 120 140
Abundance  #15059: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- A L ‘
130.0 13.50
m/z 95.10  39.45%
5000
51.0
270 ‘ 770 102.0 /\
om_“m_“w ”“umw“m\_‘ — LUVIW
m/z--> 20 40 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 2023.64 ug/L 20637600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10HS8 000275-51-4 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2083 (13.786 min): VX025257.D\data.ms (-2074) (- m/z 128.05 100.00%

128.1
5000
—— —
511 740 1021 H 13.50 14.00
bl i L1471 1782 137,10 18.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 — —
13.50 14.00
m/z 129.05 15.86%
51.0 75.0 102.0 M
O\‘\\\\‘\\“\\‘w\\””“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: Naphthalene
128.0
A —
13.50 14.00
5000 ITI/Z 102.10 14.19%
280 51.0 740 1020 dﬂ
ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: Azulene — —
128.0 13.50 14.00
m/z 126.10  10.65%
5000
510 a0 1020
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

SFAMXLM112221WMA.M Mon Nov 29 17:44:07 2021 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 21 Benzo[c]thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.871 81.77 ug/L 833941 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 2097 (13.872 min): VX025257.D\data.ms (-2092) (- m/z 134.00 100.00%
134.0
5000
89.0 50 14.00
450 630 0 080 ‘ 13.50 14.00
Obrprrerrrretpbre et e ekl m/z 89.00 11.07%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 — ——
13.50 14.00
m/z 135.00 9.66%
89.0
45.0 63\.0\\ H 108.0 ‘
0 \‘\H\‘HH‘\\‘\\i‘uuHH\‘\H\‘MH‘\‘H\HH\‘HH‘HH‘\‘ 1\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17518: Benzo[b]thiophene
134.0
— —r—
13.50 14.00
5000 m/z 90.05 7.82%
89.0
0 27.0 ‘45\'0 ?7\.\0 I ‘10\8'0 il
AR o o e R e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 j\
Abundance #17522: Cyclopenta[c]thiapyran T AL
134.0 13.50 14.00
m/z 63.00 6.20%
5000
89.0
450 63.0 “ 108.0 |
Obrprrrrprerrprtrr el b et e e b el e - -
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 22 3-Methylbenzothiophene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.597 2.58 ug/L 26327 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 93
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 91
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
5 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 90

Abundance Scan 2216 (14.597 min): VX025257.D\data.ms (-2213) (- m/z 147.00 100.00%

147.0
5000
T —
121.0 14.50 15.00
39.0 630 92.9
Ol bl e Ll e 2970 myz 148.00  89.14%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26955: 3-Methylbenzothiophene
147.0
5000 — :
14.50 15.00
m/z 149.00 12.54%
450 740 115.0
O\\\“\‘\‘\\“\\‘\H\“\\\\“‘\\\‘\‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
T —4
14.50 15.00
5000 ITI/Z 121.00 10.00%
45.0 69.0
8o Y
O b plpptl it e bl e
m/z--> 40 60 80 100 120 140 160 180 200 NM
Abundance #26964: Benzo[b]thiophene, 2-methyl- A ‘A“ L ‘
147.0 14.50 15.00
m/z 63.00 7.40%
5000
45.0 74.0 115.0
b bl 220 —t -
m/z--> 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzo[b]thiophene, 2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.725 2.61 ug/L 26570  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 94
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
Abundance Scan 2237 (14.725 min): VX025257.D\data.ms (-2233) (- m/z 147.00 100.00%
147.0
5000 M
51.0 69.0 86910301210 1450 15 OO
R o Lt e mphm“””_“uw m/z 148.0 75.89%
miz--> 20 40 60 80 100 120 140
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 L
14.50 15 OO
m/z 149.0 11.31%
45.0 74.0 115.0
O\ L ’ T \(\)\“ \‘\M\ T “‘\ \‘\H\“\\g\-p“\ T \‘\ ‘ LU ‘\ “\ \‘
miz-> 20 40 60 80 100 120 140
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
—
14.50 15 OO
5000 m/z 121.00 7.69%
45.0 69.0 115.0
) O - B S
miz--> 20 40 60 80 100 120 140 {\W
Abundance #26956: 3-Methylbenzothiophene ‘A‘ : L ‘
147.0 14.50 15.00
m/z 69.00 6.78%
5000
45.0  69.0
270 | | [y 890 S0 | /J\M
L . N 1 V) S
m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 26 Naphthalene, 2-ethenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.207 7.61 ug/L 77621 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 93
3 Biphenyl 154 C12H10 000092-52-4 93
4 Biphenyl 154 C12H10 000092-52-4 91
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 81
Abundance Scan 2316 (15.207 min): VX025257.D\data.ms (-2309) (- m/z 154.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 27 Naphthalene, 2,7-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.481 3.98 ug/L 40575 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 2361 (15.481 min): VX025257.D\data.ms (-2355) (-  m/z 156.10 100.00%
5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 28 Naphthalene, 2,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.615 6.18 ug/L 63023 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 2383 (15.615 min): VX025257.D\data.ms (-2372) (- m/z 156.10 100.00%
156.
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 29 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.328 14.66 ug/L 149494  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 Acenaphthene 154 C12H10 000083-32-9 93
3 Acenaphthene 154 C12H10 000083-32-9 90
4 Acenaphthene 154 C12H1e 000083-32-9 89
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 64
Abundance Scan 2500 (16.328 min): VX025257.D\data.ms (-2493) (- m/z 153.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112221\
Data File : VX025257.D

Acqg On : 22 Nov 2021 17:28
Operator : JC/MD

Sample : M4779-06DL 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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|
unknown-01 1.252 2.8 ug/L 20870 1 6.763 376936 50.0
Benzene, 1l-ethy... 11.378 14.7 wug/L 149543 3 12.024 509915 50.0
Benzene, 1l-ethy... 11.616 5.3 ug/L 54008 3 12.024 509915 50.0
Benzene, 1l-ethe... 11.811 11.5 wug/L 117687 3 12.024 509915 50.0
Benzene, 2-prop... 11.848 2.9 ug/L 29530 3 12.024 509915 50.0
Benzofuran 11.957 45.4 ug/L 462505 3 12.024 509915 50.0
Benzene, 1,2,3-... 12.085 12.2 ug/L 124482 3 12.024 509915 50.0
Benzene, 1-prop... 12.134 4.8 ug/L 49292 3 12.024 509915 50.0
Indane 12.244 112.0 wug/L 1141700 3 12.024 509915 50.0
Indene 12.415 279.4 ug/L 2848900 3 12.024 509915 50.0
Indan, 1-methyl- 12.701 5.1 ug/L 51912 3 12.024 509915 50.0
Benzofuran, 7-m... 12.884 16.8 wug/L 171510 3 12.024 509915 50.0
Cinnamaldehyde, ... 12.969 29.3 wug/L 298820 3 12.024 509915 50.0
Benzene, 1l-ethe... 13.171 6.0 ug/L 61215 3 12.024 509915 50.0
Benzene, 1l-ethe... 13.292 13.0 ug/L 132300 3 12.024 509915 50.0
2-Methylindene 13.341 20.3 ug/L 207403 3 12.024 509915 50.0
Benzene, (1-met... 13.427 26.5 ug/L 270102 3 12.024 509915 50.0
1,4-Dihydronaph... 13.506 6.3 ug/L 64097 3 12.024 509915 50.0
Azulene 13.786 2023.6 ug/L 20637600 3 12.024 509915 50.0
Benzo[c]thiophene  13.871 81.8 wug/L 833941 3 12.024 509915 50.0
3-Methylbenzoth... 14.597 2.6 ug/L 26327 3 12.024 509915 50.0
Benzo[b]thiophe... 14.725 2.6 ug/L 26570 3 12.024 509915 50.0
Naphthalene, 2-... 15.207 7.6 ug/L 77621 3 12.024 509915 50.0
Naphthalene, 2,... 15.481 4.0 ug/L 40575 3 12.024 509915 50.0
Naphthalene, 2,... 15.615 6.2 ug/L 63023 3 12.024 509915 50.0
Hexa-2,4-diyn-1... 16.328 14.7 wug/L 149494 3 12.024 509915 50.0
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