LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample : M4779-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM111121WMA.M
Title : VOC Analysis

Signal : TIC: VX@25238.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.154 9 11 15 rVB 3421 3223  0.01% 0.002%
2 1.252 23 27 43 rBV 246049 901765 1.53% 0.612%
3 1.660 91 94 99 rVB 43402 51921 ©0.09% 0.035%
4 2.306 194 200 208 rBV 77080 130647 ©.22% 0.089%
5 2.380 208 212 216 rBV 6754 9799 0.02% 0.007%
6 2.514 229 234 235 rBV 4321 5788 0.01% 0.004%
7 3.898 458 461 469 rVV5 848 1897 ©0.00% 0.001%
8 3.995 472 477 486 rVB6 1163 3001 0.01% 0.002%
9 4.459 543 553 566 rBvV 43744 122716 0.21% 0.083%
106 5.062 640 652 666 rBV 47538 146557 ©.25% 0.100%
11 5.970 788 801 805 rBv2 126188 346348 ©.59% 0.235%
12 6.044 807 813 831 rVB 557531 1436458 2.44% 0.976%
13 6.385 861 869 879 rVB2 4261 10296 0.02% 0.007%
14 6.641 904 911 917 rBV3 649 1487 0.00% 0.001%
15 6.763 922 931 942 rBV 93281 219639 0.37% 0.149%
16 7.312 1012 1021 1033 rBV 76273 166334 0.28% 0.113%
17 8.324 1180 1187 1197 rBV 54572 90465 ©0.15% 0.061%
18 8.580 1223 1229 1233 rBV4 1208 2008 0.00% 0.001%
19 8.653 1234 1241 1246 rVV 197049 314687 0.53% 0.214%
20 8.720 1246 1252 1269 rVV 2943546 4554275 7.72% 3.093%
21 8.848 1269 1273 1280 rVWV 14518 22968 0.04% 0.016%
22 8.952 1284 1290 1296 rVV 40107 58976 0.10% 0.040%
23 9.013 1296 1300 1307 rVB 14836 22566 0.04% 0.015%
24 9.275 1339 1343 1349 rBV5S 1755 2424 0.00% 0.002%
25 9.384 1356 1361 1376 rBV 190436 270747 0.46% 0.184%
26 9.616 1395 1399 1405 rVB5 1007 1713 0.00% 0.001%
27 10.055 1465 1471 1488 rVV 198093 276304 ©0.47% 0.188%
28 10.195 1488 1494 1504 rVV 3079148 3995854 6.78% 2.714%
29 10.305 1504 1512 1526 rVV 3136313 4251110 7.21% 2.887%
30 10.415 1526 1530 1531 rvv2 2230 2474 0.00% 0.002%
31 10.445 1531 1535 1543 rVB2 30639 47285 0.08% 0.032%
32 10.518 1543 1547 1552 rBv2 1062 1560 0.00% 0.001%
33 10.604 1556 1561 1563 rBV 19528 26690 0.05% 0.018%
34 10.646 1563 1568 1582 rVB2 1961027 2809251 4.76%  1.908%
35 10.835 1594 1599 1607 rVB 15193 19664 ©0.03% 0.013%
36 10.896 1607 1609 1614 rVB3 1376 1675 ©0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample : M4779-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM111121WMA.M
Title : VOC Analysis
37 10.963 1614 1620 1628 rBV 148600 182612 ©0.31% 0.124%
38 11.140 1643 1649 1651 rvv4 3021 5791 0.01% 0.004%
39 11.195 1651 1658 1662 rvV 165792 224861 0.38% 0.153%
40 11.244 1662 1666 1671 rVV 45750 53468 0.09% 0.036%
41 11.305 1671 1676 1683 rVV 59001 72751 0.12% 0.049%
42 11.378 1683 1688 1696 rvV 594143 1153067 1.96% 0.783%
43 11.451 1696 1700 1706 rVV 397926 501591 0.85% 0.341%
44 11.512 1706 1710 1713 rVWV 19950 27253 0.05% 0.019%
45 11.549 1713 1716 1722 rVB 6543 9124 0.02% 0.006%
46 11.616 1722 1727 1740 rBV2 179077 329919 0.56% 0.224%
47 11.756 1742 1750 1754 rBV 1342746 1705979 2.89% 1.159%
48 11.811 1754 1759 1762 rVV 554042 683572 1.16% 0.464%
49 11.847 1762 1765 1769 rVvV 154765 183910 0.31% 0.125%
50 11.890 1769 1772 1776 rVB3 17897 21801 0.04% 0.015%
51 11.963 1778 1784 1789 rVV 2334090 3012260 5.11% 2.046%
52 12.024 1789 1794 1798 rVV2 264495 390345 0.66% 0.265%
53 12.091 1800 1805 1809 rVV 590396 768217 1.30% 0.522%
54 12.134 1809 1812 1818 rVB2 257716 303211 0.51% 0.206%
55 12.250 1825 1831 1838 rBV 5453756 6906278 11.71% 4.690%

56 12.323 1838 1843 1848 rVB 339009 420644 0.71% 0.286%
57 12.421 1853 1859 1864 rBV 13339631 17636974 29.90% 11.978%
58 12.469 1864 1867 1871 rVB2 26587 33874 0.06% 0.023%
59 12.530 1873 1877 1879 rBV2 44668 59906 0.10% 0.041%
60 12.616 1885 1891 1894 rBV 97859 133472 0.23% 0.091%

61 12.652 1894 1897 1901 rVB 42382 54800 ©.09% 0.037%
62 12.701 1901 1905 1910 rBV 244105 304837 ©0.52% 0.207%
63 12.750 1910 1913 1917 rVB 57300 70305 0.12% ©0.048%
64 12.798 1917 1921 1925 rVB 41159 48766 0.08% 0.033%
65 12.884 1925 1935 1944 rBV5 570308 1358524  2.30% ©.923%
66 12.969 1944 1949 1953 rBV 1268803 1898308 3.22% 1.289%
67 13.128 1972 1975 1978 rVB 26228 28263 0.05% 0.019%
68 13.170 1978 1982 1992 rVB 321695 373246 0.63% ©0.253%
69 13.292 1993 2002 2006 rBV2 563186 831461 1.41% ©.565%
70 13.341 2006 2010 2018 rVB 1342248 1748017 2.96% 1.187%
71 13.426 2019 2024 2030 rBV 1388856 1780199 3.02% 1.209%
72 13.512 2032 2038 2042 rBV2 363684 551786 ©.94%  0.375%
73 13.597 2048 2052 2055 rBV 34272 45026 ©0.08% 0.031%
74 13.743 2073 2076 2077 rBV 24348 25406 ©0.04% 0.017%

75 13.804 2077 2086 2088 rBV3 23564051 58978560 100.00% 40.053%

76 13.884 2094 2099 2104 rVB 5567767 6820500 11.56% 4.632%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample : M4779-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM111121WMA.M
Title : VOC Analysis
77 13.969 2110 2113 2115 rBV2 35065 40898 0.07% 0.028%
78 13.999 2115 2118 2126 rVB 122349 163981 0.28% 0.111%
79 14.079 2127 2131 2133 rBV 40597 61088 0.10% 0.041%
80 14.176 2145 2147 2150 rVB 20079 20769 0.04% 0.014%
81 14.219 2150 2154 2157 rBV 70775 102821 0.17% 0.070%
82 14.323 2167 2171 2177 rBV2 57549 86196 0.15% 0.059%
83 14.384 2177 2181 2184 rBV2 57760 75245 0.13% 0.051%
84 14.469 2192 2195 2199 rBV3 13876 25737 0.04% 0.017%
85 14.603 2209 2217 2219 rBV 154917 234807 ©0.40% 0.159%
86 14.640 2219 2223 2232 rVB 5407177 6683604 11.33% 4.539%
87 14.725 2233 2237 2241 rBV 168103 219979 ©0.37% 0.149%
88 14.786 2241 2247 2253 rBV 4099418 5346606 9.07% 3.631%
89 15.207 2312 2316 2321 rVB 530394 675298 1.14% 0.459%
90 15.377 2340 2344 2347 rBV 88638 111226 0.19% 0.076%
91 15.481 2355 2361 2366 rBV 196495 322265 ©.55% 0.219%
92 15.615 2378 2383 2386 rBV 281627 411220 0.70% 0.279%
93 15.743 2399 2404 2410 rVB2 21398 37409 0.06% 0.025%
94 15.835 2410 2419 2431 rBV 86255 223591 0.38% 0.152%
95 15.987 2439 2444 2454 rVB 54275 91917 0.16% 0.062%
96 16.091 2454 2461 2470 rW 179708 311001 0.53% 0.211%
97 16.200 2474 2479 2484 rVB 11151 19613 ©0.03% 0.013%
98 16.328 2492 2500 2509 rBV 894793 1580838 2.68% 1.074%
99 16.536 2529 2534 2541 rBV2 17328 32983 0.06% 0.022%
100 16.688 2551 2559 2568 rVB 159036 302023 0.51% 0.205%

Sum of corrected areas: 147250571
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M4779-06
: 5.0mL/MSVOA_X/WATER
: 28  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\

: VX025238.D
: 19 Nov 2021 17:06

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX025238.D\data.ms
2e+07
1.5e+07
1e+07
5000000
0h15252 1660 2.3(880514 3.88895 4.459 5.062 5. 874
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX025238.D\data.ms
2e+07
1.5e+07
1e+07
5000000
8.720 10.10305
10.646
01385 6.661763 7.312 8.324 8.661P38.888%43 0.29:884 9616  10.055 g4 a e 1 28R
R L el blacl s i san L e L O e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025238.D\data.ms
13.804
2e+07
1.5e+07
12.421
1le+07
12.250 13.884 14.640
5000000 14.786
11.963
11. 69 26 15 16.328
oLO18EEL SA0UP 323 2epiRIF0R 01133 131853, 743 BHBNA T4 BEBAGDAA3T 25 246 3y A%.6H57%385.98 08200 16.586.688
T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 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\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.252 205.28 ug/L 901765 1,4-Difluorobenzene 6.763

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

Abundance  Scan 27 (1.252 min): VX025238.D\data.ms (-23) (-) m/z 63.95 100.00%

64.0
T Rmanmanan
1.20 140 1.60
b m/z 47.95 50.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L B B B
1.20 140 1.60
m/z 65.90 4.98%
32.0
0\\\1‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T manmanan
1.20 140 1.60
5000 m/z 50.00 2.37%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T EEmanmanan e S
64.0 1.20 140 1.60
m/z 65.00 0.90%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e A B A e
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25238.D

Acqg On : 19 Nov 2021 17:06

Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.378 147.70 ug/L 1153070 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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1688 (11.378 min): VX025238.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000 /\/\
120.1
A LU A
77.0 91.0
200 e 1070 | 11.00 11.50
O e dprnreepebs ol m/z 120.10 32.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 AN
1200 11.00 11.50

m/z 91.05 12.51%

39.0 77.0 91.0
\\‘\\\\‘2\\5\‘\0‘\\\\“\\\\i‘\\\\6‘%\‘?‘\\\‘H‘\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

11.00 11.50
5000 m/z 76.95 11.50%
120.0
77.0 91.0
o280, B0 L 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 11.00 11. 50
m/z 106.10 .91%
5000
120.0
77.0 91.0
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\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 1-ethyl-4-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.616  42.26 ug/L 329919 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1727 (11.616 min): VX025238.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000 j\A
120.1
LA

51.0 77.1 91.1 11.50 12.00
Ol 30 it Ml myz 120010 31.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ‘
120.0 11.50 12.00

m/z 77.10 11.85%

77.0 91.0
\\‘]\_TEJ\\O‘\\\\‘\\3\?‘\0\\\“\\\\6‘%\‘\0\‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

o

11.50 12. 00
77.0 91.0 1200
go o TN
0*w*H*M*HM*HMHHNH‘w”“w*wlww*w*wwmkwwww”ww*H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00

m/z 103.10 9.49%

5000
120.0
77.0 91.0
39.0
0 18.0 L | 63\\0 M ‘\ L e ‘//\‘ :

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.811 87.56 ug/L 683572 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 96
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 95
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 94
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
Abundance Scan 1759 (11.811 min): VX025238.D\data.ms (-1754) (-~ m/z 117.05 100.00%
117.1
5000
91.0 | A
39.0 63.0 77.0 11.50 12.00
Orprrereerrrrredrere bbb bbb el myz 118,10 87.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10210: Benzene, 1-ethenyl-3-methyl-
118.0
5000 e L
91.0 11.50 12.00
m/z 115.05 39.88%
39.0 65.0 ‘
0\\‘H\\‘\\H‘H\\“\\HNH\‘M}HH‘H\H‘HH‘HH‘\‘H\‘H} ‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
,
11.50 1200
5000 m/z 91.05 29.51%
91.0
390 880 770 ‘ ‘
ok 280 L e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10209: Benzene, 1-ethenyl-4-methyl-
118.0 11.50 12.00
m/z 103.05 11.66%
5000
91.0
390 650 ‘ ‘
o180 [T R
e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, cyclopropyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.847  23.56 ug/L 183910 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
Abundance Scan 1765 (11.847 min): VX025238.D\data.ms (-1762) (- m/z 117.10 100.00%
117.1
5000
91.0
— —
39.1 65.0 11.50 12.00
Obreperrrpererpretprrr bbb et reeblir el m/z 118,10 84.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 Y (N S W
11.50 1200
91.0 m/z 115.05  35.39%
390 580 770 ‘
O\\‘HH‘HH‘HH“HHNH\}‘\H\\‘\Hu‘HH‘HH‘\‘\H‘H}\“\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl-
117.0
‘
1150 1200
5000 m/z 31.25%
91.0
51.0 65.0 ‘
- SR O R S R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0 1150 1200
m/z 10.13%
5000
39.0
‘ 63.0 770
0‘w%?ﬂ‘uﬁwulw‘HHHH‘WLW‘MM‘HJUH‘MMH‘HM‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzofuran Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.963 385.85 ug/L 3012260 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 91
2 Benzofuran 118 C8H60 000271-89-6 91
3 Benzofuran 118 C8H60 000271-89-6 90
4 Benzofuran 118 C8H60 000271-89-6 87
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 80
Abundance Scan 1784 (11.963 min): VX025238.D\data.ms (-1778) (- m/z 118.10 100.00%
118.1
5000 89.1
63.0 TN
39.1 12.00
Ottt et el SRR m/z 89.10  44.60%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #10174: Benzofuran
118.0
5000 T A
90.0 12.00
63.0 m/z 90.10 34.57%
39.0 ‘
O \‘\\\‘\“H\‘}“\‘\‘\\}‘\\\\“‘11H‘\H\‘H‘H“HH‘HH‘\H ’HH‘HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #10175: Benzofuran
118.0 A
T ‘ T \/\\ T
12.00
5000 m/z 63.00 20.70%
90.0
63.0
39.0
0 \‘\\w‘\\\‘1“\\‘\\‘”\\\\“‘\1u‘\m‘mw“\m‘uu‘m T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 k j\
Abundance #10173: Benzofuran e
118.0 12.00
m/z 119.10 9.42%
5000
90.0
O+t e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzene, 1,2,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.091 98.40 ug/L 768217 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 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1805 (12.091 min): VX025238.D\data.ms (-1800) (- m/z 105.10 100.00%

105.1
5000
A

390 771 12.00
b 90 221 1841 0 106,05 44.13%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene K
105.0
5000 I |

12.00
m/z 77.10 11.32%

77.0
51.0
O\\\‘2\7\.0\\"\\‘M‘\H“\‘\\\‘H‘\\‘\\“}‘\\;1\1“2\.(\)\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

12.00
5000 m/z 119.05 9.95%
39.0 77.0
Y AN -t Y Y N N
m/z--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 12.00
m/z 91.10 9.93%
5000 j\
77.0
39.0
o0 B2 bl 20 L M
m/z--> 20 40 60 80 100 120 140 12. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzene, 1-propenyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.134  38.84 ug/L 303211 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-2-methyl- 118 C9H10 000611-15-4 94
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
4 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 89
Abundance Scan 1812 (12.134 min): VX025238.D\data.ms (-1809) (- m/z 117.10 100.00%
117.1
5000
911 T A‘ :
39.1 63.0 77.0 12.00 12.50
Obrrperrepererprretprer bbb psthpresblerepthre el m/z 118,10 69.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10189: Benzene, 1-propenyl-
117.0
5000 l\“‘ \‘ T
91.0 12.00 12.50
m/z 115.05 39.85%
39.0 63.0 77.0
O\\‘H\.\‘\H‘\‘H\\“HHHM\‘HNH‘\i\u“H\‘HH\H‘H\‘Hl\‘uu‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
S|V L
12.00 12.50
5000 m/z 91.10 25.84%
91.0
10 50 770 |
Y Y O U TSOON
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl- JUVﬁ P T
117.0 12.00 12.50
m/z 103.05 10.11%
5000
91.0
51.0 65.0 ‘ ‘
0\\‘\\\\‘\2\\7\.?\\H“\\Hi‘u\‘M1‘\‘\\‘\\\‘1‘\\\\‘“\\\H‘\H‘H!\“HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.250 884.64 ug/L 6906280 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
5 Indane 118 C9H10 000496-11-7 83

Abundance Scan 1831 (12.250 min): VX025238.D\data.ms (-1825) (- m/z 117.05 100.00%

117.1
5000
|
39.0 63.0 ‘ 12.00 12.50
ot Ll W 1841 7 118,10 57.79%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
11y.0
5000 - T T
12.00 12.50
m/z 115.10 34.07%
39.0 63.0 910
O\\]_\S\()‘\\\\"\\H\\“‘\‘\\\‘\\‘\\"‘\\\!“\\\\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
S| 1
12.00 12.50
5000 ITI/Z 91.10 16.25%
370 58.0 910
13.0
OHH‘mu‘,um‘““uwu” H“‘HH“
m/z--> 20 40 60 100 120 140
Abundance #10180.Indane \AAT P =7
117.0 12.00 12.50
m/z 63.00 7.98%
5000
390 430 910 ‘
o“l‘s‘-qw,wwmw P TR PV W |
m/z--> 20 40 60 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Benzene, 1-propynyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.421 2259.15 ug/L 17637000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 97
2 Indene 116 C9H8 000095-13-6 97
3 Indene 116 C9H8 000095-13-6 96
4 Indene 116 C9H8 000095-13-6 94
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 91

Abundance Scan 1859 (12.421 min): VX025238.D\data.ms (-1853) (- m/z 115.05 100.00%

11%.1
5000
AL

63.0 89.0 ‘
12.50

39.0 ‘ ‘
Ol 2842178 s 196,06 99.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9546: Benzene, 1-propynyl- A
115.0

5000
12 50

m/z 63.05 17.61%

63.0 890
0 \1\4'\()‘ T \3\ “- T \H\ \““‘\ T \ \ ‘ T }‘ T ‘ T \‘ ‘ ‘ T 1T ‘ L ‘ T 1T ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #9542: Indene
116.0
1250
5000 m/z 89.05 17.44%
3900 630 ggp
om_uuw”w‘,“‘m_m‘m‘_m_m‘mw‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9543: Indene
116.0 1250
m/z 117.10 11.45%
5000
390 630 890 /\
A O Y IR S -
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.701  39.05 ug/L 304837 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
Abundance Scan 1905 (12.701 min): VX025238.D\data.ms (-1901) (- m/z 117.10 100.00%
1171
5000
132.0 /\
1 —
510 1, 91‘-0 12.50 13.00
Ol prreerrrrprreirees o e iy el m/z 115,10 31.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 A . ——
12.50 13.00
91.0 m/z 132.00  28.72%
51.0
27.0 74.
OH‘\\H‘\\\‘\‘\\H“\\HMV\\‘\‘r‘r“r\‘\HR‘H\\“‘H\\‘M‘\\‘HH’H\}"‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
SOV VS LTI
12.50 13.00
5000 132.0 m/z 91.00 13.31%
91.0
N I Pl N R Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16137: 1-Methyl-2-phenylcyclopropane — T
117.0 12.50 13.00
m/z 118.05 10.12%
5000 132.0
91.0
I N S | e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 Benzofuran, 7-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.884 174.02 ug/L 1358520 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 92
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 70
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 70
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 70
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 70

Abundance Scan 1935 (12.884 min): VX025238.D\data.ms (-1925) (- m/z 131.05 100.00%

131.1
5000
5.0 770 1031
‘ “J H 12:50 13.00
A I— “‘u A mu b AL 3922 msz 132,05 93.28%
miz--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0 12.50 13.00
77.0 103.0 m/z 117.05 51.30%
27.0 H
O\\\‘\‘M‘\\““\\“”\““M\\ ‘\\\\“\\\‘\\“\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16666: Benzofuran, 2-methyl-
131.0
12.50 13.00
5000 ITI/Z 116.05 29.70%
51.0 77.0 103.0
0 m‘2‘7‘9“_w‘wmH“_Hw‘m”_m_m
miz--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl- — —
131.0 12.50 13.00
m/z 51.05 26.00%
5000
51.0 77.0 103.0 Ajk
0 m‘2‘7‘9“_“““wm“ww“m_H“_m P VAN |
m/z--> 20 40 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\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 27 3-Phenyl-2-propyn-1-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.969 243.16 ug/L 1898310 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 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 87

Abundance Scan 1949 (12.969 min): VX025238.D\data.ms (-1944) (-  m/z 131.00 100.00%

131.0
5000
51.1 77.0 104.1 A An A
‘ ‘ H 13.00
Ot el 1499 ) 135 65 5.25%
m/z--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0 13.00
77.0 1030 m/z 77.00 21.21%
27.0 ‘ H
O T \“H\ \“" T \“”\ ““i“\ \”1“ T “‘\ T \“\ L
m/z--> 20 40 60 80 100 120 140
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
103.0 13.00
5000 ITI/Z 51.10 19.03%
77.0
]
ol 20 el b
m/z--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl- P
131.0 13.00
m/z 104.10 18.74%
5000
51.0 77.0 103.0
SN TR R A S S (|
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25238.D

Acqg On : 19 Nov 2021 17:06

Operator JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 29 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.170  47.81 ug/L 373246 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87

Abundance Scan 1982 (13.170 min): VX025238.D\data.ms (-1978) (-
117.1

m/z 117.05 100.00%

5000 132.1
391 650 bt ‘ ‘ 13.00 13.50
Ol e Ll 14825 935 05 40.58%
miz--> 20 40 80 100 120 140 p
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 132.0 13.00 13.50
m/z 115.10 26.77%
390 g5 910
) HE R O M “U‘ “ —
miz--> 20 40 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
o WU
13.00 13.50
5000 132.0 ITI/Z 131.00 21.03%
390 50 910 ‘
oh240 Ll \ B S
miz--> 20 40 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene UA n MA
117.0 13.00 13.50
m/z 91.10 12.96%
5000
91.0 132.0
390 450 ‘
0\‘\M\\‘\\%\‘W\\JM\Hi\‘M\\IM\NM\‘\\\\ SRS ATAN
m/z--> 20 40 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 30 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.292 106.50 ug/L 831461 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83

Abundance Scan 2002 (13.292 min): VX025238.D\data.ms (-1993) (- m/z 117.05 100.00%

117.1 ‘
5000
132.1
91.0
o ‘ ‘ ‘ 13 00 13 50
0 H‘WHH‘HH‘,HHUM,HH_HMHH,HH‘mu‘,ul‘mww m/z 132.05  37.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 13 00 13 50
51.0 m/z 119.10 31.89%
27.0 | ‘ ‘
0 \\‘HH‘\\H‘H\\’\\H}UH‘\M‘H\\‘\}‘\\‘H\\’\\H‘“\‘\\’\H!‘\H‘U‘\‘\H‘H
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
5000 132.0 ITI/Z 115.05 28.93%
39.0 65.0 91.0 ‘
0‘WH‘WHH_‘J“thuWﬂh‘uﬁwu‘wuwu‘WHH_HWNuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene — A —
117.0 13.00 13.50
m/z 131.05 18.58%
5000
91.0 132.0
390 450 ”
Obrrprrreprebprrrrretbery e el e UA ndaf e 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 31 2-Methylindene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.341 223.91 ug/L 1748020 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 93

Abundance Scan 2010 (13.341 min): VX025238.D\data.ms (-2006) (- m/z 130.00 100.00%

115.1130.0
59.1
5000

39.1 | 770 951 13.00 13.50
WH‘WHHHmH}MJHWM b il ol gz 115010 92.52%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15022: 2-Methylindene
130.0
115.0

o

5000
13. 00 13 50
m/z 129.00 79.45%
510 270
O \‘\\Zﬁ‘o\\\\“\\\\"‘\\\\’}H‘\\‘\}w‘\‘\\\\‘\\]\_\0‘1\.\\0\‘\\1\’\\}‘\ ‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
1150 Y
13.00 13.50
5000 ITI/Z 59.10 67.88%
51.0
NI LI N . | N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15031: 1H-Indene, 1-methyl- — —
1150 130.0 13.00 13.50
' m/z 128.00 40.00%
5000
77.0
o“%??HHMHH”HH,NMwmﬂwu‘w‘}ﬂﬁgwulw‘ﬁ‘NHW‘H‘_ - —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25238.D

Acqg On : 19 Nov 2021 17:06

Operator JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 32 Benzene, (1-methyl-2-cyclop... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.426 228.03 ug/L 1780200 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 97
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 96
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95

Abundance Scan 2024 (13.426 min): VX025238.D\data.ms (-2019) (-
Ad

m/z 130.05 100.00%

130
5000
63.0
39.1 102.1 ‘ 13.50
o e 880 Tl 1482 s 11505 01.04%
miz--> 20 40 60 80 100 120 140
Abundance #15022: 2-Methylindene
130.0
5000 - T
13.50
m/z 129.00 79.40%
51.0
28.0 ] 77.0 1020 ‘
O\\\’\‘}\\“\\‘i\"\‘\\H}“‘\\‘\\“‘\\\l‘\‘ ‘r\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
AN
13.50
5000 m/z 128.05 39.13%
51.0
27.0 ‘ ‘ 77.0 102.0 ‘
0‘H,Hf‘“““m,““‘“‘1“‘”‘”““”1_‘ ‘H‘HH
miz--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl- P
115.0 13.50
m/z 127.10 18.92%
5000
o‘¥59“‘%%Q‘W‘,W“MW‘N“‘M‘uﬁ“uk“““ R
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 33 (+)-2-Bornanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.512 70.68 ug/L 551786 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 96
2 (+)-2-Bornanone 152 C10H160 000464-49-3 96
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 96
4 Camphor 152 C1eH160 000076-22-2 96
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 96

Abundance Scan 2038 (13.512 min): VX025238.D\data.ms (-2032) (-  m/z 95.05 100.00%
95.0

130.1
5000 41.1
69.0
152.1
1350
0 A m/z 81.05 70.91%
miz--> 20 40 60 80 100 120 140
Abundance #29113: (+)-2-Bornanone
95.0
5000 41.0
69.0 152.0 13.50

m/z 130.05 62.76%

\1\5\.(‘) T ‘i‘ T ‘ T T \‘M‘\ \H‘ T ‘ “ \1|23\ \O\ T T i T
Mize> 20 40 60 100 120 140
Abundance #291165: (+)-2-Bornanone
95.0

o

13.50
5000 21.0 ITI/Z 129.00 56.71%
’ 69.0 152.0
b0 1l Lz
m/z--> 20 40 60 100 120 140
Abundance #29114: (+)—2—Bornanone ‘/\/\ T I
95.0 13.50
m/z 41.10 49.15%
5000 41.0 69.0
152.0
o230 | I 123.0 ‘ LIV VA
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 36 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.804 7554.67 ug/L 58978600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 93
2 Naphthalene 128 C10H8 000091-20-3 90
3 Azulene 128 C10HS8 000275-51-4 81
4 Azulene 128 C10HS8 000275-51-4 81
5 Azulene 128 C10H8 000275-51-4 81

Abundance Scan 2086 (13.804 min): VX025238.D\data.ms (-2077) (- m/z 128.15 100.00%

128.2
5000
T —
511 Ojfl ‘ 13.50 14.00
Obrrrrrmsteabed i 1782,,212:9240.0 /s 127,06 27.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13686: Naphthalene
128.0
5000 T ——
13.50 14.00
m/z 129.00  23.76%
51.0 0
OH\\‘\H\‘HH‘WHHMHHﬂ-\H\‘\ H‘H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #13684: Naphthalene
128.0
AN -
13.50 14.00
5000 ITI/Z 102.05 20.19%
51.0 010 |
oH‘w‘H‘_J“‘p‘l””wwww N —
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #13681: Azulene T ——
128.0 13.50 14.00
m/z 126.10  15.82%
5000
51.0
ot b L o L
m/z--> 20 40 60 80 100120140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 37 Benzo[c]thiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.884 873.65 ug/L 6820500 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 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 2099 (13.884 min): VX025238.D\data.ms (-2094) (- m/z 134.00 100.00%
134.0
5000
— —
450 630 89‘-0 108.0 13.50 14.00
O ettt e ST 15200 s g9 05 13.37%
m/z--> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 — —
13.50 14.00
m/z 135.00 11.06%
89.0
450 630 | 1080 |
O\‘\\\\‘\‘\”\\“‘\‘\‘\\"\\\‘\"\1\\‘\\\‘1‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17522: Cyclopenta[c]thiapyran
134.0
— ——
13.50 14.00
5000 m/z 90.05 9.74%
89.0
450 63.0 | 108.0
Y OO R |
m/z--> 20 40 60 80 100 120 140
Abundance #17520: Benzo[b]thiophene T 7
134.0 13.50 14.00
m/z 63.00 8.10%
5000
67.0 89.0
45.
ob 260 90 il LA L
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25238.D

Acqg On : 19 Nov 2021 17:06

Operator JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.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 39 Phenol, 2,4,6-trimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
13.999 21.00 ug/L 163981 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 94
2 Phenol, 2,4,5-trimethyl- 136 C9H120 P00496-78-6 91
3 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 91
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 91
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91

Abundance Scan 2118 (13.999 min): VX025238.D\data.ms (-2115) (-  m/z 121.10 100.00%
121.1

5000
91.0
39.1 65.0 ‘ ‘ 1%7_0 14.00
0 bbbl m/z 136.85 78.59%
m/z--> 20 40 60 80 100 120 140
Abundance #18859: Phenol, 2,4,6-trimethyl-
121.0
5000
91.0 14.00
m/z 135.05  28.18%
39.0 65.0 ‘ 1#70
0 T \1\4\0‘ \H‘\ \‘i“\ \“H‘\ “‘\“‘\ T \“‘ T }“\ “\Mi \‘\““\ T \“.\ LI
m/z--> 20 40 60 80 100 120 140
Abundance #18853: Phenol, 2,4,5-trimethyl-
121.0
——
14.00
5000 ITI/Z 91.00 24.55%
39.0 91.0
65.0 ‘ 137.0
m/z--> 20 40 60 80 100 120 140
Abundance #18860: Phenol, 2,4,5-trimethyl- s
121.0 14.00
m/z 77.10 13.85%
5000
39.0 91.0
‘ 65.0 ‘ 1%7_0
bbb dp i b -
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 46 Benzo[b]thiophene, 2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.603 30.08 ug/L 234807 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 91
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 91
4 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 91

Abundance Scan 2217 (14.603 min): VX025238.D\data.ms (-2209) (- m/z 147.05 100.00%

147.1
5000
450 73.9 121.0 14 50 1500
Ot 8T LT L2070 14865 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000
14.50 15.00
m/z 149.00 12.59%
450 740 115.0
O ‘\\\\“\‘\M\\“‘\\‘\H\“\\\\“\\\‘\“\\\\‘\“\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0 /M
—ph o
14.50 15.00
450 74.0 115.0
Ob e b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0 1450 1500
m/z 73.90 6.04%
5000
480 740 115.0
o_m‘_“”uphW‘H‘“MHMHH_H“H,‘m_m_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 48 3-Methylbenzothiophene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.725  28.18 ug/L 219979 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 94
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 91
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 91

Abundance Scan 2237 (14.725 min): VX025238[Ndmarns(2233)( m/z 147.00 100.00%

147.
5000

45 o 77. O 103 0 121 0 14 50 15 00

b QOB T myz 148,00 79.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26955: 3-Methylbenzothiophene
147.0
5000
14.50 15.00
m/z 149.0 11.95%
45‘0 ‘771‘0 93.0 11?0 L
O‘\\\\‘\\\\“\\\\“\\\\“\\\\‘\\\\’\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0 MA
- PR
14.50 15.00
74.0 115.0
ol 20 0 wlr woy v
m/z--> 20 40 60 80 100 120 140 160
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0 1450 1500
m/z 6.36%
5000
45.0 74.0 115.0 Aj\
0 _‘w‘mw«Mm‘??-P‘wmmw,‘Mm —_
m/z--> 20 40 60 80 100 120 140 160 14-50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 50 Naphthalene, 2-ethenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.207 86.50 ug/L 675298 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 87
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 87
4 Biphenyl 154 C12H10 000092-52-4 76
5 Biphenyl 154 C12H10 000092-52-4 76

Abundance Scan 2316 (15.207 min): VX025238.D\data.ms (-2312) (- m/z 154.10 100.00%

154.1
5000
76.0
51.0 102.0 128.0 M o7 1 15.00 15.50
Oy et el R m/z 153.00  38.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 A,
1500 15.50
m/z 152.05 26.33%
76.0
5%0 ‘ 1020‘12§0
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\\\‘\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31481: Bipheny
154.0 M
=
1500 15.50
st 00
102.0 128.0
ol220 b bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31490: Naphthalene, 2-ethenyl-
154.0 15.00 15.50
m/z 155.10 13.08%
5000
128.0
02705“’\1020\% SN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 52 Naphthalene, 2,7-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.481 41.28 ug/L 322265 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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 2361 (15.481 min): VX025238.D\data.ms (-2355) (-  m/z 156.05 100.00%
156.1

5000
115.1
51.0 71.1 ‘ ‘ M 207.0 15.50
0 bt b el SRS m/z 141,00 65.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000
15.50
m/z 155.05 32.66%
51.0 | 71\.0 11\5.0\ il MJ
O\\\‘\\\\‘\\‘\\“\\‘\\‘\\\\‘\\\\‘\‘\‘\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
15.50
5000 m/z 115.10 13.88%
0 128.0
M0 10200 | ]
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- =
156.0 15.50
m/z 128.05 13.38%
) V“MVAWw/hj\wAm/\/\J
77.0 115.0
1.
I O NN O | NN U
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 53 Naphthalene, 1,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

15.615 52.67 ug/L 411220  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2383 (15.615 min): VX025238.D\data.ms (-2378) (- m/z 156.05 100.00%
5

156.1
5000
115.0
39.0 76.0 ) 15.50 16.00
0 ' el e 28 m/z 141.05  80.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000
15.50 16.00
115.0 m/z 155.10  26.88%
77.0
39.0
O' ‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.00 17.77%
77.0
115.0
Oty b erereh el et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl- = =5
156.0 15.50 16.00
m/z 128.00 13.74%
5000
76.0 115.0
390 4 b Lyl
O e b e e 5 ==
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 55 Naphthalene, 2,3-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

15.835 28.64 ug/L 223591 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 2419 (15.835 min): VX025238.D\data.ms (-2410) (-  m/z 156.10 100.00%

156.1
5000
115.1
00 760 ‘ ¥ m r072 . 1550 16.00
Ol opbob e b b MM 2072 2808 w7 141,05 91.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 — j‘\ :
15.50 16.00
m/z 155.10 24.24%
.
390 | jo of | I
O\H‘\H\“\\‘H"‘l\‘\“\“H‘H‘HH‘\‘H\‘H ’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
15.50 16.00
5000 510 m/z 115.05  20.79%
m/z--> 20 40 60 80 100120140160180200220240260280 j
Abundance #33148: Naphthalene, 2,3-dimethyl- = e
156.0 15.50 16.00
m/z 128.05 15.41%
5000
76.0 115.0
390 4 4Ll
Ottt e e e 5 =
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 57 Biphenylene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.091 39.84 ug/L 311001 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene 152 C12H8 000208-96-8 95
2 Biphenylene 152 C12H8 000259-79-0 93
3 Acenaphthylene 152 C12H8 000208-96-8 91
4 Biphenylene 152 C12H8 000259-79-0 90
5 Acenaphthylene 152 C12H8 000208-96-8 76
Abundance Scan 2461 (16.091 min): VX025238.D\data.ms (-2454) (- m/z 152.05 100.00%
152.1
5000
76.0 16.00 |
50.0 980 1260 ‘ :
0 ‘H"‘H‘H‘WM‘m‘!_"w‘H‘_m““_““ulﬁz‘-? m/z 151.65  20.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29524: Acenaphthylene
152.0
5000 ‘ ‘
16.00
6.0 m/z 153.05 15.45%
0 50.0, | 980 1260 H\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29520: Biphenylene
152.0
16 00
5000 m/z 150.05 14.13%
76.0
ol 270 %00 "I eso 1260 |
e L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29521: Acenaphthylene
152.0 16 00
m/z 168.10  13.26%
5000
0140 510 "0 o 120 | \ A A
A e e A B o : —
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 59 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.328 202.49 ug/L 1580840 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 89
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 64
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 59
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
Abundance Scan 2500 (16.328 min): VX025238.D\data.ms (-2492) (- m/z 153.05 100.00%
153.1
5000
761 \‘\\\\‘\\\\‘\\\\‘\\\\‘
o1 ‘ ' 16.0016.2016.4016.60
B Y N2 W 28l 7 154.10 95.35%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 N LR B L R R
16.0016.2016.4016.60
76.0 m/z 152.05 47.93%
39.0 115
O T T T T ‘ \“‘ \M\ T T \Q\ T M T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
R
16.0016.2016.4016.60
5000 m/z 76.10 23.42%
76.0
ol 0 Ll o 4
miz--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl- ‘_X\‘_“‘_“‘_“‘
158.0 16.0016.2016.4016.60
m/z 151.05 17.57%
5000
76.0
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample 1 M4779-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 61 1H-Pyrido[2,3-b]indole Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

16.688  38.69 ug/L 302023 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Dibenzofuran 168 C12H80 000132-64-9 87
3 1H-Pyrido[2,3-b]indole 168 C11H8N2 000244-76-8 59
4 1-Naphthalenecarbonitrile, 8-amino- 168 C11H8N2 038515-13-8 59
5 Naphtho[2,1-d]imidazole 168 C11H8N2 000233-53-4 53

Abundance Scan 2559 (16.688 min): VX025238.D\data.ms (-2551) (-  m/z 168.10 100.00%
1

168
5000
139.1
e
39.1 63.0 84.0 113.0 ‘ 16.40 16.60
et b m/z 139.05 36.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43617: Dibenzofuran
168.0
5000 1640 1660
139.0 : : o
m/z 169.05 13.17%
390 630 840 ..
0 ‘\\\\““\\H\\“‘\\M\H\‘\”i‘\\‘\\\H\‘\\\\‘}\\\\‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #43615: Dibenzofuran
168.0
e
16.40 16.60
5000 ITI/Z 84.00 7.05%
139.0
84.0
0 39.0 63\0h | 11§'O |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #43438: 1H-Pyrido[2,3-b]indole A
168.0 16.40 16.60
m/z 62.95 4.71%
5000
140.0
390 630 840 1140 | |
m/z--> 20 40 60 80 100 120 140 160 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025238.D

Acqg On : 19 Nov 2021 17:06
Operator : JC/MD

Sample : M4779-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.252 205.3 wug/L 901765 1 6.763 219639 50.0
Benzene, 1l-ethy... 11.378 147.7 wug/L 1153070 3 12.024 390345 50.0
Benzene, 1l-ethy... 11.616 42.3 ug/L 329919 3 12.024 390345 50.0
Benzene, 1l-ethe... 11.811 87.6 wug/L 683572 3 12.024 390345 50.0
Benzene, cyclop... 11.847 23.6 ug/L 183910 3 12.024 390345 50.0
Benzofuran 11.963 385.9 ug/L 3012260 3 12.024 390345 50.0
Benzene, 1,2,3-... 12.091 98.4 ug/L 768217 3 12.024 390345 50.0
Benzene, 1-prop... 12.134 38.8 ug/L 303211 3 12.024 390345 50.0
Indane 12.250 884.6 ug/L 6906280 3 12.024 390345 50.0
Benzene, 1l-prop... 12.421 2259.2 ug/L 17637000 3 12.024 390345 50.0
Benzene, 1l-ethe... 12.701 39.0 ug/L 304837 3 12.024 390345 50.0
Benzofuran, 7-m... 12.884 174.0 ug/L 1358520 3 12.024 390345 50.0
3-Phenyl-2-prop... 12.969 243.2 wug/L 1898310 3 12.024 390345 50.0
1H-Indene, 2,3-... 13.170 47.8 ug/L 373246 3 12.024 390345 50.0
Benzene, 2-ethe... 13.292 106.5 ug/L 831461 3 12.024 390345 50.0
2-Methylindene 13.341 223.9 wug/L 1748020 3 12.024 390345 50.0
Benzene, (1-met... 13.426 228.0 wug/L 1780200 3 12.024 390345 50.0
(+)-2-Bornanone 13.512 70.7 wug/L 551786 3 12.024 390345 50.0
Azulene 13.804 7554.7 ug/L 58978600 3 12.024 390345 50.0
Benzo[c]thiophene  13.884 873.6 wug/L 68205060 3 12.024 390345 50.0
Phenol, 2,4,6-t... 13.999 21.0 ug/L 163981 3 12.024 390345 50.0
Benzo[b]thiophe... 14.603 30.1 ug/L 234807 3 12.024 390345 50.0
3-Methylbenzoth... 14.725 28.2 ug/L 219979 3 12.024 390345 50.0
Naphthalene, 2-... 15.207 86.5 wug/L 675298 3 12.024 390345 50.0
Naphthalene, 2,... 15.481 41.3 ug/L 322265 3 12.024 390345 50.0
Naphthalene, 1,... 15.615 52.7 wug/L 411220 3 12.024 390345 50.0
Naphthalene, 2,... 15.835 28.6 ug/L 223591 3 12.024 390345 50.0
Biphenylene 16.091 39.8 wug/L 311001 3 12.024 390345 50.0
Hexa-2,4-diyn-1... 16.328 202.5 wug/L 1580840 3 12.024 390345 50.0
1H-Pyrido[2,3-b... 16.688 38.7 wug/L 302023 3 12.024 390345 50.0
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