LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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@25240.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 42 rBV 83292 188121 33.33%  3.206%
2 1.368 43 46 53 rVB 93339 90333 16.01% 1.540%
3 1.666 91 95 104 rVB 65082 86248 15.28% 1.470%
4 2.307 194 200 210 rBV 122208 197190 34.94%  3.361%
5 2.441 220 222 228 rBV2 250 460 0.08% 0.008%
6 2.947 296 305 312 rBvV2 2079 5279 0.94% 0.090%
7 4.459 544 553 566 rBV 44017 121529 21.53% 2.071%
8 5.062 640 652 671 rW 69678 216557 38.37% 3.691%
9 5.190 671 673 677 rVB2 188 252 0.04% 0.004%
106 5.233 677 680 684 rBv2 200 309 0.05% 0.005%
11 5.550 725 732 734 rBV3 324 611 0.11% ©0.010%
12 5.977 789 802 822 rBV2 185224 564361 100.00% 9.618%
13 6.385 862 869 877 rVB2 1223 2887 0.51% 0.049%
14 6.629 908 909 913 rBV2 258 230 0.04% 0.004%
15 6.763 921 931 947 rBV 154483 360129 63.81% 6.138%
16 7.111 983 988 994 rBvV3 934 1909 0.34% 0.033%
17 7.312 1011 1021 1035 rVV 112658 248286 43.99% 4.232%
18 7.428 1037 1040 1045 rVB2 189 312 0.06% 0.005%
19 7.482 1045 1049 1054 rBV3 318 499 0.09% 0.009%
20 7.806 1098 1102 1104 rBvV2 374 492 0.09% 0.008%
21  7.927 1115 1122 1128 rVV5 768 1734 0.31% 0.030%
22 8.324 1181 1187 1200 rBV 81544 133268 23.61% 2.271%
23 8.476 1207 1212 1221 rVB3 728 1721 0.30% 0.029%
24  8.653 1234 1241 1248 rBV 291319 465013 82.40%  7.925%
25 8.720 1248 1252 1262 rVWV 11740 18653 3.31% 0.318%
26 8.952 1284 1290 1299 rBV 59497 85925 15.23% 1.464%
27 9.281 1336 1344 1348 rBV2 1561 2081 0.37% 0.035%
28 9.385 1355 1361 1375 rBV 199909 277025 49.09% 4.721%
29 10.055 1465 1471 1489 rVB 316616 430979 76.37% 7.345%
30 10.195 1489 1494 1499 rBV 8140 10228 1.81% 0.174%
31 10.305 1505 1512 1517 rBV 5540 7607 1.35% 0.130%
32 10.464 1533 1538 1539 rVB2 251 312 0.06% 0.005%
33 10.647 1563 1568 1573 rBV 9056 12417 2.20% 0.212%
34 10.836 1597 1599 1602 rVvB3 229 245 0.04% 0.004%
35 10.970 1616 1621 1625 rBvV2 1113 1462 0.26% 0.025%
36 11.122 1642 1646 1651 rVB 2035 2407 0.43% 0.041%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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 11.195 1652 1658 1665 rBV 217421 274053 48.56% 4.671%
38 11.323 1674 1679 1683 rVB4 2112 3994 0.71% 0.068%
39 11.378 1683 1688 1690 rBv2 679 946 0.17% 0.016%
40 11.402 1690 1692 1696 rVB 1264 1312 0.23% 0.022%
41 11.451 1696 1700 1703 rBV 3570 4443 0.79% 0.976%
42 11.616 1721 1727 1732 rBB 3785 4658 0.83% 0.079%
43 11.750 1745 1749 1754 rVB2 8488 11117 1.97% 0.189%
44 11.811 1756 1759 1762 rVB3 494 427 0.08% 0.007%
45 11.848 1762 1765 1770 rBv4 340 533 0.09% 0.009%
46 11.884 1770 1771 1775 rVB2 469 459 0.08% 0.008%
47 11.933 1775 1779 1781 rBV3 916 1180 0.21% ©0.020%
48 12.024 1788 1794 1801 rBV 357289 433258 76.77% 7.384%
49 12.091 1801 1805 1808 rvVv 5054 6284 1.11% 0.107%
50 12.244 1825 1830 1837 rVV 138373 165759 29.37%  2.825%
51 12.323 1837 1843 1851 rVB 336089 429771 76.15%  7.325%
52 12.414 1853 1858 1864 rvV 52948 64624 11.45% 1.101%
53 12.530 1873 1877 1879 rBV4 986 1423 0.25% 0.024%
54 12.616 1888 1891 1894 rBV 1304 1517 0.27% 0.026%
55 12.646 1894 1896 1897 rvv2 485 427 0.08% 0.007%
56 12.701 1901 1905 1914 rVB 7385 9278 1.64% 0.158%
57 12.799 1917 1921 1924 rBV 3520 4370 0.77% 0.074%
58 12.890 1932 1936 1944 rVvB3 29373 53081 9.41% 0.905%
59 12.969 1945 1949 1952 rVWv2 18067 28652 5.08% 0.488%
60 13.030 1956 1959 1964 rVB 9201 11154 1.98% 0.190%
61 13.134 1973 1976 1978 rBV3 523 582 0.10% 0.010%
62 13.170 1978 1982 1990 rvv2 4619 5873 1.04% 0.100%
63 13.256 1994 1996 1998 rBV2 362 331 0.06% 0.006%
64 13.292 1998 2002 2006 rVV2 10819 14878 2.64% 0.254%
65 13.341 2006 2010 2015 rVB2 13858 17778 3.15% 0.303%
66 13.427 2019 2024 2029 rBV 16050 20622 3.65% 0.351%
67 13.506 2032 2037 2041 rBV4 4453 7019 1.24% 0.120%
68 13.542 2041 2043 2046 rVV3 1461 1795 0.32% 0.031%
69 13.579 2046 2049 2054 rVB3 2995 3684 0.65% 0.063%
70 13.622 2054 2056 2057 rBV 512 542 0.10% 0.009%
71 13.664 2061 2063 2068 rVB3 1564 1988 ©.35% 0.034%
72 13.780 2074 2082 2089 rBV 128692 181909 32.23% 3.100%
73 13.872 2093 2097 2103 rW 31995 44608 7.90% 0.760%
74 13.926 2103 2106 2109 rVB3 2552 2922 0.52% 0.050%
75 13.963 2109 2112 2116 rBV2 4336 5249 0.93% ©0.089%
76 14.000 2116 2118 2123 rVB4 2268 2741 0.49% 0.047%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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 14.073 2127 2130 2134 rBV2 1188 2069 0.37% 0.035%
78 14.219 2150 2154 2157 rBV3 3052 4085 0.72% 0.070%
79 14.323 2166 2171 2174 rBV3 2214 2938 0.52% 0.050%
80 14.384 2176 2181 2186 rVB2 12660 16671 2.95% 0.284%
81 14.451 2189 2192 2193 rBV2 310 312 0.06% 0.005%
82 14.597 2212 2216 2220 rBV 14205 18023 3.19% 0.307%
83 14.640 2220 2223 2232 rVB 8181 11453 2.03% 0.195%
84 14.725 2234 2237 2241 rBV3 1028 1158 0.21% ©0.020%
85 14.780 2241 2246 2257 rBV2 69882 93563 16.58% 1.595%
86 14.999 2280 2282 2287 rVB2 409 452 0.08% 0.008%
87 15.121 2300 2302 2305 rBV3 225 322 0.06% ©0.005%
88 15.207 2312 2316 2321 rVB2 11303 16518 2.93% ©0.282%
89 15.262 2323 2325 2329 rVB2 405 357 0.06% 0.006%
90 15.341 2335 2338 2340 rBV3 357 438 0.08% 0.007%
91 15.408 2346 2349 2353 rVB3 2237 3191 0.57% 0.054%
92 15.481 2356 2361 2365 rBV2 4341 6907 1.22% 0.118%
93 15.615 2374 2383 2388 rBV2 9062 14577 2.58% 0.248%
94 15.731 2400 2402 2406 rBV2 433 754 0.13% 0.013%
95 15.816 2411 2416 2417 rBV3 3034 4588 0.81% 0.078%
96 15.993 2440 2445 2451 rVB2 2813 4333 0.77% 0.074%
97 16.091 2457 2461 2468 rVB2 1917 3248 0.58% 0.055%
98 16.328 2493 2500 2512 rBV 158097 275142 48.75% 4.689%
99 16.536 2530 2534 2540 rVB2 1322 2345 0.42% 0.040%
100 16.688 2553 2559 2568 rVB 11848 21719 3.85% 0.370%
Sum of corrected areas: 5867475
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

Abundance TIC: VX025240.D\data.ms
350000

300000
250000
200000 5.977

150000
2.307

100000| 1 246208
1.666 5.062

50000 4.459

2.441 2.947 51983  5.550

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: VX025240.D\data.ms
350000

o

10.055
300000 8.653

250000

11.195

200000 9.385

6.763
150000

7.312

100000 8.324

8.952

50000

5385 6.62 7111 | (4282 7.806027 8.476 | /20 9.28 0.18395 464540 agpor0.1 22 11AAWS1
85 6629 \  7.111 ) VAZ82 7.808027 8.476 A 928 L T37E30.464 1y 10 8A6OTO.1 PR AR
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX025240.D\data.ms
350000 12.024 12.323

300000
250000

200000

16.328

150000 12.244 13.780

100000
14.780

50000

.872

s 4 GASE R s 10 0slfidatod Wi smnon || 16 5461

14.00 14.50 15.00 15.50 16.00 16.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.246  26.12 ug/L 188121 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 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 26 (1.246 min): VX025240.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
5000 48.0 L
B AL A e
1.20 140 1.60
o e m/z 47.95 48.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L L L B
1.20 140 1.60
m/z 66.00 5.26%
160 3290
O \\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\ }\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
T A e
1.20 140 1.60
5000 48.0 m/z 50.00 2.22%
17.0
M 32.0 .
O+t e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid e B anan
64.0 1.20 140 1.60
m/z 65.00 0.97%
48.0
5000
0 i . 810 940 111.0
R B R A AR RasEE R B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

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

Peak Number 3 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244  19.13 ug/L 165759 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 83
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 83
5 Deltacyclene 118 C9H1e 007785-10-6 80
Abundance Scan 1830 (12.244 min): VX025240.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000 /\
—f A
391 63.0 911 12.00 12.50
Ot bttt el 2330 sz 128,10 55.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 - —
12.00 12.50
910 m/z 115.10  32.23%
39.0 63.0 '
O \\\’\\\-\‘\H‘\’\\\\“\H\i‘H\1‘}UH‘H\‘u\\\\“\H\H‘H\‘H!\“HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
—
12.00 12.50
5000 m/z 91.10 14.57%
39.0 550 91.0 ‘
oh 230 4 o4 lhme |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10193: Benzene, 1-propenyl- -4 —
117.0 12.00 12.50
m/z 116.10 8.20%
5000
91.0
51.0
obor 20 L Tl VY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

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

Peak Number 4 Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.415 7.46 ug/L 64624  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 90
Abundance Scan 1858 (12.414 min): VX025240.D\data.ms (-1853) (- m/z 115.10 100.00%
1151
5000 /\
630 e
39.1 ‘ 6.0 89‘.0 | 12.50
O vt Pt Sl m/z 116.05 97.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9541: Indene
116.0
5000 A /\/\ T
12.50
m/z 63.00 11.15%
39.0 63.0 89.0
O\\‘HH‘\H.\‘\H\“HHi‘\H‘H}‘1‘\\‘H\.\‘\\\‘\"\H\‘HH‘\‘}‘\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9544: Benzene, 1-propynyl-
115.0
4 P mv&
12.50
5000 m/z 89.00 10.26%
63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9550: 3-Methylphenylacetylene R R
115.0 12.50
m/z 117.10 9.54%
5000
63.0 89.0
026030 P 7m0 a0 | L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

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

Peak Number 5 Cinnamaldehyde, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.890 6.13 ug/L 53081 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
4 5-Methylbenzimidazole 132 C8H8N2 000614-97-1 87
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 87
Abundance Scan 1936 (12.890 min): VX025240.D\data.ms (-1932) (- m/z 131.00 100.00%
131.0
5000
510 771 1031 — st
‘ M 166.1 12.50 13.00
Ol ‘Mm‘ e myz 132,05 93.54%
m/z--> 20 40 60 100 120 140 160
Abundance #16657: Cmnamaldehyde, (E)-
131.0
103.0
5000 SOV |V A VA A
77.0 12.50 13.00
51.0 m/z 77.10 22.42%
27.0 | “\ i \ “\ |
0\\\’\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16665: Benzofuran, 2-methyl-
131.0
P B W
12.50 13.00
5000 m/z 103.10 22.31%
- 51.0 77.0 103.0
miz--> 20 40 60 80 100 120 140 160
Abundance #16666: Benzofuran, 2-methyl- — A
131.0 12.50 13.00
m/z 51.05 17.42%
5000
51.0 770 103.0 A
ol 0 b b
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

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

Peak Number 6 Benzofuran, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.969 3.31 ug/L 28652 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
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 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 90
Abundance Scan 1949 (12.969 min): VX025240.D\data.ms (-1945) (- m/z 131.00 100.00%
131.0
5000
770 1041 ik
S A I
Obrrrreepreer ot bl kL myz 132,05 83.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 /\\ T T T \/\\j\\
510 13.00
77.0 103.0 m/z 77.00 18.13%
27.0 ‘ H
OH‘\H\‘HH\“\H‘H‘HH‘”H\“M\H‘HH!‘!’HH‘HH‘}\H‘HH‘HH}‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl-
131.0
NP R ‘N\AAﬂ
13.00
5000 m/z 104.10 17.24%
51.0 77.0 103.0
o"w“%‘7“0”wwH;“MMW“1,HH_‘H_‘:H_Ww_‘m,‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16664: Benzofuran, 2-methyl- e h—
131.0 13.00
m/z 103,10 16.70%
5000
51.0
77.0
270 ‘ ‘ 103.0
Obrgrererreogreirelbertbbeg bl dbererereele L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 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 7 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.780  20.99 ug/L 181909 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10HS8 000275-51-4 94
4 Naphthalene 128 C10HS8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX025240.D\data.ms (-2074) (- m/z 128.00 100.00%

128.0
5000
e —
51.1 740 10%1 H 1461 13.50 14.00
Ol el e A 52 m/z 127,180 13.20%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 A —
13.50 14.00
m/z 129.05 10.59%
51.0 75.0 102.0 ‘ ‘
O\\\\‘\\\\‘\\“\\‘w\\H”“\\\\"\\\\’\‘\\’\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0 /\/\
e —
13.50 14.00
5000 ITI/Z 102.10 8.79%
102.0
51.0
O 280 T TS
miz--> 20 40 60 80 100 120 140
Abundance #13681: Azulene D .
128.0 13.50 14.00
m/z 126.10 7.69%
5000
51.0 102.0
mo N0 0 ||
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 : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzo[c]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.872 5.15 ug/L 44608 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 93
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 90
Abundance Scan 2097 (13.872 min): VX025240.D\data.ms (-2093) (- m/z 134.00 100.00%
134.0
5000
89.1 50 1400
45.0 69.0 ‘ 108.0 | 13.50 14.00
O el m/z 89.18 11.01%
miz-> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 A/\ "
13.50 14.00
m/z 135.05 10.19%
89.0
450 630 | 1080 |
0\\\\‘\\\\‘\‘\”\\“‘\‘\‘\\“\\\‘\“\1\\’\\\w‘\
miz-> 20 40 60 80 100 120 140
Abundance #17522: Cyclopenta[c]thiapyran
134.0
- S
13.50 14.00
5000 m/z 89.95 7.32%
89.0
45.0 63.0 | 108.0
) s RO VS S
miz--> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene T A‘ — ‘
134.0 13.50 14.00
m/z 69.00 5.16%
5000
450 63.0 89.0 108.0
O 200 0 il SRS
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 : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 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 Naphthalene, 2-ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.328 31.75 ug/L 275142  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
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 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50
Abundance Scan 2500 (16.328 min): VX025240.D\data.ms (-2493) (- m/z 153.05 100.00%
158.1
5000
76.0 T
511 ‘ 98.0 126.1 | 16.0016.2016.4016.60
OF e el e TR e e m/z 154.10  88.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31489: Acenaphthene
154.0
5000 L L L B R R
16.0016.2016.4016.60
76.0 m/z 152.05 49.04%
o270 %10, | 1020 1260 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31486: Acenaphthene
153.0
T
16.0016.2016.4016.60
5000 m/z 76.00 20.18%
76.0
obrr 29 0l %80 120l
miz--> 20 40 60 80 100 120 140 160
Abundance #31491: Naphthalene, 2-ethenyl- T
153.0 16.0016.2016.4016.60
m/z 151.05 17.78%
5000
76.0
o220 S0y e g0l L
m/z--> 20 40 60 80 100 120 140 160 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 30 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 1H-Pyrido[2,3-b]indole Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.688 2.51 ug/L 21719 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 90
2 Dibenzofuran 168 C12H80 000132-64-9 80
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 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 59

Abundance Scan 2559 (16.688 min): VX025240.D\data.ms (-2553) (- m/z 168.10 100.00%

168.1 ‘
5000
139.1
e
84.2 16.40 16.60
39.1 :
o‘Hm‘Hwhm”m_Hmm;w_‘Hw‘z??:‘l‘ww‘?Eﬂlﬁc m/z 139.05  35.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0
5000 1640 1660 |
139.0 : : _
m/z 169.10 14.77%
390 84‘-0 |
0‘H\\““HHH“HM\H\‘\HPH‘H\H\‘\H\‘}H\\‘\ H‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43615: Dibenzofuran
168.0
e
16.40 16.60
5000 ITI/Z 84.20 7.52%
139.0
84.0
O S Y S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43438: 1H-Pyrido[2,3-b]indole : A“ e
168.0 16.40 16.60
m/z 63.00 5.94%
5000
140.0
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025240.D

Acqg On : 19 Nov 2021 17:52
Operator : JC/MD

Sample : M4779-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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 1.246 26.1 ug/L 188121 1 6.763 360129 50.0
Indane 12.244 19.1 ug/L 165759 3 12.024 433258 50.0
Indene 12.415 7.5 ug/L 64624 3 12.024 433258 50.0
Cinnamaldehyde,... 12.890 6.1 ug/L 53081 3 12.024 433258 50.0
Benzofuran, 7-m... 12.969 3.3 ug/L 28652 3 12.024 433258 50.0
Azulene 13.780 21.0 ug/L 181909 3 12.024 433258 50.0
Benzo[c]thiophene  13.872 5.2 ug/L 44608 3 12.024 433258 50.0
Naphthalene, 2-... 16.328 31.8 wug/L 275142 3 12.024 433258 50.0
1H-Pyrido[2,3-b... 16.688 2.5 ug/L 21719 3 12.024 433258 50.0
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