LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47994.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 103 rVB 45692 75920 5.88% 0.663%
2 2.546 363 375 398 rBvV 104803 190183 14.74% 1.660%
3 2.758 438 441 446 rBV5S 636 590 0.05% 0.005%
4 2.903 477 486 493 rBV6 998 1888 0.15% 0.016%
5 2.954 496 502 507 rBV5 1129 1295 0.10% 0.011%
6 3.041 520 529 538 rBV6 1840 3961 0.31% 0.035%
7 3.266 594 599 605 rBv4 476 495 0.04% 0.004%
8 3.301 605 610 614 rBv2 372 475 0.04% 0.004%
9 3.867 781 786 789 rvVB2 368 386 0.03% 0.003%
106 3.896 789 795 798 rBV2 397 410 0.03% 0.004%
11 4.051 840 843 849 rVB3 366 372  0.03% 0.003%
12 4.128 860 867 870 rBV2 734 932 0.07% 0.008%
13  4.192 884 887 893 rVB2 393 368 0.03% 0.003%
14  4.424 955 959 966 rVB2 318 399 0.03% 0.003%
15 4.629 1009 1023 1059 rBV 110318 340572 26.39% 2.973%
16 4.951 1120 1123 1130 rVB 441 466 0.04% 0.004%
17 5.063 1141 1158 1178 rBV 150811 337531 26.16%  2.946%
18 5.330 1235 1241 1242 rBV3 1554 1377 0.11% 0.012%
19 5.719 1340 1362 1391 rVV2 269266 730721 56.63% 6.378%
20 5.874 1407 1410 1413 rBV3 719 604 0.05% 0.005%
21 5.973 1427 1441 1461 rBv4 11013 26782 2.08% 0.234%
22 6.112 1481 1484 1487 rBV2 424 325 0.03% 0.003%
23 6.247 1509 1526 1552 rBV 363073 708722 54.92% 6.186%
24  6.411 1574 1577 1583 rVv3 382 439 0.03% 0.004%
25 6.485 1593 1600 1602 rBV2 974 1207 0.09% 0.011%
26 6.523 1605 1612 1622 rVVv8 3957 7575 0.59% 0.066%
27 6.600 1626 1636 1647 rVV5 4735 10685 0.83% 0.093%
28 6.690 1650 1664 1690 rVB2 180678 366774 28.42%  3.201%
29 7.025 1764 1768 1770 rBV2 427 337 0.03% 0.003%
30 7.050 1770 1776 1785 rVV5 950 1773 0.14% 0.015%
31 7.182 1806 1817 1824 rBvV2 7707 14971 1.16% 0.131%
32 7.298 1848 1853 1854 rBV2 716 453 0.04% 0.004%
33 7.497 1909 1915 1919 rBV3 527 571 0.04% 0.005%
34 7.568 1923 1937 1955 rBV 90900 173698 13.46% 1.516%
35 7.697 1966 1977 1985 rBV6 1576 3027 0.23% 0.026%
36 7.809 2006 2012 2017 rBV3 857 1089 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis
37 7.899 2026 2040 2055 rBV 261675 468254 36.29% 4.087%
38 7.986 2057 2067 2081 rvvs 9315 25566 1.98% 0.223%
39 8.070 2085 2093 2099 rBVS5 837 1116 0.09% 0.010%
40 8.182 2116 2128 2145 rBV2 65250 125974 9.76% 1.100%
41  8.314 2166 2169 2174 rBvV4 525 413 0.03% 0.004%
42 8.337 2174 2176 2177 rBV 993 460 0.04% 0.004%
43 8.581 2247 2252 2257 rVW4 526 682 0.05% 0.006%
44  8.648 2258 2273 2310 rVWW 433747 851227 65.97% 7.430%
45  8.796 2312 2319 2335 rVB5 4788 9496 0.74% 0.083%
46  8.883 2345 2346 2354 rVB3 461 354 0.03% 0.003%
47  8.973 2371 2374 2379 rVB3 501 384 0.03% 0.003%
48  9.201 2442 2445 2450 rBV 372 304 0.02% 0.003%
49 9.234 2450 2455 2457 rBV2 440 312 0.02% 0.003%
50 9.420 2499 2513 2541 rBV 551886 1018613 78.94% 8.891%
51 9.578 2553 2562 2571 rVB9 1752 2971 0.23% 0.026%
52 9.648 2581 2584 2591 rVV3 691 627 0.05% 0.005%
53 9.703 2595 2601 2610 rVB5 1108 1606 0.12% 0.014%
54 9.761 2614 2619 2622 rBvV2 388 348 0.03% 0.003%
55 9.854 2643 2648 2652 rBvV2 316 334 0.03% 0.003%
56 10.105 2721 2726 2729 rBV2 626 719 0.06% 0.006%
57 10.626 2882 2888 2891 rBV4 451 476 0.04% 0.004%
58 10.716 2910 2916 2918 rBV4 927 967 0.07% 0.008%
59 10.761 2918 2930 2953 rVvV 480594 771875 59.82% 6.737%
60 10.883 2964 2968 2970 rBV 473 418 0.03% 0.004%
61 10.938 2979 2985 2987 rBV2 339 363 0.03% 0.003%
62 11.002 3001 3005 3006 rBV2 653 370 0.03% 0.003%
63 11.095 3028 3034 3036 rVv3 960 1111 0.09% 0.010%
64 11.115 3037 3040 3047 rVV5 1689 1869 0.14% 0.016%
65 11.375 3116 3121 3123 rBV3 626 644 0.05% 0.006%
66 11.414 3128 3133 3136 rBV3 553 435 0.03% 0.004%
67 11.449 3140 3144 3146 rBV2 404 344 0.03% 0.003%
68 11.468 3146 3150 3155 rBV3 1046 1126 0.09% 0.010%
69 11.697 3215 3221 3228 rBV6 1457 2069 0.16% 0.018%
70 11.748 3232 3237 3244 rVB3 1584 1976 0.15% 0.017%
71 11.816 3244 3258 3276 rBV 708526 1139775 88.33%  9.948%
72 11.918 3281 3290 3311 rVV2 27639 51110 3.96% 0.446%
73 12.195 3363 3376 3395 rVW 507102 831789 64.46% 7.260%
74 12.774 3551 3556 3558 rBV4 674 624 0.05% 0.005%
75 12.799 3558 3564 3571 rVB5 1888 2301 0.18% 0.020%
76 12.838 3571 3576 3581 rBV4 582 440 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis

77 12.970 3603 3617 3641 rVB 71011 121232 9.39% 1.058%
78 13.221 3689 3695 3706 rVB4 2103 2603 0.20% 0.023%
79 13.269 3706 3710 3713 rBV4 435 319 0.02% 0.003%
80 13.330 3717 3729 3738 rVV2 72327 116747 9.05% 1.019%
81 13.378 3738 3744 3754 rVB3 12793 18749 1.45% 0.164%
82 13.513 3781 3786 3791 rBV3 661 778 0.06% 0.007%
83 13.713 3836 3848 3859 rBV3 12576 20120 1.56% 0.176%
84 13.841 3881 3888 3900 rVB2 3977 6100 0.47% 0.053%
85 13.967 3918 3927 3932 rBV5 969 1790 0.14% 0.016%
86 14.008 3937 3940 3943 rVB4 776 594 0.05% 0.005%
87 14.092 3958 3966 3977 rVB2 6809 8959 0.69% 0.078%
88 14.336 4033 4042 4044 rBV4 3606 4673 0.36% 0.041%
89 14.362 4044 4050 4056 rVvv4 8155 12316 0.95% 0.107%
90 14.401 4057 4062 4073 rVB5 7714 11258 0.87% 0.098%
91 14.590 4108 4121 4138 rBV2 135672 211958 16.43% 1.850%
92 14.886 4207 4213 4220 rBV8 2025 2545 0.20% 0.022%
93 15.005 4247 4250 4253 rBV 780 547 0.04% 0.005%
94 15.201 4307 4311 4314 rBV4 1035 880 0.07% 0.008%
95 15.311 4340 4345 4356 rVBS8 6758 10429 0.81% 0.091%

96 15.545 4407 4418 4431 rBV 82505 129221 10.01% 1.128%
97 15.767 4479 4487 4492 rBV9 2866 4134 ©.32% 0.036%
98 15.893 4509 4526 4542 rBV 533797 1290412 100.00% 11.263%
99 16.121 4586 4597 4614 rVB 254885 406893 31.53% 3.551%
100 16.388 4659 4680 4700 rBv2 387050 746834 57.88% 6.518%

Sum of corrected areas: 11457306
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU047994.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 Benzene, 1-bromo-2-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.970 5.32 ug/L 121232 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98

Abundance Scan 3617 (12.970 min): VU047994.D\data.ms (-3603) (-  m/z 191.85 100.00%
191.8

111.0
5000 75.0
50.0 A
‘ ‘ 1549 13.00
0“‘HNM‘MwWHJMWM‘W‘Hﬁu‘u“_“vw“‘_‘ RN m/z 189.85 80.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 R
75.0 13.00
50.0 m/z 111.00 74.02%
O \‘2\7\.\0}“‘\\“‘\‘\ “\\\“1”“\‘\\‘1‘\\1‘\‘\\\\‘\J\-S\él‘o\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
=
5000 ITI/Z 75.00 51.30%
50.0
0200 Loy L wsso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro- o
192.0 13.00
m/z 74.00 28.50%
111.0
5000 75.0
50.0
ok 250 by AL 1820 S Ay o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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, 1-bromo-3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.330 5.12 ug/L 116747 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97

Abundance Scan 3729 (13.330 min): VU047994.D\data.ms (-3717) (-  m/z 191.90 100.00%
191.

9
111.0
5000 75.0
50.0 - -
‘ ‘ ‘ 1540 13.00 13.50
bt Al S myz 189,90 78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 - e
13.00 13.50
50.0 m/z 111.00 60.64%
027.0\1\1‘155.0 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
P e
5000 ITI/Z 75.00 46.27%
50.0
o 289 oy Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65028: Benzene, 1-bromo-4-chloro- - —F A
192.0 13.00 13.50
111.0 m/z 193.90 23.63%
5000 75.0
50.0
b 2800 ey A 1990 - ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.590 9.30 ug/L 211958 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-bromo- 120 C3H5Br 000106-95-6 10
2 Propane, 1,2-dibromo- 200 C3H6Br2 000078-75-1 9

3 0-Allylhydroxylamine 73 C3H7NO 006542-54-7 7
4 2,3-Dibromo-2,3-dimethylbutane 242 C6H12Br2 000594-81-0 7

5 Benzeneethanamine 121 C8H11N 000064-04-0 4

Abundance Scan 4121 (14.590 min): VU047994.D\data.ms (-4108) - m/z 41.00 100.00%

41.0
5000
120.9 164.9 200.9 ~ ‘
‘ 92.9 ‘ 14.50
Ol AL820 M mz 39.e0  44.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10426: 1-Propene, 3-bromo-
41.0
5000 P ‘
14.50
m/z 120.90  28.05%
122.0
0 150 ol 79. Il
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76125: Propane, 1,2-dibromo-
41.0
LN \
14.50
m/z 164.90  27.84%
5000 121.0
79.0
Ol et 2090, 202.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #842: o-Allylhydroxylamine T ‘
41.0 14.50
m/z 163.00  27.38%
5000
0 15.0 ‘\H‘\ ., 1720
R L AR SRR —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.545 5.67 ug/L 129221 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 37
2 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 30
3 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 30
4 benzaldehyde, 2-(4-amino-4H-1,2,... 202 C9H1ON6 1000400-43-7 25
5 2,2-Bis(chloromethyl)-1-propanol 156 C5H1eC120 005355-54-4 25
Abundance Scan 4418 (15.545 min): VU047994.D\data.ms (-4407) (- m/z 90.00 100.00%
41.0 90.0
5000
1550 |
| ‘#‘7-9 1520 2070 268.¢ ' .
Orrprrrt el e e e e e m/z 103.00 97.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2526: Acrolein, 2-chloro-
90.0
5000 — :
62.0 15.50
m/z 67.00 97.79%
0\H‘H\\’H\h\}u\H‘HMH‘\\H‘HH’\H\‘HH‘HH‘HH‘HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone
90.0
1 \
55.0 15.50 .
5000 m/z 41.00 94.91%
18. 125.0
| s
U N T D OO
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene : A pagl s ‘/\Wr
90.0 15.50
m/z 75.00 68.28%
5000
39.0
Obreprrtbtebedlbre bt ererreper e A
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\

Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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, 1,3-dibromo-5-chloro-

R.T. EstConc Area Relative to ISTD R.T.
15.893 56.61 ug/L 1290410 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 94
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0 000344-20-7 43
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 43
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 23
5 5-Bromo-7-methoxy-1-benzofuran-2... 270 C10H7BroO4 020037-37-0 17

Concentration Rank 1

Abundance Scan 4526 (15.893 min): VU047994.D\data.ms (-4509) (-  m/z 269.90 100.00%

269.9
5000
74.0 190.9
110.0 — A
370 ‘ 1529 15.50 16.00
ot dp e b0 2848 Ul n/; 271.85  69.18%
miz--> 50 100 150 200 250
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0 JAN
5000 — A
191.0 15.50 16.00
37.0 110.0 m/z 267.90  44.01%
ol “\\‘ ‘\l " “\W, \L_ AP0 ) 2260 i
m/z--> 50 100 150 200 250
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
— A
15.50 16.00
5000 m/z 73.95 40.72%
81.0
16001900
ol S0 2N | 20 f
m/z--> 50 100 150 200 250
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide — — AN
270.0 15.50 16.00
m/z 190.90 36.34%
5000
80.0
28.0 147.0
0! ot u‘”M‘ b 9*8‘3';0‘21‘?]0‘ : ‘H‘ L. — A
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1H-3a,7-Methanoazulene, 2,3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.121 17.85 ug/L 406893  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 99
2 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 99
3 (3R,3aS,8aS)-3,6,8,8-Tetramethyl... 204 C15H24 022567-43-7 97
4 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 96
5 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 95

Abundance Scan 4597 (16.121 min): VU047994.D\data.ms (-4586) (- m/z 119.05 100.00%
119.1

5000 93.0 j\\
41.0 161.1 204.2 SR
69.0 | 16.00 16.50
0! bbb m/z 93.00 39.37%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #80526: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahydi
110.0
93.0
5000 410 T ‘ T T /\\ ‘ T
0 o0 16.00 16.50
161.0 204.0 m/z 105.00  30.54%
07 \\UH\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #80527: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahydi

119.0
A

16.00 16.50
5000 93.0 m/z 90.95  26.52%
41.0
69.0 1610  204.0
o H“‘U‘uH“‘l“‘1”‘””‘”‘”‘!”‘
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #80405: (3R,3aS,8aS)-3,6,8,8-Tetramethyl-2,3,4,7,8,8a-r
110.0 16.00 16.50

m/z 40.95 20.32%

5000

93.0

1610 204.0
o‘1‘5“0”“N“‘H“!_w“M‘HmJMU‘uM_‘mw“m_m_m —_ k e

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.388 32.76 ug/L 746834  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 12
2 1-Octyne 110 C8H14 000629-05-0 12
3 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 12
4 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 11
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 10

Abundance Scan 4680 (16.388 min): VU047994.D\data.ms (-4659) (- m/z 80.95 100.00%

81.0
41.0 117.0
5000
— =
152.0 184.9 269.8 16.00 16.50
0! Al 3925 2898 nyz a1.00  71.42%
miz--> 50 100 150 200 250
Abundance #3219: 2-Hexyne, 4-methyl-
81.0
5000 41.0 ‘ \/\\ =
16.00 16.50
‘ m/z 117.00  69.62%
O\‘\“H\“!‘m‘\““‘\“\‘\“‘\\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #6655: 1-Octyne
43.0 81.0
— r——
16.00 16.50
5000 m/z 67.00 51.38%
oL \H . — — —
m/z--> 50 100 150 200 250
Abundance #136292: Cyclopropane, 1-(5-hexenyl)-2-iodo- ‘ A =y
81.0 16.00 16.50
41.0 m/z 39.00 47.29%
5000 jk
123.0
ol LH Wl "L 1670 2070 BV N A -
miz--> 50 100 150 200 250 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@47994.D

Acqg On : 13 Apr 2022 11:38

Operator : SY/MD

Sample : N2290-01ME

Misc : 3.15g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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|
Benzene, 1-brom... 12.970 5.3 ug/L 121232 3 11.816 1139780 50.0
Benzene, 1-brom... 13.330 5.1 ug/L 116747 3 11.816 1139780 50.0
unknown-01 14.590 9.3 wug/L 211958 3 11.816 1139780 50.0
unknown-02 15.545 5.7 ug/L 129221 3 11.816 1139780 50.0
Benzene, 1,3-di... 15.893 56.6 ug/L 1290410 3 11.816 1139780 50.0
1H-3a,7-Methano... 16.121 17.9 ug/L 406893 3 11.816 1139780 50.0
unknown-03 16.388 32.8 wug/L 746834 3 11.816 1139780 50.0
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