LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46179.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 98 rVB 73477 96360 1.81% 0.730%
2 1.916 172 179 197 rVB 45698 76398 1.43% 0.579%
3 1.993 199 203 213 rVB5S 2783 3386 0.06% 0.026%
4 2.189 256 264 265 rBV4 1117 1315 0.02% 0.010%
5 2.549 360 376 388 rBV 137536 229339  4.31% 1.737%
6 3.044 521 530 531 rBV5S 2122 3079 0.06% 0.023%
7 3.186 561 574 589 rW 8562 20784 ©0.39% 0.157%
8 4.514 979 987 988 rBV2 1176 1139 0.02% 0.009%
9 4.658 1014 1032 1067 rBv2 39126 173427 3.26% 1.313%
10 5.067 1143 1159 1189 rVB 115831 296204 5.56% 2.243%
11 5.385 1247 1258 1267 rBV6 1608 3194 0.06% 0.024%
12 5.723 1343 1363 1393 rVB2 291999 750686 14.09% 5.685%
13 5.983 1433 1444 1458 rVVe6 6068 14669 0.28% 0.111%
14  6.250 1512 1527 1553 rBV 233388 478597 8.98% 3.624%
15 6.542 1601 1618 1647 rBV 2781101 5327142 100.00% 40.340%
16 6.694 1651 1665 1680 rBV 161149 329506 6.19%  2.495%
17 7.070 1772 1782 1793 rBV5S 1925 4062 0.08% 0.031%
18 7.234 1825 1833 1839 rBV5 1486 2209 0.04% 0.017%
19 7.497 1906 1915 1921 rVV4 1642 2436 0.05% 0.018%
20 7.568 1924 1937 1960 rWV 88377 177113 3.32% 1.341%
21  7.793 1998 2007 2014 rBV4 3030 5781 0.11% 0.044%
22 7.899 2020 2040 2056 rBV 324813 618763 11.62% 4.686%
23 8.128 2107 2111 2117 rVB2 1737 1977 0.04% 0.015%
24  8.182 2117 2128 2157 rVB2 53279 126256 2.37% 0.956%
25  8.404 2187 2197 2228 rVB3 34302 89813 1.69% 0.680%
26 8.555 2231 2244 2260 rVB 92102 161210 3.03% 1.221%
27 8.681 2260 2283 2312 rBV 123934 401514  7.54%  3.040%
28 8.867 2332 2341 2349 rBV3 3977 6078 0.11% 0.046%
29 8.925 2351 2359 2369 rBVS5S 5897 9561 0.18% 0.072%
30 9.121 2411 2420 2427 rBv4 3838 5908 0.11% 0.045%
31 9.166 2427 2434 2442 rVB8 1477 2379 0.04% 0.018%
32 9.211 2442 2448 2456 rBV3 1659 2202 0.04% 0.017%
33 9.340 2483 2488 2494 rVB6 1474 1788 0.03% 0.014%
34  9.427 2494 2515 2536 rBV 269687 604899 11.36% 4.581%
35 9.574 2555 2561 2569 rBV4 1526 2682 0.05% 0.020%
36 9.652 2580 2585 2588 rBV3 1293 1437 0.03% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 9.700 2591 2600 2609 rBvV2 6305 11997 0.23% 0.091%
38 10.021 2693 2700 2708 rvve 2012 3709 0.07% 0.028%
39 10.108 2718 2727 2738 rVB3 6277 11549 0.22% 0.087%
40 10.253 2760 2772 2773 rBV5 5383 8468 0.16% 0.064%
41 10.320 2787 2793 2798 rBV5 3019 3657 ©0.07% 0.028%
42 10.472 2826 2840 2855 rBv4 15456 29603 0.56% 0.224%
43 10.658 2892 2898 2899 rBV4 2118 1823 0.03% 0.014%
44 10.703 2909 2912 2918 rVB6 1697 1873 0.04% 0.014%
45 10.771 2918 2933 2959 rVB 240289 443309 8.32% 3.357%
46 10.912 2965 2977 2984 rBVS 2514 5606 0.11% 0.042%
47 11.015 2999 3009 3021 rVB2 19393 32660 0.61% 0.247%
48 11.115 3029 3040 3050 rVB5 12023 21423 0.40% 0.162%
49 11.301 3087 3098 3106 rBvVS8 3665 6379 0.12% 0.048%
50 11.378 3115 3122 3125 rBV6 1132 1220 0.02% 0.009%
51 11.417 3126 3134 3141 rVV4 7624 11474 0.22% 0.087%
52 11.471 3142 3151 3165 rVB4 9448 19167 0.36% 0.145%
53 11.574 3178 3183 3185 rBvV3 1448 1156 ©0.02% 0.009%
54 11.648 3201 3206 3214 rvVvB3 3303 3876 0.07% 0.029%
55 11.703 3218 3223 3224 rBV4 1811 1582 0.03% 0.012%
56 11.819 3246 3259 3272 rBV 411069 654793 12.29% 4.958%
57 11.902 3278 3285 3294 rVw4 5379 8055 0.15% 0.061%
58 12.124 3348 3354 3360 rvVB6 1494 2094 0.04% 0.016%
59 12.198 3364 3377 3388 rBV 368430 604703 11.35% 4.579%
60 12.327 3408 3417 3426 rVV2 20227 30573 0.57% 0.232%
61 12.378 3429 3433 3448 rVB2 4630 8707 0.16% 0.066%
62 12.449 3450 3455 3456 rBV3 1693 1242 0.02% 0.009%
63 12.465 3456 3460 3463 rBV2 1627 1586 ©0.03% 0.012%
64 12.664 3517 3522 3528 rBV3 1411 1569 0.03% 0.012%
65 12.716 3531 3538 3539 rBV5 2357 2590 0.05% 0.020%
66 12.774 3549 3556 3559 rBV6 2153 3166 0.06% 0.024%
67 12.812 3559 3568 3582 rVB2 38507 59112 1.11% 0.448%
68 12.934 3600 3606 3609 rBV5 1760 2470 0.05% 0.019%
69 13.047 3633 3641 3651 rVB8 4377 8313 0.16% 0.063%
70 13.127 3657 3666 3667 rBV3 1259 1603 0.03% 0.012%
71 13.169 3672 3679 3693 rVB4 12845 19171 ©0.36% 0.145%
72 13.285 3710 3715 3716 rBV3 1516 1268 0.02% 0.010%
73 13.356 3732 3737 3740 rBV3 1476 1659 0.03% 0.013%
74 13.433 3748 3761 3773 rBV3 15783 28090 ©0.53% 0.213%
75 13.513 3774 3786 3798 rVB 520592 797650 14.97% 6.040%
76 13.584 3801 3808 3815 rBV4 4557 6167 0.12% 0.047%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.703 3836 3845 3852 rBV2 32164 48383 0.91% 0.366%
78 13.741 3853 3857 3871 rVB5 11288 15804 ©0.30% 0.120%
79 13.838 3875 3887 3894 rBV8 3985 8104 0.15% 0.061%
80 14.089 3957 3965 3973 rVB 17530 25941 0.49% 0.196%
81 14.192 3985 3997 4004 rBV6 4903 8321 0.16% 0.063%
82 14.275 4018 4023 4032 rVV8 2206 3575 0.07% 0.027%
83 14.372 4050 4053 4060 rVB3 1101 1383 0.03% 0.010%
84 14.452 4067 4078 4090 rBV4 9707 16152 ©0.30% 0.122%
85 14.520 4094 4099 4102 rBV7 2023 2400 ©0.05% 0.018%
86 14.645 4132 4138 4143 rBV6 1759 2313 0.04% 0.018%
87 15.044 4260 4262 4265 rVv2 1505 1246 0.02% 0.009%
88 15.066 4265 4269 4280 rVB7 3324 4606 ©0.09% 0.035%
89 15.221 4307 4317 4327 rBV 19899 30800 0.58% 0.233%
90 15.272 4327 4333 4341 rVB7 2659 4141 0.08% 0.031%
91 15.410 4361 4376 4386 rBv2 21498 38651 ©0.73% 0.293%
92 15.500 4397 4404 4412 rVB5 16133 22742 0.43% 0.172%
93 15.918 4529 4534 4537 rBV5 1402 1432 0.03% 0.011%
94 16.153 4600 4607 4612 rVV7 3282 4686 ©0.09% 0.035%
95 16.185 4612 4617 4626 rVB9 3151 4694 0.09% 0.036%
96 16.262 4631 4641 4656 rBV3 8083 16169 0.30% 0.122%
97 16.362 4669 4672 4677 rVB5 1277 1232  0.02% 0.009%
98 16.410 4678 4687 4693 rBV2 15234 23537 0.44% 0.178%
99 16.446 4694 4698 4708 rVB3 9840 12395 0.23% 0.094%
100 16.719 4777 4783 4793 rVB7 6163 8489 0.16% 0.064%
Sum of corrected areas: 13205601
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046179.D\data.ms
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Abundance TIC: VU046179.D\data.ms
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Abundance TIC: VU046179.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,3-Butadiene, 1,1,3,4-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.812 4.51 ug/L 59112 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,3,4-tetrachloro- 190 C4H2Cl4 042769-38-0 95
2 Propane, 1,2-dibromo-3-chloro- 234 C3H5Br2Cl 000096-12-8 38
3 Propane, 1,1-dibromo-2-chloro- 234 C3H5Br2Cl 055162-35-1 23
4 3-Pyridinecarboxylic acid, 2-chl... 157 C6H4CINO2 002942-59-8 10
5 4-Pyridinol 3-chloro-2,6-dimethyl- 157 C7H8C1NO 088545-07-7 10
Abundance Scan 3568 (12.812 min): VU046179.D\data.ms (-3559) (-  m/z 154.95 100.00%
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50.0 — — L
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0! bbb e M/z 157.80 0 92.65%
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Abundance #64944: 1,3-Butadiene, 1,1,3,4-tetrachloro-
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0 24.0 TR | u‘\
a \\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #116440: Propane, 1,2-dibromo-3-chloro-
157.0
MN Al AM i
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Abundance #116438: Propane, 1,1-dibromo-2-chloro- b ——
157.0 12.50 13.00
m/z 120.90 34.02%
5000 74.0
39.0
Ot b 38802360 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1,3-Butadiene, 1,1,2,4,4-pe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.513 60.91 ug/L 797650  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 99
2 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 94
3 2-Thiophenecarbonyl chloride, 5-... 224 C5H2BrCl0S 031555-60-9 52
4 4-Bromo-2-furamide 189 C5H4BrNO2 957345-95-8 38
5 2-Thiophenecarbonyl chloride, 5-... 224 C5H2BrCl0S 031555-60-9 38

Abundance Scan 3786 (13.513 min): VU046179.D\data.ms (-3774) (- m/z 191.00 100.00%
191.0
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T \
13.50
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Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
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5000 —r :
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119.0 : m/z 193.00 47.82%
OS%O’M“’ ‘\‘\\\\‘\\‘\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104656: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
R \
13.50
5000 ITI/Z 226.00 42.68%
49.0 84.0 226.0
owwwhu,um A, I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #104660: 2-Thiophenecarbonyl chloride, 5-bromo- P ‘
191.0 13.50
m/z 84.00 39.88%
82.0
5000 38.0
226.0
0120\‘ \ h“ | 119.0 163.0 L H\
A e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

SFAMULM112921WMA.M Fri Dec 10 18:31:16 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1,1,2,3,4-Pentachlorobuta-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.703 3.69 ug/L 48383 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 99
2 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 97
3 1,1,2,3,4-Pentachlorobuta-1,3-diene 224 C4HC15 1010487-10-4 94
4 4-Bromo-2-furamide 189 C5H4BrN02 957345-95-8 38
5 Thiophene-3-carbonyl chloride, 4... 224 C5H2BrCl0S 072899-51-5 28
Abundance Scan 3845 (13.703 min): VU046179.D\data.ms (-3836) (-  m/z 190.95 100.00%
190.9
5000
84.0
155.9 226.0
49.0 118.9 Cl ——
13.50 14.00
0 el m/z 189.00  77.60%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104656: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
5000 i —
119.0 1540 m/z 192.98  43.92%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
C P
296.0 13.50 14.00 .
5000 m/z 84.00 39.07%
84.0
156.0
119.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104655: 1,1,2,3,4-Pentachlorobuta-1,3-diene R
191.0 13.50 14.00
m/z 226.00 35.69%
5000 oo %0
1190 154.0 226.0
o,,, s e
m/z--> 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46179.D

Acqg On : 08 Dec 2021 16:34

Operator : SY/MD

Sample : M4887-14ME

Misc : 3.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
1,3-Butadiene, ... 12.812 4.5 ug/L 59112 3 11.819 654793 50.0
1,3-Butadiene, ... 13.513 60.9 ug/L 797650 3 11.819 654793 50.0
1,1,2,3,4-Penta... 13.703 3.7 ug/L 48383 3 11.819 654793 50.0
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