LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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@47965.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 103 rVB 76450 138478 3.81% 0.965%
2 2.543 362 374 387 rBV 202230 348410 9.59% 2.428%
3 3.038 519 528 536 rBV5 3590 7232 0.20% 0.050%
4 3,150 561 563 565 rBv2 187 97 0.00% 0.001%
5 3.166 565 568 570 rBv2 810 525 0.01% 0.004%
6 3.215 581 583 590 rVB3 375 306 0.01% ©0.002%
7 3.272 599 601 605 rvVB2 460 272 0.01% 0.002%
8 3.295 605 608 611 rBv2 357 273  0.01% 0.002%
9 3.433 648 651 654 rVB 220 149 0.00% 0.001%
106 3.456 654 658 660 rBvV2 341 276 0.01% ©0.002%
11 3.533 676 682 683 rBV 284 252 0.01% 0.002%
12 3.803 759 766 768 rBV2 221 253 0.01% 0.002%
13 3.919 800 802 806 rVB3 216 129 0.00% 0.001%
14 4.015 828 832 835 rVB2 195 152 0.00% 0.001%
15 4.038 835 839 842 rBv2 310 275 0.01% 0.002%
16 4.089 852 855 863 rVB2 300 223  0.01% 0.002%
17 4.137 867 870 871 rBV 163 106 0.00% ©0.001%
18 4.276 907 913 919 rVB3 238 297 0.01% 0.002%
19 4.330 928 930 932 rBV2 222 111 0.00% 0.001%
20 4.388 946 948 952 rVB2 183 153 0.00% 0.001%
21  4.440 961 964 967 rVB2 183 119 0.00% 0.001%
22 4.568 1001 1004 1007 rBV 222 196 0.01% 0.001%
23 4.629 1007 1023 1069 rBV 122000 388548 10.69% 2.707%
24 5.063 1140 1158 1180 rBV 221934 502901 13.84% 3.504%
25 5.234 1205 1211 1214 rBV3 335 410 0.01% 0.003%
26 5.276 1222 1224 1225 rBV 309 171 0.00% 0.001%
27 5.423 1268 1270 1273 rVB2 332 157 ©0.00% 0.001%
28 5.491 1288 1291 1297 rBV3 262 241 0.01% 0.002%
29 5.549 1306 1309 1310 rBv2 241 148 0.00% 0.001%
30 5.719 1340 1362 1374 rBV2 469735 1261379 34.70% 8.789%
31 5.928 1425 1427 1429 rBvV2 364 188 ©0.01% 0.001%
32 6.015 1451 1454 1456 rBV2 273 177 0.00% 0.001%
33  6.118 1483 1486 1489 rBvV2 286 263 0.01% 0.002%
34 6.247 1512 1526 1554 rBV 466115 917298 25.24% 6.391%
35 6.478 1590 1598 1607 rBV4 2877 5002 0.14% 0.035%
36 6.587 1626 1632 1635 rBvV2 356 413 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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 6.690 1649 1664 1689 rBV 285844 580661 15.97% 4.046%
38 6.989 1753 1757 1761 rBvV2 201 158 ©0.00% 0.001%
39 7.025 1765 1768 1770 rBV2 246 149 0.00% 0.001%
40 7.047 1770 1775 1776 rBV3 1067 879 0.02% 0.006%
41  7.182 1806 1817 1835 rBvV2 8461 19008 ©0.52% 0.132%
42 7.346 1865 1868 1871 rVB2 332 217 0.01% 0.002%
43  7.365 1871 1874 1880 rVB3 235 227 0.01% 0.002%
44  7.407 1880 1887 1890 rBvV2 256 297 0.01% 0.002%
45  7.497 1904 1915 1925 rBV3 9382 18692 ©0.51% 0.130%
46 7.568 1925 1937 1959 rVB 143823 276656 7.61% 1.928%
47  7.655 1962 1964 1967 rBV3 352 236 0.01% 0.002%
48 7.697 1970 1977 1979 rBV2 1082 1282 0.04% 0.009%
49 7.780 2001 2003 2005 rBV3 276 183 0.01% 0.001%
50 7.899 2026 2040 2055 rBV 535503 961375 26.45% 6.699%
51 8.182 2116 2128 2146 rBV 98100 192788 5.30% 1.343%
52 8.362 2175 2184 2198 rBV9 6553 14119 0.39% 0.098%
53 8.472 2212 2218 2229 rVB3 1335 1973 0.05% 0.014%
54  8.533 2234 2237 2240 rBV2 245 190 0.01% 0.001%
55 8.648 2259 2273 2303 rBV 494376 958246 26.36% 6.677%
56 9.025 2382 2390 2406 rVB5 5013 9529 0.26% 0.066%
57 9.179 2434 2438 2444 rVWV4 615 670 0.02% 0.005%
58 9.221 2447 2451 2454 rVB2 398 264 0.01% 0.002%
59 9.253 2459 2461 2465 rVB2 431 280 0.01% 0.002%
60 9.272 2465 2467 2469 rBvV 278 141 0.00% 0.001%
61 9.311 2477 2479 2482 rVB2 248 105 ©0.00% 0.001%
62 9.340 2482 2488 2491 rBV3 440 509 0.01% 0.004%
63 9.449 2499 2522 2554 rBV2 1361521 3634922 100.00% 25.327%
64 9.764 2617 2620 2622 rBV 274 182 0.01% 0.001%
65 9.809 2632 2634 2636 rBV 181 102 0.00% 0.001%
66 9.848 2642 2646 2648 rBV 286 225 0.01% 0.002%
67 9.918 2666 2668 2671 rVB2 389 181 ©0.00% 0.001%
68 9.941 2673 2675 2680 rVB2 394 318 0.01% 0.002%
69 10.037 2701 2705 2707 rBV2 307 202 0.01% 0.001%
70 10.050 2707 2709 2712 rVB2 333 174 0.00% 0.001%
71 10.108 2717 2727 2733 rBV3 2156 3188 0.09% 0.022%
72 10.272 2776 2778 2781 rBV 206 157 0.00% 0.001%
73 10.333 2791 2797 2800 rBV 290 350 0.01% 0.002%
74 10.398 2814 2817 2820 rVV 241 133  0.00% 0.001%
75 10.465 2835 2838 2840 rBV2 343 292 0.01% 0.002%
76 10.571 2868 2871 2872 rBV 185 124 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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 10.581 2872 2874 2876 rBV 276 158 ©0.00% 0.001%
78 10.655 2890 2897 2898 rBV3 3057 2965 ©0.08% 0.021%
79 10.764 2918 2931 2950 rBV 559204 900813 24.78% 6.277%
80 10.896 2967 2972 2982 rVB6 1894 3316 0.09% 0.023%
81 10.976 2989 2997 3002 rBV5 2953 4414 0.12% 0.031%
82 11.105 3027 3037 3046 rBV1e 2804 6023 0.17% 0.042%
83 11.153 3050 3052 3055 rVB2 355 160 0.00% 0.001%
84 11.172 3055 3058 3060 rBV2 260 154 0.00% 0.001%
85 11.243 3077 3080 3087 rVB 269 237 0.01% 0.002%
86 11.285 3088 3093 3094 rBV2 679 494 0.01% 0.003%
87 11.420 3129 3135 3139 rBV4 654 779 0.02% ©0.005%
88 11.584 3182 3186 3193 rVB6 1751 2223 0.06% 0.015%
89 11.751 3230 3238 3244 rBV3 2658 3383 0.09% 0.024%

90 11.815 3245 3258 3274 rBV 931623 1485919 40.88% 10.353%

91 12.024 3321 3323 3324 rBV 267 124 0.00% 0.001%
92 12.047 3328 3330 3332 rBV 407 284 0.01% 0.002%
93 12.195 3364 3376 3394 rBV 703184 1238295 34.07% 8.628%
94 12.327 3412 3417 3426 rVB5 4915 6659 0.18% 0.046%
95 12.738 3543 3545 3546 rBV5 428 193 0.01% 0.001%
96 12.912 3592 3599 3605 rBV7 2498 4152 0.11% 0.029%
97 12.970 3607 3617 3629 rVB 134926 211372 5.82% 1.473%
98 13.330 3718 3729 3740 rBV 106108 174795 4.81% 1.218%
99 13.844 3883 3889 3900 rVB5 6043 10218 0.28% 0.071%
100 15.796 4489 4496 4507 rVB2 27627 39850 1.10% 0.278%
Sum of corrected areas: 14351944
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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: VU047965.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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-3-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.970 7.11 ug/L 211372 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 97
Abundance Scan 3617 (12.970 min): VU047965.D\data.ms (-3607) (-  m/z 191.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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-2-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.330 5.88 ug/L 174795 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-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
Abundance Scan 3729 (13.330 min): VU047965.D\data.ms (-3718) (-  m/z 191.90 100.00%
191.9
111.0
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50.0
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Ol et b e m/z 189.90  78.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
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50.0 m/z 111.00  64.43%
m/z--> 20 40 60 80 100 120 140 160 180
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50.0
b 270 Ly L o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0 13 00 13 50
111.0 m/z 193.90  24.56%
5000 75.0
50.0
oz, L s
R B R m
m/z--> 20 40 60 80 100 120 140 160 180 13 00 13 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47965.D

Acqg On : 12 Apr 2022 18:50

Operator : SY/MD

Sample : N2293-07ME

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 26 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 7.1 ug/L 211372 3 11.816 1485920 50.0
Benzene, 1-brom... 13.330 5.9 ug/L 174795 3 11.816 1485920 50.0
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