LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\
Data File : VV@31635.D

Acqg On : 03 Jul 2023 14:17

Operator : SY/MD

Sample : 03452-21ME

Misc : 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis

Signal : TIC: VVv@31635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 69 74 91 rVB 70159 98104 12.68% 1.504%
2 2.047 304 313 328 rVB 172031 248644 32.15% 3.813%
3 2.384 410 418 431 rBV2 20827 35651 4.61% 0.547%
4 2.796 543 546 548 rvB2 548 284 0.04% 0.004%
5 2.822 550 554 556 rBV 328 263 0.03% 0.004%
6 2.892 568 576 582 rBV5 1107 1827 ©0.24% 0.028%
7 3.040 619 622 626 rVB3 514 356 0.05% ©0.005%
8 3.063 626 629 633 rVB2 404 293 0.04% 0.004%
9 3.134 648 651 653 rBvV2 256 185 0.02% 0.003%
106 3.256 687 689 692 rVB2 361 144 0.02% 0.002%
11  3.275 692 695 698 rVB 289 225 0.03% 0.003%
12 3.294 698 701 704 rBV2 332 222 0.03% 0.003%
13 3.317 704 708 714 rVB2 351 288 0.04% 0.004%
14 3.371 721 725 729 rBvV4 504 491 0.06% ©0.008%
15 3.433 740 744 746 rBV2 295 248 0.03% 0.004%
16 3.558 778 783 789 rVB3 403 389 0.05% 0.006%
17 3.580 789 790 793 rBV2 405 174 0.02% ©0.003%
18 3.635 804 807 811 rBV2 240 211 0.03% 0.003%
19 3.670 816 818 821 rVB 324 175 0.02% 0.003%
20 3.693 821 825 826 rBV 445 334 0.04% 0.005%
21 3.806 850 860 893 rBv2 54381 190325 24.61% 2.919%
22 4.166 970 972 973 rBV 373 158 0.02% 0.002%
23 4.252 985 999 1031 rVB2 124661 324828 42.00% 4.981%
24  4.490 1071 1073 1076 rBV2 519 273 0.04% 0.004%
25 4.574 1097 1099 1102 rBV2 374 273 0.04% 0.004%
26 4.641 1118 1120 1121 rBV2 325 142 0.02% 0.002%
27 4.815 1166 1174 1179 rBV4 421 562 0.07% 0.009%
28 4.960 1202 1219 1251 rBV2 287608 755057 97.62% 11.579%
29 5.204 1293 1295 1298 rBv2 289 222 0.03% 0.003%
30 5.288 1318 1321 1324 rBV3 361 221 0.03% 0.003%
31 5.323 1328 1332 1334 rBV2 433 240 0.03% 0.004%
32 5.336 1334 1336 1339 rVB2 357 178 0.02% 0.003%
33 5.371 1345 1347 1351 rVB2 287 209 0.03% 0.003%
34 5.391 1351 1353 1354 rBV 417 159 0.02% 0.002%
35 5.539 1386 1399 1427 rBV 273219 578413 74.78%  8.870%
36 5.834 1482 1491 1507 rVB4 5041 10641 1.38% 0.163%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\
Data File : VV@31635.D

Acqg On : 03 Jul 2023 14:17

Operator : SY/MD

Sample : 03452-21ME

Misc : 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
37 5.892 1507 1509 1513 rvVvB2 602 362 0.05% 0.006%
38 5.931 1518 1521 1523 rBV2 363 237 0.03% 0.004%
39 5.995 1527 1541 1562 rBV 174557 371452 48.02% 5.696%
40 6.211 1605 1608 1613 rVB2 383 280 0.04% 0.004%
41  6.239 1613 1617 1618 rBV 280 161 ©0.02% 0.002%
42 6.313 1637 1640 1641 rBV 248 153 0.02% 0.002%
43 6.323 1641 1643 1647 rVB3 449 182 0.02% 0.003%
44  6.346 1647 1650 1653 rBvV2 317 197 0.03% 0.003%
45 6.387 1660 1663 1666 rVB 308 184 0.02% 0.003%
46 6.407 1666 1669 1670 rBV 284 184 0.02% ©0.003%
47 6.429 1674 1676 1678 rBvV2 332 191 0.02% 0.003%
48 6.445 1678 1681 1691 rvvs 338 524 0.07% 0.008%
49 6.577 1716 1722 1724 rBV3 751 600 0.08% 0.009%
50 6.683 1752 1755 1760 rVB3 440 303 0.04% 0.005%
51 6.719 1760 1766 1768 rBvV2 661 666 0.09% 0.010%
52 6.744 1772 1774 1778 rBV 328 210 0.03% 0.003%
53 6.844 1803 1805 1810 rBV3 430 414 0.05% 0.006%
54 6.921 1813 1829 1855 rBV 85848 167912 21.71% 2.575%
55 7.079 1875 1878 1882 rBV3 627 389 0.05% 0.006%
56 7.127 1891 1893 1897 rBV2 477 299 0.04% 0.005%
57 7.182 19065 1910 1911 rBV3 681 489 0.06% 0.007%
58 7.249 1920 1931 1953 rBV 278054 490908 63.47% 7.528%
59 7.561 2018 2028 2058 rBV 59867 122280 15.81% 1.875%
60 7.690 2065 2068 2070 rBV2 686 408 0.05% 0.006%
61 7.792 2098 2100 2103 rBV 419 152 0.02% 0.002%
62 7.998 2162 2164 2166 rBV2 373 205 0.03% 0.003%
63 8.043 2167 2178 2206 rBV 192568 432973 55.98% 6.640%
64 8.571 2340 2342 2343 rBV 411 154 0.02% 0.002%
65 8.600 2348 2351 2354 rBV2 614 303 0.04% 0.005%
66 8.792 2399 2411 2439 rBV 422427 712750 92.15% 10.930%
67 8.995 2472 2474 2478 rVB3 648 332 0.04% 0.005%
68 9.014 2478 2480 2483 rBV3 392 224 0.03% 0.003%
69 9.030 2483 2485 2489 r\VW4 345 238 0.03% 0.004%
70 9.066 2494 2496 2499 rBv2 328 182 0.02% 0.003%
71  9.082 2499 2501 2503 rBV 509 315 0.04% 0.005%
72 9.181 2531 2532 2534 rBV 330 148 0.02% 0.002%
73 9.516 2634 2636 2639 rBV2 382 197 0.03% 0.003%
74  9.850 2737 2740 2744 rBV3 739 601 ©0.08% 0.009%
75 9.870 2744 2746 2749 rBV3 472 321 0.04% 0.005%
76  9.902 2754 2756 2760 rBV3 535 324 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\
Data File : VV@31635.D

Acqg On : 03 Jul 2023 14:17

Operator : SY/MD

Sample : 03452-21ME

Misc : 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
77  9.963 2772 2775 2779 rBV3 259 242 0.03% 0.004%
78 10.162 2824 2837 2859 rBV 298985 479140 61.95% 7.348%
79 10.288 2873 2876 2880 rBV4 694 439 0.06% 0.007%
80 10.323 2884 2887 2888 rBV 739 390 0.05% 0.006%
81 10.419 2915 2917 2920 rVB 415 140 0.02% 0.002%
82 10.542 2952 2955 2956 rBV 408 177 0.02% 0.003%
83 10.603 2970 2974 2976 rBV2 353 323  0.04% 0.005%
84 10.644 2985 2987 2991 rBV3 468 274 0.04% 0.004%
85 10.747 3016 3019 3021 rBV2 316 225 0.03% 0.003%
86 10.789 3030 3032 3036 rVv2 318 260 0.03% 0.004%
87 10.812 3036 3039 3041 rVB3 303 193 0.02% 0.003%
88 10.972 3087 3089 3090 rBV 363 142 0.02% 0.002%
89 11.194 3145 3158 3184 rBV 499277 773478 100.00% 11.862%
90 11.419 3227 3228 3230 rBvV2 325 139 0.02% 0.002%
91 11.484 3245 3248 3250 rBV 554 307 0.04% 0.005%
92 11.570 3263 3275 3289 rBV 382974 598579 77.39% 9.179%
93 12.014 3409 3413 3414 rBV2 461 361 0.05% 0.006%
94 12.519 3568 3570 3575 rVB3 606 381 ©0.05% 0.006%
95 12.734 3635 3637 3640 rBV2 713 458 0.06% 0.007%
96 12.754 3640 3643 3646 rBv4 718 525 0.07% 0.008%
97 12.841 3663 3670 3675 rBV5 995 1356 ©0.18% 0.021%
98 13.249 3795 3797 3799 rBvV2 441 217 0.03% 0.003%
99 13.998 4018 4030 4034 rBVS5 2194 4029 0.52% 0.062%
100 16.397 4768 4776 4789 rBV2 66473 100310 12.97% 1.538%

Sum of corrected areas: 6520898
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\

: VVe31635.D

: 03 Jul 2023 14:17

: SY/MD

: 03452-21ME

: 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA .M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\
Data File : VV@31635.D

Acqg On : 03 Jul 2023 14:17

Operator : SY/MD

Sample : 03452-21ME

Misc : 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.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 1,1'-Biphenyl, 2-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.397 6.48 ug/L 100310 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 97
2 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 97
3 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 96
4 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 96
5 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 96

Abundance Scan 4776 (16.397 min): VV031635.D\data.ms (-4768) (- m/z 187.90 100.00%
187.9
151.9
5000
75.8 — e
16.00 16.50
38.8 ‘ 9 H
Y P i A ‘m_www?“?ﬁf m/z 151.90  66.11%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #62866: 1,1'-Biphenyl, 2-chloro-
188.0
5000 152.0 16‘06 i6‘5d
76.0 ; :
m/z 189.90 34.17%
O ‘\\3\\9‘\()H\‘\\\“\“\‘\\‘\“\H\‘Zﬁ\(\)‘\\‘\\‘\\\\‘\ ‘H‘HH‘HH‘HH‘HH
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Abundance #62868: 1,1'-Biphenyl, 2-chloro-
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— e
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Abundance #62863: 3-Chlorobiphenyl “ Pt
188.0 16.00 16.50
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SFAMVLMO61423WMA.M Wed Jul ©5 15:32:30 2023 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70323\
Data File : VV@31635.D

Acqg On : 03 Jul 2023 14:17

Operator : SY/MD

Sample : 03452-21ME

Misc : 4.59g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.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|

1,1'-Biphenyl, ... 16.397 6.5 ug/L 1ee310 3 11.194 773478 50.0
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