LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis

Signal : TIC: VV@31626.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 68 74 93 rVB 67784 97918 12.50% 1.286%
2 1.497 137 142 144 rBV 15298 14402 1.84% 0.189%
3 1.519 145 149 157 rW 32247 39719 5.07% 0.522%
4 2.047 302 313 331 rBV 170683 253040 32.31% 3.324%
5 2.227 361 369 378 rBvV3 2012 2852 0.36% 0.037%
6 2.336 399 403 405 rBV3 688 556 0.07% 0.007%
7 2.384 409 418 428 rBV 20807 39480 5.04% 0.519%
8 2.564 462 474 486 rBV4 4342 9283 1.19% 0.122%
9 2.699 508 516 519 rBv6 2481 3729 0.48% 0.049%
106 2.889 566 575 576 rBV6 878 1133 0.14% 0.015%
11 2.976 599 602 605 rBvV3 520 406 0.05% 0.005%
12 3.060 624 628 630 rBvV2 502 448 0.06% 0.006%
13 3.146 652 655 661 rBV3 323 344 0.04% ©0.005%
14 3.304 701 704 709 rVB 358 316 ©0.04% 0.004%
15 3.336 713 714 719 rVW2 385 310 0.04% 0.004%
16 3.371 721 725 731 rVB3 503 417 0.05% 0.005%
17 3.397 731 733 738 rBV3 496 337 0.04% 0.004%
18 3.516 767 770 776 rBV3 379 352 0.04% 0.005%
19 3.674 815 819 821 rBV 360 313 0.04% 0.004%
20 3.809 851 861 888 rBv2 51028 180712 23.08%  2.374%
21  4.256 983 1000 1022 rBV 128524 339475 43.35%  4.459%
22 4.584 1100 1102 1107 rVB 800 586 0.07% 0.008%
23 4.696 1133 1137 1141 rVB4 578 393 0.05% 0.005%
24  4.738 1144 1150 1153 rBV4 822 655 0.08% 0.009%
25 4.818 1172 1175 1177 rBV2 520 335 0.04% 0.004%
26 4.960 1203 1219 1252 rBV2 302467 783078 100.00% 10.286%
27 5.175 1282 1286 1296 rVB5 761 835 0.11% 0.011%
28 5.220 1296 1300 1304 rVB3 564 332 0.04% 0.004%
29 5.333 1333 1335 1337 rBV 489 297 0.04% 0.004%
30 5.539 1387 1399 1433 rBV 276564 595454 76.04%  7.822%
31 5.834 1481 1491 1504 rVB10 3772 7944 1.01% 0.104%
32 5.995 1528 1541 1570 rBV 180111 389848 49.78% 5.121%
33  6.095 1570 1572 1576 rvv2 485 372 0.05% ©0.005%
34 6.114 1576 1578 1584 rvv3 489 347 0.04% 0.005%
35 6.178 1595 1598 1600 rBvV3 525 319 0.04% 0.004%
36 6.214 1605 1609 1613 rvVvB3 648 527 0.07% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
37 6.323 1640 1643 1648 rBvV2 356 343 0.04% 0.005%
38 6.458 1682 1685 1687 rvB2 457 318 ©0.04% 0.004%
39 6.522 1697 1705 1706 rBV2 683 613 0.08% 0.008%
40 6.587 1721 1725 1730 rVV3 582 702 0.09% 0.009%
41 6.638 1737 1741 1744 rVB4 554 413 0.05% 0.005%
42 6.664 1746 1749 1755 rBV3 515 468 0.06% 0.006%
43 6.783 1784 1786 1790 rVB4 609 309 0.04% 0.004%
44  6.921 1818 1829 1848 rBV 85710 172477 22.03%  2.266%
45  7.188 1907 1912 1915 rBV3 1076 1318 0.17% 0.017%
46 7.249 1919 1931 1949 rBV 280081 499609 63.80% 6.563%
47  7.400 1975 1978 1983 rVB4 1140 841 0.11% 0.011%
48 7.561 2018 2028 2056 rBvV 62385 126961 16.21% 1.668%
49 7.780 2092 2096 2100 rBV4 738 662 0.08% 0.009%
50 7.876 2122 2126 2128 rBvV2 1056 832 0.11% 0.011%
51 7.915 2134 2138 2145 rVB5 779 1055 ©0.13% 0.014%
52 8.053 2167 2181 2215 rBV 147211 426501 54.46% 5.602%
53 8.272 2247 2249 2252 rBV4 587 483 0.06% 0.006%
54  8.358 2273 2276 2277 rBV3 1095 553 0.07% 0.007%
55 8.503 2316 2321 2325 rVB5 628 664 0.08% 0.009%
56 8.529 2326 2329 2337 rVB5 792 984 0.13% 0.013%
57 8.583 2342 2346 2351 rBV2 595 582 0.07% ©0.008%
58 8.619 2355 2357 2363 rvB3 546 346 0.04% 0.005%
59 8.674 2371 2374 2377 rVB2 613 442 0.06% 0.006%
60 8.699 2377 2382 2383 rBV2 456 314 0.04% 0.004%
61 8.738 2390 2394 2396 rBV4 517 295 0.04% 0.004%
62 8.792 2399 2411 2433 rBV 419858 728349 93.01% 9.568%
63  8.944 2455 2458 2460 rBV2 642 469 0.06% 0.006%
64  8.963 2461 2464 2472 rVB5 1358 1483 0.19% 0.019%
65 9.088 2498 2503 2504 rBV3 1428 1160 ©.15% 0.015%
66 9.156 2521 2524 2530 rVB5 702 571 ©0.07% 0.008%
67 9.381 2592 2594 2597 rVB3 558 293 0.04% 0.004%
68 9.410 2599 2603 2604 rBV 814 572 0.097% 0.008%
69 9.490 2623 2628 2629 rBV 1223 814 0.10% 0.011%
70  9.596 2659 2661 2664 rBV 462 369 0.05% ©0.005%
71  9.651 2674 2678 2694 rVB6 1744 2976 ©0.38% 0.039%
72 9.731 2698 2703 2704 rBV4 1484 1222 0.16% 0.016%
73 9.879 2745 2749 2752 rBvV3 807 801 0.10% 0.011%
74  9.960 2766 2774 2777 rBV5S 1852 2048 0.26% 0.027%
75 10.069 2804 2808 2810 rBV3 1030 694 0.09% 0.009%
76 10.120 2820 2824 2825 rBV2 740 508 0.06% 0.007%

SFAMVLMO61423WMA.M Fri Jun 30 14:05:16 2023 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
77 10.165 2826 2838 2853 rVV 279575 470886 60.13% 6.186%
78 10.333 2882 2890 2899 rVB5 3794 6318 ©0.81% 0.083%
79 10.378 2899 2904 2905 rBV3 803 640 0.08% 0.008%
80 10.397 2905 2910 2916 rVB7 1852 2215 0.28% 0.029%
81 10.452 2920 2927 2928 rBV3 1779 1761 0.22% 0.023%
82 10.516 2943 2947 2953 rVB6 1667 1913 0.24% 0.025%
83 10.561 2959 2961 2964 rVB3 1242 610 0.08% 0.008%
84 10.667 2992 2994 2998 rVB4 634 341 0.04% 0.004%
85 10.706 3003 3006 3008 rBV3 888 719 0.09% ©0.009%
86 10.825 3038 3043 3047 rBV6 1331 1610 0.21% 0.021%
87 10.863 3052 3055 3060 rVVve6 1345 1258 0.16% 0.017%
88 10.982 3082 3092 3097 rBV7 1981 3297 0.42% 0.043%
89 11.008 3097 3100 3104 rBVS5S 1488 1251 0.16% 0.016%
90 11.091 3121 3126 3135 rBV8 3812 6110 0.78% 0.080%
91 11.194 3147 3158 3181 rBV 476275 748627 95.60%  9.834%
92 11.474 3242 3245 3246 rBV2 1459 813 0.10% 0.011%
93 11.570 3263 3275 3294 rVB 364030 581234 74.22% 7.635%
94 12.201 3460 3471 3480 rBV 8166 15447 1.97% 0.203%
95 12.316 3498 3507 3517 rBV 10174 22238 2.84% 0.292%
96 12.413 3532 3537 3547 rVB7 6088 8835 1.13% 0.116%
97 13.214 3779 3786 3793 rBV9 8024 11363 1.45% 0.149%
98 13.426 3847 3852 3854 rBV5S 5372 5805 0.74% 0.076%
99 16.397 4765 4776 4793 rBV 488402 748694 95.61% 9.835%
100 17.480 5104 5113 5127 rVB2 130638 223437 28.53% 2.935%

Sum of corrected areas: 7612700
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 29 Jun 2023 17:20

: SY/MD

: 03458-13ME

: 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve62923\
VV031626.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 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, 4-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.397 50.00 ug/L 748694  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 96
2 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 96
3 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 94
4 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 94
5 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 93
Abundance Scan 4776 (16.397 min): VV031626.D\data.ms (-4765) (- m/z 187.85 100.00%
187.8
151.9
5000
75.9 — L—
16.00 16.50
38.8 ‘ H
ob—08 | 4. 3128 4 | 2208 282t 4 7 151.90  63.86%
miz-> 50 100 150 200 250
Abundance #62867: 1,1'-Biphenyl, 4-chloro-
188.0
5000 — -
152.0 16.00 16.50
76.0 m/z 189.90  33.53%
0 T T \39\ OH \“ \“‘\ \ ‘]_]_\3\(?‘\ T ““ T T T ! ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #62868: 1,1'-Biphenyl, 2-chloro-
188.0
—
152.0 16.00 16 50
5000 m/z 152.90 23.47%
76.0
%9 |
OH“H“”‘”u]uwu”“””_ —
miz--> 100 150 200 250
Abundance #62873: 1,1'-Biphenyl, 4-chloro- T
188.0 16.00 16 50
m/z 75.90  22.88%
5000 152.0
76.0
o0 mao ||
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.480 14.92 ug/L 223437 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
4 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 97
5 1,1'-Biphenyl 2,3'-dichloro- 222 C12H8C12 025569-80-6 97

Abundance Scan 5113 (17.480 min): VV031626.D\data.ms (-5104) (- m/z 151.90 100.00%
151.9
221.8
5000 186.8
74.8 L
17.20 17.40
388 ‘ 110.8 ‘
0 ,mu_JMW‘HHu“‘_w“u“p”‘w"J‘HWn‘wHwwl‘”_Mh‘mﬁg’?,f???,l”f m/z 221.85 55.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
222.0
5000 L I L B B
187.0 17.20 17.40
750 m/z 186.85  37.52%
O ’\\3\f9‘9”\\“H\\\‘h‘\H\\“\H“\\‘\‘\‘HH‘HM\‘\\\\‘\‘1‘\\‘\\H“\H\H’HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101342: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
R AR R
222.0 17.20 17.40
5000 m/z 223.80 32.74%
187.0
75.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- e
152.0 17.20 17.40
222.0 m/z 150.85 26.17%
187.0
5000
75.0
. 0 VPR D NN NN — YA VU
m/z--> 20 40 60 80 100120140160180200220240260280 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV031626.D

Acqg On : 29 Jun 2023 17:20

Operator : SY/MD

Sample : 03458-13ME

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 18 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 50.0 ug/L 748694 3 11.194 748627 50.0
1,1'-Biphenyl, ... 17.480 14.9 ug/L 223437 3 11.194 748627 50.0
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