LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25642.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 22 25 31 rBV 4506 7429 0.02% 0.015%
2 1.368 43 46 57 rVB 53523 63031 0.19% 0.128%
3 1.550 69 76 77 rBV4 6825 12245 0.04% 0.025%
4 1.648 89 92 98 rVvB 34802 39513 0.12% ©0.080%
5 2.288 190 197 208 rBV5 164075 350378 1.03% 0.712%
6 2.947 299 305 317 rBV 7144 19459 0.06% 0.040%
7 3.526 397 400 403 rVB2 350 439 0.00% 0.001%
8 3.605 405 413 426 rBV 25783 62419 0.18% 0.127%
9 4.190 506 509 510 rBv2 374 394 0.00% 0.001%
10 4.495 546 559 583 rBV2 20828 104137 ©0.31% 0.212%
11  4.721 592 596 597 rBV3 699 894 0.00% 0.002%
12 5.068 641 653 670 rBv 57743 196522 0.58% 0.399%
13 5.385 689 705 725 rBV 2249074 7152925 21.09% 14.531%
14 5.806 772 774 779 rBV 454 485 0.00% 0.001%
15 5.970 790 801 817 rBV2 165619 487825 1.44%  0.991%
16 6.239 844 845 850 rBV3 429 526 ©0.00% 0.001%
17 6.373 860 867 872 rBV6 1823 5489 0.02% 0.011%
18 6.513 888 890 892 rBV2 377 345 0.00% 0.001%
19 6.769 922 932 948 rBV 120427 330386 0.97% 0.671%
20 6.940 958 960 962 rBV 397 277 0.00% 0.001%
21 7.129 981 991 1012 rBV 1505303 3370773 9.94% 6.848%
22 7.312 1013 1021 1035 rVB 91395 220386 0.65% 0.448%
23 7.452 1043 1044 1046 rVB 491 272 0.00% 0.001%
24 7.476 1046 1048 1049 rBV 597 503 0.00% 0.001%
25 7.610 1069 1070 1073 rBV 286 336 0.00% 0.001%
26 7.653 1076 1077 1079 rBV 461 331 0.00% 0.001%
27 7.726 1085 1089 1090 rBV 312 273 0.00% 0.001%
28 7.818 1102 1104 1108 rBV2 299 424 0.00% 0.001%
29 7.915 1118 1120 1121 rBV 375 295 0.00% 0.001%
30 8.068 1143 1145 1148 rBV2 290 405 0.00% 0.001%
31 8.330 1181 1188 1201 rBV 58173 110848 ©.33% 0.225%
32 8.494 1213 1215 1219 rVV 481 666 0.00% 0.001%
33  8.555 1222 1225 1227 rBV 357 328 0.00% 0.001%
34 8.653 1232 1241 1247 rBV 227418 406030 1.20% ©.825%
35 8.720 1247 1252 1265 rVB 173230 305083 ©.90% 0.620%
36 8.958 1286 1291 1299 rBV2 38860 68709 0.20% 0.140%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
37 9.104 1313 1315 1318 rBV 502 432 0.00% 0.001%
38 9.141 1318 1321 1322 rBV3 506 466 0.00% 0.001%
39 9.287 1336 1345 1351 rBV 19547984 33919847 100.00% 68.907%
40  9.403 1358 1364 1376 rVB 133866 232059 0.68% 0.471%
41  9.756 1420 1422 1427 rBV6 824 1180 ©0.00% 0.002%
42 9.878 1440 1442 1444 rBV2 724 695 0.00% 0.001%
43 9.951 1450 1454 1456 rBv2 510 712 0.00% 0.001%
44 10.012 1460 1464 1466 rBvV2 1821 2621 0.01% 0.005%
45 10.061 1466 1472 1483 rVB 260547 389419 1.15% 0.791%
46 10.201 1490 1495 1499 rVB 8920 12284 0.04% 0.025%
47 10.305 1506 1512 1519 rBV 81966 120466 ©.36% 0.245%
48 10.360 1519 1521 1525 rVB2 1116 1121 0.00% 0.002%
49 10.403 1525 1528 1532 rBvV3 979 1372 0.00% 0.003%
50 10.646 1563 1568 1573 rwV 25870 34567 ©0.10% 0.070%
51 10.854 1598 1602 1607 rBV4 2650 3780 0.01% 0.008%
52 10.896 1607 1609 1614 rBv2 473 554 0.00% 0.001%
53 10.963 1619 1620 1624 rVB3 458 435 0.00% 0.001%
54 11.037 1626 1632 1633 rBvV3 470 866 0.00% 0.002%
55 11.067 1634 1637 1639 rBvV3 987 1262 0.00% 0.003%
56 11.201 1653 1659 1666 rBV 169411 230225 0.68% 0.468%
57 11.384 1685 1689 1695 rBvV3 3680 6767 ©0.02% 0.014%
58 11.476 1702 1704 1714 rVB3 5456 7255 0.02% 0.015%
59 11.622 1724 1728 1734 rVB4 1613 2631 0.01% 0.005%
60 11.713 1740 1743 1746 rBV3 1776 1989 0.01% 0.004%
61 11.756 1746 1750 1758 rVB2 11032 14239 0.04% 0.029%
62 11.847 1761 1765 1768 rBV3 825 1380 0.00% 0.003%
63 11.939 1776 1780 1784 rBV3 1435 2127 0.01% 0.004%
64 11.975 1784 1786 1789 rVB2 794 585 0.00% 0.001%
65 12.024 1789 1794 1801 rBV 332342 413982  1.22% 0.841%
66 12.091 1802 1805 1809 rVB 2377 3266 0.01% 0.007%
67 12.213 1823 1825 1826 rBV 557 449 0.00% 0.001%
68 12.250 1826 1831 1837 rVV 48748 62698 0.18% 0.127%
69 12.323 1838 1843 1850 rVB 312586 390664 1.15% 0.794%
70 12.427 1855 1860 1864 rBV 7412 8808 0.03% 0.018%
71 12.463 1864 1866 1872 rVB4 1068 1715 0.01% 0.003%
72 12.609 1889 1890 1897 rBV3 640 928 0.00% 0.002%
73 12.762 1913 1915 1917 rBV 346 355 0.00% 0.001%
74 12.896 1932 1937 1939 rBV2 1007 1384 0.00% 0.003%
75 13.048 1958 1962 1966 rBV4 522 984 0.00% 0.002%
76 13.164 1976 1981 1983 rBV3 439 646 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
77 13.268 1994 1998 2001 rBV2 2360 3715 0.01% ©0.008%
78 13.384 2015 2017 2021 rVB3 641 553 0.00% 0.001%
79 13.481 2032 2033 2036 rBV 388 375 0.00% 0.001%
80 13.615 2051 2055 2058 rVB 287 383 0.00% 0.001%
81 13.780 2078 2082 2089 rVB 3359 4033 0.01% 0.008%
82 13.841 2089 2092 2096 rVB4 720 1103 0.00% 0.002%
83 14.042 2120 2125 2129 rVB3 1999 2691 0.01% 0.005%
84 14.298 2165 2167 2168 rBV 360 273 0.00% 0.001%
85 14.402 2181 2184 2187 rBV2 392 509 0.00% 0.001%
86 14.426 2187 2188 2191 rVV 345 280 0.00% 0.001%
87 14.615 2212 2219 2221 rBV3 494 1126 0.00% 0.002%
88 14.640 2221 2223 2228 rVB3 1225 1340 0.00% 0.003%
89 14.755 2239 2242 2246 rBV4 1431 1770 0.01% 0.004%
990 14.981 2278 2279 2281 rBV 370 272 0.00% 0.001%
91 15.213 2315 2317 2322 rVB3 523 678 0.00% 0.001%
92 15.249 2322 2323 2326 rBV 425 319 0.00% 0.001%
93 15.426 2349 2352 2354 rVB3 1254 1207 0.00% 0.002%
94 15.450 2354 2356 2357 rBV 405 309 0.00% 0.001%
95 15.493 2357 2363 2367 rBV5 1487 2653 0.01% 0.005%
96 15.627 2381 2385 2387 rBV3 615 824 0.00% 0.002%
97 15.652 2387 2389 2392 rVB3 536 466 0.00% 0.001%
98 15.841 2418 2420 2424 rBV3 302 295 0.00% 0.001%
99 16.383 2503 2509 2514 rVB4 1222 2086 0.01% 0.004%
100 16.664 2553 2555 2556 rBV 425 345 0.00% 0.001%
Sum of corrected areas: 49225600
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025642.D\data.ms
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1le+07

5000000
5.385

0 1.2403681.55648 2.288 2.947 3.32605 4190 4.4954.721  5.068 5.806-970 6.23¢
\\‘f\\‘!T\\‘!_\‘\\\\‘\\\\‘\\\\‘\‘Y_F\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘T\‘\\\\rv_v_v_r‘\\\\‘\\\\‘\\\\r\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX025642.D\data.ms

9.287

1.5e+07

1le+07

5000000

7.129

37513 6.76%$.940 /\7.3124%6!61918.068 8.336.2%%6520 8.958104: L.403 9.7563r198). PQBBB0310.6460ABEKZ 2001 BB47¢
A R e S B S e e e ==l
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025642.D\data.ms

o

1.5e+07

1le+07

5000000

oA et A 619, 152595 033 546TBARL619.3014.042 14 BICTATAT 534 S6 | SPAMORBRGEIE 41 16,383 16,664
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

SFAMXLM112221WMA.M Wed Dec 15 07:00:00 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 7.57 ug/L 62698 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1,2,2,4-tetrachloro- 194 C4H6C14 042525-60-0 40
2 Cyclopropane, 1,1-dichloro-2-chl... 172 C5H7C13 015997-19-0 32
3 Methyl 3,3-dichloropropenoate 154 C4H4C1202 002257-46-7 25
4 1-Propene, 3,3,3-trichloro-2-met... 158 C4H5C13 004749-27-3 16
5 1-Propene, 1,1,3-trichloro-2-met... 158 C4H5C13 031702-33-7 16
Abundance Scan 1831 (12.250 min): VX025642.D\data.ms (-1826) (- m/z 123.00 100.00%
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69481: Butane, 1,2,2,4-tetrachloro-
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Abundance #31544: Methyl 3,3-dichloropropenoate A sy
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX@25642.D

Acqg On : 09 Dec 2021 00:09

Operator : JC/MD

Sample : M4975-07

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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|

unknown-01 12.250 7.6 ug/L 62698 3 12.024 413982 50.0
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