LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX©39389.D

Acqg On : 20 Dec 2023 10:09

Operator : JC/MD

Sample : 05807-05

Misc : 3.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39389.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.373 43 47 58 rBV 45222 73891 11.26% 1.637%
2 2.288 191 197 210 rVB 105954 168176 25.63% 3.726%
3 2.404 212 216 223 rVB4 1693 3535 0.54% 0.078%
4 2.715 262 267 274 rBV2 3938 8392 1.28% 0.186%
5 2.775 274 277 281 rVW4 1771 3442 0.52% 0.076%
6 2.849 283 289 298 rW 36888 74526 11.36% 1.651%
7 2.940 298 304 317 rVB 7987 18959 2.89% 0.420%
8 3.239 352 353 355 rBV 280 193 0.03% 0.004%
9 3.336 367 369 374 rVB2 313 354 0.05% 0.008%
10 3.446 383 387 392 rVB3 248 420 0.06% 0.009%
11  3.501 395 396 400 rVB 368 331 0.05% 0.007%
12 3.544 400 403 404 rBv2 193 257 0.04% 0.006%
13 3.574 406 408 409 rBV 213 197 0.03% 0.004%
14 3.769 438 440 443 rBV 205 189 0.03% 0.004%
15 3.867 454 456 459 rBV 147 218 0.03% 0.005%
16 4.123 496 498 501 rVB 272 236 0.04% 0.005%
17 4.239 515 517 520 rBV2 185 198 0.03% 0.004%
18 4.482 547 557 587 rBvV2 40031 184214 28.08%  4.082%
19 4.915 626 628 630 rVB 367 277 0.04% 0.006%
20 4.964 633 636 639 rVB 302 307 0.05% 0.007%
21 5.056 639 651 668 rBV 76502 262886 40.07% 5.825%
22 5.232 677 680 682 rvB2 203 207 0.03% 0.005%
23 5.342 696 698 701 rBvV2 189 234 0.04% 0.005%
24 5.385 702 705 706 rBV 320 272 0.04% 0.006%
25 5.543 729 731 732 rBV2 296 269 0.04% 0.006%
26 5.964 789 800 815 rBvV2 221935 656141 100.00% 14.539%
27 6.159 830 832 838 rVB2 302 358 ©0.05% ©0.008%
28 6.263 845 849 852 rVB2 176 224 0.03% ©0.005%
29 6.409 870 873 874 rVB 263 244 0.04% 0.005%
30 6.458 876 881 882 rBvV2 347 363 0.06% ©0.008%
31 6.622 906 908 911 rvB2 233 199 0.03% 0.004%
32 6.756 920 930 945 rBV 126125 322306 49.12% 7.142%
33 7.006 969 971 973 rBV 233 213 0.03% 0.005%
34 7.e31 973 975 977 rBV 207 183 ©0.03% 0.004%
35 7.110 984 988 999 rvB5 1142 2431 0.37% 0.054%

36 7.305 1011 1020 1037 rBV 134364 309233 47.13% 6.852%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX©39389.D

Acqg On : 20 Dec 2023 10:09

Operator : JC/MD

Sample : 05807-05

Misc : 3.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 8.323 1181 1187 1201 rVWV 78401 139399 21.25%  3.089%
38 8.439 1204 1206 1208 rvv2 412 352 0.05% ©0.008%
39 8.500 1211 1216 1219 rBV2 313 625 0.10% 0.014%
40 8.585 1227 1230 1231 rBV2 276 268 0.04% 0.006%
41  8.646 1231 1240 1254 rBV 249902 409680 62.44% 9.078%
42 8.854 1271 1274 1276 rBV3 202 221 0.03% 0.005%
43 8.909 1280 1283 1285 rBvV2 291 294 0.04% 0.007%
44  8.951 1285 1290 1306 rBV 53525 92883 14.16% 2.058%
45 9.085 1311 1312 1314 rBV2 255 183 ©0.03% 0.004%
46 9.201 1327 1331 1332 rVB2 252 291 0.04% 0.006%
47  9.274 1338 1343 1347 rVB3 1254 1736 0.26% ©.038%
48 9.402 1357 1364 1377 rBV 210236 417289 63.60%  9.246%
49 9.658 1404 1406 1407 rVB2 327 190 0.03% 0.004%
50 9.713 1411 1415 1420 rVB3 2051 3494 0.53% 0.077%
51 9.793 1426 1428 1431 rVB2 285 198 0.03% 0.004%
52 9.890 1441 1444 1447 rBV2 250 342 0.05% 0.008%
53 10.055 1465 1471 1473 rBV 246417 356569 54.34% 7.901%
54 10.396 1524 1527 1530 rBvV2 180 256 0.04% 0.006%
55 10.518 1545 1547 1551 rVB 204 189 0.03% 0.004%
56 10.640 1565 1567 1568 rBV 341 263 0.04% 0.006%
57 10.658 1568 1570 1574 rvv2 397 383 0.06% 0.008%
58 10.719 1576 1580 1582 rBV 185 188 ©0.03% 0.004%
59 10.762 1585 1587 1590 rVB2 204 201 0.03% 0.004%
60 11.091 1638 1641 1646 rVB2 321 495 0.08% 0.011%
61 11.195 1652 1658 1668 rVV 248602 330508 50.37% 7.323%
62 11.311 1673 1677 1682 rVB2 759 1116 0.17% 0.025%
63 11.439 1696 1698 1699 rBV 252 189 0.03% 0.004%
64 11.481 1702 1705 1708 rVB2 525 549 0.08% 0.012%
65 11.609 1722 1726 1727 rBV2 178 182 ©0.03% 0.004%
66 11.762 1747 1751 1755 rVB2 414 658 0.10% 0.015%
67 11.884 1767 1771 1772 rBV 190 199 0.03% 0.004%
68 11.945 1778 1781 1783 rBV2 226 194 0.03% 0.004%
69 11.975 1783 1786 1789 rBV4 879 1226 0.19% 0.027%
70 12.024 1789 1794 1803 rBV 243787 308280 46.98% 6.831%
71 12.176 1816 1819 1823 rVB2 255 348 0.05% ©0.008%
72 12.323 1837 1843 1856 rBV 254336 330717 50.40% 7.328%
73 12.444 1862 1863 1866 rBV2 246 245 0.04% 0.005%
74 12.761 1909 1915 1921 rBV3 2468 3573 ©.54% 0.079%
75 12.883 1933 1935 1937 rBV2 389 361 ©0.06% ©0.008%
76 13.115 1970 1973 1976 rBV3 448 548 0.08% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039389.D

Acqg On : 20 Dec 2023 10:09

Operator : JC/MD

Sample : 05807-05

Misc : 3.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 13.536 2040 2042 2045 rVB2 229 227 0.03% 0.005%
78 13.591 2048 2051 2056 rBV3 978 1049 0.16% 0.023%
79 13.731 2070 2074 2077 rBV2 156 251 0.04% 0.006%
80 13.786 2079 2083 2089 rVB3 445 827 0.13% 0.018%
81 13.865 2095 2096 2099 rVB2 335 218 ©0.03% 0.005%
82 13.962 2110 2112 2115 rVB 610 512 0.08% 0.011%
83 14.127 2134 2139 2144 rBV 3051 4247 0.65% 0.094%
84 14.505 2198 2201 2203 rBV3 341 416 0.06% 0.009%
85 14.603 2215 2217 2219 rVV2 214 188 ©0.03% 0.004%
86 14.779 2242 2246 2249 rVV 222 270 0.04% 0.006%
87 14.883 2262 2263 2265 rBV 419 243  0.04% 0.005%
88 15.151 2305 2307 2308 rBV2 283 208 0.03% 0.005%
89 15.304 2330 2332 2335 rVB2 332 391 0.06% 0.009%
90 15.383 2342 2345 2350 rVB3 1297 2026 0.31% 0.045%
91 15.493 2361 2363 2364 rBV 289 180 ©0.03% 0.004%
92 15.578 2375 2377 2380 rBV2 275 263 0.04% 0.006%
93 15.657 2387 2390 2392 rBV3 295 373 0.06% 0.008%
94 15.718 2398 2400 2403 rBV2 224 199 0.03% 0.004%
95 15.804 2410 2414 2417 rBV 262 359 0.05% 0.008%
96 16.200 2478 2479 2481 rBV2 283 229 0.03% 0.005%
97 16.249 2486 2487 2490 rBV2 310 303 0.05% 0.007%
98 16.395 2509 2511 2514 rBV3 327 442 0.07% 0.010%
99 16.566 2537 2539 2540 rBV 369 284 0.04% 0.006%
100 16.694 2558 2560 2563 rBV3 336 458 0.07% 0.010%
Sum of corrected areas: 4513120
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 05807-05
: 3.19g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH
: 5 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\

: VX@39389.D
: 20 Dec 2023 10:09

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
250000
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150000
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0

TIC: VX039389.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX039389.D

Acqg On : 20 Dec 2023 10:09

Operator : JC/MD

Sample : 05807-05

Misc : 3.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.849 11.56 ug/L 74526  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 91
2 Cyclopentane 70 C5H10 000287-92-3 90
3 Cyclopentane 70 C5H10 000287-92-3 78

4 Cyclopentane 70 C5H10 000287-92-3 72
5 1-Pentene 70 C5H10 000109-67-1 49

Abundance Scan 289 (2.849 min): VX039389.D\data.ms (-283) (-) m/z 42.05 100.00%

42.0
5000 55.0
70.0

2.60 2.80 3.00 3.20

0—r——r e e e e m/z 55.05 43.03%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #631: 1-Pentene
42.0
55.0
5000 L B I L I LN B
27.0 70.0 2.60 2.80 3.00 3.20
m/z 70.05 35.28%
15.0 ‘ ‘
O\\\‘\\\\‘\\‘\\‘\\\‘1‘\\\}"\\\“\‘\}\‘\\\\‘\\\\‘
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #635: Cyclopentane
42.0
R EE e REARE T
2.60 2.80 3.00 3.20
5000 m/z 41.10 33.65%
55.0 70.0
27.0
0 10 15\0 \‘H \“ 1 L
— e e e
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #634: Cyclopentane RRREE T o
42.0 2.60 2.80 3.00 3.20

m/z 39.10 30.52%

5000
55.0 70.0
27.0 ‘
0 150 ‘w ‘ |

m/z--> 0 10 20 30 40 50 60 70 80 2.60 2.80 3.00 3.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122023\
Data File : VX©39389.D

Acqg On : 20 Dec 2023 10:09

Operator : JC/MD

Sample : 05807-05

Misc : 3.19g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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|

(DEL) Alkane: S... 2.849 11.6 ug/L 74526 1 6.763 322306 50.0

SFAMXLM120523WMA.M Fri Dec 22 17:49:51 2023 6



