LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122624\
Data File : VX044500.D

Acq On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 8 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\SFAMXLM120524WMA.M
Title : VOC Analysis

Signal : TIC: VXe44500.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.264 26 29 33 rVB 4911 4894 0.47% 0.062%
2 1.368 42 46 63 rvB 85555 164637 15.95% 2.073%
3 1.630 69 89 90 rBV 52393 142106 13.77% 1.789%
4 2.288 190 197 210 rBV 207024 344404 33.37% 4.336%
5 2.538 233 238 242 rVB3 621 725 0.07% 0.009%
6 2.605 247 249 250 rVB2 592 355 0.03% 0.004%
7 2.660 255 258 259 rBV 444 491 0.05% 0.006%
8 2.727 263 269 272 rBV6 1120 2267 0.22% 0.029%
9 2.764 273 275 276 rBV2 543 374 0.04% 0.005%
10 2.837 285 287 292 rVB2 470 759 0.07% 0.010%
11 2.953 297 306 311 rBV2 3897 10540 1.02% 0.133%
12 3.050 321 322 324 rVB2 681 347 0.03% 0.004%
13 3.081 324 327 330 rBV2 444 458 0.04% 0.006%
14 3.203 344 347 348 rBV 637 472 0.05% 0.006%
15 3.276 356 359 362 rBV3 379 540 0.05% 0.007%
16 3.367 372 374 377 rVB 644 433 0.04% 0.005%
17 3.416 379 382 383 rBV 602 647 0.06% 0.008%
18 3.520 398 399 402 rVB 695 366 0.04% 0.005%
19 3.544 402 403 405 rBvV2 463 379 0.04% 0.005%
20 3.678 423 425 429 rVB3 313 357 0.03% 0.004%
21 3.757 435 438 439 rVB2 489 355 0.03% 0.004%
22 3.782 439 442 444 rBV 342 468 0.05% 0.006%
23 3.843 450 452 455 rVB2 572 588 0.06% 0.007%
24 3.898 455 461 463 rBV4 503 1051 0.10% 0.013%
25 4.483 549 557 576 rBV 35569 152918 14.81% 1.925%
26 4.867 617 620 621 rBv2 764 719 0.07% 0.009%
27 4.916 625 628 629 rBv2 556 479 0.05% 0.006%
28 4.952 633 634 636 rBv2 458 342 0.03% 0.004%
29 5.050 636 650 668 rBv2 126370 412458 39.96% 5.193%
30 5.471 717 719 721 rBvV3 338 373 0.04% 0.005%
31 5.531 727 729 731 rBv2 614 789 0.08% 0.010%
32 5.592 738 739 742 rBV3 445 474 0.05% 0.006%
33 5.672 750 752 754 rVB2 466 413 0.04% 0.005%
34 5.824 774 777 779 rBV3 525 635 0.06% 0.008%
35 5.958 788 799 819 rBV2 350290 1032231 100.00% 12.996%
36 6.153 829 831 835 rVB3 796 1077 0.10% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122624\
Data File : VX044500.D

Acq On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 8 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\SFAMXLM120524WMA.M
Title : VOC Analysis
37 6.190 835 837 839 rBV3 362 445 0.04% 0.006%
38 6.367 862 866 872 rVV5 1026 2325 0.23% 0.029%
39 6.580 898 901 903 rBV3 273 362 0.04% 0.005%
40 6.611 903 906 908 rBV3 438 635 0.06% ©0.008%
41 6.757 921 930 944 rBV 244871 608204 58.92% 7.658%
42 7.056 978 979 982 rBV3 547 449 0.04% 0.006%
43 7.110 982 988 995 rBV9 2941 9071 0.88% 0.114%
44  7.208 1001 1004 1006 rBV3 1160 1593 0.15% ©0.020%
45 7.299 1011 1019 1035 rVB 201356 456993 44.27% 5.754%
46  7.525 1054 1056 1057 rBV2 473 380 0.04% 0.005%
47 7.592 1066 1067 1069 rVB 644 429 0.04% ©0.005%
48 7.616 1069 1071 1072 rBV 410 391 0.04% 0.005%
49 7.891 1114 1116 1118 rVB3 538 415 0.04% ©0.005%
50 7.921 1118 1121 1122 rBV2 425 480 0.05% ©0.006%
51 7.946 1122 1125 1129 rVV5 914 1772  0.17% ©.022%
52 8.116 1151 1153 1155 rVB2 529 406 0.04% ©0.005%
53 8.159 1158 1160 1165 rBV4 650 902 0.09% 0.011%
54 8.220 1168 1170 1172 rBV3 431 406 0.04% ©.005%
55 8.275 1173 1179 1181 rBV5 1561 2811 0.27% 0.035%
56 8.324 1181 1187 1201 rVV 121493 206836 20.04% 2.604%
57 8.476 1210 1212 1213 rVB2 1020 561 0.05% 0.007%
58 8.507 1215 1217 1219 rBV2 444 381 0.04% 0.005%
59 8.586 1226 1230 1233 rBV4 924 1457 0.14% 0.018%
60 8.647 1233 1240 1253 rBV 505893 840372 81.41% 10.581%
61 8.848 1271 1273 1275 rVB3 721 353 0.03% 0.004%
62 8.909 1278 1283 1285 rBV3 3662 5971 0.58% 0.075%
63 8.952 1285 1290 1305 rVB 80962 136094 13.18% 1.713%
64 9.104 1312 1315 1317 rBV4 933 1251 0.12% 0.016%
65 9.287 1342 1345 1348 rVB4 1116 1574 0.15% 0.020%
66 9.354 1354 1356 1357 rBvV2 534 404 0.04% 0.005%
67 9.391 1357 1362 1377 rWV 186511 348120 33.73% 4.383%
68 9.616 1395 1399 1405 rVB4 5036 7656 0.74% 0.096%
69 9.701 1411 1413 1417 rVB5 1516 1681 0.16% 0.021%
70 9.756 1417 1422 1425 rBV5 1642 2580 0.25% 0.032%
71 9.817 1428 1432 1436 rBV6 2026 3698 0.36% 0.047%
72 9.897 1442 1445 1450 rVB4 3658 5276 0.51% 0.066%
73 10.006 1459 1463 1465 rBv4 2586 3442 ©0.33% 0.043%
74 10.049 1465 1470 1485 rVB 520806 730624 70.78% 9.199%
75 10.268 1504 1506 1508 rBV3 1273 1271 0.12% ©0.016%
76 10.360 1517 1521 1527 rVB3 13740 17583 1.70% 0.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122624\
Data File : VX044500.D

Acq On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 8 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\SFAMXLM120524WMA.M
Title : VOC Analysis
77 10.451 1533 1536 1540 rVB3 2262 3140 0.30% 0.040%
78 10.774 1582 1589 1593 rBV3 8110 12529 1.21% 0.158%
79 10.890 1605 1608 1614 rVB2 7635 10497 1.02% 0.132%
80 10.939 1614 1616 1618 rBV2 1380 1508 0.15% 0.019%
81 11.189 1651 1657 1669 rBV 328551 451604 43.75% 5.686%
82 11.317 1675 1678 1679 rBV2 1665 1761 0.17% 0.022%
83 11.433 1693 1697 1699 rBV4 3148 4365 0.42% 0.055%
84 11.476 1700 1704 1709 rVB 35550 40010 3.88% 0.504%
85 11.713 1739 1743 1746 rBV 16219 18333 1.78% 0.231%
86 11.829 1758 1762 1763 rBV3 1285 1590 0.15% 0.020%
87 12.018 1788 1793 1800 rBV 576243 745368 72.21% 9.385%
88 12.317 1837 1842 1850 rBV 584506 742543 71.94%  9.349%
89 12.420 1855 1859 1863 rVV 53003 57190 5.54% 0.720%
90 12.683 1898 1902 1905 rBV4 4564 6307 0.61% 0.079%
91 12.884 1932 1935 1943 rBV7 6726 14330 1.39% 0.180%
92 13.036 1956 1960 1963 rBV5 3770 5897 0.57% 0.074%
93 13.134 1973 1976 1982 rBV5 5724 7953 0.77% 0.100%
94 13.268 1994 1998 2001 rBV 37289 47483 4.60%  ©.598%
95 13.384 2013 2017 2020 rBV 14270 17171 1.66% 0.216%
96 14.036 2121 2124 2128 rVB 28461 28986 2.81% ©.365%
97 14.615 2215 2219 2221 rBV4 5792 8116 0.79% 0.102%
98 14.749 2239 2241 2244 rVB 8894 9980 ©.97% 0.126%
99 14.877 2259 2262 2267 rVB 12845 14202 1.38% 0.179%
100 15.127 2301 2303 2307 rBV3 4171 5052 0.49% 0.064%
Sum of corrected areas: 7942490
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122624\

: VX044500.D

: 26 Dec 2024 11:30

: JC/MD

: P5333-07ME

: 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122624\
Data File : VX044500.D

Acqg On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.476 2.68 ug/L 40010 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Decane 142 C10H22 000124-18-5 90
3 Decane 142 C10H22 000124-18-5 87
4 Carbonic acid, decyl prop-1l-en-2... 242 C14H2603 1000382-90-5 78
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 1704 (11.476 min): VX044500.D\data.ms (-1700) (- m/z 43.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122624\
Data File : VX044500.D

Acqg On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.421 3.84 ug/L 57190 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 87
3 Undecane 156 C11H24 001120-21-4 83
4 Undecane 156 C11H24 001120-21-4 80
5 Undecane 156 C11H24 001120-21-4 74
Abundance Scan 1859 (12.420 min): VX044500.D\data.ms (-1855) (- m/z 57.10 100.00%
57.1
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O . . LA Lo AT S M m/z 43.05 96.39%
m/z--> 20 40 60 80 100 120 140 160
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57.0
5000 WA
85.0 1250
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5000 m/z 71.10 49.27%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122624\
Data File : VX044500.D

Acqg On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.268 3.19 ug/L 47483 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 94
3 Tetradecane 198 C14H30 000629-59-4 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1998 (13.268 min): VX044500.D\data.ms (-1994) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122624\
Data File : VX044500.D

Acq On : 26 Dec 2024 11:30

Operator : JC/MD

Sample : P5333-07ME

Misc : 3.54g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .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... 11.476 2.7 ug/L 40010 3 12.018 745368 50.0
(DEL) Alkane: S... 12.421 3.8 ug/L 57190 3 12.018 745368 50.0
(DEL) Alkane: S... 13.268 3.2 ug/L 47483 3 12.018 745368 50.0
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