LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VX@42374.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 7 9 10 rBV 327 195 ©0.04% 0.004%
2 1.258 22 28 36 rBv2 16327 29303 5.48% 0.632%
3 1.374 43 47 49 rBV 14750 23770 4.45% 0.513%
4 1.538 71 74 75 rBV 1527 1712 0.32% 0.037%
5 1.648 89 92 95 rBV2 8337 14596 2.73% 0.315%
6 2.276 189 195 212 rBV 73381 142250 26.63% 3.069%
7 2.483 227 229 232 rVB2 416 309 0.06% 0.007%
8 2.776 271 277 284 rBV2 3857 8154 1.53% 0.176%
9 2.892 294 296 300 rVB2 215 240 0.04% 0.005%
106 2.941 302 304 307 rBV3 261 363 0.07% ©0.008%
11  3.069 322 325 327 rW 130 1706  0.03% 0.004%
12 3.416 378 382 386 rBV2 336 426 0.08% 0.009%
13 3.593 408 411 414 rVV2 122 170 0.03% 0.004%
14 4.056 482 487 488 rBV 203 190 0.04% 0.004%
15 4.105 494 495 502 rBvV2 95 1706 0.03% 0.004%
16 4.495 548 559 580 rBV 33047 125217 23.44% 2.702%
17 4.812 609 611 615 rVB2 390 425 0.08% 0.009%
18 4.971 636 637 639 rBvV 177 177 0.03% 0.004%
19 5.056 639 651 668 rvv2 67762 208944 39.11% 4.508%
20 5.276 684 687 689 rVW 181 268 0.05% 0.006%
21 5.373 700 703 704 rVWV3 350 332 0.06% 0.007%
22 5.391 704 706 714 rVV 569 966 0.18% 0.021%
23 5.550 727 732 733 rBV3 570 754 0.14% 0.016%
24 5.696 752 756 758 rVB2 183 220 0.04% 0.005%
25 5.964 789 800 820 rBv2 187836 534240 100.00% 11.527%
26 6.385 861 869 876 rBV5 1346 4314 0.81% 0.093%
27 6.757 920 930 949 rBV 166328 397684 74.44%  8.581%
28 7.117 983 989 990 rBvV3 998 1721 0.32% 0.037%
29 7.220 999 1006 1012 rBV4 2287 5180 0.97% 0.112%
30 7.306 1012 1020 1032 rBV 108118 237416 44.44% 5.123%
31 7.897 1116 1117 1122 rBV2 96 181 ©0.03% 0.004%
32 7.970 1122 1129 1134 rVVé6 950 1917 0.36% 0.041%
33 8.251 1171 1175 1178 rBvV2 315 418 0.08% 0.009%
34 8.324 1182 1187 1198 rBV 57553 100332 18.78% 2.165%
35 8.525 1218 1220 1223 rVB2 255 252 0.05% ©0.005%

36 8.647 1234 1240 1255 rBV ~ 268532 419387 78.50%  9.049%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 8.763 1255 1259 1267 rVB2 2081 4097 ©0.77% ©0.088%
38 8.872 1275 1277 1282 rVB3 242 338 0.06% 0.007%
39 8.952 1284 1290 1304 rBV 42704 66388 12.43% 1.432%
40 9.049 1304 1306 1309 rVv2 275 305 0.06% 0.007%
41  9.116 1313 1317 1321 rBV3 727 868 0.16% 0.019%
42 9.275 1340 1343 1350 rBV 362 507 0.09% 0.011%
43 9.391 1357 1362 1384 rBvV 132722 277813 52.00% 5.994%
44  9.616 1395 1399 1403 rVV4 863 1205 0.23% 0.026%
45  9.647 1403 1404 1409 rVB2 339 324 0.06% 0.007%
46 9.775 1423 1425 1428 rVB2 196 207 0.04% 0.004%
47  9.830 1428 1434 1438 rVB3 838 1212 0.23% 0.026%
48 10.055 1465 1471 1485 rBV 331255 460123 86.13% 9.928%
49 10.171 1488 1490 1493 rVB3 450 393 0.07% 0.008%
50 10.275 1503 1507 1510 rBV3 847 1410 0.26% ©0.030%
51 10.317 1510 1514 1518 rVB4 1365 2228 0.42% 0.048%
52 10.348 1518 1519 1520 rBV 334 188 0.04% 0.004%
53 10.372 1520 1523 1526 rVB 339 387 0.07% ©0.008%
54 10.458 1533 1537 1541 rVB2 668 680 0.13% 0.015%
55 10.531 1546 1549 1551 rBV3 560 718 0.13% 0.015%
56 10.586 1551 1558 1563 rVB7 2085 4122 0.77% 0.089%
57 10.647 1566 1568 1569 rBV 587 547 0.10% 0.012%
58 10.665 1569 1571 1577 rVB4 953 1342 0.25% 0.029%
59 10.781 1581 1590 1594 rBv2 4056 7208 1.35% 0.156%
60 10.854 1594 1602 1605 rBV6 2780 5898 1.10% 0.127%
61 10.890 1605 1608 1613 rVB2 6700 9777 1.83% 0.211%
62 10.945 1613 1617 1622 rVB4 2211 3600 0.67% 0.078%
63 11.006 1622 1627 1628 rBV2 1808 2469 0.46% 0.053%
64 11.031 1628 1631 1636 rVB 2731 3588 0.67% 0.977%
65 11.085 1636 1640 1643 rBV5 666 911 0.17% 0.020%
66 11.122 1643 1646 1650 rVB4 1439 1917 0.36% 0.041%
67 11.195 1652 1658 1667 rBV 228681 314648 58.90% 6.789%
68 11.335 1672 1681 1686 rBVS8 3293 7844  1.47% 0.169%
69 11.390 1687 1690 1693 rVBS5 2323 2724 0.51% 0.059%
70 11.433 1693 1697 1701 rBV3 4474 6472 1.21% 0.140%
71 11.482 1701 1705 1709 rBV4 5018 6987 1.31% 0.151%
72 11.604 1722 1725 1727 rBV3 2301 2825 0.53% 0.061%
73 11.628 1727 1729 1735 rVB3 3638 4803 0.90% 0.104%
74 11.683 1735 1738 1740 rBV4 2496 2946 0.55% 0.064%
75 11.713 1740 1743 1746 rBV3 5139 6218 1.16% 0.134%
76 11.744 1746 1748 1751 rVB3 4177 4218 0.79% 0.091%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLMO70324WMA .M
Title : VOC Analysis

77 11.841 1760 1764 1766 rBV2 4146 6419 1.20% ©.139%
78 11.933 1776 1779 1783 rBV3 4640 6330 1.18% 0.137%
79 11.976 1783 1786 1789 rVB5 3262 3868 0.72% 0.083%

80 12.024 1789 1794 1805 rVB 352682 463472 86.75% 10.000%

81 12.128 1805 1811 1812 rBVe6 3533 6943 1.30% 0.150%
82 12.189 1819 1821 1826 rVB4 2739 4202 0.79% 0.091%
83 12.262 1826 1833 1836 rBV7 3773 8380 1.57% 0.181%
84 12.323 1836 1843 1849 rBV 327383 446462 83.57% 9.633%
85 12.421 1857 1859 1861 rBV2 2883 2818 0.53% 0.061%
86 12.628 1891 1893 1897 rVB5 2078 2589 0.48% 0.056%
87 12.683 1898 1902 1906 rBV7 7081 9841 1.84% 0.212%
88 12.817 1920 1924 1930 rVB6 11462 18079 3.38% 0.390%
89 12.981 1948 1951 1958 rVB4 10282 14950 2.80% 0.323%
99 13.049 1958 1962 1966 rBV3 5689 9229 1.73% 0.199%
91 13.091 1966 1969 1974 rVB5 2878 4872 0.91% 0.105%
92 13.207 1985 1988 1992 rBV3 5935 6972 1.31% 0.150%
93 13.292 1999 2002 2008 rVB2 9929 13805 2.58% 0.298%
94 13.414 2019 2022 2025 rBV3 9566 13514 2.53% 0.292%
95 13.701 2066 2069 2072 rBV4 5392 6740 1.26% 0.145%
96 13.798 2082 2085 2089 rBvV4 9542 11436 2.14% 0.247%
97 13.841 2089 2092 2096 rBV 12902 16791 3.14% 0.362%
98 14.615 2215 2219 2225 rBvV2 14926 20532 3.84% 0.443%
99 15.213 2314 2317 2321 rVB2 18290 20843 3.90% 0.450%
100 15.420 2347 2351 2356 rVB 22837 32731 6.13% 0.706%
Sum of corrected areas: 4634636
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: P3215-11ME
: 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\

: VXe42374.D
: 18 Jul 2024 17:00

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA .M
: VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.258 3.68 ug/L 29303 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 38
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 38
3 Dimethyl ether 46 C2H60 000115-10-6 16
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 28 (1.258 min): VX042374.D\data.ms (-22) (-) m/z 45.10 100.00%
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T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.420 3.53 ug/L 32731 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 35
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 32
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 30

Abundance Scan 2351 (15.420 min): VX042374.D\data.ms (-2347) (-] ' m/z 193.20 100.00%
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I 0 Y BT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68081: 9-Phenanthrenamine ——
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SFAMXLMO70324WMA.M Mon Jul 22 17:00:00 2024 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042374.D

Acqg On : 18 Jul 2024 17:00

Operator : JC/MD

Sample : P3215-11ME

Misc : 5.94g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 1.258 3.7 ug/L 29303 1 6.757 397684 50.0
unknown-02 15.420 3.5 ug/L 32731 3 12.024 463472 50.0
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