LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044749.D

Acq On : 28 Jan 2025 17:07
Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\SFAMXLM@12825WMA.M
Title : VOC Analysis

Signal : TIC: VX044749.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 34 rBV 15974 25860 2.31% 0.304%
2 1.368 42 46 59 rBV 144472 161907 14.46% 1.903%
3 1.648 88 92 101 rVB 78120 103239 9.22% 1.214%
4 2.300 193 199 208 rVWV 240817 393148 35.11% 4.622%
5 2.380 209 212 222 rVB 7738 13904 1.24% 0.163%
6 2.557 236 241 249 rVB4 2036 5084 0.45% 0.060%
7 2.843 286 288 292 rVB2 513 479 0.04% 0.006%
8 2.880 292 294 295 rBV2 378 322 0.03% 0.004%
9 2.935 295 303 315 rwv 14999 38661 3.45% 0.454%
10 3.270 356 358 360 rVB2 353 358 0.03% 0.004%
11 3.300 360 363 364 rBV 486 513 0.05% 0.006%
12 3.367 373 374 379 rVB 430 539 0.05% 0.006%
13 3.428 382 384 385 rBV 735 634 0.06% 0.007%
14 3.764 438 439 442 rBV 453 437 0.04% 0.005%
15 3.855 452 454 455 rBV 415 318 0.03% 0.004%
16 3.904 459 462 463 rBvV2 612 500 0.04% 0.006%
17 4.026 481 482 485 rBV3 523 457 0.04% 0.005%
18 4.148 501 502 506 rBV3 422 535 0.05% 0.006%
19 4.282 522 524 527 rBV3 355 388 0.03% 0.005%
20 4.459 545 553 569 rBvV 69636 215828 19.27% 2.537%
21 5.050 638 650 667 rBvV 134955 431608 38.54% 5.074%
22 5.373 701 703 704 rBV 527 434 0.04% 0.005%
23 5.458 714 717 718 rVB3 423 369 0.03% 0.004%
24 5.556 7306 733 736 rwv2 559 753 0.07% 0.009%
25 5.690 756 755 756 rBV 383 440 0.04% 0.005%
26 5.800 769 773 776 rBV 282 503 0.04% 0.006%
27 5.964 787 800 825 rBv2 373604 1119834 100.00% 13.164%
28 6.349 858 863 874 rVB2 3896 11477 1.02% 0.135%
29 6.568 896 899 901 rBv2 246 357 0.03% 0.004%
30 6.757 921 930 954 rBV 301422 743364 66.38% 8.739%
31 6.964 962 964 967 rBV3 553 611 0.05% 0.007%
32 7.007 969 971 973 rBvV3 359 379 0.03% 0.004%
33 7.123 984 990 995 rVBS8 1435 2688 0.24% 0.032%
34 7.165 995 997 1001 rVB3 500 597 0.05% 0.007%
35 7.208 1001 1004 1007 rBV 695 744 0.07% 0.009%
36 7.239 1007 1009 1011 rBV 458 449 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044749.D

Acq On : 28 Jan 2025 17:07

Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Peak Location:

Method

Title : VOC Analysis

37 7.306 1011 1020 1037 rBV 225766
38 7.659 1072 1078 1088 rBV 3109
39 7.812 1098 1103 1112 rBV 8850
40 7.952 1124 1126 1128 rBV3 652
41 8.324 1180 1187 1205 rBV 159983
42 8.549 1217 1224 1233 rBV 12811
43 8.647 1233 1240 1260 rVvV 524969
44 8.946 1284 1289 1305 rBV 113407
45 9.208 1329 1332 1333 rVB 523
46 9.244 1333 1338 1346 rBvV 20564
47  9.324 1347 1351 1356 rBV4 1565
48 9.385 1356 1361 1375 rBV =~ 275293
49 9.696 1409 1412 1416 rBV3 2408
50 9.775 1422 1425 1427 rBV2 504
51 9.848 1432 1437 1438 rBV2 429
52 9.915 1441 1448 1457 rBV 39180
53 10.049 1465 1470 1490 rBV 590893
54 10.427 1530 1532 1536 rBv2 402
55 10.647 1564 1568 1569 rBV3 620
56 10.799 1590 1593 1594 rVV2 530
57 10.817 1594 1596 1598 rVB 537
58 10.964 1616 1620 1623 rBV4 612
59 11.189 1652 1657 1670 rVB 391316
60 11.366 1685 1686 1690 rVB 422
61 11.403 1690 1692 1694 rBV 366
62 11.457 1698 1701 1703 rVV3 637
63 11.561 1716 1718 1721 rVVv2 293
64 11.652 1729 1733 1736 rBv2 389
65 11.768 1748 1752 1756 rVB2 830
66 11.896 1772 1773 1778 rVB2 490
67 11.969 1782 1785 1788 rBV3 637
68 12.018 1788 1793 1808 rBV 569486
69 12.226 1823 1827 1830 rBV5 1489
70 12.317 1837 1842 1854 rBV 540636
71 12.549 1875 1880 1882 rBV3 267
72 12.701 1904 1905 1908 rBvV2 450
73 12.762 1912 1915 1919 rVB4 1173
74 12.793 1919 1920 1922 rBvV2 510
75 12.884 1932 1935 1938 rVB2 669
76 13.164 1975 1981 1982 rBvV2 261
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044749.D

Acq On : 28 Jan 2025 17:07
Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\SFAMXLM@12825WMA.M
Title : VOC Analysis
77 13.238 1990 1993 1998 rVB2 546 941 0.08% 0.011%
78 13.494 2034 2035 2038 rVV2 377 375 0.03% 0.004%
79 13.561 2044 2046 2047 rBV 575 538 0.05% 0.006%
80 13.591 2049 2051 2058 rVB3 814 1373 0.12% 0.016%
81 13.676 2060 2065 2067 rBV2 535 903 0.08% 0.011%
82 13.750 2074 2077 2078 rBV2 265 347 0.03% 0.004%
83 13.780 2080 2082 2089 rVV5 1302 2111 0.19% 0.025%
84 13.890 2096 2100 2104 rBV4 564 841 0.08% 0.010%
85 13.951 2108 2110 2112 rVV2 373 339 0.03% 0.004%
86 14.030 2120 2123 2125 rBV3 666 997 0.09% 0.012%
87 14.128 2136 2139 2143 rVB2 1799 2023 0.18% 0.024%
88 14.219 2152 2154 2157 rBV2 304 495 0.04% 0.006%
89 14.378 2178 2180 2182 rVB2 565 396 0.04% 0.005%
90 14.506 2197 2201 2202 rBV2 300 321 0.03% 0.004%
91 14.658 2221 2226 2231 rVB4 727 1299 0.12% 0.015%
92 14.780 2243 2246 2253 rVB4 836 1513 0.14% 0.018%
93 14.963 2275 2276 2278 rVB 633 356 0.03% 0.004%
94 15.115 2296 2301 2302 rBV3 387 607 0.05% 0.007%
95 15.195 2312 2314 2316 rBvV2 503 490 0.04% 0.006%
96 15.457 2353 2357 2359 rBV 474 625 0.06% 0.007%
97 16.005 2445 2447 2449 rBV2 572 408 0.04% 0.005%
98 16.298 2494 2495 2497 rBV2 565 349 0.03% 0.004%
99 16.316 2497 2498 2502 rVB3 610 434 0.04% 0.005%
100 16.426 2514 2516 2519 rBV2 494 410 0.04% 0.005%
Sum of corrected areas: 8506721
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044749.D

Acqg On : 28 Jan 2025 17:07
Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX044749.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044749.D

Acqg On : 28 Jan 2025 17:07

Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Isopropyl butyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.915 3.17 ug/L 54915 Chlorobenzene-d5 10.049
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Isopropyl butyrate
2 Isopropyl butyrate
3 Isopropyl butyrate

130 C7H1402
130 C7H1402
130 C7H1402

4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402

130 C7H1402

000638-11-9 90
000638-11-9 90
000638-11-9 78
000617-50-5 72
000105-66-8 64

5 Butanoic acid, propyl ester

Abundance Scan 1448 (9.915 min): VX044749.D\data.ms (-1441) (-) m/z 43.10 100.00%
43.1
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5000
89.0
"\/_L,,_‘ T ‘ T
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Ol el b ey - m/z 71,000 75.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 T
89.0 10.00
270 m/z 89.080  30.72%
‘ b ‘ 115.0
o130 Ll sTO 1800
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43.0
71.0 RNMA
10.00
5000 m/z 41.10 30.70%
TTT]TTTT \H\‘\\H‘\\H‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH TTTT]TTTT
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Abundance #15400: Isopropy! butyrate M ‘ ‘/\T ‘
m/z 42.10 14.38%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044749.D

Acq On : 28 Jan 2025 17:07
Operator : JC/MD

Sample : Ql162-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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|

Isopropyl butyrate 9.915 3.2 ug/L 54915 2 10.049 864975 50.0
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