LSC Area Percent Report

@ % of largest Peak

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122724\

Data File : VX044517.D

Acq On : 27 Dec 2024 13:49

Operator : JC/MD

Sample : PB165836TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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: VXe44517.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 27 rBvV 3776 4779 0.50% 0.067%
2 1.368 43 46 57 rBV 111492 137730 14.29% 1.924%
3 1.642 88 91 104 rVB 94454 155269 16.11% 2.169%
4 2.294 192 198 209 rBV 203096 314525 32.63% 4.393%
5 2.483 226 229 230 rBV2 520 559 0.06% 0.008%
6 2.776 272 277 284 rVB6 1760 3372 0.35% 0.047%
7 2.941 299 304 315 rvv2 6342 15282 1.59% 0.213%
8 3.123 332 334 337 rVW4 600 753 0.08% 0.011%
9 3.154 337 339 341 rVVv2 532 448 0.05% 0.006%
10 3.239 350 353 357 rVB3 579 736 0.08% 0.010%
11 3.306 360 364 365 rBV2 485 472 0.05% 0.007%
12 3.379 372 376 378 rBV2 431 562 0.06% 0.008%
13 3.440 379 386 392 rVBY 2557 6412 0.67% 0.090%
14 3.581 404 409 414 rBV6 1107 2639 0.27% 0.037%
15 3.782 439 442 444 rBV2 446 564 0.06% 0.008%
16 3.928 462 466 469 rBV3 404 547 0.06% 0.008%
17 4.270 519 522 523 rBV2 547 500 0.05% 0.007%
18 4.330 529 532 533 rBV 429 421 0.04% 0.006%
19 4.459 546 553 571 rBvV 51040 162336 16.84% 2.267%
20 5.050 638 650 674 rVV2 144470 517016 53.63% 7.221%
21 5.294 688 690 694 rvVB 520 443 0.05% 0.006%
22 5.379 700 704 706 rBV3 625 1066 0.11% 0.015%
23 5.483 718 721 723 rVB2 405 464 0.05% 0.006%
24 5.525 723 728 729 rBv4 694 1239 0.13% 0.017%
25 5.568 733 735 737 rVB2 765 481 0.05% 0.007%
26 5.849 779 781 785 rBv4 404 439 0.05% 0.006%
27 5.958 788 799 817 rBv2 329805 964008 100.00% 13.464%
28 6.348 857 863 875 rw4 5495 15319 1.59% 0.214%
29 6.757 921 930 943 rBV 195363 465307 48.27% 6.499%
30 7.013 970 972 975 rBV2 463 600 0.06% 0.008%
31 7.123 979 990 999 rBvVv9 5970 16788 1.74% 0.234%
32 7.190 999 1001 1002 rBV 696 460 0.05% 0.006%
33 7.306 1011 1020 1033 rBV 198759 439040 45.54% 6.132%
34 7.476 1046 1048 1050 rBv2 507 541 0.06% 0.008%
35 7.543 1057 1059 1062 rVB3 673 591 0.06% 0.008%
36 7.592 1062 1067 1069 rBV3 545 1031 0.11% 0.014%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122724\
Data File : VX044517.D

Acq On : 27 Dec 2024 13:49

Operator : JC/MD

Sample : PB165836TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 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 7.671 1074 1080 1084 rBV3 1595
38 7.799 1096 1101 1113 rBV 66857
39 8.263 1173 1177 1180 rBV4 612
40 8.324 1181 1187 1197 rBV 116992
41 8.549 1219 1224 1233 rBV 15301
42 8.647 1233 1240 1253 rBV 458280
43 8.952 1284 1290 1300 rBv2 91191
44 9.244 1333 1338 1348 rVwV 23821
45  9.342 1348 1354 1356 rVV5 4563
46 9.384 1356 1361 1374 rVWV 240339
47  9.488 1374 1378 1389 rVWW 34658
48 9.586 1389 1394 1404 rVB 21986
49 9.750 1419 1421 1422 rBV2 546
50 9.762 1422 1423 1424 rBV 672
51 9.915 1441 1448 1458 rBV 68357
52 10.049 1465 1470 1482 rBV 371934
53 10.208 1495 1496 1500 rVB3 790
54 10.390 1524 1526 1529 rBV4 364
55 10.567 1552 1555 1557 rBV3 794
56 10.646 1563 1568 1573 rBV3 3680
57 10.835 1597 1599 1603 rVB2 418
58 10.976 1617 1622 1624 rVV2 782
59 11.189 1652 1657 1668 rBV 327473
60 11.299 1674 1675 1676 rBV 616
61 11.372 1684 1687 1691 rBV4 685
62 11.543 1711 1715 1718 rVB3 376
63 11.567 1718 1719 1722 rBV 508
64 11.634 1728 1730 1735 rBv4 714
65 11.762 1749 1751 1754 rVB2 772
66 11.786 1754 1755 1758 rBv2 603
67 11.951 1779 1782 1784 rBvV2 678
68 11.982 1784 1787 1788 rBvV2 870
69 12.018 1788 1793 1808 rBV 363220
70 12.317 1837 1842 1849 rVwV 473777
71 12.628 1892 1893 1896 rBvV3 506
72 12.707 1904 1906 1907 rVvV 614
73 12.768 1911 1916 1920 rBV6 2098
74 12.829 1923 1926 1927 rBV 677
75 13.189 1984 1985 1987 rBV 514
76 13.646 2057 2060 2063 rBV3 703
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122724\
Data File : VX044517.D

Acq On : 27 Dec 2024 13:49
Operator : JC/MD

Sample : PB165836TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 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 13.707 2066 2070 2072 rBV4 544 677 0.07% 0.009%
78 13.975 2112 2114 2116 rBV2 856 802 0.08% 0.011%
79 14.134 2136 2140 2144 rVB2 3628 4810 0.50% 0.067%
80 14.499 2196 2200 2202 rVB2 954 1005 0.10% 0.014%
81 14.560 2208 2210 2212 rBV3 576 456 0.05% 0.006%
82 14.579 2212 2213 2216 rVB2 833 628 0.97% 0.009%
83 14.609 2216 2218 2220 rBV2 929 987 0.10% 0.014%
84 14.786 2245 2247 2250 rVB3 939 778 0.08% 0.011%
85 14.981 2278 2279 2282 rVB2 780 442 0.05% 0.006%
86 15.109 2298 2300 2301 rBV2 571 418 0.04% 0.006%
87 15.201 2312 2315 2316 rBV3 684 737 0.08% 0.010%
88 15.316 2332 2334 2335 rBV2 710 622 0.06% 0.009%
89 15.487 2358 2362 2367 rVB6 2058 3533 0.37% 0.049%
90 15.530 2367 2369 2371 rBV2 1109 1181 0.12% 0.016%
91 15.591 2376 2379 2380 rBV2 678 811 0.08% 0.011%
92 15.658 2388 2390 2394 rVB3 741 778 0.08% 0.011%
93 15.700 2394 2397 2399 rBv4 627 805 0.08% 0.011%
94 16.249 2486 2487 2489 rBV 843 815 0.08% 0.011%
95 16.371 2505 2507 2511 rVW4 1988 2469 0.26% 0.034%
96 16.426 2514 2516 2518 rVB2 702 618 0.06% 0.009%
97 16.530 2531 2533 2534 rBV2 741 419 0.04% 0.006%
98 16.615 2542 2547 2550 rVB4 790 1400 0.15% 0.020%
99 16.651 2550 2553 2556 rBV3 1047 1145 0.12% 0.016%
100 16.725 2563 2565 2567 rVB2 706 532 0.06% 0.007%
Sum of corrected areas: 7159971
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvXx122724\
: VXe44517.D

: 27 Dec 2024 13:49

: JC/MD

: PB165836TB 10X

: 5.0mL/MSVOA_X/WATER

: 10 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 TIC: VX044517.D\data.ms
400000
5.958
300000
2.294
200000
5.050
1.368
100000 1.642
4.459
1.240 2.483 2.778-941331 PR mEA®.5813.782.928 AQZBdN\‘¥ 5.70373MB368  5.849
P T T T P T e T T T R T T R T e T [ e P e T e e e e e e e
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: VX044517.D\data.ms
8.647
400000 10.049
11.189
300000
9.384
200000 6.757 7.306
8.324
100000 8.952
7.799 9.915
&54# 9.244| D488 g6
0348 7.013230 \ 7.2 75897 8.2 /9. 9,762 0.208).39M1666460.885976 |11129%am 3
— e e e e e e R IRt e S e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX044517.D\data.ms
400000
l\ ‘
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX122724\
Data File : VX044517.D

Acqg On : 27 Dec 2024 13:49

Operator : JC/MD

Sample : PB165836TB 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS Vvial : 10 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 7 Isopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.915 8.91 ug/L 96736  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Isopropyl butyrate
2 Isopropyl butyrate
3 Isopropyl butyrate

4 Propanoic acid, 2-methyl-, propy...

130 C7H1402
130 C7H1402
130 C7H1402
130 C7H1402
130 C7H1402

000638-11-9 86
000638-11-9 80
000638-11-9 78
000644-49-5 64
000105-66-8 64

5 Butanoic acid, propyl ester

Abundance Scan 1448 (9.915 min): VX044517.D\data.ms (-1441) (-) m/z 43.10 100.00%
43.1
71.1
5000
89.1
H 115.1 10.00
oHwWHH_m_\uW‘WmwJMw‘1_m‘:WH‘WWW m/z 71.18  80.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 T
89.0 10.00
’ m/z 41.10 37.17%
2.0 ‘ 1150
o"""""""""‘1""‘H‘l‘b“"‘:“Hw!‘mwwmwm_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0 J\J\\‘
1000
5000 m/z 89.10 27.68%
TTT]TTTT HH‘\H\‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH TTTT]TTTT
m/z--> /\
Abundance #15400: Isopropy! butyrate -
m/z 39.10 21.65%
N | |
TTT H\\‘\\\\‘\\\\‘HH‘\H\‘HH‘HH‘HH‘HH TTTTTTTT [ TTTTI[TITTT
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122724\
Data File : VX044517.D

Acq On : 27 Dec 2024 13:49
Operator : JC/MD

Sample : PB165836TB 10X
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 10 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|

Isopropyl butyrate 9.915 8.9 ug/L 96736 2 10.055 542879 50.0
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