LSC Area Percent Report

@ % of largest Peak

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\

Data File : VX044750.D

Acq On : 28 Jan 2025 17:30

Operator : JC/MD

Sample : Q1l162-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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\SFAMXLM@12825WMA.M
Title : VOC Analysis
Signal : TIC: VXe44750.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 21 25 38 rBvV 16521 30618 2.81% 0.371%
2 1.368 42 46 61 rvB 130422 158315 14.55% 1.921%
3 1.642 88 91 103 rVB 54108 69318 6.37% 0.841%
4 2.294 192 198 208 rBV 240317 376602 34.62% 4.569%
5 2.386 210 213 221 rVB 6517 11101 1.02% 0.135%
6 2.940 298 304 314 rVB2 6367 15917 1.46% 0.193%
7 3.075 324 326 330 rBV3 398 570 0.05% 0.007%
8 3.123 332 334 336 rBV3 543 405 0.04% 0.005%
9 3.757 436 438 439 rBV 442 253 0.02% 0.003%
10 4.233 515 516 519 rBV2 292 265 0.02% 0.003%
11 4.349 533 535 537 rBV 383 326 0.03% 0.004%
12 4.458 545 553 569 rBvV 66503 208518 19.17% 2.530%
13 4.818 610 612 614 rBV2 418 359 0.03% 0.004%
14 5.050 638 650 672 rBV 133268 418140 38.43% 5.073%
15 5.324 692 695 697 rBV 431 564 0.05% 0.007%
16 5.373 701 703 704 rBV 523 402 0.04% 0.005%
17 5.470 717 719 720 rBV2 483 335 0.03% 0.004%
18 5.544 729 731 735 rBV4 656 975 0.09% 0.012%
19 5.647 745 748 750 rBV 314 464 0.04% 0.006%
20 5.720 758 760 763 rVB3 292 311 0.03% 0.004%
21 5.964 789 800 827 rBv2 365576 1087921 100.00% 13.199%
22 6.300 853 855 857 rBv3 509 484 0.04% 0.006%
23 6.348 857 863 873 rw2 6483 17448 1.60% 0.212%
24 6.684 916 918 919 rBv2 355 322 0.03% 0.004%
25 6.757 921 930 950 rBVv 269701 672935 61.86% 8.164%
26 7.123 985 990 992 rBv4 825 1375 0.13% 0.017%
27 7.305 1010 1020 1038 rBV 222488 495749 45.57% 6.015%
28 7.665 1073 1079 1081 rBV 3147 5618 0.52% 0.068%
29 7.799 1096 1101 1112 rBV 61210 116780 10.73% 1.417%
30 8.129 1153 1155 1157 rBV3 445 472 0.04% 0.006%
31 8.324 1181 1187 1198 rBV 155248 265014 24.36% 3.215%
32 8.549 1219 1224 1233 rBV 21381 35911 3.30% 0.436%
33 8.647 1234 1240 1263 rVB 508468 856845 78.76% 10.395%
34 8.945 1284 1289 1303 rBv2 113608 190965 17.55% 2.317%
35 9.134 1318 1320 1321 rVB2 566 307 0.03% 0.004%
36 9.244 1331 1338 1346 rBV 35610 51283 4.71% 0.622%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044750.D

Acq On : 28 Jan 2025 17:30

Operator : JC/MD

Sample : Q1l162-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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 9.384 1356 1361 1374 rBV2 259119
38 9.482 1374 1377 1388 rVB 34531
39 9.586 1390 1394 1403 rVB2 10120
40 9.872 1440 1441 1442 rBV 459
41 9.909 1442 1447 1457 rW 81900
42 10.049 1465 1470 1490 rBV 515287
43 10.451 1534 1536 1539 rBV 394
44 10.531 1544 1549 1550 rBV3 577
45 10.652 1564 1569 1573 rBV2 2722
46 10.878 1603 1606 1609 rBV2 357
47 11.012 1625 1628 1629 rVB 543
48 11.037 1629 1632 1633 rBV 541
49 11.067 1635 1637 1638 rVVv2 381
50 11.085 1638 1640 1641 rVV 587
51 11.110 1642 1644 1647 rVV2 532
52 11.140 1647 1649 1652 rVv2 395
53 11.189 1652 1657 1670 rVB 379403
54 11.457 1693 1701 1703 rBV 555
55 11.506 1708 1709 1712 rVB2 386
56 11.561 1716 1718 1719 rBV2 316
57 11.701 1739 1741 1746 rVB2 797
58 11.756 1746 1750 1753 rBV2 653
59 11.908 1773 1775 1780 rVB2 468
60 11.975 1780 1786 1788 rBV2 848
61 12.018 1788 1793 1807 rVWV 491303
62 12.213 1824 1825 1827 rBvV2 532
63 12.317 1837 1842 1856 rBV 511737
64 12.512 1872 1874 1875 rBv2 450
65 12.713 1905 1907 1909 rVB2 496
66 12.762 1911 1915 1918 rBV3 816
67 12.847 1926 1929 1930 rBV 452
68 13.079 1963 1967 1970 rBV2 451
69 13.170 1981 1982 1985 rVB2 319
70 13.341 2006 2010 2011 rBv2 412
71 13.365 2012 2014 2017 rVvv2 433
72 13.396 2017 2019 2024 rVB 313
73 13.463 2028 2030 2033 rVB2 442
74 13.567 2045 2047 2048 rBV 404
75 13.713 2067 2071 2072 rBV2 398
76 13.731 2072 2074 2077 rBvV2 392
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012825\
Data File : VX044750.D

Acq On : 28 Jan 2025 17:30
Operator : JC/MD

Sample : Q1l162-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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 13.768 2079 2080 2082 rBV 362 326 0.03% 0.004%
78 13.792 2082 2084 2088 rvVvV2 694 1059 0.10% 0.013%
79 13.829 2088 2090 2096 rVB 672 987 0.09% 0.012%
80 13.914 2102 2104 2106 rVB2 555 390 0.04% 0.005%
81 13.938 2106 2108 2111 rBV 338 518 0.05% 0.006%
82 14.018 2119 2121 2125 rBV3 504 797 0.97% 0.010%
83 14.073 2127 2130 2134 rBV3 447 653 0.06% 0.008%
84 14.134 2136 2140 2143 rVV4 1350 1862 0.17% 0.023%
85 14.243 2156 2158 2160 rBV2 287 258 0.02% 0.003%
86 14.444 2190 2191 2194 rVB3 757 718 0.97% 0.009%
87 14.707 2232 2234 2236 rBV2 493 530 0.05% 0.006%
88 14.780 2245 2246 2249 rBV2 392 401 0.04% 0.005%
89 14.804 2249 2250 2252 rWW 398 291 0.03% 0.004%
90 14.829 2252 2254 2255 rVW 376 257 0.02% 0.003%
91 14.981 2278 2279 2280 rBV 495 264 0.02% 0.003%
92 15.133 2303 2304 2310 rVB3 568 617 0.06% 0.007%
93 15.225 2317 2319 2320 rBV 617 388 0.04% 0.005%
94 15.389 2343 2346 2352 rVB4 1068 1687 0.16% 0.020%
95 15.554 2371 2373 2375 rVB2 836 589 0.05% 0.007%
96 15.633 2384 2386 2387 rBV2 610 291 0.03% 0.004%
97 15.682 2392 2394 2395 rBV 776 364 0.03% 0.004%
98 16.066 2455 2457 2460 rBV3 633 855 0.08% 0.010%
99 16.670 2554 2556 2559 rBV4 523 496 0.05% 0.006%
100 16.700 2559 2561 2562 rBV2 629 465 0.04% 0.006%
Sum of corrected areas: 8242558
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvXx012825\
: VXe44750.D

: 28 Jan 2025 17:30

: JC/MD

¢ Q1162-02 10X

: 5.0mL/MSVOA_X/WATER

: 16

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX044750.D\data.ms
500000
400000
5.964
300000
2.294
200000
1.368 5.050
100000
1.642 4.458
1.249 386 2.9
o . 94133 3.757 4.2834 4.818 5B S0 6.3
T T T T T T T T T R e e T e R e T o S e e T 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: VX044750.D\data.ms
500000 8.647 10.049
400000 11.189
300000 6757 0384
7.305
200000
8.324
8.945
100000 9.909
7.799
9.244(9.482
8.540 9586
0348 6.684 7.123 7.665 8.129 N 9.13 : 9.872 1014538165210. 11158
=S R e e = R e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX044750.D\data.ms
500000
k
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012825\
Data File : VX044750.D

Acqg On : 28 Jan 2025 17:30

Operator : JC/MD

Sample : Q1162-02 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS Vvial : 16 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

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 5 Isopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.909 7.48 ug/L 117087 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83

4 Propanoic
5 Propanoic

acid, 2-methyl-, 1-met...
acid, 2-methyl-, 1-met...

130 C7H1402
130 C7H1402

000617-50-5 78
000617-50-5 72

Abundance Scan 1447 (9.909 min): VX044750.D\data.ms (-1442) (-) m/z 43.10 100.00%
43.1
71.0
5000
890 2
) O R 000
Ot e e e e e e e m/z 71.00 76.48%
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 89.00  29.64%
270 ‘ 1150
o‘H_‘H_‘H_‘HJ‘HM‘AP‘HHMHM‘AM‘HM‘HM‘HM‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
T ‘/\\
10.00
5000 m z 41.10 27.99%
TTT]TTTT H\\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH TTTT]TTTT
m/z--> \\M
Abundance #15400: Isopropy! butyrate
m/z 42.10 14.07%
- | | W M
TTT \H\‘\H\‘\H\‘H\\‘HH‘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\VX012825\
Data File : VX044750.D

Acq On : 28 Jan 2025 17:30
Operator : JC/MD

Sample : Q1l162-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 9.909 7.5 ug/L 117687 2 10.055 782804 50.0
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