LSC Area Percent Report

@ % of largest Peak

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\

Data File : VX044343.D

Acq On : 17 Dec 2024 11:58

Operator : JC/MD

Sample : P5235-02 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: VX044343.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 23 25 27 rBvV 4458 4416 0.44% 0.057%
2 1.368 42 46 54 rBV 122400 134188 13.40% 1.746%
3 1.642 88 91 107 rVB 118047 175969 17.57% 2.290%
4 2.294 192 198 208 rVWV 192403 299224 29.88% 3.894%
5 2.386 209 213 221 rVB 5967 11017 1.10% 0.143%
6 2.697 262 264 266 rBV3 841 1001 0.10% 0.013%
7 2.782 275 278 281 rBV4 1254 1946 0.19% 0.025%
8 2.825 283 285 288 rBV2 592 656 0.07% 0.009%
9 2.941 297 304 312 rBV2 6832 15671 1.56% 0.204%
10 3.099 328 330 331 rBV2 557 476 0.05% 0.006%
11 3.343 364 370 371 rBV3 1070 1469 0.15% 0.019%
12 3.434 380 385 388 rvv3 2415 4466 0.45% 0.058%
13 3.477 391 392 395 rVB2 848 518 0.05% 0.007%
14 3.544 401 403 406 rBvV2 464 623 0.06% 0.008%
15 3.581 406 409 411 rBV3 1152 1341 0.13% 0.017%
16 3.648 419 420 423 rBvV2 560 485 0.05% 0.006%
17 3.751 435 437 439 rVB2 625 399 0.04% 0.005%
18 3.782 439 442 445 rBV3 651 868 0.09% 0.011%
19 3.977 472 474 477 rBV3 587 457 0.05% 0.006%
20 4.172 505 506 508 rvv 666 407 0.04% 0.005%
21 4.196 508 510 511 rWV 528 396 0.04% 0.005%
22 4.227 513 515 516 rVB2 662 429 0.04% 0.006%
23 4.379 539 540 542 rVB 731 441 0.04% 0.006%
24 4.410 542 545 546 rBV2 514 518 0.05% 0.007%
25 4.465 546 554 569 rBV 69586 210674 21.04% 2.742%
26 4.702 591 593 595 rBvV2 789 564 0.06% 0.007%
27 5.056 639 651 668 rBv2 138032 424380 42.38% 5.523%
28 5.233 678 680 686 rvVB4 784 894 0.09% 0.012%
29 5.361 699 701 702 rBV 843 558 0.06% 0.007%
30 5.391 704 706 707 rBV2 616 425 0.04% 0.006%
31 5.519 725 727 729 rBv3 473 435 0.04% 0.006%
32 5.647 745 748 749 rBV3 668 430 0.04% 0.006%
33 5.660 749 750 752 rBV2 553 485 0.05% 0.006%
34 5.794 770 772 774 rBV 546 479 0.05% 0.006%
35 5.873 783 785 788 rBV3 432 427 0.04% 0.006%
36 5.964 788 800 821 rBV2 339439 1001397 100.00% 13.033%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044343.D

Acq On : 17 Dec 2024 11:58

Operator : JC/MD

Sample : P5235-02 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 6.196 837 838 842 rWw2 664
38 6.239 842 845 847 rWw3 905
39 6.355 857 864 873 rBv2 6039
40 6.574 896 900 901 rVB3 594
41 6.757 921 930 947 rBV 255537
42 7.306 1012 1020 1032 rBV 211390
43  7.592 1065 1067 1068 rBV2 610
44 7.659 1073 1078 1082 rBV3 2949
45 7.799 1096 1101 1114 rBV 55848
46 7.940 1122 1124 1126 rVB2 717
47 8.196 1164 1166 1170 rBV3 675
48 8.324 1181 1187 1196 rBV 124692
49  8.549 1219 1224 1233 rBV2 16988
50 8.647 1234 1240 1253 rBV 470847
51 8.793 1262 1264 1267 rVB3 928
52 8.952 1284 1290 1300 rBv2 91853
53 9.244 1333 1338 1347 rBV 24820
54  9.342 1352 1354 1356 rVv3 4126
55 9.384 1356 1361 1374 rVV 305965
56 9.488 1374 1378 1384 rVB 31514
57 9.586 1390 1394 1404 rVB3 11332
58 9.695 1411 1412 1414 rBV2 813
59 9.915 1442 1448 1459 rBV 69354
60 10.055 1465 1471 1484 rBV 498707
61 10.262 1503 1505 1506 rBv2 794
62 10.451 1534 1536 1539 rvVvB2 651
63 10.518 1545 1547 1549 rBv2 911
64 10.573 1555 1556 1559 rBv2 577
65 10.653 1565 1569 1572 rBV4 3052
66 11.091 1636 1641 1642 rBV4 635
67 11.189 1652 1657 1666 rBV 358416
68 11.463 1698 1702 1705 rBvV3 704
69 11.610 1724 1726 1729 rBvV2 657
70 11.640 1729 1731 1733 rVB2 504
71 11.835 1761 1763 1766 rBvV2 407
72 12.018 1788 1793 1803 rBV 439577
73 12.317 1837 1842 1853 rBV 454423
74 12.573 1883 1884 1887 rBV3 439
75 12.616 1890 1891 1895 rBV3 496
76 12.701 1900 1905 1907 rVB4 854
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044343.D

Acq On : 17 Dec 2024 11:58
Operator : JC/MD

Sample : P5235-02 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 12.719 1907 1908 1910 rBV 856 810 0.08% 0.011%
78 12.872 1931 1933 1936 rVB2 960 843 0.08% 0.011%
79 12.896 1936 1937 1940 rBV2 641 441 0.04% 0.006%
80 12.927 1940 1942 1944 rBV2 616 677 0.907% 0.009%
81 12.987 1948 1952 1955 rVB3 971 1204 0.12% 0.016%
82 13.030 1957 1959 1962 rBV4 483 564 0.06% 0.007%
83 13.317 2004 2006 2007 rBV2 622 629 0.06% 0.008%
84 13.579 2047 2049 2050 rBV 721 570 0.06% 0.007%
85 13.628 2056 2057 2060 rVV2 603 627 0.06% 0.008%
86 13.780 2080 2082 2083 rBV2 658 490 0.05% 0.006%
87 13.963 2111 2112 2115 rBV3 609 648 0.06% ©0.008%
88 14.024 2120 2122 2125 rVB3 434 472 0.05% 0.006%
89 14.499 2197 2200 2201 rBV2 708 747 0.07% 0.010%
90 14.548 2206 2208 2210 rBV2 738 517 0.05% 0.007%
91 14.664 2225 2227 2228 rVB 837 401 0.04% 0.005%
92 14.957 2273 2275 2277 rVB2 898 579 0.06% 0.008%
93 14.993 2277 2281 2282 rBV3 759 1022 0.10% 0.013%
94 15.103 2297 2299 2301 rBV2 514 552 0.06% 0.007%
95 15.329 2335 2336 2338 rBV2 659 526 0.05% 0.007%
96 15.481 2359 2361 2362 rBV2 566 463 0.05% 0.006%
97 15.761 2405 2407 2410 rBV3 694 502 0.05% 0.007%
98 15.993 2444 2445 2448 rVB2 877 553 0.06% 0.007%
99 16.408 2511 2513 2514 rBV2 577 502 0.05% 0.007%
100 16.706 2560 2562 2564 rBV2 646 477 0.05% 0.006%
Sum of corrected areas: 7683505
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044343.D

Acqg On : 17 Dec 2024 11:58
Operator : JC/MD

Sample : P5235-02 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
A .
bundanees TIC: VX044343.D\data.ms
400000
5.964
300000
200000 2.294
1.368 1.642 5.056
100000 4,465
o 386 2.69782543.009 3. BHEHBEETFI3.977 4.702 5.23B3B%15 G FOE/ 3 | 66198¢
R R EEEEERRRRREE R R L e e Ll e A R 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
Abundanc TIC: VX044343.D\data.ms
5(%1080 8.647 10.p55
400000
11.189
9.384
300000
6.757
7.306
200000
8.324
100000 8.952
7.799 9.915
8.54 9.244 9188
(2556574 78859/ 17.940 8.19 8.793 9. S§%95 10.26P0A8BYB53  11.091  11.467
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Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
A .
bunéi(.)a\&)coeo TIC: VX044343.D\data.ms
400000
{
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044343.D

Acqg On : 17 Dec 2024 11:58

Operator : JC/MD

Sample : P5235-02 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
9.915 6.80 ug/L 97915  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Isopropyl
2 Isopropyl
3 Isopropyl
4 Propanoic
5 Propanoic

butyrate
butyrate
butyrate
acid, 2-methyl-,
acid, 2-methyl-,

1-met...
propy...

130 C7H1402
130 C7H1402
130 C7H1402
130 C7H1402
130 C7H1402

000638-11-9 90
000638-11-9 90
000638-11-9 83
000617-50-5 56
000644-49-5 50

Abundance Scan 1448 (9.915 min): VX044343.D\data.ms (-1442) (-) m/z 43.10 100.00%

43.1
71.1
5000
115.2 1000
OH‘_HW‘ku‘wJM‘NHW‘HHH‘_HW‘HWM‘WHM_‘HMH“ m/z 71.10 77.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 U
89.0 10.00
m/z 41.05 38.02%
H H 570 |

o

115.0
1\30\\\\\\\\\\‘\1390\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 MAJ\NM
71.0

1000
5000 m/z 89.00 27 .70%
\HHHHH‘HH‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HHHHHH
m/z--> /\
Abundance #15400: Isopropy! butyrate e
m/z 39.00 17.29%
N | |
\HHH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HHHHHHHHHH
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044343.D

Acq On : 17 Dec 2024 11:58
Operator : JC/MD

Sample : P5235-02 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 6.8 ug/L 97915 2 10.055 720099 50.0
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