LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044339.D

Acq On : 17 Dec 2024 10:26
Operator : JC/MD

Sample : P5235-07 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

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: VXe44339.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.239 22 25 26 rBv2 4688 3768 0.38% 0.049%
2 1.367 42 46 56 rBvV 123520 131720 13.43% 1.725%
3 1.648 88 92 100 rVB 107673 151145 15.41% 1.979%
4 2.300 192 199 209 rBV 179730 294385 30.01% 3.854%
5 2.392 210 214 218 rVB3 3663 6292 0.64% 0.082%
6 2.501 230 232 235 rVB3 872 854 0.09% 0.011%
7 2.556 237 241 242 rBV4 683 738 0.08% 0.010%
8 2.636 252 254 257 rVB2 616 551 0.06% 0.007%
9 2.660 257 258 261 rBV3 568 530 0.05% 0.007%
10 2.794 274 280 285 rVB8 1594 3236 0.33% 0.042%
11 2.940 298 304 315 rVB 6134 13734 1.40% 0.180%
12 3.148 336 338 341 rVB3 638 581 0.06% 0.008%
13 3.428 377 384 385 rBV2 3087 4389 0.45% 0.057%
14 3.574 406 408 409 rBvV2 809 794 0.08% 0.010%
15 3.672 421 424 426 rBV3 615 683 0.07% 0.009%
16 3.721 430 432 435 rBV3 848 725 0.07% 0.009%
17 3.794 440 444 447 rBv4 622 896 0.09% 0.012%
18 4.068 487 489 492 rVB3 756 697 0.07% 0.009%
19 4.233 514 516 519 rBv4 559 555 0.06% 0.007%
20 4.263 519 521 522 rBV2 549 518 0.05% 0.007%
21 4.458 546 553 567 rBV 66052 200528 20.44% 2.626%
22 4.940 630 632 636 rvVB2 769 893 0.09% 0.012%
23 4.970 636 637 639 rBv2 885 791 0.08% 0.010%
24 5.050 640 650 665 rvv 133350 413403 42.14% 5.413%
25 5.300 689 691 694 rVB2 724 660 0.07% 0.009%
26 5.385 702 705 706 rBv3 955 717 0.07% 0.009%
27 5.428 716 712 716 rBv3 684 997 0.10% 0.013%
28 5.537 726 730 731 rBv3 955 1241 0.13% 0.016%
29 5.684 752 754 758 rBvV3 655 671 0.07% 0.009%
30 5.800 772 773 776 rVB2 664 602 0.06% 0.008%
31 5.964 788 800 823 rBV3 326759 981113 100.00% 12.846%
32 6.354 857 864 871 rBV3 6568 18046 1.84% 0.236%
33 6.671 913 916 919 rBV3 540 674 0.07% 0.009%
34 6.757 921 930 945 rBV 258273 617809 62.97% 8.089%
35 7.043 975 977 979 rBV3 465 531 0.05% 0.007%
36 7.110 983 988 990 rBV4 2782 4185 0.43% 0.055%
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Data Path

Data File : VX044339.D

Acq On : 17 Dec 2024 10:26
Operator : JC/MD

Sample : P5235-07 10X

Misc

ALS Vial : 6

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

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

Peak separation: 5

Parameters:

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.159 995 996 999 rVB3 685
38 7.305 1012 1020 1031 rBV 205437
39 7.568 1060 1063 1064 rBV4 483
40 7.665 1073 1079 1081 rBV5 2697
41 7.799 1096 1101 1111 rBV 86664
42 8.324 1181 1187 1201 rBV 120981
43 8.549 1219 1224 1233 rBV 18949
44 8.647 1233 1240 1254 rVWV 462248
45 8.891 1278 1280 1284 rVB4 596
46 8.951 1284 1290 1298 rBvV2 107068
47  9.244 1331 1338 1345 rBV 28732
48 9.384 1356 1361 1373 rBV 290710
49  9.488 1374 1378 1389 rVB 38746
50 9.579 1390 1393 1402 rVB 19406
51 9.915 1443 1448 1456 rBV 75753
52 10.055 1465 1471 1486 rVB 512036
53 10.268 1505 1506 1509 rBV3 745
54 10.293 1509 1510 1517 rVV5 859
55 10.348 1517 1519 1521 rVB3 1081
56 10.439 1531 1534 1535 rBV2 713
57 10.518 1545 1547 1550 rBV2 919
58 10.646 1565 1568 1572 rBV4 3000
59 11.091 1638 1641 1643 rBV2 384
60 11.189 1652 1657 1667 rBV 366029
61 11.402 1690 1692 1694 rvv2 782
62 11.512 1708 1716 1713 rBV 842
63 11.591 1721 1723 1727 rBV4 477
64 11.664 1732 1735 1736 rBvV3 806
65 11.805 1755 1758 1760 rBv2 835
66 11.884 1769 1771 1774 rBV3 444
67 11.945 1777 1781 1782 rBV3 678
68 12.018 1788 1793 1803 rBV 430548
69 12.317 1837 1842 1853 rBV 449333
70 12.762 1913 1915 1920 rVB2 1149
71 12.811 1920 1923 1925 rBvV2 507
72 12.926 1941 1942 1945 rVB3 890
73 13.012 1954 1956 1961 rBV3 418
74 13.091 1963 1969 1972 rVB3 530
75 13.359 2010 2013 2015 rBV 540
76 13.420 2019 2023 2026 rBV5 636
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044339.D

Acq On : 17 Dec 2024 10:26
Operator : JC/MD

Sample : P5235-07 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 6 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 13.640 2055 2059 2060 rBV 1009 896 0.09% 0.012%
78 13.719 2069 2072 2073 rBV2 646 738 0.08% 0.010%
79 13.920 2104 2105 2107 rBV2 674 634 0.06% 0.008%
80 14.127 2135 2139 2143 rVV3 1202 1875 0.19% 0.025%
81 14.182 2143 2148 2151 rVvV3 717 1134 0.12% 0.015%
82 14.341 2173 2174 2177 rBV2 913 980 0.10% 0.013%
83 14.426 2186 2188 2190 rBV3 671 613 0.06% 0.008%
84 14.451 2190 2192 2195 rBV3 819 786 0.08% 0.010%
85 14.676 2228 2229 2232 rVB3 653 529 0.05% 0.007%
86 14.700 2232 2233 2236 rBV3 513 544 0.06% 0.007%
87 14.847 2253 2257 2258 rBV2 614 587 0.06% ©0.008%
88 15.213 2315 2317 2319 rBV 681 643 0.07% 0.008%
89 15.237 2319 2321 2323 rVB3 761 670 0.07% ©.009%
90 15.274 2325 2327 2331 rVB2 931 923 0.09% 0.012%
91 15.560 2373 2374 2377 rBV2 601 620 0.06% ©.008%
92 15.792 2410 2412 2414 rVB2 786 616 ©0.06% ©.008%
93 15.956 2437 2439 2443 rVB3 609 537 0.05% 0.007%
94 16.212 2477 2481 2482 rBV2 915 664 0.07% ©.009%
95 16.438 2516 2518 2519 rBV 1143 593 0.06% 0.008%
96 16.475 2522 2524 2527 rVB3 735 556 0.06% 0.007%
97 16.505 2527 2529 2531 rBV2 863 636 0.06% ©0.008%
98 16.645 2550 2552 2554 rBV2 795 554 0.06% 0.007%
99 16.706 2560 2562 2563 rBV2 628 512 0.05% 0.007%
100 16.724 2563 2565 2569 rVB4 748 859 0.09% 0.011%
Sum of corrected areas: 7637639
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044339.D

Acqg On : 17 Dec 2024 10:26
Operator : JC/MD

Sample : P5235-07 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 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

Abundance TIC: VX044339.D\data.ms
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
1 VXe44339.D

: 17 Dec 2024 10:26

: JC/MD

: P5235-07 10X

: 5.0mL/MSVOA_X/WATER

: 6 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M

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
Concentration Rank 3

Peak Number

R.T. E
9.915 7
Hit# of 5

6 Isopropyl butyrate

stConc Area
.12 ug/L 102577
Tentative ID

Relative to ISTD R.T.

Chlorobenzene-d5

MW MolForm

1 Isopropyl
2 Isopropyl
3 Isopropyl
4 Propanoic
5 Propanoic

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

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 72
000617-50-5 72

Abundance Scan 1448 (9.915 min): VX044339.D\data.ms (-1443) (-) m/z 43.10 100.00%
43.1
71.0
5000
89.1
= —
‘ 115.0 10.00
oHwWHHM;‘wW“_Hu‘e“wH_m‘:WH‘WWW m/z 71.e8  73.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 N
89.0 10.00
’ m/z 41.05 36.42%
27.0
O S0 | 150539
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0 \A&AW
T \‘\
10.00
5000 m/z 89.10 29.71%
\HHH\\H‘H\\‘\H\‘HH‘H\\‘\\H‘HH‘HH‘HH‘HHHHHH
m/z--> }\
Abundance #15400: Isopropy! butyrate -
m/z 39.10 17.35%
R P |
\HH\\‘\\H‘H\\‘\H\‘HH‘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 : VX044339.D

Acq On : 17 Dec 2024 10:26
Operator : JC/MD

Sample : P5235-07 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 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 7.1 wug/L 102577 2 10.055 720581 50.0
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