LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044349.D

Acg On : 17 Dec 2024 14:18
Operator : JC/MD

Sample : P5235-10 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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1I\MSVOA_X\Method\SFAMXLM120524WMA .M
Title : VOC Analysis
Signal : TIC: VX044349.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 1.142 7 9 12 rvB2 1661 1167 0.12% 0.015%
2 1.240 23 25 26 rBV2 2955 2255 0.22% 0.030%
3 1.368 42 46 57 rBV 119758 130500 12.99%  1.710%
4 1.648 89 92 100 rvB 114874 144573 14.39%  1.895%
5 2.294 192 198 208 rBV 187041 298852 29.75%  3.917%
6 2.386 209 213 219 rw2 7550 12471  1.24% 0.163%
7 2.434 219 221 222 rVB 1147 587 0.06% 0.008%
8 2.453 222 224 226 rVB3 794 600 0.06% 0.008%
9 2.709 262 266 267 rBvV3 622 829 0.08% 0.011%
10 2.782 276 278 283 rVB6 1730 2386 0.24% 0.031%
11  2.940 297 304 315 rVB3 6271 16265 1.62% 0.213%
12 3.434 378 385 391 rBVY 3243 7507 0.75%  0.098%
13 3.544 400 403 405 rvB4 575 463 0.05% 0.006%
14 3.562 405 406 409 rBv2 487 578 0.06% 0.008%
15 3.629 415 417 421 rVB2 593 892 0.09% 0.012%
16 3.703 427 429 433 rVB3 456 589 0.06% 0.008%
17 3.733 433 434 439 rBV4 596 627 0.06% 0.008%
18 3.818 447 448 452 rVB4 637 753 0.07% 0.010%
19 4.093 490 493 496 rVvv4 458 623 0.06% 0.008%
20 4.117 496 497 501 rVvB2 640 541  0.05% 0.007%
21 4.288 523 525 529 rBvV3 429 559 0.06% 0.007%
22 4.373 536 539 541 rBv2 688 859 0.09% 0.011%
23 4.458 545 553 573 rBv2 69312 218987 21.80% 2.870%
24 4.739 597 599 601 rBv2 634 504 0.05% 0.007%
25 5.056 639 651 666 rvv2 137025 426300 42.43% 5.587%
26 5.391 702 706 707 rvVB2 850 1045 0.10% 0.014%
27 5.410 707 709 711 rBV 583 542 0.05% 0.007%
28 5.483 718 721 724 rVB3 480 532 0.05% 0.007%
29 5.672 749 752 753 rBv2 665 631 0.06% 0.008%
30 5.763 764 767 770 rVB2 549 725 0.07% 0.010%
31 5.964 788 800 819 rBV3 337603 1004630 100.00% 13.167%
32 6.135 826 828 831 rvB3 886 559 0.06% 0.007%
33 6.269 848 850 852 rBV3 656 514 0.05% 0.007%
34 6.348 858 863 873 rvB4 5519 13443 1.34% 0.176%
35 6.476 882 884 888 rvB4 1023 1046 0.10% 0.014%
36 6.513 888 890 891 rBV 621 560 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044349.D

Acg On : 17 Dec 2024 14:18
Operator : JC/MD

Sample : P5235-10 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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1I\MSVOA_X\Method\SFAMXLM120524WMA .M
Title : VOC Analysis

37 6.635 909 910 913 rBV2 463 534 0.05% 0.007%
38 6.757 922 930 950 rBV 246076 607095 60.43%  7.957%
39 6.995 968 969 972 rBV2 802 483 0.05% 0.006%
40 7.117 984 989 990 rBv4 1841 3002 0.30% 0.039%
41 7.306 1009 1020 1034 rBV 208580 469349 46.72%  6.152%
42 7.464 1045 1046 1047 rBV 944 558 0.06% 0.007%
43 7.574 1062 1064 1066 rBvV2 628 582 0.06% 0.008%
44  7.653 1071 1077 1081 rBV3 2610 5344 0.53% 0.070%
45 7.799 1096 1101 1115 rBV 57472 108162 10.77%  1.418%
46  7.940 1122 1124 1126 rBV2 823 638 0.06% 0.008%
47 8.165 1159 1161 1163 rBV2 576 530 0.05% 0.007%
48 8.324 1181 1187 1199 rBV 125547 209818 20.89%  2.750%
49  8.549 1219 1224 1234 rBV 15878 30099 3.00% 0.394%
50 8.647 1234 1240 1254 rVWW 464911 731986 72.86%  9.594%
51 8.952 1285 1290 1303 rBV2 92424 155068 15.44%  2.032%
52 9.244 1334 1338 1347 rBV 23535 35255 3.51% 0.462%
53 9.384 1356 1361 1374 rBY 310300 471500 46.93% 6.180%
54  9.488 1374 1378 1390 rWV 26838 42712 4.25%  0.560%
55 9.586 1390 1394 1407 rVB 10357 19651 1.96% 0.258%
56 9.787 1424 1427 1429 rBV2 699 778 0.08% 0.010%
57 9.817 1429 1432 1437 rVW5 779 1419 0.14% 0.019%
58 9.915 1443 1448 1458 rBVY 58241 80923 8.06% 1.061%
59 10.055 1465 1471 1487 rBV 487650 700311 69.71%  9.179%
60 10.494 1539 1543 1545 rBV3 695 550 0.05% 0.007%
61 10.524 1545 1548 1549 rBvV2 801 776  0.08% 0.010%
62 10.652 1565 1569 1573 rBV6 1986 3129 0.31% 0.041%
63 10.750 1584 1585 1589 rBV3 706 673 0.07% 0.009%
64 10.896 1608 1609 1611 rBvV2 683 570 0.06% 0.007%
65 11.055 1633 1635 1639 rBvV3 397 599 0.06% 0.008%
66 11.116 1644 1645 1651 rVB2 642 556 0.06% 0.007%
67 11.189 1652 1657 1667 rBY 370220 477041 A47.48%  6.252%
68 11.506 1707 1709 1711 rVv3 506 553 0.06% 0.007%
69 11.634 1726 1730 1733 rBV3 471 906 0.09% 0.012%
70 11.713 1741 1743 1747 rVB3 644 647 0.06% 0.008%
71 11.945 1777 1781 1783 rBV4 552 839 0.08% 0.011%
72 12.018 1788 1793 1804 rBV 421896 556848 55.43%  7.298%
73 12.317 1837 1842 1852 rBV 469886 596209 59.35%  7.814%
74 12.591 1884 1887 1890 rBV3 641 952 0.09% 0.012%
75 12.762 1911 1915 1920 rVB4 967 1885 0.19% 0.025%
76 12.798 1920 1921 1924 rBV2 547 508 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044349.D

Acg On : 17 Dec 2024 14:18
Operator : JC/MD

Sample : P5235-10 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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

IT 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 12.908 1937 1939 1943 rBV3 781 753 0.07% 0.010%
78 13.311 2001 2005 2007 rvv3 527 784 0.08% 0.010%
79 13.372 2013 2015 2018 rBv2 416 496 0.05% 0.007%
80 13.573 2045 2048 2050 rVB2 821 791 0.08% 0.010%
81 13.603 2050 2053 2055 rBvV2 685 846 0.08% 0.011%
82 13.737 2073 2075 2079 rBV3 580 585 0.06% 0.008%
83 13.835 2090 2091 2094 rVB2 925 744  0.07% 0.010%
84 13.859 2094 2095 2096 rBV 708 450 0.04% 0.006%
85 13.926 2104 2106 2107 rVB2 672 442 0.04% 0.006%
86 14.115 2135 2137 2138 rBV2 620 611 0.06% 0.008%
87 14.195 2147 2150 2151 rBV3 700 608 0.06% 0.008%
88 14.213 2151 2153 2155 rVB2 913 749 0.07% 0.010%
89 14.231 2155 2156 2158 rBVY 748 607 0.06% 0.008%
90 14.310 2166 2169 2170 rBvV2 549 600 0.06% 0.008%
91 14.451 2189 2192 2193 rBV3 750 829 0.08% 0.011%
92 14.682 2228 2230 2236 rVB2 764 1019 0.10% 0.013%
93 14.774 2242 2245 2247 rBV3 526 685 0.07% 0.009%
94 15.042 2287 2289 2291 rVB2 698 539 0.05% 0.007%
95 15.139 2300 2305 2307 rBvV4 700 1336 0.13% 0.018%
96 15.316 2332 2334 2335 rVB 925 499 0.05% 0.007%
97 15.402 2346 2348 2349 rVB 975 490 0.05% 0.006%
98 16.286 2492 2493 2494 rBV 830 501 0.05% 0.007%
99 16.536 2533 2534 2536 rBV2 705 457 0.05% 0.006%
100 16.767 2569 2572 2574 rBV3 722 770 0.08% 0.010%
Sum of corrected areas: 7629723
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
I VX044349.D

: 17 Dec 2024 14:18

: JC/MD

: P5235-10 10X

> 5.0mL/MSVOA_X/WATER

: 16  Sample Multiplier: 1

d : Z:\voasrv\HPCHEMI\MSVOA_X\Method\SFAMXLM120524WMA .M
: VOC Analysis

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

Abundance TIC: VX044349.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044349.D

Acq On : 17 Dec 2024 14:18
Operator : JC/MD

Sample : P5235-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 5.78 ug/L 80923  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 lIsopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 1448 (9.915 min): VX044349.D\data.ms (-1443) (-) m/z 43.05 100.00%
43
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044349.D

Acg On : 17 Dec 2024 14:18
Operator : JC/MD

Sample : P5235-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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 5.8 ug/L 80923 2 10.055 700311 50.0
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