LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS Vvial : 41  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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX026085.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 52 rVB 94408 96623 3.38% 0.657%
2 1.673 92 96 102 rVB 92640 106311 3.72% 0.723%
3 2.313 195 201 209 rBV 173749 280429 9.82% 1.907%
4 2.386 209 213 224 rVB 17669 31824 1.11% 0.216%
5 2.550 238 240 241 rBV 864 567 0.02% 0.004%
6 2.672 258 260 261 rBV 953 659 0.02% 0.004%
7 2.709 261 266 270 rVV3 1727 3415 0.12% 0.023%
8 2.794 273 280 288 rW 51403 95117 3.33% 0.647%
9 2.947 296 305 314 rBV2 4954 12880 0.45% 0.088%
106 3.069 322 325 326 rBV 468 458 0.02% 0.003%
11  3.319 363 366 368 rBv2 819 1203 0.04% 0.008%
12 3.453 381 388 394 rBV4 1341 2782 0.10% 0.019%
13 3.575 403 408 415 rBV2 3917 8873 0.31% 0.060%
14 3.648 418 420 422 rVB 682 552 0.02% 0.004%
15 3.672 422 424 426 rBV 595 647 0.02% 0.004%
16 3.733 432 434 437 rBV 698 913 ©0.03% 0.006%
17 3.788 440 443 447 rVWv2 764 931 0.03% 0.006%
18 3.904 459 462 464 rBv2 874 1249 0.04% 0.008%
19 3.989 474 476 480 rVB 647 629 0.02% 0.004%
20 4.062 484 488 489 rBV 591 807 0.03% 0.005%
21  4.318 527 530 531 rBvV2 534 523 0.02% 0.004%
22 4.373 537 539 542 rVB 598 551 0.02% 0.004%
23 4.459 544 553 566 rBvV2 76175 222086 7.78% 1.510%
24 4.769 602 604 605 rVB 1006 589 0.02% 0.004%
25 4.794 605 608 611 rBV 650 931 0.03% 0.006%
26 5.062 641 652 668 rvB 119774 364391 12.76% 2.478%
27 5.385 703 705 706 rBV 658 538 0.02% 0.004%
28 5.501 721 724 726 rBV2 410 627 0.02% 0.004%
29 5.562 729 734 737 rBV2 1054 1638 0.06% 0.011%
30 5.666 749 751 753 rBvV2 415 470 0.02% 0.003%
31 5.721 758 760 762 rVB2 572 518 0.02% 0.004%
32 5.830 776 778 781 rBV 429 467 0.02% 0.003%
33 5.977 789 802 815 rBV2 293169 879495 30.80% 5.980%
34 6.342 855 862 874 rVvB2 12773 35273 1.24% 0.240%
35 6.696 918 920 922 rVB 621 511 ©0.02% 0.003%

36 6.763 922 931 944 rBV 202711 510860 17.89% 3.474%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS Vvial : 41  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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 7.312 1013 1021 1031 rVB 188978 412638 14.45%  2.806%
38 7.464 1041 1046 1052 rVB 7023 14277 0.50% 0.097%
39 7.598 1064 1068 1071 rBV2 3339 6354 0.22% 0.043%
40 7.647 1071 1076 1080 rVV 8308 14672 ©0.51% 0.100%
41  7.799 1094 1101 1116 rBV 1158422 1984243 69.49% 13.492%
42 8.086 1146 1148 1149 rBV2 752 642 0.02% 0.004%
43 8.324 1181 1187 1196 rBV 133364 216875 7.60% 1.475%
44  8.549 1218 1224 1234 rBV 200489 303655 10.63% 2.065%
45  8.653 1234 1241 1249 rBV 437752 691741 24.23% 4.704%
46  8.805 1263 1266 1271 rVB3 3081 5154 0.18% 0.035%
47  8.872 1271 1277 1284 rBV2 4606 8697 ©0.30% 0.059%
48  8.952 1284 1290 1297 rBvV2 117961 171313 6.00% 1.165%
49 9.244 1333 1338 1346 rVV 56180 96876 3.39% 0.659%
50 9.311 1346 1349 1350 rVwV 17756 22363 0.78% 0.152%
51 9.342 1350 1354 1357 rVV 150757 221492 7.76% 1.506%
52 9.385 1357 1361 1372 rWV 387978 558814 19.57% 3.800%
53 9.482 1372 1377 1388 rVV 2146657 2855438 100.00% 19.416%
54 9.580 1388 1393 1404 rVB 247737 322251 11.29%  2.191%
55 9.738 1417 1419 1421 rBV 674 522 0.02% 0.004%
56 9.915 1442 1448 1462 rBV 1488307 1840485 64.46% 12.515%
57 10.055 1465 1471 1479 rVV 430069 570869 19.99%  3.882%
58 10.281 1505 1508 1510 rBvV2 1680 2150 ©0.08% 0.015%
59 10.506 1540 1545 1549 rVB3 3455 4168 0.15% 0.028%
60 10.640 1562 1567 1579 rBV 53843 68365 2.39% 0.465%
61 11.049 1631 1634 1637 rBV2 789 1024 0.04% 0.007%
62 11.098 1640 1642 1643 rBV 625 611 0.02% 0.004%
63 11.122 1643 1646 1650 rVv4 2130 2893 0.10% 0.020%
64 11.195 1652 1658 1667 rVV 353857 449668 15.75% 3.058%
65 11.323 1674 1679 1686 rVB2 17090 27757 ©.97% 0.189%
66 11.451 1696 1700 1707 rBV 9225 12401 0.43% 0.084%
67 11.555 1715 1717 1720 rBV3 520 567 ©0.02% 0.004%
68 11.750 1745 1749 1752 rVB3 2816 3474 0.12% 0.024%
69 11.841 1762 1764 1766 rVB 762 514 0.02% 0.003%
70 11.933 1777 1779 1782 rVB3 1147 1142 0.04% 0.008%
71 12.024 1788 1794 1802 rBV 421478 512487 17.95%  3.485%
72 12.323 1836 1843 1849 rBV 467452 601736 21.07% 4.092%
73 12.579 1882 1885 1888 rVB2 850 1278 0.04% 0.009%
74 12.610 1888 1890 1891 rBV 652 538 0.02% 0.004%
75 12.768 1912 1916 1920 rBV2 6443 8460 ©.30% 0.058%
76 13.061 1960 1964 1968 rBV3 695 1098 0.04% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS Vvial : 41  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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 13.097 1968 1970 1971 rBV 791 629 0.02% 0.004%
78 13.475 2030 2032 2034 rBV2 478 471 0.02% 0.003%
79 13.603 2050 2053 2054 rVB3 531 554 0.02% 0.004%
80 13.622 2054 2056 2059 rBV3 666 709 0.02% 0.005%
81 13.786 2079 2083 2084 rBV2 679 706 0.02% 0.005%
82 13.872 2094 2097 2099 rBV 764 878 0.03% 0.006%
83 13.896 2099 2101 2102 rBV2 847 688 ©0.02% 0.005%
84 13.914 2102 2104 2107 rVB2 755 870 0.03% 0.006%
85 14.073 2128 2130 2132 rBV 599 496 0.02% 0.003%
86 14.134 2135 2140 2146 rVV2 3065 4884 0.17% 0.033%
87 14.237 2155 2157 2159 rBV 460 518 0.02% 0.004%
88 14.262 2159 2161 2166 rVV 756 962 0.03% 0.007%
89 14.304 2166 2168 2172 rVB 495 459 0.02% 0.003%
990 14.390 2180 2182 2184 rVvvV2 502 469 0.02% 0.003%
91 14.426 2187 2188 2192 rVB2 541 626 0.02% 0.004%
92 14.469 2192 2195 2198 rBV2 358 491 0.02% 0.003%
93 14.530 2201 2205 2208 rBV2 491 561 0.02% 0.004%
94 14.804 2247 2250 2251 rBV 536 610 0.02% 0.004%
95 14.871 2259 2261 2264 rVB2 837 832 0.03% 0.006%
96 14.908 2264 2267 2268 rBV2 1019 964 0.03% 0.007%
97 15.066 2290 2293 2295 rBV2 735 831 0.03% 0.006%
98 15.097 2295 2298 2299 rVB 735 647 0.02% 0.004%
99 15.560 2373 2374 2378 rBV2 759 643 0.02% 0.004%
100 16.432 2515 2517 2519 rBV2 819 897 0.03% 0.006%
Sum of corrected areas: 14706434
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX026085.D\data.ms
2000000
1500000
1000000
500000
5.977
2.313
1.374 1.673 4.459 5.062
0 /5@:8@ 5505726°2.981069 3.3 P4STBESBENATH2 448 38& a7\ 5.38%E5568B3
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
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: VX026085.D\data.ms
9.482
2000000
1500000 9.915
7.799
1000000
500000 8.653 i 10.055
9.385 11.195
580
6.763 7312 8.324° 8952
0342 6.69% /\7.4645637 8.086 /I /\ s.8aER ¢ 9.738 10.28110.585540 LTmagghl 235
P e e S R e e
Time--> 6.50 7.00 7.50 8.00 '8.50 9.00 9.50 10.00 10.50 1100
Abundance TIC: VX026085.D\data.ms
2000000
1500000
1000000
500000 12.024 12.323
oL LLTEEUS 1P257ED. 768 1B06A7 13. mamo mmmasam 15 560 16. 432
T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14,00 14550 15.00 15.50 16.00 16,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1Isopropyl acetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.342 3.45 ug/L 35273 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 83
3 Isopropyl acetate 102 C5H1002 000108-21-4 83
4 Isopropyl acetate 102 C5H1002 000108-21-4 74
5 Isopropyl acetate 102 C5H1002 000108-21-4 74
Abundance Scan 862 (6.342 min): VX026085.D\data.ms (-855) (-) m/z 43.10 100.00%
43.1
5000
 RRREEOE SR
| 61.1 87.0 6.00 6.20 6.40 6.60
\\‘\\\\‘\\\\‘\\\\“1\”\\‘\\\\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\ m/Z 61.10 17.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4785: Isopropyl acetate
43.0
5000 \/\HH‘H\\‘HH’\H\‘\
6.00 6.20 6.40 6.60
61.0 m/z 41.10 14.80%
150 270 | 87.0
| il
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 )\
A N N
6.00 6.20 6.40 6.60
5000 m/z 87.00 11.92%
61.0
87.0
15.0 27.0 101.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4781: Isopropyl acetate e
43.0 6.00 6.20 6.40 6.60
m/z 42.10 10.30%
5000
61.0
87.0
150 270 | | ‘ 101.0
R B R e AR o R REERAsmmmEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\

Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.8mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Propyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.799 194.21 ug/L 1984240  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1101 (7.799 min): VX026085.D\data.ms (-1094) (-) m/z 43.10 100.00%

4’2
5000
61.1
| 770 670 1011 7.40 7.60 7.80 8.00 8.20
e et et L BT0 10LL s 61,10 27.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L B R R
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 14.72%
73.0
\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\]-‘0\3\\0\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
P e
7.40 7.60 7.80 8.00 8.20
5000 ITI z 42.05 11.34%
61.0
73.0
15.0 27.0 87.0
R R R R RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4777: n-Propyl acetate R R
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 9.26%
5000
61.0
27.0
Lo 30
|

m/z-->

10 20 30 40 50 60 70 80 90 100 110

7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Propanoic acid, 1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.549  26.60 ug/L 303655 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53
Abundance Scan 1224 (8.549 min): VX026085.D\data.ms (-1218) (-) m/z 57.10 100.00%
57.1
43.0
5000
75.1

‘ 101.1 8.20 8.40 8.60 8.80
el et e 180 miz 43.05  62.56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9304: Propanoic acid, 1-methylethyl ester

57.0
43.0
5000
290 8.20 8.40 8.60 8.80
75.0 m/z 75.18  27.70%
|
I | 1 | |
H\‘HH‘HH‘HH‘H\\‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
R R s RRRE
43.0 8.20 8.40 8.60 8.80
5000 m/z 41.10  22.25%
29.0 75.0
101.0
15.0 116.0
e o e B o RaR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester
7.0 8.20 8.40 8.60 8.80
43.0 m/z 39.10  11.32%
5000 29.0
75.0
150 101.0
el L 8801160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.244 8.48 ug/L 96876  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 1338 (9.244 min): VX026085.D\data.ms (-1333) (-) m/z 43.10 100.00%
43.1
5000
71.1
89.1 e AAREEAES R
9.00 9.20 9.40 9.60
= | 15l ;
H‘H\\‘HH‘HH‘HH‘\\H‘HH‘\‘H\‘\HHHH‘HH’HH‘HH‘HH m/z 71.16 36.830
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 L LI L B BN L
9.00 9.20 9.40 9.60
27.0 1.0 m/z 41.05  27.35%
89.0
.]’.15'0130.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
EARAREEEE e
9.00 9.20 9.40 9.60
5000 m/z 89.10 14.43%
71.0
89.0
27.0
] 115.0199 0
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester R A [
43.0 9.00 9.20 9.40 9.60
m/z 39.10 14.14%
5000
71.0
27.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.482 250.10 ug/L 2855440  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
Abundance Scan 1377 (9.482 min): VX026085.D\data.ms (-1372) (-) m/z 57.10 100.00%
57.1
5000 /X
A R
M 87.1 9.20 9.40 9.60 9.80
e b AS0 2068 s 7510 41.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 LU LA L B L L B
29.0 9.20 9.40 9.60 9.80
m/z 43.10 21.89%
| M‘ 570
Il i A
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
29.0 9.20 9.40 9.60 9.80
5000 m/z 41.05 14.63%
87.0 115.0
T T R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0 9.20 9.40 9.60 9.80
m/z 42.05 9.85%
29.0
5000
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.580  28.22 ug/L 322251 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
5 Isobutyl acetate 116 C6H1202 000110-19-0 40
Abundance Scan 1393 (9.580 min): VX026085.D\data.ms (-1388) (-) m/z 43.10 100.00%
43.1
5000 56.0
73.0
| || 870 10101150 8:50
H‘\\H‘\H\‘HH“\‘H\‘\\‘\‘\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\ mz 56 05 49.6800
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 I
9 50
oo 230 m/z 73.00 16.97%
150 %9 ' 870 101.0 117.0
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 L /\
\
9.50
5000 m/z 41.05 16.79%
56.0
150 290 73.0
' 87.0 101.0 115.0
A N R A o e e e aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0 9.50
m/z 61.10 14.60%
56.0
5000
73.0
27.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 161.20 ug/L 1840490 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 1448 (9.915 min): VX026085.D\data.ms (-1442) (-) m/z 43.05 100.00%
43.0
71.1
5000
89.1
10.00
1151
570 | ‘ 130.1 o
HWH‘WHH‘HMHMH_MWFH‘MHW‘HMH‘WHH‘JH_‘H_H“ m/z 71.1@  75.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 UL
89.0 10.00
' m/z 41.10 32.65%
27.0
H\‘HH‘H\‘\‘HH“M}‘H‘?\?\.‘PH\‘HH\‘H\!‘HH‘{\HJ‘-\].\?;?H]-?R-\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
T
10.00
m/z 89.10  29.01%
5000 89.0
27.0
115.0
13.0 57.0 130.0
o RmaaR L b A Rt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate T
43.0 10.00
m/z 39.10  15.85%
71.0
5000
89.0
S N N T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Butanoic acid, propyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.640 5.99 ug/L 68365 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 78
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 78
5 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 78

Abundance Scan 1567 (10.640 min): VX026085.D\data.ms (-1562) (- m/z 71.10 100.00%
1

71.
43.0

89.1
5000

| 1050 1100
el A m/z 43.05 79.70%

m/z--> 20 40 60 80 100 120 140 160
Abundance #15462: Butanoic acid, propyl ester
43.0 71.0
89.0 : ‘

5000 ‘ S—
10.50 11.00
m/z 89.10 65.26%
\\\%5\ \\“‘\‘\\‘\“1‘\\}‘\‘\}‘\\‘M\:!-]\-E\’.‘O\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
71.0
[ [ -
43.0 89.0 10.50 11.00
5000 ITI/Z 41.10 34.87%
15.0
T L AL B B B B A BN
m/z--> 20 40 60 80 100 120 140 160
Abundance #47011: Butanoic acid, hexyl ester e s
43.0 71.0 89.0 10.50 11.00

m/z 42.05 23.64%

5000
| ‘m ‘m L) 111.01200 154.0172.0
- |

po g £
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026085.D

Acqg On : 28 Dec 2021 00:59

Operator : JC/MD

Sample : PB141699ZHE#03

Misc : 5.0mL/MSVOA_X/WATER PB141699ZHE#03

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 acetate 6 ug/L 35273 6.763 510860 50.
n-Propyl acetate 7 ug/L 1984240 6.763 510860 50.
Propanoic acid,... 8 ug/L 303655 10.055 570869 50.
Propanoic acid,... 9.244 8 ug/L 96876 10.055 570869 50.
Propanoic acid,... 9 2855440 10.055 570869 50.
Acetic acid, bu... 9 ug/L 322251 10.055 570869 50.
Isopropyl butyrat 9 ug/L 1840490 10.055 570869 50.
Butanoic acid, ... 10.640 6. ug/L 68365 10.055 570869 50.
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