LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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: VX026082.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 53 rBV 96889 100837 3.44% 0.690%
2 1.672 92 96 104 rVB 92495 106528 3.64% 0.729%
3 2.313 195 201 209 rBV 172654 276425 9.44% 1.891%
4 2.392 210 214 222 rVB 14598 26176 ©0.89% 0.179%
5 2.660 256 258 259 rBV 786 514 0.02% 0.004%
6 2.794 274 280 288 rVB 48788 90808 3.10% 0.621%
7 3.032 316 319 321 rBV2 502 562 0.02% 0.004%
8 3.215 346 349 352 rVB2 844 1124 0.04% 0.008%
9 3.245 352 354 356 rBV2 556 620 0.02% 0.004%
106 3.325 365 367 368 rBV 810 599 0.02% 0.004%
11  3.501 394 396 397 rVB 1306 696 0.02% 0.005%
12 3.520 397 399 401 rBV2 723 992 0.03% 0.007%
13  3.684 424 426 428 rVB 813 586 ©0.02% 0.004%
14 4.044 484 485 488 rBV2 498 608 0.02% 0.004%
15 4.129 497 499 501 rw2 584 521 0.02% 0.004%
16 4.263 518 521 522 rBV 787 578 0.02% 0.004%
17 4.294 522 526 528 rVB2 479 600 0.02% 0.004%
18 4.324 528 531 532 rBV 607 578 0.02% 0.004%
19 4.458 544 553 568 rBV 72671 215762 7.37% 1.476%
20 4.745 597 600 601 rBV 697 744 0.03% ©0.005%
21  4.952 632 634 636 rBv2 774 485 0.02% 0.003%
22 5.068 640 653 665 rBv 124301 364915 12.46% 2.496%
23 5.318 690 694 696 rBv2 855 1092 0.04% 0.007%
24 5.471 717 719 721 rBV2 713 834 0.03% 0.006%
25 5.7068 756 758 759 rVB 862 486 0.02% 0.003%
26 5.727 759 761 764 rBV 463 548 0.02% 0.004%
27 5.977 788 802 816 rBv2 290035 876261 29.91% 5.993%
28 6.342 855 862 872 rW 13363 34536 1.18% 0.236%
29 6.434 875 877 880 rBV2 517 577 0.02% 0.004%
30 6.665 913 915 918 rVvB2 1222 1070 0.04% 0.007%
31 6.763 922 931 944 rBV 180153 456755 15.59%  3.124%
32 7.312 1013 1021 1038 rVB 190870 415312 14.18% 2.841%
33 7.464 1040 1046 1052 rBV3 7859 18286 0.62% 0.125%
34 7.604 1064 1069 1071 rBV3 3509 5717 ©.20% 0.039%
35 7.647 1071 1076 1080 rvV 9114 16008 ©0.55% 0.109%

36 7.799 1094 1101 1115 rBV 1194551 2034960 69.47% 13.918%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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 8.250 1173 1175 1176 rBV 622 491 0.02% 0.003%
38 8.330 1181 1188 1200 rVB 126378 213992 7.30% 1.464%
39 8.549 1218 1224 1234 rBV 201555 312797 10.68% 2.139%
40 8.653 1234 1241 1249 rBV 421197 678618 23.17% 4.641%
41  8.805 1262 1266 1272 rBV3 3448 5381 0.18% 0.037%
42 8.866 1272 1276 1282 rVB2 4235 7391 0.25% 0.051%
43 8.952 1284 1290 1298 rBV2 113378 167972 5.73% 1.149%
44  9.086 1309 1312 1314 rBvV2 950 1026 0.04% 0.007%
45 9.122 1316 1318 1320 rVB 932 605 0.02% 0.004%
46 9.250 1333 1339 1346 rBvV 58021 91272 3.12% 0.624%
47  9.311 1346 1349 1350 rVWV 10226 12369 0.42% 0.085%
48 9.342 1350 1354 1357 rVV 143075 200678 6.85% 1.373%
49 9.384 1357 1361 1372 rVWV 372277 535383 18.28% 3.662%
50 9.482 1372 1377 1388 rVV 2179737 2929444 100.00% 20.036%
51 9.580 1388 1393 1406 rVB 250864 330302 11.28%  2.259%
52 9.915 1442 1448 1463 rBV 1519055 1891367 64.56% 12.936%
53 10.055 1465 1471 1478 rBV 398600 538961 18.40% 3.686%
54 10.409 1527 1529 1531 rVB 1050 617 ©0.02% 0.004%
55 10.427 1531 1532 1535 rVB 770 539 0.02% 0.004%
56 10.488 1540 1542 1543 rWW 813 680 0.02% 0.005%
57 10.506 1543 1545 1553 rVB 3800 4569 0.16% 0.031%
58 10.640 1563 1567 1579 rVB 54575 69057 2.36% 0.472%
59 10.896 1607 1609 1610 rBV 729 561 0.02% 0.004%
60 11.195 1652 1658 1665 rBV 345479 430001 14.68% 2.941%
61 11.329 1674 1680 1684 rVB2 7446 12034 0.41% 0.082%
62 11.451 1697 1700 1703 rBV2 3824 4627 0.16% 0.032%
63 11.713 1741 1743 1745 rBV 643 535 0.02% 0.004%
64 11.750 1746 1749 1754 rVB2 3301 4416 ©0.15% 0.030%
65 11.805 1756 1758 1761 rBV2 492 650 0.02% 0.004%
66 11.939 1777 1780 1782 rBV3 1453 1557 0.05% 0.011%
67 11.963 1782 1784 1785 rBV 752 491 0.02% 0.003%
68 12.024 1789 1794 1801 rBV 410483 503984 17.20%  3.447%
69 12.152 1813 1815 1820 rVB2 2186 2507 0.09% 0.017%
70 12.323 1837 1843 1851 rVB 449310 582792 19.89% 3.986%
71 12.475 1866 1868 1869 rBV2 726 512 0.02% 0.004%
72 12.670 1898 1900 1901 rVB2 970 566 0.02% 0.004%
73 12.701 1901 1905 1906 rBV2 590 619 0.02% 0.004%
74 12.719 1906 1908 1909 rVB 794 515 0.02% 0.004%
75 12.768 1909 1916 1921 rBV2 3788 6638 0.23% 0.045%
76 12.975 1949 1950 1955 rVB 569 708 0.02% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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 13.213 1987 1989 1992 rBV2 666 628 0.02% 0.004%
78 13.414 2020 2022 2024 rVB 874 628 0.02% 0.004%
79 13.786 2078 2083 2087 rBV5 904 1801 0.06% 0.012%
80 13.878 2096 2098 2102 rBV2 619 857 0.03% 0.006%
81 13.957 2110 2111 2116 rVB3 785 881 0.03% 0.006%
82 14.067 2127 2129 2130 rBV 674 508 0.02% 0.003%
83 14.134 2137 2140 2147 rVB3 2686 3910 0.13% 0.027%
84 14.213 2151 2153 2156 rVV 517 466 0.02% 0.003%
85 14.243 2156 2158 2161 rVB2 1142 786 0.03% 0.005%
86 14.280 2161 2164 2166 rBV 679 703 0.02% 0.005%
87 14.329 2170 2172 2174 rBV 614 554 0.02% 0.004%
88 14.396 2181 2183 2184 rBV 629 516 ©0.02% 0.004%
89 14.481 2195 2197 2201 rVB2 754 936 0.03% 0.006%
90 14.652 2223 2225 2228 rBV2 429 566 0.02% 0.004%
91 14.822 2251 2253 2255 rBV2 578 611 ©0.02% 0.004%
92 14.963 2275 2276 2279 rBV 832 784 0.03% 0.005%
93 15.030 2286 2287 2289 rBV 843 635 0.02% 0.004%
94 15.127 2301 2303 2304 rBV2 585 520 0.02% 0.004%
95 15.237 2319 2321 2324 rVWV 552 499 0.02% 0.003%
96 15.530 2367 2369 2372 rBV2 863 915 ©0.03% 0.006%
97 15.652 2386 2389 2390 rBV2 523 608 0.02% 0.004%
98 16.011 2446 2448 2450 rBV 823 570 0.02% 0.004%
99 16.359 2503 2505 2507 rBV2 749 648 0.02% 0.004%
100 16.658 2552 2554 2555 rBV 558 469 0.02% 0.003%
Sum of corrected areas: 14620923
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 Sample Multiplier: 1

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

T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX026082.D\data.ms
2000000
1500000
1000000
500000
5.977
2.313
1.374 1672 5.068
o 5392 268079 3.03ZAMBED.084  4.0MI2BIEEY 0 47454950\ 5318471 ST
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VX026082.D\data.ms
9.482
2000000
9.915
1500000
7.799
1000000
500000 8.653 9.384 10.055 11.195
580
8.54
6.763 7:312 8.330 8952 , 9342 640
o 8234 6.665. )\ 7 4675047 8.250 /\ 8.8865 9DVEES. noname®40 10.896 1.320451
A R TR AR s S .
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX026082.D\data.ms
2000000
1500000
1000000
500000 12.024 12.323
M$.152 12.47S0A/WB32.97513.21383.414 13 7RGSSNHBIEBMDEAY 692, 8PR9ARAS 237 15.850652  16.011  16.359 16.658
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T ‘ T T T T ‘ T T T

T T T
14.50 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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 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 3.78 ug/L 34536 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 74
2 Isopropyl acetate 102 C5H1002 000108-21-4 43
3 Isopropyl acetate 102 C5H1002 000108-21-4 38
4 n-Propyl acetate 102 C5H1002 000109-60-4 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 862 (6.342 min): VX026082.D\data.ms (-855) (-) m/z 43.05 100.00%

43.0
5000
61.1 R AREEanE e SR,
‘ ‘ 87.0 6.00 6.20 6.40 6.60
\\\‘\\\\‘\\\\‘\\\\“\‘\‘\\’\\\\“\\\\‘\\\\’\\\‘\‘\\\\‘\\\\’ m/z 61.19 29.4100
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4784 Isopropyl acetate
43.0
6.00 6.20 6.40 6.60
61.0 m/z 41.10 16.29%
15‘.0 27.0 ‘\ 87.0
‘ LU | ‘ .
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
VAR A
6.00 6.20 6.40 6.60
5000 m/z 42.10 12.46%
61.0
15.0 27.0 87.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate e
43.0 6.00 6.20 6.40 6.60
m/z 87.00 12.42%
5000
61.0
87.0
15.0 27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : VX026082.D

Acqg On : 27 Dec 2021 23:50

Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 38 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.

7.799 222.76 ug/L 2034960 1,4-Difluorobenzene 6.769
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): VX026082.D\data.ms (-1094) (-) m/z 43.10 100.00%

4’]
5000
61.1
‘ 77'0 671 1010 7.40 7.60 7.80 8.00 8.20
el e e ot 20 m/z 61.10  28.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 15.27%
73.0
\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\]-‘0\3\\0\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

7.40 7.60 7.80 8.00 8.20
5000 m/z 42.05 11.17%

61.0
27.0
73.0
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4776: n-Propyl acetate R e
43.0 7.40 7.60 7.80 8.00 8.20

m/z 41.10 9.45%

5000

73.0

10 2 el ]
1 L

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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 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  29.02 ug/L 312797 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 56
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 45
Abundance Scan 1224 (8.549 min): VX026082.D\data.ms (-1218) (-) m/z 57.10 100.00%
57.1
43.1
5000
75.1
101.0 8.20 8.40 8.60 8.80
‘ 115.2 o
H\‘HH‘HH‘HH‘i!“\\‘HH“\H\‘\1\\‘H\\‘\\H“HH‘HH‘H\ m/z 43.16 63.660
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 T T T T T T T T[T T[T TTryT
290 8.20 8.40 8.60 8.80
75.0 m/z 75.18  27.49%
P .
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
Ry
43.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 21.82%
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 101.00  10.44%
5000 29.0
75.0
150 101.0
NS NS S A X Bt T SO AV G
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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 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.
9.250 8.47 ug/L 91272  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 90
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 1339 (9.250 min): VX026082.D\data.ms (-1333) (-) m/z 43.10 100.00%
43.1
5000
71.1
891 9.00 9.20 9.40 9.60
Il s68 | 115.1 :
H‘\H\‘\\H‘H\\i\}\\‘\\H‘“HH‘\‘H\‘\HH\H\‘\\H’H‘H‘H\\‘\\H mz 71 19 35.420
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LU L I L B B B
71.0 9.00 9.20 9.40 9.60
270 89.0 m/z 41.10 28.82%
| 57, | 115.0159 0
H‘\H\‘\H\‘HH‘H\\‘\\H‘HH‘\H\‘\\H‘\H\‘\\H’HH‘H\\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
e e e
9.00 9.20 9.40 9.60
5000 m/Z 89.10 17.22%
71.0
27.0 89.0
115.0
L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester R REEE L e
43.0 9.00 9.20 9.40 9.60
m/z 39.10 12.72%
5000
27.0 71.0
‘m ‘ 89\0 115.0130.0
T e e e e e e e Pt e e
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 : VX026082.D

Acqg On : 27 Dec 2021 23:50

Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 38 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 8 Propanoic acid, propyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.482 271.77 ug/L 2929440  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): VX026082.D\data.ms (-1372) (-) m/z 57.05 100.00%

57.0
5000 75.1
43.1

| 651 1010 1150 9.20 9.40 9.60 9.80
e et e o A0k 0 80 Tz 75,10 42.14%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0
5000 LI L L L L LB LI B B

75.0 9.20 9.40 9.60 9.80
43.0 '
m/z 43.10  21.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0

9.20 9.40 9.60 9.80
5000 m/z 41.05 14.72%

75.0
29.0
43.0
15.0 88.0

T T T T T T A T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester

57.0

9.20 9.40 9.60 9.80
m/z 42.05 9.53%

29.0
75.0
5000
43.0
15.0 M‘ Jd 88.0 115.0

—

—

m/z-->

10 20 30 40 50 60 70 80 90 100 110120

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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 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 30.64 ug/L 330302 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): VX026082.D\data.ms (-1388) (-) 43.10 100.00%
43.1
5000 56.1
; \ 770 87.0 101.1 115.0 9.0
rrprrrrrrererprrrde e e e e S e m/z 56,10 39.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 \
56.0 950
m/z 41.10 17.33%
150 29.0 73.0
H‘\\‘H‘\H1‘HH“‘\H\‘\\‘\‘\“H\\‘\‘\\\’\8\\7\‘0\\1\-\()‘]\-\9\]’.\1\5\\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
T
9.50
5000 56.0 m/z 73.00 15.97%
29.0 73.0
150 == 87.0 101.0 117.0
A o e ALERRASE et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 JLJ\
Abundance #9208: Acetic acid, butyl ester e ‘
43.0 9.50
m/z 61.10 14.11%
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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 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.
9.915 175.46 ug/L 1891370  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 90
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): VX026082.D\data.ms (-1442) (-) m/z 43.10 100.00%
3.1
71.1
5000
89.1
— ——
10.00
1151
‘ ‘ 130.2 o
“WHH‘HH_‘JNN‘_MﬂLHWJHWH‘MHH‘HH_JH_H‘_H“ m/z 71.18 73.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 U
89.0 10.00
' m/z 41.05 32.57%
27.0
H\‘\\\\‘\H‘\‘HH“M}‘H‘?\?\.‘PH\H‘\H‘H\!‘HH‘{\HJ‘-\].\?;?H]-?R-\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
——
10.00
m/z 89.10  28.63%
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 16.05%
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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 6.41 ug/L 69057  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 83
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 83
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 83
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 83

Abundance Scan 1567 (10.640 min): VX026082.D\data.ms (-1563) (- m/z 71.05 100.00%
7

1.0
43.0
89.1
5000
—

T
10.50 11.00

‘“‘H“Mh‘uww‘ﬂ“‘w‘wh“‘““w“““‘w m/z 43.05  79.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000 ~ ——
10.50 11.00

m/z 89.10 61.42%

\1\5\.? T ‘i‘ T ‘i“\ T ‘\ ‘l‘ T }‘ T ‘ TTTT ‘h\ L ‘ TTTT ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
—

Abundance
43.0 71.0
—
10.50 11.00
89.0 9
5000 ITI/Z 41.10 34.87%
25.0 115.0
R A B S e o e B e LRI
m/z--> 20 40 60 80 100 120 140 160
Abundance #47011: Butanoic acid, hexyl ester e .
43.0 71.0 89.0 10.50 11.00

m/z 42.10  21.55%

5000
| ‘ “ I ‘w\ L ‘111.0129.0 154.0172.0 N
= e

ety
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 : VX026082.D

Acqg On : 27 Dec 2021 23:50
Operator : JC/MD

Sample : PB141699TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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 34536 6.769 456755 50.
n-Propyl acetate 7 ug/L 2034960 6.769 456755 50.
Propanoic acid,... 8 ug/L 312797 10.055 538961 50.
Propanoic acid,... 9.250 8 ug/L 91272 10.055 538961 50.
Propanoic acid,... 9 2929440 10.055 538961 50.
Acetic acid, bu... 9 ug/L 330302 10.055 538961 50.
Isopropyl butyrat 9 ug/L 1891370 10.055 538961 50.
Butanoic acid, ... 10.640 6. ug/L 69057 10.055 538961 50.
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