LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO50924WMA .M
Title : VOC Analysis

Signal : TIC: VXe41438.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 38 rBV 21048 32030 1.61% 0.216%
2 1.368 43 46 56 rBvV 91557 114394 5.74% 0.773%
3  1.453 56 60 64 rBv 11691 14409 0.72% 0.097%
4 1.599 73 84 85 rBV7 6031 18285 ©0.92% 0.124%
5 1.648 88 92 103 rw 85639 115249 5.79% 0.779%
6 1.727 103 105 114 rVB2 2619 4543 0.23% 0.031%
7 1.934 135 139 140 rBV3 514 563 0.03% 0.004%
8 2.300 192 199 208 rBV 209460 321839 16.16% 2.175%
9 2.386 208 213 222 rVB 20145 35805 1.80% 0.242%
106 2.508 230 233 237 rVB4 413 603 0.03% 0.004%
11  2.562 240 242 251 rVB2 675 1170 ©0.06% 0.008%
12 2.703 261 265 272 rBV3 2110 4019 0.20% 0.027%
13 2.788 272 279 294 rVB 13934 29602 1.49% 0.200%
14 2.940 298 304 307 rBV 2800 5479 0.28% 0.037%
15 3.337 363 369 374 rBV3 417 742 0.04% 0.005%
16 4.245 510 518 523 rBv4 6465 19500 0.98% 0.132%
17 4.458 545 553 566 rBV 79048 234529 11.78%  1.585%
18 4.574 566 572 593 rVB 10569 35850 1.80% 0.242%
19 4.739 594 599 606 rBvV5 1036 2173 0.11% 0.015%
20 5.056 639 651 666 rBV 124294 391946 19.68%  2.648%
21 5.208 674 676 683 rVB4 557 1019 0.05% 0.007%
22 5.397 701 707 709 rBV3 557 1211 0.06% 0.008%
23 5.556 723 733 742 rBvV4 753 2416 0.12% 0.016%
24 5.964 789 800 822 rBvV2 329513 976910 49.06% 6.601%
25 6.342 852 862 878 rBV 80506 208002 10.45% 1.405%
26 6.659 908 914 920 rBV5S 493 1102 0.06% 0.007%
27 6.757 921 930 942 rBV 245398 594712 29.87% 4.018%
28 7.305 1012 1020 1032 rBV 198101 436204 21.91%  2.947%
29 7.391 1032 1034 1042 rVV2 3184 6480 0.33% 0.044%
30 7.470 1042 1047 1056 rVB 4657 10208 0.51% 0.069%
31 7.598 1061 1068 1070 rBV4 5405 11096 0.56% 0.075%
32 7.641 1070 1075 1081 rVV 49323 94664 4.75% 0.640%
33  7.696 1081 1084 1094 rVB2 13958 25805 1.30% 0.174%
34 7.799 1094 1101 1122 rBV 1143070 1991268 100.00% 13.455%
35 7.964 1124 1128 1136 rVB 5178 10817 ©0.54% 0.073%
36 8.074 1142 1146 1151 rBv4 1396 2585 0.13% 0.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO50924WMA .M
Title : VOC Analysis
37 8.324 1180 1187 1201 rBV 130519 219741 11.04%  1.485%
38 8.549 1217 1224 1234 rBV 233077 369143 18.54%  2.494%
39 8.647 1234 1240 1249 rBV 518547 806435 40.50% 5.449%
40 8.811 1264 1267 1272 rVB2 2221 3231 0.16% 0.022%
41  8.891 1278 1280 1284 rVB5 657 686 0.03% 0.005%
42 8.952 1284 1290 1302 rBV 412480 619680 31.12% 4.187%
43 9.244 1328 1338 1345 rBvV 334709 467846 23.49% 3.161%
44  9.311 1345 1349 1351 rBV 36085 48674 2.44% 0.329%
45 9.342 1351 1354 1356 rVwV 44177 53664 2.69% 0.363%
46 9.384 1356 1361 1367 rVB2 464193 699345 35.12% 4.725%
47  9.482 1372 1377 1388 rVV 581755 768975 38.62% 5.196%
48 9.579 1388 1393 1407 rVB 394856 532818 26.76%  3.600%
49 9.811 1427 1431 1435 rVB4 1138 1633 0.08% 0.011%
50 9.915 1442 1448 1463 rBV 1036865 1353428 67.97% 9.145%
51 10.055 1464 1471 1478 rBV 526569 755767 37.95% 5.107%
52 10.281 1504 1508 1517 rvV 10970 17657 0.89% 0.119%
53 10.506 1538 1545 1551 rBV 15362 22366 1.12% 0.151%
54 10.640 1562 1567 1571 rBV 79681 99559 5.00% 0.673%
55 10.683 1571 1574 1585 rVB 56826 71983 3.61% 0.486%
56 10.774 1585 1589 1594 rBV2 5435 8324 0.42% 0.056%
57 10.817 1594 1596 1600 rvB2 1792 2057 0.10% 0.014%
58 10.963 1616 1620 1624 rVB4 336 583 0.03% 0.004%
59 11.085 1637 1640 1645 rBv4 1088 1403 0.07% 0.009%
60 11.128 1645 1647 1652 rVB2 392 393 0.02% 0.003%
61 11.189 1652 1657 1669 rBV 415641 536658 26.95% 3.626%
62 11.286 1669 1673 1679 rVB5 2231 4507 0.23% 0.030%
63 11.354 1683 1684 1686 rBV2 668 524 0.03% 0.004%
64 11.421 1691 1695 1696 rBV4 554 693 0.03% 0.005%
65 11.488 1704 1706 1710 rVB3 485 656 ©0.03% 0.004%
66 11.622 1723 1728 1737 rBV4 2832 4761 0.24% 0.032%
67 11.701 1737 1741 1746 rVV4 2093 3348 0.17% 0.023%
68 11.762 1746 1751 1760 rVV 18574 26692 1.34% 0.180%
69 11.841 1760 1764 1776 rVV2 5376 9409 0.47% 0.064%
70 11.939 1776 1780 1783 rVV5 1352 2256 0.11% 0.015%
71 11.969 1783 1785 1788 rVV4 776 1304 0.097% 0.009%
72 12.024 1788 1794 1808 rVV 541261 715338 35.92% 4.834%
73 12.152 1811 1815 1819 rVWv4 1071 2107 0.11% 0.014%
74 12.225 1821 1827 1828 rVV3 1673 2725 0.14% 0.018%
75 12.250 1828 1831 1837 rVV4 4161 6955 ©.35% 0.047%

76 12.317 1837 1842 1855 rVV 581158 763689 38.35% 5.160%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO50924WMA .M
Title : VOC Analysis
77 12.439 1859 1862 1871 rVB6 1279 2834 0.14% 0.019%
78 12.573 1878 1884 1894 rBV 7304 12146 0.61% 0.082%
79 12.646 1894 1896 1900 rVvVv2 503 619 0.03% 0.004%
80 12.695 1900 1904 1910 rVV5 1659 2573  0.13% 0.017%
81 12.774 1913 1917 1923 rVB4 1043 1754 0.09% 0.012%
82 12.853 1927 1930 1935 rVB3 763 1163 0.06% 0.008%
83 13.036 1956 1960 1963 rVB3 724 895 0.04% 0.006%
84 13.103 1968 1971 1975 rBV5S 850 1222 0.06% ©0.008%
85 13.408 2017 2021 2024 rBV3 891 1168 ©0.06% 0.008%
86 13.609 2049 2054 2058 rBVS5 824 1762 0.09% 0.012%
87 13.646 2058 2060 2065 rVv3 544 946 0.05% 0.006%
88 13.695 2065 2068 2070 rVVv2 952 1290 0.06% 0.009%
89 13.713 2070 2071 2075 rVV3 980 1253 0.06% 0.008%
90 13.792 2081 2084 2087 rVV3 740 708 0.04% 0.005%
91 13.957 2110 2111 2114 rBV 383 414 0.02% 0.003%
92 14.134 2138 2140 2145 rVB3 388 392 0.02% 0.003%
93 14.182 2145 2148 2150 rBV3 352 401 0.02% 0.003%
94 14.207 2150 2152 2157 rVv2 315 438 0.02% 0.003%
95 14.896 2262 2265 2269 rBV4 303 417 0.02% 0.003%
96 14.993 2278 2281 2284 rBV2 397 519 0.03% 0.004%
97 15.182 2307 2312 2314 rBV3 358 598 0.03% 0.004%
98 15.395 2343 2347 2351 rVB5S 464 724 0.04% ©0.005%
99 15.530 2367 2369 2373 rVB2 388 466 0.02% 0.003%
100 16.347 2498 2503 2504 rBV4 486 589 0.03% 0.004%
Sum of corrected areas: 14799533
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X
Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX041438.D\data.ms
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Abundance TIC: VX041438.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 Sulfur dioxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.239 2.69 ug/L 32030 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance  Scan 25 (1.239 min): VX041438.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
48.0
5000

120 140 1.60

-+ m/z 48.00 57.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #415: Sulfur dioxide
64.0
5000 480 LI LA O L B

120 140 1.60
m/z 65.90 4.94%

160 %0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\1\\\\‘\ }\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #416: Sulfur dioxide
48.0 640
A A
120 140 1.60
5000 ITI/Z 50.00 2.98%
32.0
A .
m/z--> 10 20 30 40 50 60 70 80 90 100 /'W\
Abundance #6974: Aminomethanesulfonic acid - ‘ﬂ“ ““ﬂ
64.0 120 140 1.60
m/z 64.90 0.68%
5000 48.0
17.0
0 | @0 . 760 960
e e e e e e A B aman e w
m/z--> 10 20 30 40 50 60 70 80 90 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 8
R.T. EstConc Area Relative to ISTD R.T.
6.342 17.49 ug/L 208002 1,4-Difluorobenzene 6.757

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 78
3 Isopropyl acetate 102 C5H1002 000108-21-4 72
4 Isopropyl acetate 102 C5H1002 000108-21-4 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 38
Abundance Scan 862 (6.342 min): VX041438.D\data.ms (-852) (-) m/z 43.00 100.00%
3.0
5000 /k
61.0 870 e
| ‘ ‘- 6.00 6.20 6.40 6.60
Ol el e 2002 m/z 61.00  21.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0
5000 L L L L L BB
6.00 6.20 6.40 6.60
61.0 670 m/z 41.18  14.62%
O \\‘]\-?;\0‘\2\?\.?\\\\“M“\\‘\\\\“\\\\‘\\\\‘\\\‘\‘\\\1\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4781: Isopropyl acetate
43.0
AR R N
6.00 6.20 6.40 6.60
5000 m/z 87.00 13.69%
61.0
87.0
0 15.0 27\9 ‘ M 1l ‘ 101.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4785: Isopropyl acetate R R o
43.0 6.00 6.20 6.40 6.60
m/z 42.00 9.83%
5000
61.0
15.0 27.0 | 87‘-0
| NS N NS NS UM NS R AR e RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60

SFAMXLMO50924WMA.M Fri May 10 16:48:42 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 4 3-Pentanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.641 7.96 ug/L 94664  1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 3-Pentanone 86 C5H100 000096-22-0 72
3 3-Pentanone 86 C5H100 000096-22-0 56
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 7

Abundance Scan 1075 (7.641 min): VX041438.D\data.ms (-1070) (-) m/z 57.00 100.00%

57.0
5000
86.0
420 670 7.40 7.60 7.80 8.00
-+ttt m/z 86.00 23.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
5000 L B L I LA B
7.40 7.60 7.80 8.00
29.0 86.0 m/z 56.80  4.65%
O 150 \‘\‘ \4%\0 Ly
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone
57.0
29.0 7.40 7.60 7.80 8.00
5000 m/z 42.00 3.60%
86.0
ol 150 140 i 71.0 ‘
R s R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone R ABREREESLE S
29.0 57.0 7.40 7.60 7.80 8.00
m/z 55.00 3.34%
5000
86.0
0 18.0 ‘ ‘ | \4:§0 1y 71.0
e LA e
m/z--> 10 20 30 40 50 60 70 80 90 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 5 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.799 167.41 ug/L 19912760  1,4-Difluorobenzene 6.757

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 83
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): VX041438.D\data.ms (-1094) (-) m/z 43.00 100.00%

43.0
5000
61.0

730 7. ‘40 7. éo 7. éo 8.60 8.‘20
0H‘HH‘HH‘HH“‘HH‘uu‘wuw‘uu‘wg?w:‘[wulwo‘]?gw‘w mZ 61.00 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate f\
43.0

5000 e
7.40 7.60 7.80 8.00 8.20

m/z 73.00 15.87%

15.0 27.0 ‘ 780
“\““.‘\““‘\“““\”“‘\““‘\‘“‘\““‘\‘8“7“(\)““\““\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0

7.40 7.60 7.80 8.00 8.20

o

5000 m/z 42.10 11.25%
61.0
73.0
N S N )
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate R B
43.0 7.40 7.60 7.80 8.00 8.20

m/z 41.05 9.59%

5000
61.0
73.0
15.0 27.0 ‘
0 | L1 \‘

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\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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, 1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.549  24.42 ug/L 369143 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 83
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 59
Abundance Scan 1224 (8.549 min): VX041438.D\data.ms (-1217) (-)| m/z 57.00 100.00%
57.0
43.1
5000
=0 S | U
101.0 8.20 8.40 8.60 8.80
0br el LS s 43,10 62.37%
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 BN N RN R
290 8.20 8.40 8.60 8.80
75.0 m/z 74.95 29.70%
‘ | ‘ 101.0
O \\‘\H\‘\\‘H‘H\\‘il\‘\\‘\H}’\H\’\}H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
R AR
43.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 22.08%
29.0 75.0
101.0
0 15\'0 \ \‘\ ] \‘ 116.0
et et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester o ERAARANEE EEEey ey
T 8.20 8.40 8.60 8.80
m/z 101.00 11.97%
5000 43.0
75.0
29.0
101.0
oL 180 | 1]/ ‘ 116.0
et e e e e e e e A E e A RmATE
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\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.244  30.95 ug/L 467846  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 Isopropyl butyrate 130 C7H1402 000638-11-9 72

Abundance Scan 1338 (9.244 min): VX041438.D\data.ms (-1328) (-) m/z 43.05 100.00%

43.0 n
5000 710
89.0 1151 9.00 9.20 9.40 9.60
Il 57.0 130.2 .
Ol e 2 e et e oS m/z 71.00 0 38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
71.0 9.00 9.20 9.40 9.60
m/z 41.05 25.82%
270 89.0 1150
OH‘\H\‘\\H‘\H\‘MHH‘\H\‘\H\’HH‘\\H"HH‘\\H‘H‘H‘\]\_\z\g‘\(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
9.00 9.20 9.40 9.60
5000 m/z 89.00 15.91%
71.0
27 0 89.0
wm_m‘mWm‘mww,w_m,w‘wwwwm‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester AL Naa
43.0 9.00 9.20 9.40 9.60
m/z 39.00 10.76%
5000
71.0
270 89.0
Obrprorrereprr et 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\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X
Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 3-Hexanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.311 3.22 ug/L 48674 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone 100 C6H120 000589-38-8 91
2 3-Hexanone 100 C6H120 000589-38-8 64
3 3-Hexanone 100 C6H120 000589-38-8 59
4 3-Hexanone 100 C6H120 000589-38-8 56
5 3-Hexanone 100 C6H120 000589-38-8 53

Abundance Scan 1349 (9.311 min): VX041438.D\data.ms (-1345) (-) m/z 56.95 100.00%
43.1 57.0
71.0
5000 100.1
‘ ‘ 85.1 9.00 9.20 9.40 9.60
0H“m_HWmi‘mW‘M“m“lW‘H‘H‘HH“HH‘ m/z 43.10 98.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4261: 3-Hexanone
43.0 57.0
71.0
5000 L L L IR R
. 100.0 9.00 9.20 9.40 9.60
' m/z 71.00 64.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4256: 3-Hexanone
43.0 57.0
29.0 71.0 9.00 9.20 9.40 9.60 ;
5000 m/z 100.10 45.71%
100.0
0 150 | ‘\‘ M | 85.0
R R R E A o R a R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4252: 3-Hexanone R
43.0 57.0 9.00 9.20 9.40 9.60
m/z 41.10 27 .49%
5000 29.0 71.0
100.0
N
O e T N A R AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 10 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.482 50.87 ug/L 768975  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): VX041438.D\data.ms (-1372) () | m/z 57.00 100.00%
57.0
5000 75.0
43.0
‘ ‘ 9.20 9.40 9.60 9.80
Obrrrrerrrrer e i il 880 10111149 /7 75,00 43.91%
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 L B A B L LR B
75.0 9.20 9.40 9.60 9.80
430 m/z 43.05 20.28%
o i ‘M‘ 88.0 101.0 115.0
H‘\\H‘\H\[H\f‘f\f\‘\H\‘H\\‘\\\\’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
R RAREE LA R
9.20 9.40 9.60 9.80
5000 75.0 m/z 41.05 14.20%
29.0 '
43.0
oH‘1“5‘9_”1“”H‘H‘H‘_Hwm‘_:H,‘H;_ww,ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester AR RmansEE
57.0 9.20 9.40 9.60 9.80
m/z 87.00 9.56%
5000 290 75.0
43.0
0150,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.579  35.25 ug/L 532818 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 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40
Abundance Scan 1393 (9.579 min): VX041438.D\data.ms (-1388) (-) m/z 43.00 100.00%
3.0
5000 56.0
73.0 T
‘ ‘ ‘ 870 9.50
Obrrrrerrrrer et bl D2 AOLO LS 7 56,05 41.46%
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 T \
9.50
73.0 m/z 73.00 19.06%
ol 150 290 11 || | 87.0 101.0 117.0
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 #9201: Acetic acid, butyl ester
43.0
9.50
5000 m/z 41.10 18.14%
56.0
150 290 3.0
okl Ml Ll s70 10101150
A B L e A ER RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #9209: Acetic acid, butyl ester e M B ‘
43.0 9.50
56.0 m/z 61.00 15.22%
5000
73.0
29.0
0 WL 870 1010 117.0
R N A EASAEEANES Saas e P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50

SFAMXLMO50924WMA.M Fri May 10 16:48:50 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43

Operator : JC/MD

Sample : PB160796TB 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 1Isopropyl butyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.915 89.54 ug/L 1353430 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78

000617-50-5 72
000617-50-5 72

4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402

Abundance Scan 1448 (9.915 min): VX041438.D\data.ms (-1442) (-) m/z 43.05 100.00%
43.0
71.0
5000
89.0
=
|, 5700 \ 150,401 10.00
Obreprrrprrrprerb e o el b m/z 71,08 79.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 T
89.0 10.00
' m/z 89.00 32.07%
27.0
0H\‘\\\\‘HH‘HH[‘!\H‘HH‘PH\‘H\H‘\H!‘HH‘\\\\]‘-\].\?\?\\1\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.
=
10.00
m/z 41.05 30.78%
5000 89.0
0
owowbwo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 HA\Ak
Abundance #15400: Isopropy! butyrate — =
43.0 10.00
m/z 42.05 14.47%
71.0
5000
89.0
0 20 . ] | uso
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 13 Butanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.640 6.59 ug/L 99559  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 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 1567 (10.640 min): VX041438.D\data.ms (-1562) (- m/z 71.00 100.00%
71.0
431
89.1
5000
‘ ‘ | 06.0 10.50 11.00
0 \\\\\\H\\\l\\\\ 43.10  79.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000
10.50 11.00
27.0 m/z 89.10 64.27%
O H‘HH‘H\‘\“\\H‘!H\‘§\7\‘HH‘}‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester
43.0 71.0
— —
10.50 11.00
5000 210 89.0 41.10  34.28%
0 IO b 1930 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15466: Butanoic acid, propyl ester
43.0 71.0 10 50 11 00
m/z 42.05 20.42%
89.0
5000 27.0 j\/\
0 570 Lo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On : 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO50924WMA .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 14 3-Heptanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.683  4.76 ug/l 71983 Chlorobenzene-ds 16.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Heptanone 114 C7H140 000106-35-4 91
-Heptanone 114 C7H140 000106-35-4 91
5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 83
Heptanone 114 C7H140 000106-35-4 80
-Heptanone 114 C7H140 000106-35-4 72

uih wNnPE
wwwww
1.

Abundance Scan 1574 (10.683 min): VX041438.D\data.ms (-1571) (1 [ m/z 57.10 100.00%
57.1
5000
85.1 jL
; o
‘ ‘ 11?'1 10.50 11.00
0 bbb e e e e M/z 85.10 32.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8420: 3-Heptanone
57.0
85.0 1050 11.00
m/z 72.05 20.57%
“ ‘ 114.0
O\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8430: 3-Heptanone
57.0
\‘\/
1050 11.00
5000 29.0 m/z 41.10 20.21%
85.0
M ‘ ‘ 114.0
om‘m‘_m_m_m_"MmWm,‘m_m_‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73663: 3,5-Octanedione, 2,2,4,7-tetramethyl-
57.0 1050 1100
85.0 .
m/z 114.05 14.93%
5000
114.0
29.0
o Lo | ‘ 141.0 170.0 198.0
A o m s B BABARRE s —r
m/z--> 20 40 60 80 100 120 140 160 180 200 1050 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041438.D

Acqg On 1 09 May 2024 16:43
Operator : JC/MD

Sample : PB160796TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@50924WMA .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|
Sulfur dioxide 1.239 2.7 ug/L 32030 1 6.757 594712 50.0
Isopropyl acetate 6.342 17.5 ug/L 208002 1 6.757 594712 50.0
3-Pentanone 7.641 8.0 ug/L 94664 1 6.757 594712 50.0
n-Propyl acetate 7.799 167.4 wug/L 1991276 1 6.757 594712 50.0
Propanoic acid,... 8.549 24.4 ug/L 369143 2 10.055 755767 50.0
Propanoic acid,... 9.244 30.9 ug/L 467846 2 10.055 755767 50.0
3-Hexanone 9.311 3.2 ug/L 48674 2 10.055 755767 50.0
Propanoic acid,... 9.482 50.9 wug/L 768975 2 10.055 755767 50.0
Acetic acid, bu... 9.579 35.3 wug/L 532818 2 10.055 755767 50.0
Isopropyl butyrate 9.915 89.5 wug/L 1353430 2 10.055 755767 50.0
Butanoic acid, 10.640 6.6 ug/L 99559 2 10.055 755767 50.0
3-Heptanone 10.683 4.8 ug/L 71983 2 10.055 755767 50.0
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