LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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: VXe41437.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 rBV2 315 314 0.02% 0.003%
2 1.240 21 25 33 rBv2 15038 24296 1.48% 0.195%
3  1.368 43 46 57 rBV 72464 107635 6.58% 0.863%
4 1.453 57 60 67 rVB 4633 6070 0.37% 0.049%
5 1.569 70 79 81 rBvV4 6053 15153 ©0.93% 0.122%
6 1.648 88 92 108 rVB 68800 121963 7.45% 0.978%
7 2.294 191 198 209 rBV 185952 284099 17.36%  2.279%
8 2.392 209 214 229 rVB 20517 39664 2.42% 0.318%
9 2.569 241 243 246 rBV3 293 316 0.02% 0.003%
10 2.709 262 266 273 rVB2 1294 2518 0.15% 0.020%
11 2.788 273 279 296 rVB 11153 24992 1.53% 0.200%
12 2.947 299 305 311 rBV3 1480 3449 0.21% 0.028%
13  3.008 311 315 317 rBV3 700 1109 0.07% 0.009%
14 3.581 403 409 420 rVv2 7141 18322 1.12% 0.147%
15 3.660 420 422 423 rVW2 350 288 0.02% 0.002%
16 3.757 434 438 439 rBV 192 287 0.02% 0.002%
17 4.251 512 519 527 rBv4 1820 6164 0.38% 0.049%
18 4.465 546 554 571 rBV 54772 194015 11.86% 1.556%
19 4.739 594 599 6600 rBv2 677 987 0.06% 0.008%
20 5.056 639 651 667 rBV 110105 335770 20.52%  2.693%
21 5.391 700 706 715 rVB4 695 1840 0.11% 0.015%
22 5.556 724 733 739 rBV3 1089 2369 0.14% 0.019%
23 5.964 788 800 818 rBV2 288449 842373 51.48% 6.756%
24 6.348 853 863 878 rBV 62633 173456 10.60%  1.391%
25 6.757 921 930 946 rBV 221164 528330 32.29% 4.237%
26 7.031 974 975 977 rBv2 410 424 0.03% 0.003%
27 7.111 985 988 997 rVB5 1127 2432 0.15% 0.020%
28 7.306 1011 1020 1034 rBV 171743 377118 23.05% 3.025%
29 7.482 1043 1049 1056 rBVS5S 3655 8873 0.54% 0.071%
30 7.647 1064 1076 1082 rBV 35160 78220 4.78% 0.627%
31 7.799 1094 1101 1123 rBV 903795 1636302 100.00% 13.124%
32 7.964 1124 1128 1139 rVB4 4564 11170 0.68% 0.090%
33 8.116 1151 1153 1157 rVB3 438 495 0.03% 0.004%
34 8.171 1161 1162 1166 rvVB3 337 313 0.02% 0.003%
35 8.220 1166 1170 1172 rBV 207 324 0.02% 0.003%

36 8.324 1181 1187 1199 rBV 110123 185982 11.37% 1.492%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 8.549 1218 1224 1234 rBV 192941 309632 18.92%  2.483%
38 8.647 1234 1240 1250 rBV 451168 693871 42.40% 5.565%
39 8.818 1263 1268 1273 rVBS5 1537 2636 0.16% 0.021%
40 8.885 1278 1279 1280 rBV 396 273 0.02% 0.002%
41  8.952 1284 1290 1303 rBv2 328174 516803 31.58% 4.145%
42 9.244 1329 1338 1345 rBV 266915 387426 23.68% 3.107%
43 9.311 1345 1349 1351 rWV 29545 40923 2.50% 0.328%
44  9.342 1351 1354 1356 rVV 43733 59335 3.63% 0.476%
45  9.385 1356 1361 1372 rVV2 385082 643236 39.31% 5.159%
46  9.482 1372 1377 1388 rVWW 467697 637090 38.93% 5.110%
47 9.580 1388 1393 1410 rVB 326723 439171 26.84%  3.522%
48 9.817 1427 1432 1434 rBV4 701 1073 0.97% 0.009%
49 9.915 1442 1448 1464 rBV 869276 1135626 69.40% 9.108%
50 10.055 1464 1471 1478 rBV 449004 659022 40.28% 5.286%
51 10.195 1491 1494 1498 rVB3 636 886 0.05% 0.007%
52 10.281 1503 1508 1517 rBV 8892 14856 0.91% 0.119%
53 10.506 1541 1545 1556 rBV 10669 17602 1.08% 0.141%
54 10.640 1559 1567 1571 rVWV 65768 85705 5.24% 0.687%
55 10.683 1571 1574 1585 rvV 20715 30079 1.84% 0.241%
56 10.781 1586 1590 1593 rvv2 1918 3166 ©0.19% 0.025%
57 10.823 1593 1597 1602 rVB3 1737 2965 0.18% 0.024%
58 11.000 1624 1626 1631 rBvV3 198 296 0.02% 0.002%
59 11.092 1638 1641 1644 rBvV3 747 979 0.06% 0.008%
60 11.189 1652 1657 1669 rBV 341921 447654 27.36% 3.590%
61 11.287 1669 1673 1675 rBV3 1297 2033 0.12% 0.016%
62 11.366 1683 1686 1689 rBV4 192 316 0.02% 0.003%
63 11.439 1696 1698 1699 rVv2 251 265 0.02% 0.002%
64 11.451 1699 1700 1704 rVB2 496 472 0.03% 0.004%
65 11.573 1717 1720 1722 rVB3 214 253 0.02% 0.002%
66 11.628 1725 1729 1736 rVB3 877 1565 0.10% 0.013%
67 11.707 1739 1742 1747 rVB4 685 946 0.06% 0.008%
68 11.762 1747 1751 1757 rBV2 5395 7713 0.47% 0.062%
69 11.847 1761 1765 1771 rVB4 1633 2707 0.17% 0.022%
70 11.933 1776 1779 1781 rBV2 318 446 0.03% 0.004%
71 11.969 1783 1785 1788 rVB2 341 322 0.02% 0.003%
72 12.018 1788 1793 1803 rBV 472600 613287 37.48% 4.919%
73 12.225 1823 1827 1828 rBV2 973 1139 0.07% 0.009%
74 12.250 1829 1831 1837 rVB5 1355 1851 ©0.11% ©0.015%
75 12.317 1837 1842 1860 rBV 506150 653872 39.96% 5.244%
76 12.573 1880 1884 1891 rVB2 1627 2493 0.15% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 12.695 1903 1904 1907 rVV 347 280 0.02% 0.002%
78 12.774 1914 1917 1919 rBV 302 340 0.02% 0.003%
79 12.799 1919 1921 1925 rVB2 323 377 0.02% 0.003%
80 12.866 1929 1932 1937 rVV4 581 935 0.06% 0.007%
81 13.116 1969 1973 1976 rBV3 437 624 0.04% 0.005%
82 13.597 2049 2052 2054 rBV3 516 618 0.04% 0.005%
83 13.695 2064 2068 2069 rBV3 432 496 0.03% 0.004%
84 13.786 2078 2083 2090 rVB3 416 857 0.05% 0.007%
85 13.920 2101 2105 2108 rBV3 201 307 0.02% 0.002%
86 13.969 2110 2113 2117 rVB2 514 614 0.04% 0.005%
87 14.115 2134 2137 2138 rBV2 303 289 0.02% 0.002%
88 14.176 2143 2147 2148 rBV2 204 255 0.02% 0.002%
89 14.603 2214 2217 2220 rBV3 244 283 0.02% 0.002%
90 14.993 2277 2281 2289 rVVv4 679 979 0.06% 0.008%
91 15.073 2292 2294 2298 rVB3 219 252  0.02% 0.002%
92 15.298 2328 2331 2333 rBV3 415 388 0.02% 0.003%
93 15.530 2366 2369 2373 rVB3 342 551 ©.03% 0.004%
94 15.566 2373 2375 2376 rBV 345 354 0.02% ©0.003%
95 15.737 2402 2403 2405 rBV 416 315 0.02% 0.003%
96 15.877 2423 2426 2427 rBV2 342 355 0.02% 0.003%
97 15.926 2432 2434 2435 rBV 529 377 0.02% 0.003%
98 16.200 2477 2479 2480 rBV 334 297 0.02% 0.002%
99 16.310 2495 2497 2499 rBV2 420 407 0.02% 0.003%
100 16.365 2504 2506 2509 rBV2 487 501 ©0.03% 0.004%
Sum of corrected areas: 12468468

SFAMXLMO50924WMA.M Fri May 10 16:48:04 2024 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: PB160794TB 10X
: 5.0mL/MSVOA_X/WATER
: 15  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\

: VX041437.D
: 09 May 2024 16:20

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@50924WMA .M
: VOC Analysis

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

Abundance

800000

600000

400000

200000

Time-->

TIC: VX041437.D\data.ms

5.964

2.294

5.056
1.368 1.648 4.465

o 43401 43568 393 £6n720888.9418 3.5848057 4.251 4.739 5.395.556 J

~ AN z > .4y fumb . o
L L L L L L L e A L I L O L O L B L L L L L I L L B
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

800000

600000

400000

200000

Time-->

O,

TIC: VX041437.D\data.ms
7.799 9.915

8.647 10.055

11.189

6.757 8.54

7.306

8.324
848

10.640
7.647

7.03111 85 7.96883@2 8.8 010:881.0.508 At e 23 009

703111 ‘ .96683@20\ | \J\ 8 LOMBE0T 027 Tt 823 TC

! I
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

=
»

-

T

Abundance

800000

600000

400000

200000

Time-->

TIC: VX041437.D\data.ms

12.317
12.018

1] 12 12.372069/#5613.116 13 B3R AR 2644 156 14.603  14199373.5.2981 556306 /B¥R 926 16.20@8B65
T - T - \"77\7\7 [ 1—'7\ L R R ]7\7 T T T ‘ T T T T 7‘ T T T T ‘ L N ‘ T T ‘ T

- ‘ ‘Y—Y—Y—'i
12.00 12.50 13.00 13.50 14.00 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\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 2 1Isopropyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.348 16.42 ug/L 173456 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 72
3 Isopropyl acetate 102 C5H1002 000108-21-4 59
4 Isopropyl acetate 102 C5H1002 000108-21-4 56
5 Acetaldehyde, O-ethyloxime- 87 C4HSNO 1000288-34-6 16
Abundance Scan 863 (6.348 min): VX041437.D\data.ms (-853) (-) m/z 43.00 100.00%
3.0
5000
610 L L L L B N L B I
| 87.0 6.00 6.20 6.40 6.60
O bl M L2002 6100 17.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0
6.00 6.20 6.40 6.60
61.0 670 m/z 41.18  15.14%
0\\‘]\-?;\0‘\2\?\.?\\\\“M“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4785: Isopropyl acetate
43.0
e R e
6.00 6.20 6.40 6.60
5000 m/z 87.00 12.01%
61.0
15.0 27.0 ‘ 87.0
0 H‘H‘H‘HM‘m“‘h‘wuu“uwHH_H“WHWH_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4781: Isopropyl acetate e A RARSaRER LS
43.0 6.00 6.20 6.40 6.60
m/z 42.10 10.09%
5000
61.0
87.0
o 150270 o0
R B R e AR e o R e A RAARRS
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\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 3-Pentanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.647 7.40 ug/L 78220 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 86
2 3-Pentanone 86 C5H100 000096-22-0 80
3 3-Pentanone 86 C5H100 000096-22-0 72
4 3-Pentanone 86 C5H100 000096-22-0 72
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
Abundance Scan 1076 (7.647 min): VX041437.D\data.ms (-1064) (-) m/z 57.00 100.00%
57.0
5000
86.1 S s
42.0 6.9 7.40 7.60 7.80 8.00
Ot e e e e e m/z 86.10 20.63%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0
5000 L B I L A BN B U
7.40 7.60 7.80 8.00
86.0 m/Z 42.00 4.,34%
\\‘\\\\‘\\\\‘\\\\‘\!\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
R RBAREE R
7.40 7.60 7.80 8.00
5000 m/z 56.00 3.48%
29.0 86.0
0 150 \‘\‘ \4.%\0 i ‘
ettt

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

Abundance #1919: 3-Pentanone

57.0 7.40 7.60 7.80 8.00

m/z 58.00 3.26%
29.0
5000
86.0
ol 150 40 J 71.0 N
R e e o R A ERma B
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 : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.799 154.86 ug/L 1636300 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 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): VX041437.D\data.ms (-1094) (-) m/z 43.05 100.00%

43.0
5000
61.0

73.0 AR AR AR
7.40 7.60 7.80 8.00 8.20
0 H‘w_‘H_mu‘!m_‘H_m_‘m_??‘?mlﬂl‘?w m/z 61.00  28.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate /\
43.0

5000 e
7.40 7.60 7.80 8.00 8.20

61.0 m/z 73.00 15.36%

73.0
O \\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0

7.40 7.60 7.80 8.00 8.20

5000 m/z 42.10 11.31%
61.0
73.0
10 A e L 870

o RS M OB SNBSS N FEME L .

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4777: n-Propyl acetate RERaE e
43.0 7.40 7.60 7.80 8.00 8.20

m/z 41.10 9.79%

5000
61.0
27.
‘ 0 ‘ 73.0
0 0l \

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 : VX041437.D

Acqg On : 09 May 2024 16:20

Operator : JC/MD

Sample : PB160794TB 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 15 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 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 6

R.T. EstConc Area Relative to ISTD R.T.
8.549  23.49 ug/L 309632 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 59

5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53
Abundance Scan 1224 (8.549 min): VX041437.D\data.ms (-1218) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
R RRaE ARRRERRRa/
‘ 101.1 8.20 8.40 8.60 8.80
Obrrrrrerrree b e L1497 43,05 66.33%
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 L L LA BRI L R I
29.0 8.20 8.40 8.60 8.80
75.0 m/z 74.95 29.23%
‘ ‘ ‘ 101.0
O\\\‘\\\\‘\\\\‘\\\\“1\‘\\‘\\\}“\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
R ARRRRRRRA
43.0 8.20 8.40 8.60 8.80
5000 ITI z 41.10 22.71%
29.0 75.0
101.0
S L S =LY
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9303: Propanoic acid, 1-methylethyl ester R NRNE A e
X 8.20 8.40 8.60 8.80
43.0 m/z 101.10  11.47%
5000 29.0
75.0
‘ ‘ 101.0
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 : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.244  29.39 ug/L 387426  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): VX041437.D\data.ms (-1329) (-) m/z 43.05 100.00%

43.0
5000
71.0
89"1 1150 9.00 9.20 9.40 9.60
0ol BT 1298 n/z 71.00  36.07%
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 41.10 26.15%
21.0 0 180
OH‘\H\‘\H\‘HH‘MH\\‘\\H‘HH‘H\\‘\\H“\\\\‘\\\\’\\\\‘\]\_\2\9‘\(\)\\
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 89.10 14 .86%
71.0
27.0 89.0
ob A, 115.0 130.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester R RARRREE S
43.0 9.00 9.20 9.40 9.60
m/z 39.10 11.51%
5000
71.0
27.0 89.0
Obrprorrereprre bl ettt 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 : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 3-Hexanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.311 3.10 ug/L 40923  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 59
3 3-Hexanone 100 C6H120 000589-38-8 59
4 3-Hexanone 100 C6H120 000589-38-8 59
5 3-Hexanone 100 C6H120 000589-38-8 53
Abundance Scan 1349 (9.311 min): VX041437.D\data.ms (-1345) (-) m/z 57.00 100.00%
43.0 57.0
71.1
5000 100.1
‘ | ‘ 85.0 9.00 9.20 9.40 9.60
0 H“H"H“_“u‘m“mH\_“W‘H“HM‘_“WM‘H‘ m/z 43.05 99.23%
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 B R B R
100.0 9.00 9.20 9.40 9.60
29.0
m/z 71.10 61.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4254: 3-Hexanone
43.0 57.0
200 71.0 9.00 9.20 9.40 9.60
5000 m/z 100.10 44 ,49%
100.0
il ‘\‘M Ll | 85\'0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4252: 3-Hexanone “‘H““‘anﬁ‘W““
43.0 9.00 9.20 9.40 9.60
57.0
m/z 41.10 35.10%
5000 29.0 71.0
100.0
o N O R ..
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 : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.482  48.34 ug/L 637090 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 83
Abundance Scan 1377 (9.482 min): VX041437.D\data.ms (-1372) () | m/z 57.00 100.00%
57.0
5000 75.0
43.1
‘ ‘ 88.0 9.20 9.40 9.60 9.80
Obrrrrerrrrer et il 880 1011180 7 75,00 42.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000
0 9.20 9.40 9.60 9.80
29.0 43.0 m/z 43.10  20.40%
0H‘\\H‘\H‘\“HH“‘\“H\‘\H\‘H\\‘\}H’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
e RAmmEEEE R R
29.0 9.20 9.40 9.60 9.80
5000 75.0 m/z 41.05 14.39%
43.0
0., 150 “\ ) 880 1150
e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m
Abundance #9259: Propanoic acid, propyl ester e EAmmEEE R R
57.0 9.20 9.40 9.60 9.80
m/z 87.00 9.65%
29.0
5000
43.0 8.0
0 i ‘M‘ 88.0 101.0 115.0
reprrrrpre b el e T
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 : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.580  33.32 ug/L 439171 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 (9.580 min): VX041437.D\data.ms (-1388) (-) m/z 43.00 100.00%
3.0
5000 56.0
73.0

T
bt el el B2 2010 IS0 /s s6.e5  41.34%

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 1T \
9.50
73.0 m/z 41.05 18.17%
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
e
9.50
5000 m/z 73.00 17 .86%
56.0
150 290 3.0
ok ML \M‘ N “ 87.0 101.0 115.0
A B L e A ER RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester AL ‘
43.0 9.50
56.0 m/z 61.00 14.99%
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 1Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.915 86.16 ug/L 1135630 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 97
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 1448 (9.915 min): VX041437.D\data.ms (-1442) (-) m/z 43.05 100.00%
43.0
71.0
5000
89.0
e
115.0 10.00
oHWHWW“!:““57“?”w:‘mw!_wHH_JH_%?’RF?W m/z 71.0 77.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 LN
89.0 10.00
' m/z 41.10 32.54%
2.0 ‘ 115.0
0H\‘\H\‘\\H‘HH[!H\‘HH‘PH\‘H\H‘\H!‘HH‘HH‘H‘H‘H]-\S\R\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71. M
— —
10.00
m/z 89.00 31.69%
5000 89.0
0
owowbwo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate T
43.0 10.00
m/z 38.95 15.38%
71.0
5000
89.0
200 ] | 1150 JUL
N
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\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 12 Butanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.640 6.50 ug/L 85705  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 90
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 83
Abundance Scan 1567 (10.640 min): VX041437.D\data.ms (-1559) (- m/z 70.95 100.00%
71.0
43.0
89.1
5000
0| —
H 10.50 11.00
Obrrrrrrrrrrrrrrrretrrl et 3080 niz 43.05  78.02%
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 —r— e
10.50 11.00
27.0 m/z 89.10 60.27%
0 H\‘H\\‘\\{‘H“H\\‘i!}‘\\‘\\‘H‘l‘\\\\‘\“\H’HHiHH‘HH\‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15452: Butanoic acid, propyl ester
43.0 71.0
— —
270 10.50 11.00
5000 89.0 m/z 41.10  33.40%
b2l el 115,0130.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester w‘/\\"‘ﬁ“‘ ‘ I
43.0 71.0 10.50 11.00
m/z 42.10 20.73%
5000 21.0 89.0
0 11501300 UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050924\
Data File : VX041437.D

Acqg On : 09 May 2024 16:20
Operator : JC/MD

Sample : PB160794TB 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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|
Isopropyl acetate 6.348 16.4 ug/L 173456 1 6.757 528330 50.0
3-Pentanone 7.647 7.4 ug/L 78220 1 6.757 528330 50.0
n-Propyl acetate 7.799 154.9 ug/L 1636300 1 6.757 528330 50.0
Propanoic acid,... 8.549 23.5 ug/L 309632 2 10.055 659022 50.0
Propanoic acid,... 9.244 29.4 ug/L 387426 2 10.055 659022 50.0
3-Hexanone 9.311 3.1 ug/L 40923 2 10.055 659022 50.0
Propanoic acid,... 9.482 48.3 ug/L 637090 2 10.055 659022 50.0
Acetic acid, bu... 9.580 33.3 ug/L 439171 2 10.055 659022 50.0
Isopropyl butyrate 9.915 86.2 ug/L 1135630 2 10.055 659022 50.0
Butanoic acid, 10.640 6.5 ug/L 85705 2 10.055 659022 50.0
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