LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@035502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 21  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_ V\Method\SFAMVLMO50124WMA .M
Title : VOC Analysis

Signal : TIC: VV@35502.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 67 74 92 rVB 271215 294541 15.24%  1.850%
2 1.529 145 152 180 rVB 244946 300549 15.55% 1.887%
3 2.056 306 316 330 rBV 460718 660453 34.16% 4.147%
4 2.281 383 386 390 rBV4 888 763 0.04% 0.005%
5 2.445 429 437 450 rVB2 6850 11274 0.58% 0.071%
6 2.558 463 472 481 rBV3 898 1659 0.09% 0.010%
7 2.696 512 515 517 rBV3 463 275 0.01% 0.002%
8 2.841 556 560 563 rBvV3 290 237 0.01% 0.001%
9 3.040 618 622 626 rBvV2 237 213 0.01% 0.001%
106 3.124 641 648 653 rBvV3 986 1470 0.08% 0.009%
11  3.214 673 676 682 rVB2 323 306 0.02% 0.002%
12 3.246 682 686 689 rBvV2 341 283 0.01% 0.002%
13 3.272 689 694 696 rBV 317 231 0.01% 0.001%
14 3.304 700 704 708 rBV2 204 233  0.01% 0.001%
15 3.449 745 749 753 rBV 329 240 0.01% 0.002%
16 3.789 846 855 902 rBV 138248 421594 21.81% 2.647%
17 4.246 980 997 1035 rBV 306291 790183 40.88% 4.962%
18 4.703 1136 1139 1143 rVB2 387 276 0.01% 0.002%
19 4.767 1156 1159 1161 rBv2 350 224 0.01% 0.001%
20 4.860 1182 1188 1190 rBV2 476 394 0.02% 0.002%
21  4.953 1201 1217 1260 rBV2 739022 1933134 100.00% 12.139%
22 5.217 1290 1299 1318 rBv2 8877 23716 1.23% 0.149%
23 5.413 1357 1360 1364 rBV2 619 563 0.03% 0.004%
24 5.532 1386 1397 1433 rBV 561656 1180503 61.07% 7.413%
25 5.831 1482 1490 1502 rBV6 4725 10821 0.56% 0.068%
26 5.985 1526 1538 1569 rBV 422243 868986 44.95% 5.457%
27 6.313 1625 1640 1643 rBV2 4165 8538 0.44% 0.054%
28 6.394 1657 1665 1712 rBV 145960 299078 15.47% 1.878%
29 6.873 1812 1814 1816 rBV2 474 239 0.01% 0.002%
30 6.911 1816 1826 1850 rBV = 221365 416838 21.56% 2.618%
31 7.120 1882 1891 1909 rBV 34762 64121 3.32% 0.403%
32 7.239 1917 1928 1973 rBV 860382 1540379 79.68% 9.673%
33 7.551 2016 2025 2053 rBV2 190486 361305 18.69%  2.269%
34 7.863 2110 2122 2142 rBV 46132 85898 4.44%  0.539%
35 7.976 2148 2157 2162 rBV4 10709 16467 ©0.85% 0.103%

36 8.024 2162 2172 2197 rW 517339 948896 49.09% 5.959%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@035502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 21  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_ V\Method\SFAMVLMO50124WMA .M
Title : VOC Analysis
37 8.130 2198 2205 2231 rWV 82880 162966 8.43% 1.023%
38 8.246 2234 2241 2271 rVB2 40291 82557 4.27% ©.518%
39 8.619 2347 2357 2378 rVV 135329 222713 11.52% 1.399%
40 8.783 2397 2408 2444 rBV 916865 1494533 77.31% 9.385%
41  9.246 2550 2552 2556 rVB2 457 300 0.02% 0.002%
42 9.275 2556 2561 2564 rBV5 671 608 0.03% 0.004%
43  9.349 2577 2584 2585 rBV3 634 560 0.03% 0.004%
44  9.432 2608 2610 2614 rVB3 559 336 0.02% 0.002%
45  9.468 2618 2621 2623 rBvV2 556 435 0.02% 0.003%
46  9.500 2623 2631 2644 rBV3 7035 12806 0.66% ©0.080%
47  9.657 2678 2680 2682 rBvV2 375 246 0.01% 0.002%
48  9.873 2744 2747 2753 rBV3 794 800 0.04% 0.005%
49 9.911 2757 2759 2763 rVB3 410 270 0.01% 0.002%
50 9.937 2763 2767 2772 rBV 285 276 0.01% 0.002%
51 9.982 2776 2781 2786 rBvV3 533 811 0.04% 0.005%
52 10.017 2789 2792 2795 rVB4 427 312 0.02% 0.002%
53 10.037 2795 2798 2804 rBV3 459 306 0.02% 0.002%
54 10.149 2821 2833 2862 rBV 646445 1023273 52.93% 6.426%
55 10.320 2881 2886 2899 rvB3 3750 6140 ©0.32% 0.039%
56 10.374 2901 2903 2906 rvVB2 408 250 0.01% 0.002%
57 10.487 2934 2938 2939 rBvV2 542 429 0.02% 0.003%
58 10.509 2944 2945 2951 rvB3 417 308 0.02% 0.002%
59 10.561 2958 2961 2965 rBvV3 507 341 0.02% 0.002%
60 10.644 2982 2987 2989 rBV2 340 324 0.02% 0.002%
61 10.661 2989 2992 2997 rVB3 358 227 0.01% 0.001%
62 10.808 3036 3038 3041 rBV2 423 234 0.01% 0.001%
63 10.863 3051 3055 3059 rVB2 444 392 0.02% 0.002%
64 11.124 3133 3136 3140 rBV2 602 600 0.03% 0.004%
65 11.185 3144 3155 3182 rBV 819948 1291307 66.80%  8.109%
66 11.455 3236 3239 3241 rBV 471 340 0.02% 0.002%
67 11.490 3248 3250 3254 rVB2 453 331 0.02% 0.002%
68 11.509 3254 3256 3258 rVB2 541 253 0.01% 0.002%
69 11.558 3258 3271 3295 rBV 860570 1361819 70.45% 8.552%
70 11.837 3355 3358 3365 rBV2 447 540 0.03% 0.003%
71 11.869 3365 3368 3375 rVVe6 488 554 0.03% 0.003%
72 11.934 3385 3388 3391 rVB2 758 427 0.02% 0.003%
73 11.995 3404 3407 3411 rBV3 310 266 0.01% 0.002%
74 12.133 3447 3450 3453 rBV4 305 245 0.01% ©0.002%
75 12.194 3464 3469 3476 rVVe6 950 1383 0.97% 0.009%
76 12.233 3478 3481 3485 rVB3 385 276 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@035502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 21  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_ V\Method\SFAMVLMO50124WMA .M
Title : VOC Analysis
77 12.365 3519 3522 3527 rBV2 287 257 0.01% 0.002%
78 12.435 3542 3544 3548 rVB2 348 279 0.01% 0.002%
79 12.461 3548 3552 3556 rVB3 513 491 0.03% 0.003%
80 12.551 3577 3580 3584 rVB2 311 241 0.01% 0.002%
81 12.593 3589 3593 3602 rBV5 900 961 0.05% 0.006%
82 12.632 3602 3605 3608 rBV2 407 267 0.01% 0.002%
83 12.651 3608 3611 3614 rBV3 441 319 0.02% 0.002%
84 12.715 3628 3631 3637 rVB4 801 711 0.04% 0.004%
85 12.744 3637 3640 3643 rBV3 661 532 0.03% 0.003%
86 12.805 3656 3659 3663 rVv3 496 398 0.02% 0.002%
87 12.844 3668 3671 3677 rBV3 413 328 0.02% 0.002%
88 12.873 3677 3680 3683 rBV3 572 372 0.02% 0.002%
89 12.931 3697 3698 3702 rBV2 340 279 0.01% 0.002%
990 12.998 3715 3719 3720 rBV2 381 261 0.01% 0.002%
91 13.072 3738 3742 3745 rW 389 319 0.02% 0.002%
92 13.111 3751 3754 3756 rBV2 464 321 0.02% 0.002%
93 13.201 3779 3782 3783 rBV 371 233  0.01% 0.001%
94 13.451 3856 3860 3861 rBV3 454 363 0.02% 0.002%
95 13.844 3977 3982 3983 rBV2 389 259 0.01% 0.002%
96 13.873 3989 3991 3994 rVB 433 217 0.01% 0.001%
97 14.242 4103 4106 4107 rBV 509 299 0.02% 0.002%
98 14.538 4196 4198 4200 rBV3 483 238 0.01% 0.001%
99 14.686 4241 4244 4247 rBV3 517 398 0.02% 0.002%
100 15.316 4438 4440 4442 rBV2 801 410 0.02% 0.003%
Sum of corrected areas: 15924727
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV035502.D\data.ms
800000
4.953
600000 5.532
2.056
400000
4.246
1.278 1.529
200000
3. 789
2.282.42%586968413. GATRZERI 449 4775860
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘T\TY_T \ \Tﬁ\rm\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W T\\\\
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 4.80 500 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV035502.D\data.ms
7.239 8.783 11.558
11.185
800000
10.149
600000
8.024
400000
6.911
200000 7.551
8.619
.130
7.12 7. 863 8.246
0 6. (} SBM 657 1menmmes311 ].’I]JM@S
T = = ‘
Time--> 7.00 7.50 9. 00 9. 50 10 00 10 50 11 00 11 50 12 00
Abundance TIC: VV035502.D\data.ms
800000
600000
400000
200000
AR PIRBRD] 0:L’I.3 451 1BRAB 14.242 14.588686 15 316
0 T T T ‘r—r‘ 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
Time--> 12.50 13.00 13 50 14.00 14.50 15.00 15 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.394 12.67 ug/L 299078 1,4-Difluorobenzene 5.532

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 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 50
Abundance Scan 1665 (6.394 min): VV035502.D\data.ms (-1657) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0 RERRSEEEEsEEEEsEEEEs
6.00 6.20 6.40 6.60 6.80
Obrrprrrrprrer el e e S5 2080 mjz 61.00  34.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 [T T T[T T T T T T
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 19.12%
73.0
15.0 27‘-0 I | ‘
0\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
s R
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.95 11.10%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate RERRRREEES R SRR
43.0 6.00 6.20 6.40 6.60 6.80
m/z 40.95 10.13%
5000
61.0
73.0
190210 | | ]
[0 o e o S AN R S e [T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50124\
: VVe35502.D

: 01 May 2024 17:28

: SY/MD

: PB160591TB 10X

: 5.0mL/MSVOA_V/WATER

: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 Propanoic acid, 1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.120 2.72 ug/L 64121 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
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, propyl ester 116 C6H1202 000106-36-5 53
Abundance Scan 1891 (7.120 min): VV035502.D\data.ms (-1882) (-) m/z 57.00 100.00%
57.0
5000 43.0
75.1
EAEEmEEE S EE
101.0 6.80 7.00 7.20 7.40
Obreprrreprree el il m/z 43.00 49.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 T T T[T T T[T T i rirT]
29.0 75.0 6.80 7.00 7.20 7.40
' m/z 75.18  32.77%
101.0
O \\‘]\-?\.(\)‘\\‘\‘1‘\\\\“MH\\‘\H}"\H\’\1H‘HH‘H\\“\H\‘]-\]\-\G\.‘O\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
B EEmaESC s
43.0 6.80 7.00 7.20 7.40
5000 ’ m/z 41.00 18.34%
29.0
75.0
‘ ‘ 101.0
) S A O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0 6.80 7.00 7.20 7.40
m/z 101.00 11.47%
5000 43.0
75.0
29.0
101.0
ol 220 s My e 169, SN, NS S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMVLMO50124WMA.M Thu May 02 14:42:27 2024

Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 Propanoic acid, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.863 2.87 ug/L 85898  Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64

Abundance Scan 2122 (7.863 min): VV035502.D\data.ms (-2110) (-) m/z 43.05 100.00%

43.0
5000 71.1

YT T
\w ‘ 115.0 206.9 7.60 7.80 8.00 8.20
m_m‘\ e L S S SRS s Snty - m/z 71.18  43.25%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

o

5000 \\\\‘\\\\’\\\\‘\\\\‘\\\\
71.0 7.60 7.80 8.00 8.20
m/z 41.00 25.60%
so, | | | mso
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
e e T
7.60 7.80 8.00 8.20
5000 m/z 89.00 17.99%
71.0
Conpe e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester e e e e
43.0 7.60 7.80 8.00 8.20

m/z 42.00 11.19%

5000
71.0
0120 \‘m 1150

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.130 5.45 ug/L 162966  Chlorobenzene-d5 8.783

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, butyl ester 130 C7H1402 000590-01-2 64

Abundance Scan 2205 (8.130 min): VV035502.D\data.ms (-2198) (-) m/z 57.00 100.00%
57.0

5000 75.0
R R S RE
4?" 0 7.80 8.00 8.20 8.40
Ol it 998 h/z 75.00  45.51%
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 R B R B
750 7.80 8.00 8.20 8.40
430 m/z 43.00  16.45%
o i ‘M‘ 88.0 101.0 115.0
\\‘\\\\‘\\\\[\\\f‘f\f\‘\\\\‘\\\\‘1\1\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
P T S S e
7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00 11.73%
29.0 43.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester R EEmaERE e Sy R
57.0 7.80 8.00 8.20 8.40
m/z 87.00 10.66%
29.0
75.0
5000
43.0
ol 280 W L 880 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.246 2.76 ug/L 82557  Chlorobenzene-d5 8.783

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 72
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 33
Abundance Scan 2241 (8.246 min): VV035502.D\data.ms (-2234) (-) m/z 42.95 100.00%
43.0
5000 56.0
73.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ 87.0 8.00 8.20 8.40 8.60
b el il e BEO 0 mjz s6.05  50.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0
56.0
5000 L L L I AL
3.0 8.00 8.20 8.40 8.60
3 m/z 73.00  24.86%
o
0 H‘\\H‘\Hm‘uH“H\\‘H‘\‘HHH“H\\’\8\7\.‘0\\H‘HH’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester
43.0
8.00 8.20 8.40 8.60
5000 m/z 40.95 20.29%
73.0
29.0
0 ol 870 1010 117.0
R N Raaa e e R RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester B RARESNEERREE s
43.0 8.00 8.20 8.40 8.60
m/z 61l.e0 17.11%
5000 56.0
29.0 73.0
0 15\'0 M. \‘w I ‘ ‘ 87.0 101.0 117.0 0 4
A R e AR ERREEEe R AREaEa TR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.619 7.45 ug/L 222713  Chlorobenzene-d5 8.783

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-, propy... 130 C7H1402 000644-49-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
Abundance Scan 2357 (8.619 min): VV035502.D\data.ms (-2347) (-) m/z 43.05 100.00%
43.0 71.0
5000
89.0
_“w“u‘u“_“w‘u
‘b ‘ 115.0 8.20 8.40 8.60 8.80 9.00
O brrrrrreprrrperil BT0 L m/z 71.e0  93.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 EEEEEEEERE R
89.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 36.53%
b ‘ 115.0
OH\]_‘\3\9‘\\\“‘\\\\“!“H‘ﬁ\?\“\\\\‘}‘\H‘HH‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 29.37%
89.0
27.0
oH‘_‘H_mw\mz\mwuwlw““1‘%?‘?“1‘3‘99“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate ‘H““““H““,“_“
43.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 16.99%
71.0
5000
89.0
0 200 ] | 1150
R R A o Al aann ‘H“_“w“‘w“u“u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@035502.D

Acqg On : 01 May 2024 17:28
Operator : SY/MD

Sample : PB160591TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA .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|
n-Propyl acetate 6 7 ug/L 299078 1 5.532 1180500 50.
Propanoic acid,... 7 7 ug/L 64121 1 5.532 1180500 580.
Propanoic acid,... 7 .9 ug/L 85898 2 8.783 1494530 50.
Propanoic acid,... 8.130 5 ug/L 162966 2 8.783 1494530 50.
Acetic acid, bu... 8 8 ug/L 82557 2 8.783 1494530 50.
Isopropyl butyrate 8 5 wug/L 222713 2  8.783 1494530 50.
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