LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160098TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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\SFAMVLMO32624WMA .M
Title : VOC Analysis

Signal : TIC: VV@35091.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 68 74 87 rVB 196508 199670 13.49% 1.753%
2 1.526 145 151 170 rVB 180221 217918 14.72% 1.913%
3 2.056 307 316 329 rBV 331518 474176 32.03% 4.163%
4  2.449 430 438 447 rVB2 6499 10077 ©0.68% ©0.088%
5 2.555 465 471 472 rBV3 1613 1601 0.11% 0.014%
6 2.793 541 545 549 rBV2 328 315 0.02% 0.003%
7 2.931 585 588 591 rVB3 676 350 0.02% 0.003%
8 2.973 599 601 602 rBv 338 127 0.01% 0.001%
9 2.998 608 609 611 rVB 446 149 0.01% 0.001%
106 3.063 627 629 635 rVB 317 201 0.01% ©0.002%
11  3.117 635 646 649 rBv8 2265 3738 0.25% 0.033%
12 3.233 680 682 683 rBV8 338 134 0.01% 0.001%
13 3.288 696 699 700 rBV2 199 75 0.01% 0.001%
14 3.304 700 704 709 rBV4 740 676 0.05% 0.006%
15 3.349 716 718 720 rBvV2 377 163 0.01% 0.001%
16 3.368 722 724 725 rW 350 109 0.01% 0.001%
17 3.41@ 734 737 742 rBV2 356 285 0.02% 0.003%
18 3.436 742 745 748 rBvV2 403 283 0.02% 0.002%
19 3.497 762 764 771 rVB2 442 309 0.02% 0.003%
20 3.526 771 773 783 rBv4 368 509 0.03% 0.004%
21 3.580 786 790 795 rVB3 372 405 0.03% 0.004%
22 3.603 795 797 799 rVB 339 114 0.01% 0.001%
23 3.622 799 803 804 rBvV2 292 190 0.01% 0.002%
24 3.654 810 813 814 rBV2 247 112 0.01% 0.001%
25 3.664 814 816 818 rBV2 169 96 0.01% 0.001%
26 3.680 818 821 823 rVB2 277 137 0.01% 0.001%
27 3.693 823 825 826 rBV 144 56 0.00% 0.000%
28 3.741 838 840 842 rBV 278 121 0.01% 0.001%
29 3.786 842 854 887 rBV 112725 328019 22.16% 2.880%
30 4.246 983 997 1026 rBV 230476 596133 40.27% 5.233%
31 4.490 1070 1073 1076 rvVB3 854 449 0.03% 0.004%
32 4.764 1155 1158 1159 rBV 285 103 0.01% 0.001%
33  4.783 1162 1164 1166 rBV 303 174 0.01% ©0.002%
34  4.825 1175 1177 1179 rBvV2 336 138 0.01% 0.001%
35 4.953 1200 1217 1247 rBV2 557723 1480223 100.00% 12.995%
36 5.217 1290 1299 1317 rBV2 8042 23354 1.58% 0.205%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160098TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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\SFAMVLMO32624WMA .M
Title : VOC Analysis
37 5.381 1348 1350 1352 rBvV2 610 300 0.02% 0.003%
38 5.416 1358 1361 1368 rvVB5 902 767 ©0.05% 0.007%
39 5.445 1368 1370 1373 rBvV3 371 204 0.01% 0.002%
40 5.465 1373 1376 1378 rBV2 358 233  0.02% 0.002%
41  5.532 1387 1397 1444 rBV 390196 824263 55.69% 7.236%
42 5.834 1482 1491 1504 rBv4 9327 21337 1.44% 0.187%
43  5.989 1525 1539 1563 rBV 334047 699323 47.24% 6.139%
44  6.394 1658 1665 1700 rBV 118046 238343 16.10% 2.092%
45 6.780 1783 1785 1789 rBvV2 527 501 0.03% 0.004%
46 6.847 1803 1806 1808 rBV 713 388 0.03% 0.003%
47 6.912 1816 1826 1860 rBV 163892 313799 21.20%  2.755%
48 7.124 1884 1892 1911 rBV 26913 48847 3.30% 0.429%
49 7.243 1918 1929 1953 rBV 610264 1083364 73.19% 9.511%
50 7.555 2017 2026 2064 rBV 143157 271479 18.34% 2.383%
51 7.863 2112 2122 2141 rBV 37289 66588 4.50% 0.585%
52 7.976 2151 2157 2163 rBVS5S 7683 12058 0.81% 0.106%
53 8.024 2163 2172 2198 rBV2 348856 695875 47.01% 6.109%
54  8.249 2235 2242 2267 rVB 32541 64701 4.37% ©.568%
55 8.619 2347 2357 2380 rBV 105868 181965 12.29% 1.597%
56 8.783 2398 2408 2431 rBV 598419 1002111 67.70% 8.797%
57 9.217 2540 2543 2545 rBV3 666 343 0.02% 0.003%
58 9.268 2556 2559 2560 rBV 491 299 0.02% 0.003%
59 9.310 2569 2572 2573 rBV2 367 213 0.01% 0.002%
60 9.500 2623 2631 2644 rBV5 5456 10742 0.73% 0.094%
61 9.744 2705 2707 2711 rVB2 396 234 0.02% 0.002%
62 9.844 2734 2738 2741 rBV3 477 395 0.03% 0.003%
63 9.873 2744 2747 2753 rBv4 553 671 0.05% 0.006%
64 9.944 2766 2769 2772 rBV 476 349 0.02% 0.003%
65 9.985 2780 2782 2785 rBB 317 150 0.01% 0.001%
66 10.001 2785 2787 2792 rBV3 454 244 0.02% 0.002%
67 10.108 2817 2820 2822 rBV2 581 411 0.03% 0.004%
68 10.153 2822 2834 2858 rVVW 460127 739147 49.93% 6.489%
69 10.320 2883 2886 2895 rBVS5 801 1031 0.07% 0.009%
70 10.538 2951 2954 2955 rBV2 402 234 0.02% 0.002%
71 10.599 2970 2973 2976 rBV2 552 364 0.02% 0.003%
72 10.683 2996 2999 3003 rBV3 648 570 0.04% 0.005%
73 10.712 3006 3008 3010 rBV 349 188 0.01% 0.002%
74 10.725 3010 3012 3015 rVB2 582 281 0.02% 0.002%
75 10.751 3015 3020 3022 rBV2 485 400 0.03% 0.004%
76 10.808 3034 3038 3040 rBV 519 355 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160098TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 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\SFAMVLMO32624WMA .M
Title : VOC Analysis
77 10.818 3040 3041 3042 rBV 343 120 0.01% 0.001%
78 10.860 3051 3054 3056 rVB2 607 258 0.02% 0.002%
79 10.876 3056 3059 3061 rBV2 467 244 0.02% 0.002%
80 10.918 3071 3072 3073 rBV2 378 124 0.01% 0.001%
81 10.934 3073 3077 3078 rVWV 462 291 0.02% ©0.003%
82 11.066 3114 3118 3119 rBV 357 233 0.02% 0.002%
83 11.185 3144 3155 3178 rBV 512801 824177 55.68% 7.235%
84 11.445 3229 3236 3237 rBV2 515 547 0.04% 0.005%
85 11.561 3259 3272 3296 rBV 576322 929409 62.79%  8.159%
86 11.934 3386 3388 3393 rBV4 547 463 0.03% 0.004%
87 12.188 3463 3467 3471 rBV4 605 669 0.05% 0.006%
88 12.255 3486 3488 3489 rBV 271 96 0.01% 0.001%
89 12.265 3489 3491 3492 rBV2 331 109 0.01% 0.001%
90 12.342 3512 3515 3516 rBV2 283 157 0.01% 0.001%
91 12.567 3582 3585 3588 rVB3 347 205 0.01% 0.002%
92 12.593 3590 3593 3594 rBV3 363 227 0.02% 0.002%
93 12.622 3599 3602 3604 rBV 268 157 0.01% 0.001%
94 12.635 3604 3606 3608 rBV2 326 139 0.01% 0.001%
95 12.670 3614 3617 3619 rVB2 420 217 0.01% 0.002%
96 12.754 3640 3643 3645 rBV2 323 208 0.01% 0.002%
97 13.210 3777 3785 3795 rBV4 4951 8183 ©.55% 0.072%
98 13.316 3815 3818 3821 rBV4 527 364 0.02% 0.003%
99 13.570 3895 3897 3900 rBV 500 333 0.02% 0.003%
100 14.066 4049 4051 4054 rVB2 517 176 0.01% 0.002%
Sum of corrected areas: 11390862
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160@98TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV035091.D\data.ms

600000
4.953

500000

400000 5.532
2.056

300000
4.246
200000 1278 1526
3.786
100000
2.44855 2 72PIBBIR 4.490 47BR

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LU “Y_Y_\T‘r\ \ T [T T 1 f‘j T ‘ LU ‘ TTTT ‘ TTTT ‘ L ‘ LI ‘ LU ‘ i
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 6.40
Abundance TIC: VV035091.D\data.ms

600000 7.243 8.783 11.561

o

11.185

500000
10.153

400000
8.024

300000

200000
6.912 7555

8.619
100000

7.12 7.863 8.249
0. 68 79 9gpB8®.500 9, oszma ~- 11.44 11934

| T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50 12 00

Abundance TIC: VV035091.D\data.ms
600000

500000

400000

300000

200000

100000

0 A PEPGS/ A PPRIRI5 4 13.£481613.570 14 066
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
Time--> 12.50 13.00 13.50 14 OO 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\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160@98TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 14.46 ug/L 238343  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 64
Abundance Scan 1665 (6.394 min): VV035091.D\data.ms (-1658) (-) m/z 43.00 100.00%
43.0
5000
61.0

730 [TT T T o [rirr[rt

‘ 6.00 6.20 6.40 6.60 6.80
oot et 870999 Tz e1.00  32.09%

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

Abundance #4776 n-Propyl acetate

43.0
5000 R R RN R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 72.95 17.72%
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
Rmans e A REERERRRE S
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 11.66%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110 J
Abundance #4779: n-Propyl acetate RERRRREEE R SR
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 9.73%
5000
61.0
73.0
190210 | | ]
O e R AR REARaREE
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\VVve40924\
: VVe35091.D

: 09 Apr 2024 18:39

: SY/MD

: PB160098TB 10X

: 5.0mL/MSVOA_V/WATER

: 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
7.124 2.96 ug/L 48847 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 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
Abundance Scan 1892 (7.124 min): VV035091.D\data.ms (-1884) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.1
R RRRwEAL e
‘ 101.0 6.80 7.00 7.20 7.40
0 HwH‘w_‘m‘iJ:Mwu‘wwm_m_M‘w‘ww m/z 43.05 53.08%
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 i T
290 6.80 7.00 7.20 7.40
75.0 m/z 75.10 28.67%
‘ ‘ ‘ 101.0
0 \\\‘\\\\‘\\}\‘H\\“‘1\‘\\‘\\\}“\\\\‘\}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
JTHE S B T ek A A
43.0 6.80 7.00 7.20 7.40
5000 m/z 41.05 18.16%
29.0 75.0
101.0
SN D O =13
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0 6.80 7.00 7.20 7.40
43.0 m/z 42.10  11.28%
5000 29.0
75.0
150 101.0
B RO A A - Bt L DU A O A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160@98TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
7.863 3.32 ug/L 66588 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 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 78
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 2122 (7.863 min): VV035091.D\data.ms (-2112) (-) m/z 43.05 100.00%
43.0
5000 71.0
h ' 7.607.808.008.20
115.0 : . : :
YR "J"m_:“wmu_WW_WWZ‘QT:Q m/z 71.00 40.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\\/H\\\\’\\\\‘\\\\‘m‘\\
71.0 7.60 7.80 8.00 8.20
m/z 41.00  29.83%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R RALaRA
7.60 7.80 8.00 8.20
5000 m/z 89.00 17.22%
71.0
Jsol || o
it M S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester SNBSS KA o A PN
43.0 7.60 7.80 8.00 8.20
m/z 42.05 11.86%
5000
71.0
0 15.0 | h\\ 11\5 0
-ttt R R AREE R A
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\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160@98TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.249 3.23 ug/L 64701 Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 42
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 36
Abundance Scan 2242 (8.249 min): VV035091.D\data.ms (-2235) (-) m/z 43.00 100.00%
3.0
5000 56.0
73.0 AN S NS
| | ‘ 661 8.00 8.20 8.40 8.60
Obrrrrerrrrer et bl P e m/z 56.05 48.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 LI L L D LN B
56.0 8.00 8.20 8.40 8.60
m/z 73.00  23.24%
0.0 73.0 /
15.0 ‘ ‘
OH‘\\H‘\H1[\\\f“f\\\‘\\‘\‘\“\\\\‘\\\\’\8\\7\(‘)\\]\_\0‘]\-\(\)\1’-\1\5\’\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0
p e
56.0 4 .
5000 m/z 40.95 17.06%
73.0
27.0
ot i 810
0u‘\\u‘\m\‘uu‘\u\‘\u\‘u\\‘uu,\m‘\m‘\m,mwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester B ERRmEE e S A RARER
43.0 8.00 8.20 8.40 8.60
m/z 60.95 15.68%
5000 56.0
29.0 73.0
oL 150 % | L | 870 101.0 117.0
A R e AR ERREEEe RS SRV [ FISS
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\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160@98TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.619 9.08 ug/L 181965 Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
5 Isopropyl butyrate 130 C7H1402 000638-11-9 64

Abundance Scan 2357 (8.619 min): VV035091.D\data.ms (-2347) (-) m/z 43.05 100.00%

3
430 71.1
5000
89.0

_ww_www
‘ ‘ H 115.0 8.20 8.40 8.60 8.80 9.00
O breprrrrprrrrpretti e et et e bk m/z 71,100 82.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 RN R
89.0 8.20 8.40 8.60 8.80 9.00

m/z 41.05 30.23%

b |
H\]_‘\3\9‘\\\“‘\\\\“\“H‘ﬁ\?\“\\\\‘M\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

o

5000 ITI z 89.00 29.40%
89.0
27.0
O SO L 503300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate _m‘uu_m_uwu
43.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 16.13%
71.0
5000
89.0
0 200 ] | uso
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘ ‘\\\\‘\\\M\‘\\\\‘\\\‘\‘\\\
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\VVv040924\
Data File : VV@35091.D

Acqg On : 09 Apr 2024 18:39
Operator : SY/MD

Sample : PB160098TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@32624WMA.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 6.394 14.5 ug/L 238343 1 5.532 824263 50.0
Propanoic acid,... 7.124 3.0 ug/L 48847 1 5.532 824263 50.0
Propanoic acid,... 7.863 3.3 ug/L 66588 2 8.783 1002110 50.0
Acetic acid, bu... 8.249 3.2 ug/L 64701 2 8.783 1002110 50.0
Isopropyl butyrate 8.619 9.1 ug/L 181965 2 8.783 1002110 50.0
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