LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@31982.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 89 rVB 122702 134733 13.86% 1.549%
2 1.532 146 153 174 rVB 99385 122775 12.63% 1.412%
3  2.059 309 317 330 rVB 197641 279600 28.75%  3.215%
4 2.449 429 438 451 rVB2 10689 18200 1.87% 0.209%
5 2.568 463 475 480 rBV7 1629 3150 0.32% 0.036%
6 2.651 499 501 505 rVB3 470 292 0.03% 0.003%
7 2.838 557 559 562 rBvV3 548 274 0.03% 0.003%
8 2.867 566 568 570 rBv2 464 269 0.03% 0.003%
9 3.027 616 618 619 rBV2 310 105 0.01% 0.001%
106 3.243 681 685 687 rBv3 315 293 0.03% 0.003%
11 3.301 699 703 706 rBv2 444 326 0.03% 0.004%
12 3.342 713 716 720 rBB3 488 337 0.03% 0.004%
13 3.375 725 726 731 rVB3 434 223  0.02% ©0.003%
14 3.41@ 733 737 739 rBV 661 426 0.04% 0.005%
15 3.442 744 747 748 rVB2 313 115 ©0.01% 0.001%
16 3.468 753 755 756 rBV 163 58 ©0.01% 0.001%
17 3.526 766 773 775 rBv4 513 471 0.05% 0.005%
18 3.539 775 777 779 rBv2 238 67 0.01% 0.001%
19 3.548 779 780 781 rBV2 139 50 0.01% 0.001%
20 3.571 781 787 790 rVv3 251 304 0.03% 0.003%
21 3.635 805 807 810 rVB 395 177 0.02% 0.002%
22 3.735 835 838 840 rBV2 335 255 0.03% 0.003%
23 3.793 845 856 896 rBV 84355 242573 24.95%  2.789%
24  4.256 985 1000 1027 rBV 140950 359897 37.01% 4.138%
25 4.625 1113 1115 1117 rBV3 425 213  0.02% 0.002%
26 4.686 1132 1134 1136 rVB3 280 93 0.01% 0.001%
27 4.706 1136 1140 1142 rBV3 413 340 0.03% 0.004%
28 4.754 1151 1155 1156 rBV2 344 275 0.03% 0.003%
29 4.780 1161 1163 1164 rBV 361 162 0.02% 0.002%
30 4.844 1181 1183 1184 rVB2 295 92 0.01% 0.001%
31 4.863 1186 1189 1192 rBvV2 350 312 0.03% 0.004%
32 4.895 1197 1199 1200 rBv2 384 167 0.02% 0.002%
33 4.960 1203 1219 1244 rBV2 371019 972362 100.00% 11.180%
34 5.538 1387 1399 1422 rBV 331275 680703 70.01% 7.827%
35 5.783 1472 1475 1479 rBV4 545 552 0.06% 0.006%
36 5.831 1479 1490 1508 rVB 10110 23233 2.39% 0.267%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 5.899 1508 1511 1514 rVB2 584 256 0.03% 0.003%
38 5.911 1514 1515 1518 rBvV2 280 186 ©0.02% 0.002%
39 5.995 1528 1541 1562 rBV 210046 440738 45.33% 5.068%
40 6.233 1613 1615 1616 rBV 400 163 0.02% 0.002%
41 6.400 1658 1667 1705 rBV 135250 264045 27.16% 3.036%
42 6.799 1787 1791 1795 rBV3 471 479 0.05% 0.006%
43 6.918 1817 1828 1856 rBV2 124662 239247 24.60% 2.751%
44  7.127 1884 1893 1903 rBV 29044 50179 5.16% 0.577%
45  7.249 1920 1931 1961 rBV 440896 789391 81.18% 9.077%
46 7.558 2017 2027 2047 rBV 122643 221664 22.80% 2.549%
47 7.866 2113 2123 2144 rVB 44525 76942 7.91% 0.885%
48 8.030 2165 2174 2198 rBvV2 259982 472220 48.56% 5.430%
49 8.136 2201 2207 2231 rVB 66376 112816 11.60% 1.297%
50 8.249 2235 2242 2260 rBV 37594 63170 6.50% 0.726%
51 8.625 2349 2359 2379 rBV 126458 202752 20.85% 2.331%
52 8.789 2398 2410 2440 rBV 516518 853428 87.77% 9.813%
53 9.426 2604 2608 2610 rBV5 495 400 0.04% 0.005%
54  9.496 2622 2630 2644 rBV3 9555 16272 1.67% 0.187%
55 9.603 2661 2663 2667 rBvV3 364 245 0.03% 0.003%
56 9.622 2667 2669 2671 rBvV2 353 128 0.01% 0.001%
57 9.950 2767 2771 2775 rBV5 531 457 @.05% 0.005%
58 9.992 2779 2784 2787 rBV 387 319 0.03% 0.004%
59 10.008 2787 2789 2792 rBv2 589 298 0.03% 0.003%
60 10.159 2823 2836 2858 rBV 279526 447575 46.03%  5.146%
61 10.371 2901 2902 2904 rBV2 374 193 0.02% 0.002%
62 10.432 2919 2921 2922 rBV 251 110 0.01% 0.001%
63 10.474 2933 2934 2938 rBV2 407 331 0.03% 0.004%
64 10.545 2954 2956 2960 rBV2 480 330 0.03% 0.004%
65 10.567 2960 2963 2969 rVB4 395 426 0.04% 0.005%
66 10.622 2979 2980 2985 rBv4 344 227 0.02% 0.003%
67 10.644 2985 2987 2990 rVB2 571 307 0.03% 0.004%
68 10.757 3018 3022 3025 rBV5S 426 454  0.05% 0.005%
69 10.779 3027 3029 3032 rBV2 258 161 0.02% 0.002%
70 10.860 3051 3054 3056 rBV3 484 364 0.04% 0.004%
71 10.988 3091 3094 3095 rBV2 514 248 0.03% 0.003%
72 11.059 3109 3116 3121 rBVS 629 796 0.08% 0.009%
73 11.188 3144 3156 3177 rBV 560980 879680 90.47% 10.115%
74 11.416 3224 3227 3230 rBV3 419 245 0.03% 0.003%
75 11.442 3233 3235 3237 rVB2 599 292 0.03% 0.003%
76 11.461 3237 3241 3242 rBV3 453 326 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

77 11.477 3244 3246 3250 rVv3 384 273 0.03% 0.003%
78 11.564 3262 3273 3290 rBV 452279 707160 72.73%  8.131%
79 11.783 3338 3341 3348 rBV4 839 1136 0.12% 0.013%
80 11.940 3387 3390 3395 rVBS 655 583 0.06% 0.007%
81 11.975 3398 3401 3403 rBV2 374 257 0.03% 0.003%
82 12.056 3421 3426 3428 rBV3 439 476 0.05% 0.005%
83 12.156 3455 3457 3458 rBV 232 94 0.01% 0.001%
84 12.184 3459 3466 3467 rBV4 799 793 0.08% 0.009%
85 12.278 3493 3495 3496 rBV2 470 246 0.03% 0.003%
86 12.365 3520 3522 3525 rBV4 464 361 0.04% 0.004%
87 12.503 3559 3565 3568 rBV5 571 609 0.06% 0.007%
88 12.599 3593 3595 3596 rBV2 386 151 ©0.02% 0.002%
89 12.754 3641 3643 3646 rBV2 561 422 0.04% 0.005%
90 12.808 3658 3660 3661 rBV 587 233 0.02% 0.003%
91 12.937 3697 3700 3704 rBV3 508 388 0.04% 0.004%
92 13.046 3731 3734 3737 rBV2 374 301 0.03% 0.003%
93 13.062 3737 3739 3744 rW4 413 368 0.04% 0.004%
94 13.091 3744 3748 3749 rBV3 399 258 0.03% 0.003%
95 13.152 3763 3767 3768 rBvV3 564 346 0.04% 0.004%
96 13.217 3782 3787 3790 rBV2 897 838 0.09% 0.010%
97 13.300 3811 3813 3818 rBV4 396 321 0.03% 0.004%

Sum of corrected areas: 8696948
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV031982.D\data.ms

500000

400000 4.960
5.538
300000

2.059 5.995
200000

1.278 4.256 6.400

1.532
100000 3.793

o 2.48 %665 2o, 027 3 ZRCRAMHEER S 597 6.233
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\ T
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Abundance TIC: VV031982.D\data.ms

8.789

11.188

500000
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400000

300000 8.030 10.159

200000
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Abundance TIC: VV031982.D\data.ms
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SFAMVLM@82323WMA.M Mon Sep 11 14:53:27 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
6.400 19.40 ug/L 264045 1,4-Difluorobenzene 5.538

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 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 38

Abundance Scan 1667 (6.400 min): VV031982.D\data.ms (-1658) (-) m/z 43.00 100.00%

43.0
5000
61.0

SNNNNRES S
730 6.00 6.20 6.40 6.60 6.80

0 H‘w_‘H_mu\m_‘H‘_Hw“w‘??‘?”‘lﬂl‘?w m/z 61.00 28.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0

5000 ERSREEREE IS S AS RIS
6.00 6.20 6.40 6.60 6.80

61.0 m/z 73.00 14.80%

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

6.00 6.20 6.40 6.60 6.80

o

5000 m/z 41.95 11.08%
61.0
73.0
oo T mo
mlz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate
43.0 6.00 6.20 6.40 6.60 6.80

m/z 41.00 8.66%

5000
61.0
0 L M\ L ‘

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\VVve90823\
: VVe31982.D

: 08 Sep 2023 13:53

: SY/MD

: PB155394TB 10X

: 5.0mL/MSVOA_V/WATER

: 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.

7127 3eougll 56179 1,4-Difluorobenzene 5.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 1-methylethyl ester 116 C6H1202
2 Propanoic acid, 1-methylethyl ester 116 C6H1202
3 Propanoic acid, 1-methylethyl ester 116 C6H1202
4 Propanoic acid, propyl ester 116 C6H1202
5 Propanoic acid, 1-methylethyl ester 116 C6H1202

000637-78-5 90
000637-78-5 83
000637-78-5 64
000106-36-5 50
000637-78-5 50

Abundance Scan 1893 (7.127 min): VV031982.D\data.ms (-1884) (-) m/z 56.95 100.00%
57.0
43.0
5000
75.1
PP e e
101.1 6.80 7.00 7.20 7.40
0bre e el et e e b m/z 42.95 58.32%
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 TT [T T T[T T[Tt IriT]
29.0 6.80 7.00 7.20 7.40
75.0 m/z 75.10 29.48%
‘ ‘ ‘ 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
\A\\‘\\\\‘\\\\’\\\\‘\\\\‘
43.0 6.80 7.00 7.20 7.40
5000 m/z 41.05 18.82%
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 el B T
57.0 6.80 7.00 7.20 7.40
43.0 m/z 101.10  10.78%
5000 29.0
75.0
150 101.0
Obrrrreerell L 880" 1T 60 AL
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\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 4 Propanoic acid, 2-methyl-, Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.866 4.51 ug/L 76942  Chlorobenzene-d5 8.789
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-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2123 (7.866 min): VV031982.D\data.ms (-2113) (-) m/z 43.00 100.00%
43.0
5000 71.0
89.0 RO T T
7.60 7.80 8.00 8.20
\‘m 57.0 | 1151 g
0l b e M/z 71,08 37.71%
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 7.60 7.80 8.00 8.20
m/z 41.00 22.68%
21.0 5° 115.0
OH‘\H\‘\HM‘HH“MH\\‘\H\.“HH‘\‘H\‘\H}“\\\\‘\\\\’\\\.\‘\]\_\2\9‘;(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
P T
7.60 7.80 8.00 8.20
5000 ITI/Z 89.00 13.75%
71.0
27.0 89.0
e | 1150
oSN DS . N B NNt s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15586: Propanoic acid, 2-methyl-, 1-methylethyl ester EEEHESE B R S —
43.0 7.60 7.80 8.00 8.20
m/z 38.95 8.71%
5000
71.0
89.0
S O S A ' Y1 (PO LS V2 AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
8.136 6.61 ug/L 112816  Chlorobenzene-d5 8.789

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 72
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 28
Abundance Scan 2207 (8.136 min): VV031982.D\data.ms (-2201) (-) m/z 57.00 100.00%
57.0
5000 75.0
43.0
‘ 7.80 8.00 8.20 8.40
Oberrrrerrrrrrpreehe e 881wz 75.00  41.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0 750 n
5000 ' T T T
7.80 8.00 8.20 8.40
43.0 m/z 43.00 18.30%
015.()!!’.]’_15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
N L o o
7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00 12.24%
29.0 43.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester R RN AR RE
57.0 7.80 8.00 8.20 8.40
m/z 87.00 8.16%
5000 75.0
29.0
43.0
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\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
8.249 3.70 ug/L 63170  Chlorobenzene-d5 8.789

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 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
5 Isobutyl acetate 116 C6H1202 000110-19-0 39
Abundance Scan 2242 (8.249 min): VV031982.D\data.ms (-2235) (-) m/z 43.00 100.00%
3.0
5000 56.0
73.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
8.00 8.20 8.40 8.60
W] L eee ;
0+ et e e m/z 56.05 41.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 LA B T I R B
8.00 8.20 8.40 8.60
oo 73.0 m/z 73.00 17.21%
ol 150 220 ||l | 8701010 1170
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 #9208: Acetic acid, butyl ester
43.0
56.0 8.00 8.20 8.40 8.60 ;
5000 m/z 41.00 16.00%
73.0
27.0
WLl M‘ 87.0
Ottt e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester ARBAREEEE SRR
43.0 8.00 8.20 8.40 8.60
56.0 m/z 60.95 14.62%
5000
73.0
29.0
ob et ol B0 2000 1170 | Wy L A
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\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53

Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 7 Isopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.625 11.88 ug/L 202752  Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83

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

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

Abundance Scan 2359 (8.625 min): VV031982.D\data.ms (-2349) (-) m/z 43.00 100.00%

43.0
71.0
5000
89.0
N e A REE Ma e
“ H ‘ | 115.0 8408608809.00o
Ot e e e e e e e m/z 71.00 75.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 L B I L L BN B B
89.0 8.40 8.60 8.80 9.00
m/z 41.00 28.63%

o

b |
H\]_‘\3\9‘\\\“‘\\\\“\“H‘ﬁ\?\“\\\\‘MH\‘HH‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0 ML
71.0

8.40 8.60 8.80 9.00

5000

m/z-->

5000 m/z 89.00 28.39%
89.0
27.0
0\\\\“”\57‘?\“\‘\\1;1‘5?13\00\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate mwmwm,mwu

43.0 8.40 8.60 8.80 9.00
m/z 60.00 13.69%
71.0
89.0
270 | | 115.0
SOl | OO O VOO o NS PPN L NOUUE
10 20 30 40 50 60 70 80 90 100110120130 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\VVve90823\
Data File : VV@31982.D

Acqg On : 08 Sep 2023 13:53
Operator : SY/MD

Sample : PB155394TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 ug/L 264045 1 5.538 680703 50.
Propanoic acid,... 7 ug/L 50179 1 5.538 680703 50.
Propanoic acid,... 7 ug/L 76942 2 8.789 853428 50.
Propanoic acid,... 8.136 ug/L 112816 2 8.789 853428 50.
Acetic acid, bu... 8 ug/L 63170 2 8.789 853428 50.
Isopropyl butyrate 8 2 8

ug/L 202752 .789 853428 50.
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