LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@21985.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 92 rBV 188468 185877 13.84% 1.631%
2 1.564 156 163 176 rVB 154668 173446 12.91% 1.522%
3 2.165 322 331 345 rBV 309987 452851 33.71% 3.973%
4 2.506 448 456 469 rVvB2 14103 24018 1.79% 0.211%
5 2.725 523 524 528 rw3 611 386 0.03% 0.003%
6 2.770 529 538 549 rVBS8 2428 4969 0.37% 0.044%
7 2.844 556 561 566 rvVB3 225 245 0.02% 0.002%
8 2.879 570 572 575 rVB3 362 184 0.01% ©0.002%
9 2.899 576 578 583 rVB2 408 232 0.02% 0.002%
106 2.928 583 587 588 rBv2 306 211 0.02% 0.002%
11  2.966 597 599 601 rVB2 436 152 0.01% 0.001%
12 3.195 666 670 672 rBV2 617 412 0.03% 0.004%
13  3.330 710 712 716 rVB3 349 180 0.01% 0.002%
14  3.429 741 743 747 rVB2 351 208 0.02% 0.002%
15 3.545 775 779 782 rBV3 418 339 0.03% 0.003%
16 3.577 785 789 793 rBV2 373 339 0.03% 0.003%
17 3.641 806 809 815 rVB3 299 274 0.02% 0.002%
18 3.670 816 818 821 rVB2 323 162 0.01% 0.001%
19 3.696 821 826 830 rBV2 367 262 0.02% 0.002%
20 3.738 835 839 842 rBV2 404 340 0.03% 0.003%
21 3.844 866 872 873 rBv2 410 328 0.02% 0.003%
22 3.876 873 882 911 rBV 108022 292107 21.74% 2.562%
23 4.262 997 1002 1004 rBV4 871 676 0.05% 0.006%
24  4.352 1014 1030 1060 rBV 203148 520354 38.73% 4.565%
25 4.564 1094 1096 1098 rBV2 402 244  0.02% 0.002%
26 4.767 1156 1159 1162 rBV3 498 393 0.03% 0.003%
27 4.802 1167 1170 1173 rBV3 363 289 0.02% 0.003%
28 4.822 1173 1176 1177 rBV2 616 378 0.03% 0.003%
29 4.908 1199 1203 1206 rVB2 437 365 0.03% 0.003%
30 4.924 1206 1208 1209 rBV 468 151 0.01% 0.001%
31 5.047 1229 1246 1280 rBV2 528967 1343432 100.00% 11.785%
32 5.423 1360 1363 1365 rBv3 550 374 0.03% 0.003%
33 5.548 1400 1402 1404 rBV 476 248 0.02% 0.002%
34 5.619 1412 1424 1450 rBV 405442 814725 60.65% 7.147%
35 5.912 1505 1515 1532 rBV9 8756 20002 1.49% 0.175%
36 5.982 1535 1537 1540 rBvV2 397 218 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 6.072 1552 1565 1594 rBV 290828 602698 44.86% 5.287%
38 6.465 1678 1687 1717 rBV 112981 215526 16.04% 1.891%
39 6.764 1779 1780 1782 rBV 360 152 0.01% 0.001%
40 6.989 1839 1850 1873 rBV 162753 298784 22.24% 2.621%
41  7.188 1905 1912 1924 rBvV2 17919 30130 2.24% 0.264%
42 7.317 1941 1952 1970 rBV 642548 1123189 83.61% 9.853%
43 7.625 2037 2048 2079 rBV 107938 198362 14.77% 1.740%
44  7.831 2108 2112 2113 rBV2 553 335 0.02% 0.003%
45  7.931 2132 2143 2152 rBV3 5529 10628 0.79% 0.093%
46 8.040 2169 2177 2183 rBV3 14632 20912 1.56% 0.183%
47  8.088 2184 2192 2215 rVV 351876 613054 45.63% 5.378%
48  8.191 2217 2224 2252 rVB 214418 353318 26.30% 3.099%
49 8.455 2304 2306 2308 rBV3 497 272 0.02% 0.002%
50 8.609 2348 2354 2357 rBV2 827 987 ©0.07% 0.009%
51 8.683 2366 2377 2400 rBV 131464 209024 15.56%  1.834%
52 8.854 2418 2430 2450 rBV 601270 1002428 74.62% 8.794%
53 9.024 2477 2483 2490 rBV4 3053 4097 ©0.30% 0.036%
54 9.149 2514 2522 2529 rBV5 3349 5870 0.44% 0.051%
55 9.268 2557 2559 2560 rBV 362 157 ©0.01% 0.001%
56 9.397 2597 2599 2601 rBv2 490 252 0.02% 0.002%
57 9.554 2639 2648 2667 rBvV1e 6751 16753 1.25% 0.147%
58 9.699 2690 2693 2695 rBvV2 538 316 ©0.02% 0.003%
59 9.783 2714 2719 2722 rBV2 581 437 0.03% 0.004%
60 9.902 2754 2756 2759 rVB3 432 221 0.02% 0.002%
61 9.940 2759 2768 2775 rBV4 3346 4982 0.37% 0.044%
62 10.017 2790 2792 2802 rVB2 516 366 0.03% 0.003%
63 10.066 2803 2807 2809 rBV 205 155 0.01% 0.001%
64 10.130 2820 2827 2842 rVB8 2593 4473 0.33% 0.039%
65 10.220 2842 2855 2880 rBV 419164 667920 49.72% 5.859%
66 10.545 2948 2956 2965 rBV3 4630 7359 0.55% 0.065%
67 10.821 3039 3042 3043 rBV 273 164 0.01% 0.001%
68 10.837 3043 3047 3051 rVB4 601 518 0.04% 0.005%
69 10.921 3068 3073 3084 rVB3 7269 10485 0.78% 0.092%
70 10.998 3093 3097 3100 rVB2 586 414 0.03% 0.004%
71 11.117 3129 3134 3135 rBV 240 189 0.01% 0.002%
72 11.152 3135 3145 3150 rVV5 1319 2140 0.16% 0.019%
73 11.191 3150 3157 3165 rVv4 4760 6833 0.51% 0.060%
74 11.252 3165 3176 3205 rVW 661774 1030856 76.73% 9.043%
75 11.532 3262 3263 3266 rBV2 333 181 ©0.01% 0.002%
76 11.551 3266 3269 3274 rVB3 416 357 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 25 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
77 11.625 3280 3292 3317 rBV 642980 1036832 77.18% 9.095%
78 11.844 3357 3360 3363 rBV3 457 391 0.03% 0.003%
79 11.895 3373 3376 3377 rBV 373 155 0.01% 0.001%
80 11.953 3391 3394 3398 rVB2 425 291 0.02% 0.003%
81 11.976 3398 3401 3403 rBV2 441 247 0.02% 0.002%
82 11.992 3403 3406 3407 rBV2 332 198 0.01% 0.002%
83 12.030 3412 3418 3420 rBV2 424 373 0.03% 0.003%
84 12.230 3478 3480 3482 rBV2 371 217 0.02% 0.002%
85 12.435 3538 3544 3553 rVB5 1521 2040 ©0.15% ©0.018%
86 12.477 3554 3557 3562 rBV3 379 353 0.03% 0.003%
87 12.577 3585 3588 3589 rBV3 420 180 0.01% 0.002%
88 12.654 3603 3612 3624 rVB4 7755 11589 0.86% 0.102%
89 12.882 3679 3683 3684 rBV2 506 311 0.02% 0.003%
990 12.982 3709 3714 3715 rBV2 288 226 0.02% 0.002%
91 13.140 3759 3763 3765 rBV 257 182 0.01% 0.002%
92 13.226 3787 3790 3795 rBV2 576 367 0.03% 0.003%
93 13.271 3796 3804 3818 rVB3 9304 14107 1.05% 0.124%
94 13.394 3838 3842 3845 rVB 439 314 0.02% 0.003%
95 13.458 3859 3862 3864 rVV 511 228 0.02% 0.002%
96 13.509 3870 3878 3892 rBV 17315 27514 2.05% 0.241%
97 13.603 3903 3907 3909 rBV 462 355 0.03% 0.003%
98 13.696 3933 3936 3939 rBV2 430 299 0.02% 0.003%
99 13.750 3943 3953 3967 rVB3 11275 17813 1.33% 0.156%
100 14.101 4060 4062 4066 rVB 638 300 0.02% 0.003%
Sum of corrected areas: 11399547
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021985.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Propyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.465 13.23 ug/L 215526  1,4-Difluorobenzene 5.619

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 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 64
4 n-Propyl acetate 102 C5H1002 000109-60-4 50
5 n-Propyl acetate 102 C5H1002 000109-60-4 40
Abundance Scan 1687 (6.465 min): VV021985.D\data.ms (-1678) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.191 17.62 ug/L 353318 Chlorobenzene-d5 8.854

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 2224 (8.191 min): VV021985.D\data.ms (-2217) (-) m/z 57.00 100.00%
57.0
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43.0
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Ol et el B8O m/z 74.95  43.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
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O 150!!’:"_15-0
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Abundance #9263: Propanoic acid, propyl ester
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T T
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15.0 ‘\ | \H‘ 1 |
Ot e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester R e AR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 86.95 9.78%
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 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.683 10.43 ug/L 209024  Chlorobenzene-d5 8.854

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 83
4 Isopropyl butyrate 130 C7H1402 000638-11-9 83
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 72

Abundance Scan 2377 (8.683 min): VV021985.D\data.ms (-2366) (-) m/z 42.95 100.00%
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T T
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Abundance #15396: Isopropyl butyrate
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' m/z 89.00 35.23%
27.0
OH\‘HH‘HH‘H\![‘!\H‘HH‘PH\‘H\H‘H\!‘HH‘\\\\]‘.\]-\?\?\\]-\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
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m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropyl butyrate R AEERaREEEL
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m/z 88.00 16.66%
71.0
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200 ] | 115.0
Ot b e e e e e e e
m/z--> 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\VVve82721\
Data File : VV021985.D

Acqg On : 27 Aug 2021 18:54
Operator : SY/MD

Sample : PB138768TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.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 6.465 13.2 ug/L 215526 1 5.619 814725 50.0
Propanoic acid,... 8.191 17.6 ug/L 353318 2 8.854 1002430 50.0

Isopropyl butyrate 8.683 10.4 wug/L 209024 2  8.854 1002430 50.0
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