LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 28 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@21988.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 75 82 94 rBV 184759 181259 14.14% 1.692%
2 1.561 155 162 177 rVB 143956 167262 13.04% 1.562%
3 2.105 321 331 345 rBV 287514 422473 32.95% 3.945%
4 2.507 446 456 468 rvwW 20576 34635 2.70% 0.323%
5 2.609 486 488 495 rBv2 472 436 0.03% 0.004%
6 2.761 533 535 536 rBv2 403 186 0.01% ©0.002%
7 2.905 578 580 585 rBV2 310 225 0.02% 0.002%
8 3.089 634 637 642 rVB2 376 321 0.03% 0.003%
9 3.169 655 662 664 rBvV 764 704 0.05% 0.007%
106 3.269 688 693 695 rBv3 300 272 0.02% 0.003%
11 3.310 701 706 708 rBv2 465 421 0.03% 0.004%
12 3.394 729 732 737 rBV2 443 376 0.03% 0.004%
13 3.423 739 741 744 rVB 411 182 0.01% 0.002%
14  3.442 744 747 749 rBV2 316 144 0.01% ©0.001%
15 3.648 808 811 814 rBV2 246 167 ©0.01% 0.002%
16 3.696 824 826 830 rVB3 240 139 0.01% 0.001%
17 3.744 838 841 844 rVB2 296 182 0.01% 0.002%
18 3.761 844 846 849 rBv2 241 161 ©0.01% 0.002%
19 3.873 872 881 922 rBV 105763 290393 22.65% 2.711%
20 4.349 1012 1029 1061 rBV 196344 502168 39.16% 4.689%
21 4.584 1100 1102 1104 rBV 394 219 0.02% 0.002%
22 4.629 1113 1116 1118 rBv2 274 218 0.02% 0.002%
23 4.744 1149 1152 1156 rBV3 398 276 0.02% 0.003%
24  4.873 1188 1192 1195 rBV2 468 398 0.03% 0.004%
25 4.963 1216 1220 1227 rBV3 248 282 0.02% 0.003%
26 5.047 1229 1246 1272 rBV2 505073 1282227 100.00% 11.972%
27 5.413 1358 1360 1363 rBV3 279 158 ©0.01% 0.001%
28 5.490 1381 1384 1386 rBV3 490 340 0.03% 0.003%
29 5.619 1412 1424 1454 rBV 382415 781425 60.94% 7.296%
30 5.905 1504 1513 1529 rBV4 17944 37267 2.91% 0.348%
31 6.072 1551 1565 1589 rBV 275182 572015 44.61% 5.341%
32 6.465 1678 1687 1711 rBV 106627 199347 15.55% 1.861%
33 6.793 1787 1789 1792 rBV2 423 233 0.02% 0.002%
34 6.895 1817 1821 1825 rBV2 479 483 0.04% 0.005%
35 6.915 1825 1827 1829 rBV 294 185 ©0.01% 0.002%

36 6.989 1839 1850 1874 rBV 154472 284344 22.18% 2.655%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 28 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 7.191 1904 1913 1924 rBV 17404 29361 2.29% 0.274%
38 7.317 1940 1952 1971 rBV 621267 1078253 84.09% 10.067%
39 7.625 2037 2048 2076 rBV 102999 186844 14.57% 1.745%
40 7.873 2122 2125 2130 rVB4 598 425 0.03% 0.004%
41  7.931 2133 2143 2154 rBV3 4630 8140 0.63% 0.076%
42 8.040 2169 2177 2183 rBV2 13003 18844 1.47% 0.176%
43 8.088 2183 2192 2215 rW 321115 590923 46.09% 5.517%
44  8.191 2217 2224 2254 rVB 192153 310322 24.20% 2.897%
45  8.535 2329 2331 2336 rVB3 674 314 0.02% 0.003%
46  8.683 2366 2377 2405 rBV 102437 168688 13.16% 1.575%
47  8.854 2418 2430 2454 rBV 590155 962231 75.04%  8.984%
48 9.101 2505 2507 2509 rBvV2 494 248 0.02% 0.002%
49 9.207 2537 2540 2543 rVB3 436 258 0.02% 0.002%
50  9.243 2549 2551 2555 rVvB2 504 279 0.02% 0.003%
51 9.268 2555 2559 2560 rBvV2 463 352 0.03% 0.003%
52 9.317 2572 2574 2577 rVB2 533 213 0.02% 0.002%
53  9.333 2577 2579 2582 rBV 337 159 0.01% 0.001%
54 9.358 2584 2587 2591 rBV3 341 202 0.02% 0.002%
55 9.384 2592 2595 2598 rBV 298 219 0.02% 0.002%
56 9.481 2622 2625 2628 rVB3 362 223  0.02% 0.002%
57 9.497 2628 2630 2633 rvB2 312 137 0.01% 0.001%
58 9.555 2641 2648 2655 rBV5 3156 4819 0.38% 0.045%
59 9.628 2668 2671 2678 rVB3 587 434 0.03% 0.004%
60 9.683 2686 2688 2693 rBV2 465 282 0.02% ©0.003%
61 9.702 2693 2694 2699 rVB2 263 165 ©0.01% 0.002%
62 9.738 2702 2705 2711 rBV2 539 428 0.03% 0.004%
63 9.792 2719 2722 2732 rVB2 314 293 0.02% 0.003%
64 9.866 2741 2745 2746 rBV 279 209 0.02% 0.002%
65 9.934 2763 2766 2772 rBV 652 410 0.03% 0.004%
66 10.130 2819 2827 2838 rVB5 2261 3917 0.31% 0.037%
67 10.217 2842 2854 2876 rBV 379643 603995 47.11% 5.639%
68 10.458 2926 2929 2930 rBV 463 288 0.02% 0.003%
69 10.487 2935 2938 2942 rVB2 346 253 0.02% 0.002%
70 10.513 2943 2946 2950 rVB2 216 152 0.01% 0.001%
71 10.551 2953 2958 2960 rBV4 649 469 0.04% 0.004%
72 10.638 2983 2985 2987 rBV 295 146 0.01% 0.001%
73 10.751 3016 3020 3023 rBV2 560 317 0.02% 0.003%
74 10.812 3036 3039 3041 rBV2 215 141 0.01% 0.001%
75 10.828 3042 3044 3048 rVB3 556 292 0.02% 0.003%
76 10.882 3059 3061 3066 rBV2 236 134 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 28 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 10.924 3066 3074 3085 rVV5 2922 4869 0.38% 0.045%
78 11.034 3106 3108 3117 rVB3 519 476 0.04% 0.004%
79 11.085 3121 3124 3127 rBV 349 224 0.02% 0.002%
80 11.149 3136 3144 3150 rBV5S 1223 1824 0.14% 0.017%
81 11.188 3154 3156 3158 rBV 488 304 0.02% 0.003%
82 11.252 3165 3176 3196 rBV 630019 975064 76.04% 9.104%
83 11.500 3250 3253 3257 rVB2 405 260 0.02% 0.002%
84 11.522 3257 3260 3262 rBV 361 199 0.02% 0.002%
85 11.625 3280 3292 3313 rBV 625009 986466 76.93%  9.210%
86 11.950 3390 3393 3395 rBV 515 227 0.02% 0.002%
87 11.966 3395 3398 3401 rVB2 248 180 0.01% 0.002%
88 12.091 3434 3437 3438 rBV2 584 282 0.02% 0.003%
89 12.252 3485 3487 3490 rVB 420 227 0.02% 0.002%
90 12.281 3493 3496 3497 rBV 287 156 0.01% 0.001%
91 12.323 3505 3509 3510 rBV 360 219 0.02% 0.002%
92 12.397 3529 3532 3533 rBV 283 167 0.01% 0.002%
93 12.474 3551 3556 3557 rBV2 358 240 0.02% 0.002%
94 12.516 3566 3569 3572 rBV2 228 143 0.01% 0.001%
95 12.648 3607 3610 3615 rBV2 631 586 0.05% 0.005%
96 12.670 3615 3617 3619 rvwVv 361 139 0.01% 0.001%
97 12.821 3662 3664 3667 rBV 333 187 0.01% 0.002%
98 12.886 3681 3684 3689 rBV3 529 381 0.03% 0.004%
99 13.275 3800 3805 3809 rBV2 951 906 0.07% 0.008%
100 13.519 3875 3881 3886 rBV3 1072 1372 0.11% 0.013%
Sum of corrected areas: 10710400
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\

: VW021988.D

: 27 Aug 2021 20:06
: SY/MD

: M3552-03 10X

: 5.0mL/MSVOA_V/WATER
: 28

Sample Multiplier: 1

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

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

TIC: VV021988.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 28 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 12.76 ug/L 199347 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 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 36

Abundance Scan 1687 (6.465 min): VV021988.D\data.ms (-1678) (-) m/z 42.95 100.00%
.0

43
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73.0 LR LR B L IR BN
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Abundance #4778: n-Propyl acetate
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5000 L B B B B
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O\\‘\\\\‘\2\3\.?\\\\“‘1\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\.\0\‘\
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Abundance #4776: n-Propyl acetate
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5000 m/z 42.00 11.01%
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180 200 | er0
Ottt e e e e
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Abundance #4779: n-Propyl acetate ““‘H““‘W““,H‘J
43.0 6.20 6.40 6.60 6.80
m/z 41.00 7.99%
5000
61.0
270 73.0
15.0 .
0H‘H‘H‘H““‘Hm“!m‘HH“‘m‘“H“Hu‘mwmw Lt PSR o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 28 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 16.13 ug/L 310322  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): VV021988.D\data.ms (-2217) (-) m/z 57.00 100.00%
57.0
5000 75.0
430 [Trrrpr i i oot
‘ 7.80 8.00 8.20 8.40 8.60
Ot ooyt oty 8801011 n/z 75.@8  45.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 75.0
29.0 7.80 8.00 8.20 8.40 8.60
43.0 m/z 43.00 17.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
e
7.80 8.00 8.20 8.40 8.60
5000 75.0 m/z 41.00 11.50%
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 R AR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 87.00 10.10%
29.0
75.0
5000
43.0
0 15.0 \“ \‘ \M il | 8$0 115.0
e e e e e e e e e R AR
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 : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 28 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 8.77 ug/L 168688 Chlorobenzene-d5 8.854

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 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2377 (8.683 min): VV021988.D\data.ms (-2366) (-) m/z 43.00 100.00%

43.0 71.0
5000
e M
R ARAARNEEE SR
‘b ‘ 115.0 8.40 8.60 8.80 9.00
Obrrrrrrrrrrerreeeibbe ST ML L mjz 7100 89.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 LB B L L B B B I IR B
89.0 8.40 8.60 8.80 9.00
m/z 89.00 36.84%
115.0
OH\‘HH‘\H“‘HH“!“H‘ﬁ?\‘h\\\‘M\H‘\H!‘HH‘HH‘H‘H‘H]-\:\;‘()HOH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.40 8.60 8.80 9.00
5000 ITI z 40.95 29.85%
89.0
270
O SO L 501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15398: Isopropy! butyrate R ARARARRRRaSRE R
43.0 8.40 8.60 8.80 9.00
m/z 60.00 15.09%
71.0
5000
27.0 89.0
ob11501300 L SR
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 : VV021988.D

Acqg On : 27 Aug 2021 20:06
Operator : SY/MD

Sample : M3552-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 28 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 12.8 ug/L 199347 1 5.619 781425 50.0
Propanoic acid,... 8.191 16.1 ug/L 310322 2 8.854 962231 50.0
Isopropyl butyrate 8.683 8.8 ug/L 168688 2 8.854 962231 50.0
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