LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis

Signal : TIC: VU@49363.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 39 45 51 rBV3 5214 7863 1.17% 0.117%
2 1.597 73 80 93 rBvV 64880 75295 11.21% 1.121%
3 1.906 168 176 192 rVB 56884 74944 11.16% 1.116%
4 2.565 369 381 394 rBV 106547 172686 25.71% 2.571%
5 2.626 395 400 413 rvB3 2603 4729 0.70% 0.070%
6 2.748 434 438 439 rBV2 543 364 0.05% ©0.005%
7 2.835 459 465 467 rBvV2 312 272 0.04% 0.004%
8 2.867 472 475 480 rVB2 275 253 0.04% 0.004%
9 3.044 520 530 543 rW4 4160 7812 1.16% 0.116%
106 3.186 556 574 592 rVB 24045 55191 8.22% ©0.822%
11  3.263 593 598 602 rVB2 271 307 0.05% 0.005%
12 3.301 606 610 613 rBV2 224 203 0.03% 0.003%
13  3.420 643 647 650 rVB3 240 185 ©0.03% 0.003%
14 3.668 721 724 728 rBV2 421 257 0.04% 0.004%
15 4.112 858 862 867 rBV 202 226 0.03% 0.003%
16 4.273 908 912 916 rBv2 205 229 0.03% 0.003%
17 4.485 975 978 980 rBV 247 190 0.03% 0.003%
18 4.620 1006 1020 1048 rBV 119509 295512 44.00%  4.400%
19 4.890 1101 1104 1110 rVB4 473 468 0.07% 0.007%
20 4.941 1116 1120 1122 rVB3 303 188 0.03% 0.003%
21  4.957 1122 1125 1130 rVB2 282 246 0.04% 0.004%
22 5.060 1141 1157 1179 rBV 132793 288315 42.93% 4.293%
23 5.292 1226 1229 1236 rVB3 578 602 0.09% 0.009%
24  5.337 1236 1243 1247 rBV2 193 256 0.04% 0.004%
25 5.414 1263 1267 1270 rBV 248 178 ©0.03% 0.003%
26 5.565 1311 1314 1319 rVB2 324 215 0.03% ©0.003%
27 5.723 1342 1363 1386 rBV3 239635 671564 100.00% 10.000%
28 5.800 1386 1387 1389 rVB2 553 180 ©0.03% 0.003%
29 5.912 1405 1422 1434 rBvV2 10057 19913 2.97% 0.297%
30 6.163 1497 1500 1502 rBV2 373 268 0.04% 0.004%
31 6.247 1513 1526 1549 rBV 293356 558261 83.13% 8.313%
32 6.530 1606 1614 1622 rVB6 1417 2252 0.34% 0.034%
33  6.594 1630 1634 1638 rvB3 590 614 0.09% ©0.009%
34 6.690 1649 1664 1683 rBV 177284 342292 50.97% 5.097%
35 6.925 1727 1737 1758 rVB 5423 11320 1.69% 0.169%

36 7.038 1760 1772 1793 rBV 111921 200638 29.88%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis
37 7.169 1810 1813 1814 rBV 1138 629 0.09% ©0.009%
38 7.288 1847 1850 1854 rvVB2 445 272 0.04% 0.004%
39 7.391 1879 1882 1887 rVB2 274 185 0.03% 0.003%
40 7.417 1887 1890 1895 rVB3 302 278 0.04% 0.004%
41  7.446 1895 1899 1901 rBV 441 322  0.05% ©0.005%
42 7.565 1924 1936 1950 rBV2 89042 155164 23.10% 2.311%
43 7.645 1959 1961 1965 rVB3 442 194 0.03% 0.003%
44  7.687 1968 1974 1975 rBV3 689 640 0.10% 0.010%
45  7.739 1980 1990 2002 rVV 21047 33412 4.98% 0.498%
46 7.896 2024 2039 2059 rBvV 280294 485011 72.22% 7.222%
47  8.073 2091 2094 2101 rVB4 566 488 0.07% 0.007%
48 8.176 2107 2126 2148 rVV2 69890 150922 22.47%  2.247%
49 8.279 2155 2158 2163 rBV3 583 640 0.10% 0.010%
50  8.333 2174 2175 2181 rVB2 437 345 0.05% ©0.005%
51 8.465 2204 2216 2229 rBV 25607 42108 6.27% 0.627%
52 8.575 2235 2250 2256 rBV7 5012 10652 1.59% 0.159%
53 8.632 2256 2268 2289 rVV 318089 576798 85.89%  8.589%
54 8.726 2289 2297 2316 rVB 50350 85236 12.69% 1.269%
55  8.835 2321 2331 2348 rVB 31130 51419 7.66% 0.766%
56 9.057 2398 2400 2405 rvVB2 452 318 ©0.05% ©0.005%
57 9.131 2418 2423 2426 rBV3 342 339 0.05% 0.005%
58 9.211 2436 2448 2460 rBV 72711 116648 17.37% 1.737%
59 9.304 2473 2477 2481 rVB3 405 326 0.05% 0.005%
60 9.366 2490 2496 2499 rBv2 1461 1503 0.22% 0.022%
61 9.417 2499 2512 2534 rVV 398169 656805 97.80% 9.780%
62 9.597 2565 2568 2572 rBV 221 187 0.03% 0.003%
63 9.626 2572 2577 2579 rBvV3 554 469 0.07% 0.007%
64 9.809 2631 2634 2635 rBV2 356 181 ©0.03% 0.003%
65 9.832 2638 2641 2643 rVVv3 261 189 0.03% 0.003%
66 9.886 2652 2658 2659 rBV 259 197 0.03% 0.003%
67 9.983 2683 2688 2690 rBV2 293 255 0.04% 0.004%
68 10.002 2692 2694 2699 rVB 408 208 0.03% 0.003%
69 10.073 2708 2716 2725 rBV4 5183 7716 1.15% 0.115%
70 10.240 2765 2768 2773 rVB2 244 261 0.04% 0.004%
71 10.337 2791 2798 2801 rBV 467 477 0.07% 0.007%
72 10.407 2818 2820 2823 rVV2 467 321 0.05% 0.005%
73 10.423 2823 2825 2828 rVVv2 350 258 0.04% 0.004%
74 10.436 2828 2829 2832 rVWV 404 180 ©0.03% 0.003%
75 10.468 2837 2839 2843 rVWV 338 228 0.03% 0.003%
76 10.501 2847 2849 2854 rVB2 282 183 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis
77 10.539 2854 2861 2865 rBV2 234 309 0.05% 0.005%
78 10.671 2897 2902 2904 rBV2 271 203 0.03% 0.003%
79 10.755 2916 2928 2952 rVB 280050 450533 67.09% 6.709%
80 11.092 3030 3033 3037 rVB2 238 182 ©0.03% 0.003%
81 11.224 3071 3074 3079 rVB3 251 240 0.04% 0.004%
82 11.420 3132 3135 3138 rVB2 320 229 0.03% 0.003%
83 11.552 3170 3176 3179 rBV3 316 276 0.04% 0.004%
84 11.812 3245 3257 3280 rBV 373976 597452 88.96% 8.897%
85 12.192 3363 3375 3394 rBV 295856 485068 72.23% 7.223%
86 12.848 3577 3579 3586 rVB 379 301 0.04% 0.004%
87 13.005 3624 3628 3632 rBV2 350 344 0.05% ©0.005%
88 13.025 3632 3634 3640 rVB2 369 316 ©0.05% 0.005%
89 13.066 3643 3647 3651 rBV3 385 352 0.05% 0.005%
90 13.089 3651 3654 3658 rVB3 319 271 0.04% 0.004%
91 13.549 3794 3797 3799 rBV2 266 183 ©0.03% 0.003%
92 13.806 3874 3877 3882 rBV3 349 279 0.04% 0.004%
93 13.844 3885 3889 3891 rBV3 294 258 0.04% 0.004%
94 14.089 3962 3965 3970 rBV4 387 500 0.07% 0.007%
95 14.269 4018 4021 4025 rVB3 311 213 0.03% 0.003%
96 14.417 4064 4067 4068 rBV 270 184 0.03% 0.003%
97 14.626 4129 4132 4135 rBV 378 295 0.04% 0.004%
98 15.050 4260 4264 4265 rBV2 354 258 0.04% 0.004%
99 15.748 4478 4481 4487 rVB2 566 483 0.07% 0.007%
100 16.150 4603 4606 4610 rBv4 584 486 0.07% 0.007%
Sum of corrected areas: 6715467
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU049363.D\data.ms

350000
300000 6.247
250000
200000

150000

100000
1597 4 906

50000
3.186

o 2\626728858-044322831420 3.668 4.112.2734.485 \ 489V | 5392718.565 5880, “ 6.16 66394
Time-->  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 6.60

Abundance TIC: VU049363.D\data.ms
9.417 11.812

350000

8.632
12.1

300000 7.896 10.755

250000

200000

150000

7.038

100000 7.565
8.176 9.211
726
0 6.925\7.16 %887 | | 8.07332323318.5 9.95[39). DFRIED KIS 8 TR 11.0922211.420552
L A RS S DY e
7.50

T T ™ T
Time--> 7.00

8.00 8.50 9.00 9.50 10.00 11.00 11.50 12.00
Abundance TIC: VU049363.D\data.ms

350000

300000

250000

200000

150000

100000

50000

IR0

12.8 13.549183886414.0891.2604174.626 15.050 15.748  16.150
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 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_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 2 n-Propyl acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.038 17.97 ug/L 200638 1,4-Difluorobenzene 6.247
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 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1772 (7.038 min): VU049363.D\data.ms (-1760) (-) m/z 42.95 100.00%
43.0
5000
61.0
o RAREEEERRE
73"0 6.80 7.00 7.20 7.40
oot et b 879 m/z el.00  28.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 L B I L L BN N L
6.80 7.00 7.20 7.40
61.0 m/z 73.00 15.21%
0 20 0 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A AAREEaRE e
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.45%
61.0
73.0
1) NN N NN | A M £ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4777: n-Propyl acetate R ANANRaaE
43.0 6.80 7.00 7.20 7.40
m/z 41.00 9.51%
5000
61.0
27.
o | ®o
RN U | NS S S A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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, 1-methyleth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.739 2.99 ug/L 33412 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 78
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 36
Abundance Scan 1990 (7.739 min): VU049363.D\data.ms (-1980) (-) m/z 56.95 100.00%
57.0
5000
SN NP
‘ 101.0 206.9 7.40 7.60 7.80 8.00
Ol L 2982z 43,00 54.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
5000 L L L L B O
290 7.40 7.60 7.80 8.00
m/z 75.00  24.57%
‘ ‘ ‘ 101.0
O\\\\‘\‘\\\“‘\‘\\\“‘\\\‘\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
\\‘\\\\’\\\\‘\\\\‘\\\\‘.\
7.40 7.60 7.80 8.00
5000 m/z 41.00 20.49%
29.0
101.0
ol el bl e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9303: Propanoic acid, 1-methylethyl ester H_m,uw‘(\wuu_
57.0 7.40 7.60 7.80 8.00
m/z 58.90 11.25%
5000 29.0
‘ 4 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.465 3.21 ug/L 42108 Chlorobenzene-d5 9.417

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-, propy... 130 C7H1402 000644-49-5 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2216 (8.465 min): VU049363.D\data.ms (-2204) (-) m/z 43.00 100.00%

43.0
5000 71.0

8.20 8.40 8.60 8.80

115.0
Obreperrell e L TR0 2070 71.ee  41.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\/\\‘HH‘HH‘HH’/\\H\
71.0 8.20 8.40 8.60 8.80

m/z 41.00 27.44%

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

8.20 8.40 8.60 8.80

71.0
5000 ITI/Z 89.00 13.43%
15.0 101.0
oYk A | ANOVAE IS st
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15557: Propanoic acid, 2-methyl-, propyl ester ‘H“‘H“‘Hm“u,“‘
43.0 8.20 8.40 8.60 8.80
m/z 38.90 11.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.726 6.49 ug/L 85236  Chlorobenzene-d5 9.417

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 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
Abundance Scan 2297 (8.726 min): VU049363.D\data.ms (-2289) (-) m/z 57.00 100.00%
57.0
5000 750
e RN Amaaans e
43"0 8.40 8.60 8.80 9.00
Ot oot e 818 e m/z 74.95  37.86%
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 LI L L I L B R
750 8.40 8.60 8.80 9.00
43.0 m/z 42.95 15.55%
0 Ly ‘M‘ | 88010101150
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
57.0
s e AmERARE R
8.40 8.60 8.80 9.00
5000 75.0 m/z 40.95 11.49%
29.0 43.0
0 15.0
AR L e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester e  EAARREanEE
57.0 8.40 8.60 8.80 9.00
m/z 87.00 9.50%
5000 75.0
29.0
43.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.835 3.91 ug/L 51419 Chlorobenzene-d5 9.417

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 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
5 Isobutyl acetate 116 C6H1202 000110-19-0 39
Abundance Scan 2331 (8.835 min): VU049363.D\data.ms (-2321) (-) m/z 42.95 100.00%
43.0
5000
729 LU B L B I B AL B R
‘ ‘ ‘ 207.0 8.60 8.80 9.00 9.20
b 2970 sz s6.00 43.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9201: Acetic acid, butyl ester
43.0
5000 \\\\‘\\/\\\‘\\\\‘\\\\‘\\\
8.60 8.80 9.00 9.20
73.0 m/z 40.95 18.08%

o

el W AN
thl‘ﬂuwuw‘H\H%R%g‘vw‘w‘H‘M‘H\H‘w‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 /\

8.60 8.80 9.00 9.20

5000 ITI/Z 72.90 17.63%
73.0
o120 101.0
L e AR B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9208: Acetic acid, butyl ester ﬂ“_‘AW“H“‘H“H
43.0 .60 8.80 9.00 9.20

m/z 61.00 13.96%

5000
73.0

e — MY S U A R

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 8 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.211 8.88 ug/L 116648 Chlorobenzene-d5 9.417

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 83
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 2448 (9.211 min): VU049363.D\data.ms (-2436) ()| m/z 43.00 100.00%
43.0
71.0
5000
89.0
R
1 Ll 115.0 8.80 9.00 9.20 9.40 9.60
O e e m/z 71.00 79.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropy! butyrate
43.0 71.0
5000 | BN B B R
89.0 8.80 9.00 9.20 9.40 9.60
270 m/z 41.60  32.40%
e
OH\‘H.H‘\HU‘HH“!“H‘ﬁ\?\“‘\\\\M‘\H‘HH‘HH‘}\\\‘\\‘\\‘\\]-\3\9-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
710 g
8.80 9.00 9.20 9.40 9.60
5000 m/z 89.00 30.23%
89.0
27.0
0 57.0 115.0430.0
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R RaRE
43.0 8.80 9.00 9.20 9.40 9.60
m/z 42.00 16.42%
71.0
5000
89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60

SFAMULM@61022WMA.M Sat Jun 25 02:28:08 2022 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49363.D

Acqg On : 22 Jun 2022 19:41
Operator : SY/MD

Sample : N3392-18 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 7 0 ug/L 200638 1 6.247 558261 50.
Propanoic acid,... 7 0 ug/L 33412 1 6.247 558261 50.
Propanoic acid,... 8 .2 ug/L 42108 2 9.417 656805 50.
Propanoic acid,... 8.726 5 ug/L 85236 2 9.417 656805 50.
Acetic acid, bu... 8 9 ug/L 51419 2 9.417 656805 50.
Isopropyl butyrate 9 9 wug/L 116648 2 9.417 656805 50.
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