LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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@49348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 15 rVB3 6290 5513 0.66% 0.973%
2 1.482 39 44 51 rBvV3 4603 5108 0.61% 0.068%
3 1.597 73 80 94 rBV 79657 91283 10.99% 1.215%
4 1.9906 168 176 193 rVB 65422 88026 10.59% 1.172%
5 2.517 364 366 369 rBV3 464 297 0.04% 0.004%
6 2.565 369 381 393 rVW 135706 218438 26.29%  2.908%
7 2.623 396 399 411 rVB2 4455 7005 0.84% 0.093%
8 2.877 475 478 483 rBV2 321 223  0.03% 0.003%
9 2.957 500 503 505 rBv2 380 262 0.03% 0.003%
106 3.041 521 529 539 rBV5S 3070 5494 0.66% 0.073%
11 3.186 555 574 593 rVB 21142 49188 5.92% ©0.655%
12 3.430 647 650 655 rvB3 308 246 0.03% 0.003%
13 3.729 739 743 745 rBV2 266 224 0.03% 0.003%
14 3.835 773 776 780 rVB 315 221 0.03% 0.003%
15 4.099 853 858 861 rBv2 233 231 0.03% 0.003%
16 4.118 861 864 869 rBvV2 287 344 0.04% ©0.005%
17  4.295 913 919 922 rBV2 373 437 0.05% 0.006%
18 4.552 996 999 1002 rBV3 364 216 0.03% 0.003%
19 4.616 1006 1019 1045 rBV 127965 309439 37.24% 4.119%
20 4.967 1126 1128 1133 rVB3 328 263 0.03% 0.004%
21 5.063 1141 1158 1181 rBV 154391 335588 40.39% 4.468%
22 5.205 1198 1202 1206 rBv2 430 345 0.04% 0.005%
23 5.295 1225 1230 1232 rBV2 369 265 0.03% 0.004%
24 5.523 1297 1301 1304 rBV 292 216 ©0.03% 0.003%
25 5.723 1342 1363 1392 rBvV2 291889 830835 100.00% 11.061%
26 5.915 1410 1423 1434 rBV3 9133 17651 2.12% 0.235%
27 6.022 1454 1456 1462 rVB2 355 301 0.04% 0.004%
28 6.057 1462 1467 1470 rBvV2 249 251 ©0.03% 0.003%
29 6.247 1503 1526 1544 rBV 308302 589069 70.90% 7.842%
30 6.436 1582 1585 1588 rBvV2 497 372 0.04% 0.005%
31 6.530 1606 1614 1623 rVB6 2403 4620 0.56% 0.062%
32 6.623 1639 1643 1646 rBV3 642 357 0.04% 0.005%
33  6.690 1649 1664 1684 rBV 206292 400575 48.21% 5.333%
34 6.883 1721 1724 1726 rBV 394 289 0.03% 0.004%
35 6.925 1728 1737 1747 rVvv2 4435 9216 1.11% 0.123%

36 7.038 1760 1772 1795 rBV 111526 199670 24.03%  2.658%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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 7.182 1807 1817 1818 rBV5 1880 2026 0.24% 0.027%
38 7.227 1829 1831 1838 rVB4 363 366 0.04% 0.005%
39 7.388 1878 1881 1886 rBV4 328 347 0.04% 0.005%
40 7.488 1910 1912 1918 rVB4 698 553 0.07% 0.007%
41  7.565 1924 1936 1955 rVB2 109183 190636 22.95% 2.538%
42 7.687 1968 1974 1976 rBVS5S 883 868 0.10% 0.012%
43  7.700 1976 1978 1980 rVV3 1012 650 0.08% 0.009%
44  7.735 1980 1989 2002 rVV2 19503 33038 3.98% 0.440%
45  7.790 2003 2006 2015 rvVB5 1576 2029 0.24% 0.027%
46  7.896 2026 2039 2059 rVV 352201 602545 72.52%  8.022%
47  8.108 2099 2105 2110 rBvV2 264 307 ©0.04% 0.004%
48 8.176 211e 2126 2143 rBvV2 79577 157564 18.96%  2.098%
49 8.337 2173 2176 2179 rVB2 407 226 0.03% 0.003%
50 8.369 2181 2186 2190 rVB3 447 416 ©.05% 0.006%
51 8.391 2190 2193 2199 rVB3 311 316 ©0.04% 0.004%
52 8.465 2205 2216 2228 rBV 22601 36379 4.38% 0.484%
53 8.575 2236 2250 2257 rBV5 7955 14511 1.75% 0.193%
54  8.632 2257 2268 2288 rVV 349293 628872 75.69%  8.372%
55  8.726 2289 2297 2318 rwV 68734 114650 13.80% 1.526%
56  8.835 2321 2331 2347 rW2 23625 39643 4.77% 0.528%
57 8.890 2347 2348 2351 rvv3 528 231 0.03% 0.003%
58 8.915 2354 2356 2359 rvB3 421 237 0.03% 0.003%
59 8.957 2367 2369 2372 rVB 405 220 0.03% 0.003%
60 8.976 2372 2375 2379 rBV2 457 336 0.04% 0.004%
61 9.021 2385 2389 2394 rBV3 355 346 0.04% 0.005%
62 9.208 2435 2447 2463 rBV2 76087 120404 14.49% 1.603%
63 9.365 2492 2496 2499 rwv2 1040 939 0.11% 0.013%
64  9.417 2499 2512 2541 rVB 418804 692764 83.38% 9.223%
65 9.613 2568 2573 2575 rBV2 299 224 0.03% 0.003%
66 9.639 2578 2581 2584 rBV3 361 234 0.03% 0.003%
67 9.915 2664 2667 2668 rBV2 620 319 0.04% 0.004%
68 10.073 2708 2716 2727 rVB4 4459 6946 ©0.84% 0.092%
69 10.246 2767 2770 2775 rBV 318 317 0.04% 0.004%
70 10.340 2797 2799 2802 rVB2 412 225 0.03% 0.003%
71 10.359 2802 2805 2808 rBV3 288 237 0.03% 0.003%
72 10.398 2813 2817 2820 rBV2 227 221 0.03% 0.003%
73 10.755 2914 2928 2946 rBV 304681 493938 59.45% 6.576%
74 11.166 3053 3056 3062 rVB2 347 360 0.04% 0.005%
75 11.195 3062 3065 3068 rBV2 287 233  0.03% 0.003%
76 11.443 3139 3142 3145 rBV2 297 254 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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 11.645 3199 3205 3207 rBV3 348 364 0.04% 0.005%
78 11.758 3235 3240 3244 rVB2 356 384 0.05% 0.005%
79 11.812 3244 3257 3278 rBV 389155 626961 75.46% 8.347%
80 12.192 3362 3375 3395 rBV 342092 559818 67.38% 7.453%
81 12.680 3524 3527 3530 rBV2 340 313 0.04% 0.004%
82 12.774 3554 3556 3563 rVB2 714 676 0.08% 0.009%
83 12.809 3563 3567 3571 rBV 291 237 0.03% 0.003%
84 12.848 3575 3579 3582 rBV2 408 276 0.03% 0.004%
85 12.873 3582 3587 3589 rBV2 333 252  0.03% 0.003%
86 12.899 3592 3595 3601 rVB2 410 348 0.04% 0.005%
87 13.131 3664 3667 3671 rVB 471 339 0.04% 0.005%
88 13.279 3706 3713 3718 rVB2 398 570 0.07% 0.008%
89 13.452 3765 3767 3773 rVB3 367 314 0.04% 0.004%
90 13.770 3863 3866 3869 rVB2 432 289 0.03% 0.004%
91 13.793 3869 3873 3876 rBV2 510 417 0.05% 0.006%
92 13.889 3900 3903 3906 rBV2 428 298 0.04% 0.004%
93 13.915 3907 3911 3914 rVB2 502 364 0.04% 0.005%
94 14.008 3938 3940 3946 rBV2 294 246 0.03% 0.003%
95 14.089 3962 3965 3967 rBV 420 335 0.04% 0.004%
96 14.272 4017 4022 4026 rBV3 329 358 0.04% 0.005%
97 14.295 4026 4029 4032 rBV2 364 279 0.03% 0.004%
98 14.468 4080 4083 4086 rBV2 421 246 0.03% 0.003%
99 14.700 4152 4155 4159 rBV2 478 526 0.06% 0.007%
100 15.404 4372 4374 4380 rBV2 445 406 0.05% 0.005%
Sum of corrected areas: 7511621
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62222\

: VUe49348.D

: 22 Jun 2022 13:48
: SY/MD

: N3392-02 10X

: 5.0mL/MSVOA_U/WATER
11

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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 16.95 ug/L 199670  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 83
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): VU049348.D\data.ms (-1760) (-) m/z 43.00 100.00%
43.0
5000
61.0
73  ARERSEEREESSSE
‘ 70 6.80 7.00 7.20 7.40
Ob e et et b 870 m/z 61.00  28.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0
5000 L B I L L BN B B
6.80 7.00 7.20 7.40
61.0 m/z 73.00  16.52%
73.0
15.0 27‘-0 I | ‘
O\\‘\\‘\\‘\\\\“\\\\“\i\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A AR EEaRE S
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.42%
61.0
73.0
0 21.0 103.0
T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate R R
43.0 6.80 7.00 7.20 7.40
m/z 41.00 10.57%
5000
61.0
73.0
o210 | | ]
[0 o e o S AN R S e e P
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@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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 7
R.T. EstConc Area Relative to ISTD R.T.

7735 2.8 ugll 3338  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 83
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50

Abundance Scan 1989 (7.735 min): VU049348.D\data.ms (-1980) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
101.0 7.40 7.60 7.80 8.00
Ot el L m/z 43.e0  60.13%
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 U L I R R R
29.0 7.40 7.60 7.80 8.00
75.0 m/z 75.00 24.95%
‘ ‘ ‘ 101.0
O\\\‘\\\\‘\\}\‘\\\\“1\‘\\‘\\\}“\\\\‘\}\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
57.0
43.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.40 7.60 7.80 8.00
5000 29.0 m/z 41.00 22.23%
75.0
15.0 101.0
0 88.0 116.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A /\
Abundance #9306: Propanoic acid, 1-methylethyl ester ey ‘ﬂ‘ iy
57.0 7.40 7.60 7.80 8.00
m/z 38.90 10.84%
43.0
5000
29.0 75.0
101.0
PN O O S 1. S | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48

Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
: 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 8

R.T. EstConc Area Relative to ISTD R.T.
8.465 2.63 ug/L 36379 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-, 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 2216 (8.465 min): VU049348.D\data.ms (-2205) (-) m/z 43.00 100.00%
43.0
5000
71.0
PP e
8.20 8.40 8.60 8.80
114.9 207.0
o"w‘H“‘M:M"_H‘_“‘WH‘_Ww_ww_m m/z 71.60  36.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 a H{\\\‘HH‘HH‘\/\‘H’/}\H
71.0 8.20 8.40 8.60 8.80
m/z 40.90 21.94%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
8.20 8.40 8.60 8.80
5000 m/z 89.00 13.68%
71.0
15.0 115.0
oY N RSN R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester e e e
43.0 8.20 8.40 8.60 8.80
m/z 42.00 12.96%
5000
71.0
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\VU@62222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48

Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
: 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 8.27 ug/L 114650  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 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
Abundance Scan 2297 (8.726 min): VU049348.D\data.ms (-2289) (-) m/z 57.00 100.00%
57.0
5000 75.0
430 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ 8.40 8.60 8.80 9.00
oH_‘H_m‘HHu!”‘_Hwm‘_:H,‘?Zﬁ‘H_m,ww m/z 75.00  40.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 750 L LI L L I L B R
29.0 8.40 8.60 8.80 9.00
43.0 m/z 42.95 16.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
A B e
29.0 8.40 8.60 8.80 9.00
5000 75.0 m/z 40.95 13.86%
43.0
0 15.0 88.0 115.0
T T T A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9259: Propanoic acid, propyl ester e SR ARaaanaes
57.0 8.40 8.60 8.80 9.00
m/z 87.00 9.77%
29.0
5000
43.0 8.0
0 i ‘M‘ 88.0 101.0 115.0 R .
reprrrrpre b el e T Crpreo e
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@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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 2.86 ug/L 39643  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 53
4 Isobutyl acetate 116 C6H1202 000110-19-0 40
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 39
Abundance Scan 2331 (8.835 min): VU049348.D\data.ms (-2321) (-) m/z 42.95 100.00%
43.0
5000 56.0
73.0 e ERENEERREEST R
8.60 8.80 9.00 9.20
[ 87.0 B
O+ e e et m/z 56.00 40.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 LB B e e
8.60 8.80 9.00 9.20
oo 73.0 m/z 73.00 19.24%
o 150 <29 ' 870 101.0 117.0
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
43.0
A(Wﬁ T
.60 8.80 9.00 9.20
5000 m/z 40.90 16.59%
56.0
150 290 73.0
0 ' 87.0 101.0 115.0
A R A e o e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9208: Acetic acid, butyl ester H“_“W“H“H“‘H
43.0 8.60 8.80 9.00 9.20
m/z 61.00 15.14%
56.0
5000
73.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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.
9.208 8.69 ug/L 120404  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-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64

Abundance Scan 2447 (9.208 min): VU049348.D\data.ms (-2435) (-) m/z 43.00 100.00%

43
71.0
5000
89.0
T T
I L 115.0 8.80 9.00 9.20 9.40 9.60
0‘H_‘HM‘HM‘AMM‘_HW‘HW\HWH‘WHH‘HHM‘HMH‘_H“ m/z 71.00 80.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropy! butyrate
43.0 71.0
5000 (NN R R
89.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 34.40%
115.0
OH\‘HH‘\HU‘HH“!“H‘ﬁ\?\‘é\\\M‘H\‘\H!‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 /\
710 R N Y S
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 89.00 28.65%
89.0
27.0
0 57.0 115.0130,0
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R RAR R
43.0 8.80 9.00 9.20 9.40 9.60
m/z 42.00 16.87%
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
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49348.D

Acqg On : 22 Jun 2022 13:48
Operator : SY/MD

Sample : N3392-02 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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 6.9 ug/L 199670 1 6.247 589069 50.
Propanoic acid,... 7 2.8 ug/L 33038 1 6.247 589069 50.
Propanoic acid,... 8 2.6 ug/L 36379 2 9.417 692764 50.
Propanoic acid,... 8.726 8.3 wug/L 114650 2 9.417 692764 50.
Acetic acid, bu... 8 2.9 ug/L 39643 2 9.417 692764 50.
Isopropyl butyrate 9 8.7 wug/L 120404 2 9.417 692764 50.
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