LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 27 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@49364.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 96 rBV 61851 72744 10.51% 1.046%
2 1.903 169 175 186 rVB 55096 71463 10.33% 1.027%
3 2.514 361 365 367 rBV 322 274 0.04% 0.004%
4 2.565 368 381 395 rvW 110360 176514 25.51% 2.538%
5 2.633 398 402 412 rvB3 2913 4242 0.61% 0.061%
6 2.989 511 513 518 rVB3 432 333  0.05% ©0.005%
7 3.044 520 530 542 rBv4 3845 7232  1.04% 0.104%
8 3.092 542 545 547 rBV2 319 248 0.04% 0.004%
9 3.182 558 573 596 rBv2 21789 54854 7.93% 0.789%
106 3.356 623 627 630 rBv2 249 226 0.03% 0.003%
11 3.491 666 669 672 rBV 350 206 0.03% 0.003%
12 3.507 672 674 680 rvVB2 278 247 0.04% 0.004%
13  3.623 704 710 713 rBV3 280 299 0.04% 0.004%
14 4.063 840 847 851 rBV3 331 346 0.05% ©0.005%
15 4.372 939 943 952 rBV2 355 428 0.06% 0.006%
16 4.517 983 988 993 rVB2 203 284 0.04% 0.004%
17 4.626 1009 1022 1067 rBV 117175 313580 45.31% 4.508%
18 4.819 1074 1082 1096 rVB3 2187 4646 0.67% 0.067%
19 4.893 1102 1105 1109 rVB3 389 273 0.04% 0.004%
20 4.973 1125 1130 1132 rBV 299 253 0.04% 0.004%
21 5.063 1142 1158 1183 rVV 134998 296142 42.79%  4.258%
22 5.285 1221 1227 1230 rBv2 347 335 0.05% 0.005%
23 5.607 1319 1327 1330 rBV3 363 517 0.07% 0.007%
24  5.723 1342 1363 1392 rVV2 250273 692068 100.00%  9.950%
25 5.915 1413 1423 1435 rBV2 10331 20645 2.98% 0.297%
26 5.983 1443 1444 1449 rVB2 594 371 0.05% 0.005%
27 6.108 1478 1483 1486 rBV3 314 215 ©0.03% 0.003%
28 6.179 1492 1505 1506 rBV2 981 1493 0.22% 0.021%
29 6.247 1513 1526 1545 rBV 304468 580836 83.93% 8.351%
30 6.526 1609 1613 1621 rVB5 1561 2066 0.30% 0.030%
31 6.591 1629 1633 1634 rBvV2 365 248 0.04% 0.004%
32 6.690 1651 1664 1682 rBV 181338 351929 50.85% 5.060%
33 6.755 1682 1684 1689 rVB4 409 304 0.04% 0.004%
34 6.809 1696 1701 1702 rVB2 445 306 0.04% 0.004%
35 6.829 1702 1707 1711 rVB2 368 285 0.04% 0.004%
36 6.931 1727 1739 1753 rBV 5701 12916 1.87% 0.186%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 27 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 7.038 1760 1772 1794 rBV2 120025 220790 31.90% 3.174%
38 7.182 1809 1817 1831 rVvB9 2420 5238 0.76% ©0.075%
39 7.247 1831 1837 1838 rBV2 369 370 0.05% 0.005%
40  7.417 1885 1890 1893 rVV2 385 363 0.05% 0.005%
41  7.565 1924 1936 1959 rBV 91758 161505 23.34% 2.322%
42 7.684 1966 1973 1974 rBV2 1316 1104 0.16% 0.016%
43 7.738 1979 1990 2001 rVv2 22829 38773 5.60% 0.557%
44  7.793 2001 2007 2013 rVB6 1343 1839 0.27% 0.026%
45  7.896 2026 2039 2058 rBV 286166 494977 71.52%  7.116%
46  8.044 2080 2085 2088 rBV4 466 533 0.08% 0.008%
47  8.176 2107 2126 2142 rBV2 73874 159850 23.10%  2.298%
48  8.362 2181 2184 2187 rVB2 392 215 ©0.03% 0.003%
49 8.388 2187 2192 2194 rBV3 507 411 0.06% 0.006%
50 8.465 2205 2216 2229 rBV 29023 47564 6.87% 0.684%
51 8.574 2235 2250 2257 rBV6 5119 11493 1.66% 0.165%
52 8.636 2257 2269 2289 rVvV 323854 595739 86.08% 8.565%
53 8.729 2290 2298 2315 rVB 55385 90373 13.06% 1.299%
54  8.835 2322 2331 2348 rW 34940 56112 8.11% ©0.807%
55  8.964 2368 2371 2375 rvB3 394 252 0.04% 0.004%
56 9.102 2409 2414 2418 rBv2 265 275 0.04% 0.004%
57 9.211 2437 2448 2464 rBV2 84986 132567 19.16%  1.906%
58 9.327 2481 2484 2489 rVB3 238 218 ©0.03% 0.003%
59 9.365 2489 2496 2498 rBV4 1592 1699 0.25% 0.024%
60 9.417 2500 2512 2540 rVB 411805 687184 99.29% 9.880%
61 9.648 2577 2584 2591 rVB3 1076 1445 0.21% 0.021%
62 9.825 2635 2639 2642 rVB2 306 207 0.03% 0.003%
63 9.925 2661 2670 2677 rBV3 1163 1926 ©0.28% 0.028%
64 9.999 2690 2693 2695 rBV 305 221 0.03% 0.003%
65 10.076 2708 2717 2724 rBV3 5909 8689 1.26% ©.125%
66 10.298 2784 2786 2791 rVB2 525 312 0.05% 0.004%
67 10.372 2804 2809 2811 rBV2 267 248 0.04% 0.004%
68 10.446 2829 2832 2835 rBV 437 374 0.05% 0.005%
69 10.533 2856 2859 2863 rvv3 246 229 0.03% 0.003%
70 10.758 2914 2929 2952 rBV 279452 460266 66.51% 6.617%
71 11.021 3006 3011 3013 rBV 296 224 0.03% 0.003%
72 11.124 3040 3043 3048 rBV2 313 271 0.04% 0.004%
73 11.214 3068 3071 3076 rBV2 289 221 0.03% 0.003%
74 11.471 3145 3151 3152 rBV2 191 206 0.03% 0.003%
75 11.664 3209 3211 3215 rBV3 287 201 0.03% 0.003%

76 11.812 3244 3257 3279 rBV 375667 609180 88.02% 8.758%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 27 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 12.192 3357 3375 3403 rBV 296090 484895 70.06% 6.971%
78 12.436 3448 3451 3456 rVB2 390 315 ©0.05% 0.005%
79 12.471 3459 3462 3466 rBV2 258 228 0.03% 0.003%
80 12.539 3479 3483 3485 rBV2 359 280 0.04% 0.004%
81 12.774 3554 3556 3561 rVB3 406 390 0.06% 0.006%
82 12.941 3606 3608 3611 rBV2 319 229 0.03% 0.003%
83 13.073 3646 3649 3655 rBV3 221 222 0.03% 0.003%
84 13.793 3870 3873 3876 rBV2 313 235 0.03% 0.003%
85 13.915 3908 3911 3913 rBV2 368 207 0.03% 0.003%
86 13.963 3923 3926 3932 rBV3 331 292 0.04% 0.004%
87 14.063 3954 3957 3960 rBV2 311 218 ©0.03% 0.003%
88 14.198 3996 3999 4003 rBV2 323 346 0.05% 0.005%
89 14.295 4026 4029 4035 rVB3 539 552 0.08% 0.008%
90 14.346 4042 4045 4047 rBV 312 204 0.03% 0.003%
91 14.436 4070 4073 4076 rVB3 411 240 0.03% 0.003%
92 14.925 4221 4225 4228 rBV2 357 351 0.05% 0.005%
93 14.999 4243 4248 4254 rVB3 580 748 0.11% 0.011%
94 15.031 4254 4258 4260 rBV2 314 290 0.04% 0.004%
95 15.433 4381 4383 4386 rBV2 479 326 0.05% ©0.005%
96 15.809 4497 4500 4502 rBV3 655 428 0.06% 0.006%
97 15.876 4519 4521 4525 rBV 472 266 0.04% 0.004%
98 16.060 4575 4578 4580 rBV2 586 321 0.05% 0.005%
99 16.089 4585 4587 4592 rBV2 525 339 0.05% 0.005%
100 16.269 4640 4643 4644 rBV3 751 444 0.06%  ©.006%
Sum of corrected areas: 6955398

SFAMULMO61022WMA.M Sat Jun 25 02:28:20 2022 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

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

: VUe49364.D

: 22 Jun 2022 20:04

: SY/MD

: N3392-19 10X

: 5.0mL/MSVOA_U/WATER

: 27  Sample Multiplier: 1

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

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0, b - —
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

TIC: VU049364.D\data.ms

6.247

5.723

1.597 1903

3.182
252633 230990 3.354m623 4.063  4.37251F \ 4.81803 5.285 5.60 B 179 6.628)6\7

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU049364.D\data.ms

9417 11.812

8.636

121
7.896 10.758

7.038

7.565
8.176 9.211
729

7 738 8.465 | | [8.835 k

o

Time-->

#6931\7.28217.417 7.68493\8.044 | BhB.5 8.96110 9.649.529%8974 01 AOEEe5633 11.0PM221411.47111.66 k
A e O e e | e O e
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU049364.D\data.ms

0

Time-->

| 1PABEBA2.772.9481073 13. 736 BCRIDRBBE36 14955%  15.433 15 BENEC08ES. 269
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 T T T ‘ T T ‘ T
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@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 27 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 19.01 ug/L 220790 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 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1772 (7.038 min): VU049364.D\data.ms (-1760) (-) m/z 43.00 100.00%
43.0
5000 j\\
o RAREREEE RS S
77'0 6.80 7.00 7.20 7.40
0ot e 2988 m/z 6l.00  28.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4778: n-Propyl acetate
43.0
5000 L B I L B BN N U
6.80 7.00 7.20 7.40
m/z 73.00 14.79%
73.0
O \\\‘\‘\‘\\““\\\\“\\\‘\‘\\\170‘\3.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
A AAREEaREE
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.66%
73.0
15.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4776: n-Propyl acetate LR U™ SUREEEE)
43.0 6.80 7.00 7.20 7.40
m/z 41.00 9.58%
5000
73.0
15.0‘ I ‘
O+t e e e e e R RRSRRATERERR TS
m/z--> 20 40 60 80 100 120 140 160 180 200 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@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 27 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.
7.738 3.34 ug/L 38773 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 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 78
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 53
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 36
Abundance Scan 1990 (7.738 min): VU049364.D\data.ms (-1979) (-) m/z 57.00 100.00%
57.0
5000
R ARRRRRREREESEE A
101.0 207.0 7.40 7.60 7.80 8.00
Ol B0T0 hyz 43.00 60.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
5000 L R R R R
290 7.40 7.60 7.80 8.00
m/z 75.00  26.04%
‘ ‘ ‘ 101.0
O\\\\‘\‘\\\“‘\‘\\\“‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
EammmmEEEES SR
7.40 7.60 7.80 8.00
5000 m/z 40.90 21.30%
29.0
101.0
O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9303: Propanoic acid, 1-methylethyl ester e H(\‘ rh "M‘/\H et
57.0 7.40 7.60 7.80 8.00
m/z 58.90 11.09%
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@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 27 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 3.46 ug/L 47564  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 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 2216 (8.465 min): VU049364.D\data.ms (-2205) (-) m/z 43.00 100.00%
43.0
5000 710
e
8.20 8.40 8.60 8.80
115.0
Ol e e 2970 sz 71,08 37.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 H/\\‘HH‘HH‘\'\"H’/\\\H
71.0 8.20 8.40 8.60 8.80
m/z 40.90  26.38%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
AR RARAN RN
8.20 8.40 8.60 8.80
5000 m/z 89.00 14 .44%
71.0
0 115.0
B o R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester R AEEAL ‘ﬂ‘ P
43.0 8.20 8.40 8.60 8.80
m/z 42.00 11.28%
5000
71.0
0 150 ‘ \hu | “ 11\50
ettt RAREEANEN S T
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@49364.D

Acqg On : 22 Jun 2022 20:04

Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER
ALS vial : 27 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.
8.729 6.58 ug/L 90373  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 74
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
Abundance Scan 2298 (8.729 min): VU049364.D\data.ms (-2290) (-) m/z 57.00 100.00%
57.0
5000 75.0
G g
4‘7 0 8.40 8.60 8.80 9.00
Ol e L mjz 75.00  39.54%
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 UL L B R I R R |
750 8.40 8.60 8.80 9.00
430 m/z 42.95 15.36%
0 i ‘M‘ 88.0 101.0 115.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
P e
8.40 8.60 8.80 9.00
5000 75.0 m/z 41.00 11.99%
29.0 '
43.0
0 15.0 88.0
T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264 Propanoic acid, propyl ester e
57.0 8.40 8.60 8.80 9.00
m/z 86.90 8.88%
5000 75.0
29.0 43.0
oH_‘H_HH‘wu“‘“uwwmwmH,‘wam,ww e L P
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@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 27 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 4.08 ug/L 56112 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 90
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 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40
Abundance Scan 2331 (8.835 min): VU049364.D\data.ms (-2322) (-) m/z 43.00 100.00%
43.0
5000
73.0
‘ ‘ ‘ 2071 8.60 8.80 9.00 9.20

bbbl e 2ot | m/z 56.00  39.94%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9201: Acetic acid, butyl ester

43.0
5000 \\\\‘\\D\‘\\\\‘\\\\‘\\\
8.60 8.80 9.00 9.20
73.0 m/z 73.00 19.19%
15.0 ‘ | ‘
O\\‘\‘\M\\“M\\‘\“\\\\‘\\%9‘]_\.\0\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
ALY\ RN B RN A
.60 8.80 9.00 9.20
5000 m/z 40.95 17.23%
73.0
0 101.0
R R e A ARmmmEs E e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #9207: Acetic acid, butyl ester e e AT
43.0 8.60 8.80 9.00 9.20
m/z 61.00 15.01%
5000
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

SFAMULM@61022WMA.M Sat Jun 25 02:28:26 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 27 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 9.65 ug/L 132567 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 90
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 64
Abundance Scan 2448 (9.211 min): VU049364.D\data.ms (-2437) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0
‘ ‘ H ‘ 115.0 8.80 9.00 9.20 9.40 9.60
0 brprrer et el e e M/Z 71,00 80.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropy! butyrate
43.0 71.0
5000 | B AL R
89.0 8.80 9.00 9.20 9.40 9.60
27.0 m/z 41.00 32.44%
e
OH\‘H.H‘H\U‘HH“!“H‘ﬁ\?\“‘\\\\M‘\H‘HH‘HH‘}\\\‘\\‘\\‘\\1\3\9-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
e e R
71.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 89.00 29.79%
89.0
0 27.0 115.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate R RRRR
43.0 8.80 9.00 9.20 9.40 9.60
71.0 m/z 42.00  14.60%
5000
89.0
27.0
oHwHH_Hh_mu\mn\éwwuwlw_“1&?:?”1‘39-9“ A L
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@49364.D

Acqg On : 22 Jun 2022 20:04
Operator : SY/MD

Sample : N3392-19 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 27 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 9.0 ug/L 220790 1 6.247 580836 50.
Propanoic acid,... 7 3.3 ug/L 38773 1 6.247 580836 50.
Propanoic acid,... 8 3.5 ug/L 47564 2 9.417 687184 50.
Propanoic acid,... 8.729 6.6 ug/L 90373 2 9.417 687184 50.
Acetic acid, bu... 8 4.1 ug/L 56112 2 9.417 687184 50.
Isopropyl butyrate 9 9.7 wug/L 132567 2 9.417 687184 5e0.
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