LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@49373.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.488 40 46 48 rBv4 2854 3253  0.38% 0.043%
2 1.597 73 80 97 rBvV 96843 114522 13.43% 1.520%
3 1.906 168 176 192 rVB 77436 102066 11.97% 1.355%
4 2.565 369 381 395 rBV 159543 254971 29.90%  3.385%
5 2.636 398 403 415 rVvB4 2119 3551 0.42% 0.047%
6 2.768 441 444 447 rVB2 353 223 0.03% 0.003%
7 2.960 501 504 508 rBvV2 263 211 0.02% ©0.003%
8 3.044 521 530 543 rVB3 5668 10187 1.19% 0.135%
9 3.108 547 550 553 rVB2 292 193 0.02% 0.003%
106 3.189 563 575 586 rVB2 1697 3976 ©.47% 0.053%
11 3.301 605 610 615 rBvV 284 262 0.03% 0.003%
12 3.620 706 709 712 rBV2 266 185 0.02% 0.002%
13 3.748 746 749 755 rBV3 294 293 0.03% 0.004%
14 3.9066 794 798 801 rVB2 207 192 0.02% 0.003%
15 4.102 855 859 865 rBv2 173 195 ©0.02% 0.003%
16 4.285 913 916 920 rVB2 366 267 0.03% 0.004%
17 4.388 941 948 951 rBV2 256 331 0.04% 0.004%
18 4.452 963 968 970 rBV 210 198 ©0.02% 0.003%
19 4.507 981 985 989 rVB2 265 220 0.03% 0.003%
20  4.623 1009 1021 1048 rBV 113231 283461 33.25% 3.763%
21  4.986 1132 1134 1138 rVB2 494 358 0.04% 0.005%
22 5.063 1142 1158 1180 rvV 162938 357352 41.91% 4.744%
23 5.173 1189 1192 1196 rVB4 337 199 0.02% 0.003%
24 5.192 1196 1198 1203 rVB2 283 207 0.02% ©0.003%
25 5.285 1222 1227 1232 rVB3 659 763 0.09% 0.010%
26 5.330 1238 1241 1244 rBV 295 187 0.02% 0.002%
27 5.726 1343 1364 1390 rBV2 313947 852630 100.00% 11.320%
28 5.845 1399 1401 1408 rVB2 513 385 0.05% 0.005%
29 5.912 1409 1422 1435 rBv2 9515 19794 2.32% 0.263%
30 6.009 1449 1452 1457 rVB3 338 297 0.03% 0.004%
31 6.115 1482 1485 1487 rBV 344 225 0.03% 0.003%
32 6.156 1495 1498 1502 rBV3 325 235 0.03% 0.003%
33 6.246 1511 1526 1546 rBV 297331 563791 66.12% 7.485%
34 6.398 1570 1573 1576 rBV4 412 286 0.03% 0.004%
35 6.449 1586 1589 1592 rBvV2 309 236 0.03% 0.003%
36 6.526 1607 1613 1622 rBV4 1594 2767 ©0.32% 0.037%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 6.574 1626 1628 1632 rVB 425 222  0.03% 0.003%
38 6.613 1637 1640 1643 rBvV2 362 223  0.03% 0.003%
39 6.690 1647 1664 1681 rBV 215808 415582 48.74% 5.517%
40 6.780 1687 1692 1696 rBV3 624 720 0.08% 0.010%
41 6.806 1696 1700 1703 rVV3 364 344 0.04% 0.005%
42 6.928 1727 1738 1755 rBV2 4934 11284 1.32% 0.150%
43 7.041 1759 1773 1790 rBV 111526 200460 23.51% 2.661%
44  7.185 1810 1818 1833 rVB6 2915 5457 0.64% 0.072%
45  7.375 1873 1877 1881 rBvV2 272 221 0.03% 0.003%
46  7.398 1881 1884 1888 rVB2 316 227 0.03% 0.003%
47  7.507 1912 1918 1920 rBV3 347 292 0.03% 0.004%
48  7.565 1924 1936 1954 rVV2 110603 197335 23.14% 2.620%
49 7.671 1966 1969 1970 rBV 315 192 0.02% 0.003%
50 7.687 1970 1974 1980 rVV3 926 1196 0.14% 0.016%
51 7.738 1980 1990 2001 rVvVv2 19599 33144 3.89% 0.440%
52 7.896 2020 2039 2062 rBV 374627 647456 75.94% 8.596%
53 8.079 2094 2096 2100 rBV3 327 272 0.03% 0.004%
54 8.176 2107 2126 2143 rBV2 83113 175504 20.58%  2.330%
55 8.385 2188 2191 2197 rVB2 403 337 0.04% 0.004%
56  8.465 2205 2216 2232 rW 25595 42456 4.98% 0.564%
57 8.632 2257 2268 2289 rBV 335052 616090 72.26% 8.179%
58 8.725 2290 2297 2321 rW 51405 87297 10.24% 1.159%
59 8.835 2321 2331 2350 rVB2 30042 50295 5.90% 0.668%
60 9.211 2437 2448 2469 rBvV 75651 120389 14.12% 1.598%
61 9.365 2489 2496 2499 rBV4 1610 1780 0.21% 0.024%
62 9.417 2499 2512 2534 rWV 406381 666656 78.19% 8.851%
63 9.561 2554 2557 2559 rBV2 340 230 0.03% 0.003%
64 9.574 2559 2561 2565 rVB3 301 229 0.03% 0.003%
65 9.642 2577 2582 2591 rVB3 1078 1364 ©0.16% ©0.018%
66 9.754 2611 2617 2620 rVB2 346 335 0.04% 0.004%
67 9.790 2620 2628 2629 rBV2 309 376 0.04% 0.005%
68 9.873 2650 2654 2656 rBV 233 197 ©0.02% 0.003%
69 9.912 2662 2666 2667 rBV2 561 389 0.05% 0.005%
70 10.073 2708 2716 2725 rVB3 5205 7772 0.91% 0.103%
71 10.179 2747 2749 2755 rVB2 285 214 0.03% 0.003%
72 10.233 2762 2766 2769 rVvVv2 301 268 0.03% 0.004%
73 10.253 2770 2772 2779 rVB2 308 257 0.03% 0.003%
74 10.365 2804 2807 2812 rVB 231 209 0.02% 0.003%
75 10.754 2916 2928 2951 rVB 305111 495711 58.14% 6.581%
76 11.153 3050 3052 3057 rVB 343 222 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062222\
Data File : VU@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 11.243 3078 3080 3087 rVB2 260 219 0.03% 0.003%
78 11.275 3087 3090 3092 rBV2 332 214 0.03% 0.003%
79 11.394 3122 3127 3130 rBV2 235 225 0.03% 0.003%
80 11.484 3151 3155 3159 rBV2 232 186 ©0.02% 0.002%
81 11.565 3175 3180 3183 rBV 404 437 0.05% 0.006%
82 11.748 3232 3237 3240 rVB2 405 405 0.05% 0.005%
83 11.812 3240 3257 3276 rBV 375349 596902 70.01% 7.925%
84 11.970 3303 3306 3309 rBV 266 207 0.02% ©0.003%
85 12.192 3363 3375 3392 rBV 351467 566662 66.46% 7.523%
86 12.381 3431 3434 3444 rVB 390 431 0.05% 0.006%
87 12.439 3449 3452 3454 rBV 270 185 ©0.02% 0.002%
88 12.889 3590 3592 3596 rBV2 255 185 0.02% 0.002%
89 13.442 3761 3764 3767 rBV 532 330 0.04% 0.004%
90 13.465 3769 3771 3776 rVV2 241 221 0.03% 0.003%
91 13.693 3838 3842 3845 rBV2 353 336 0.04% 0.004%
92 13.757 3859 3862 3865 rBV3 261 204 0.02% 0.003%
93 13.815 3876 3880 3884 rBV2 340 306 0.04% 0.004%
94 13.847 3887 3890 3893 rBV3 281 222 0.03% 0.003%
95 14.095 3964 3967 3972 rBV3 802 539 0.06% 0.007%
96 14.581 4115 4118 4119 rBV 349 243 0.03% 0.003%
97 14.876 4208 4210 4214 rBV3 295 258 0.03% 0.003%
98 14.970 4236 4239 4241 rBV2 392 228 0.03% 0.003%
99 15.722 4470 4473 4475 rBV3 450 339 0.04% 0.005%
100 16.172 4608 4613 4616 rBV3 797 995 0.12% 0.013%
Sum of corrected areas: 7532152
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62222\
: VUe49373.D

: 23 Jun 2022 12:48

: SY/MD

: N3392-16 10X

: 5.0mL/MSVOA_U/WATER

: 9 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

Time-->

350000

250000

200000

150000

100000

50000

Abundance TIC: VU049373.D\data.ms
400000

5.726

300000 6.246

ol L:488 l 636762 SeEBBB0L _ 3.630748.9064.1021.2888507 | 4.9865 18350 5. 3440661156 6 2688618,

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

Time-->

350000 8.632
300000
250000
200000

150000

100000 8.176 9211
725
086692 7.1857 FEBOV.GRY | | 8.079. 8.38% 9.3650. 550078y £0 Y10 2565 111152RRI48865.. 748.1.970
o L e e LR L s e T CE SR AR e R

Abundance TIC: VU049373.D\data.ms
400000 9.417

7.896 11.812
121

10.754

7.041 7.565

T \
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Time-->

350000

300000

250000

200000

150000

100000

50000

Abundance TIC: VU049373.D\data.ms
400000

0

| 123889 12.889 IRMEH 3.89384714.095 14.581 141Y870 15.722 16.172
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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 1 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.041 17.78 ug/L 200460 1,4-Difluorobenzene 6.250

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 1773 (7.041 min): VU049373.D\data.ms (-1759) (-) m/z 43.00 100.00%
5000
61.0
 ERmma e R
77'0 6.80 7.00 7.20 7.40
Obrrrrer et 889 m/z el.00  28.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 UL L L I I BN L
6.80 7.00 7.20 7.40
61.0 m/z 73.00 15.70%
73.0
0 28 J 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
 EARmEEE T
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.53%
61.0
2.0 73.0
Ol ettt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate “‘W““‘H““H““/
43.0 6.80 7.00 7.20 7.40
m/z 41.00 9.99%
5000
61.0
73.0
o210 | ]
O v e B
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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 3 Propanoic acid, 1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

738 2.0augll 33144 1,4-Difluorobenzene 6.250
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 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50

Abundance Scan 1990 (7.738 min): VU049373.D\data.ms (-1980) (-) m/z 57.00 100.00%
57.0
43.0
5000
75‘0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ 100.9 7.40 7.60 7.80 8.00
Ol m/z 43.e@  55.32%
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 LB L I R I R
29.0 7.40 7.60 7.80 8.00
75.0 m/z 74.95 25.13%
‘ ‘ ‘ 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 18.43%
75.0
150 101.0
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 e e e
57.0 7.40 7.60 7.80 8.00
m/z 39.00 10.88%
43.0
5000
29.0 75.0
101.0
SN S Y S L. S| AW B
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\VU062222\
Data File : VU@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.465 3.18 ug/L 42456  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 78
2 Isopropyl butyrate 130 C7H1402 000638-11-9 78
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
Abundance Scan 2216 (8.465 min): VU049373.D\data.ms (-2205) (-) m/z 43.00 100.00%
43.0
5000 71.0
18.208.40 8.60 8.80
1151 : : . :
bbb e L 2T sz 71,00 40.68%
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/\\‘uu‘uu‘uu‘ﬂuu
71.0 8.20 8.40 8.60 8.80
m/z 41.00 26.12%
!

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

71.0 8.20 8.40 8.60 8.80
5000 m/z 89.00 13.93%
115.0
(] SRS | 'S (M NN i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15586: Propanoic acid, 2-methyl-, 1-methylethyl ester SNBSS ! N
43.0 8.20 8.40 8.60 8.80

m/z 39.00 10.68%

5000
71.0 /&/\
012:0, b ‘ 1150 A

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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.725 6.55 ug/L 87297  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 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
Abundance Scan 2297 (8.725 min): VU049373.D\data.ms (-2290) (-) m/z 57.00 100.00%
57.0
5000 75.0
43.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ 8.40 8.60 8.80 9.00
Orrrrrrrrrrrprrtilh et e e e e e e /2 74,95 41.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L L R IR R
50 8.40 8.60 8.80 9.00
29.0 43.0 m/z 43.00  17.39%
0\\‘]\-\5\.(\)‘H}H“H\\“M‘H\’\H“’\\H‘\}H‘H\‘\‘\H\‘\H\‘\\H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
R
29.0 8.40 8.60 8.80 9.00
5000 m/z 41.00 14.24%
43.0 5.0
0 88.0 101.0 115.0
T T T A e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9263: Propanoic acid, propyl ester PR
57.0 8.40 8.60 8.80 9.00
m/z 87.00 7.89%
5000 290 75.0
43.0
o2l ol S 1A S
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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.835 3.77 ug/L 50295 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 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
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): VU049373.D\data.ms (-2321) (-) m/z 42.95 100.00%
43.0
5000 56.0
73.0
8.60 8.80 9.00 9.20

| Ll | se9 .
ot e e m/z 56.00  44.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9201: Acetic acid, butyl ester

43.0
5000 \\\\‘\\,/\\\‘\\\\’\\\\‘\\\
56.0 8.60 8.80 9.00 9.20
m/z 41.00 20.83%
29.0 3.0 /
15.0
O T ‘ T \‘\ T ‘ T \M“ TTT \“‘\‘ } T ‘ T \‘\‘\ “\ TTT ‘ \‘\ T ’ \8\\7\.?\ \]\_\o‘]\“\(\)\J’-\l\F\’.\O‘\ TT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 /\
R RERERERREESSARE
8.60 8.80 9.00 9.20
5000 56.0 m/z 73.00 17.54%
29.0 73.0
0 15.0 : 87.0 101.0 117.0
A e RAANERAS Laa Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester A‘ﬂ_‘AW“H,“H“H
43.0 8.60 8.80 9.00 9.20
m/z 60.90  15.84%
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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.211 9.03 ug/L 120389  Chlorobenzene-d5 9.417

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 83
4 Isopropyl butyrate 130 C7H1402 000638-11-9 64
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
Abundance Scan 2448 (9.211 min): VU049373.D\data.ms (-2437) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0
I L 115.1 8.80 9.00 9.20 9.40 9.60
O L B m/z 71.00 79.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropy! butyrate
43.0 71.0
5000 | LU B I R
89.0 8.80 9.00 9.20 9.40 9.60
21.0 m/z 41.00  33.69%
e
0H\‘H.H‘H\U‘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 /\
71.0

8.80 9.00 9.20 9.40 9.60

5000 ITI/Z 89.00 28.97%
89.0
27.0
0 57.0 115.0130,0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R A ARSEAARE
43.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 15.39%
71.0
5000
89.0
oo o wse 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@49373.D

Acqg On : 23 Jun 2022 12:48
Operator : SY/MD

Sample : N3392-16 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 ug/L 200460 1 6.250 563791 50.
Propanoic acid,... 7 ug/L 33144 1 6.250 563791 50.
Propanoic acid,... 8 ug/L 42456 2 9.417 666656 50.
Propanoic acid,... 8.725 ug/L 87297 2 9.417 666656 50.
Acetic acid, bu... 8 ug/L 50295 2 9.417 666656 50.
Isopropyl butyrate 9 ug/L 120389 2 9.417 666656 50.
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