LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLM120722WMA .M
Title : VOC Analysis

Signal : TIC: VV@29714.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 98 rVB 289834 280848 14.61%  1.823%
2 1.565 154 163 178 rVB 227249 258249 13.44% 1.676%
3 2.165 319 331 344 rBV 459810 663140 34.50% 4.305%
4 2.401 419 423 428 rBV2 372 382 0.02% 0.002%
5 2.433 428 433 436 rW4 253 267 0.01% 0.002%
6 2.452 436 439 442 rVB2 340 229 0.01% 0.001%
7 2.503 446 455 468 rVB 9062 14792 0.77%  0.096%
8 2.613 484 489 497 rBV2 413 456 0.02% 0.003%
9 2.860 562 566 571 rwv2 170 206 0.01% 0.001%
106 3.124 645 648 658 rVB2 293 359 0.02% 0.002%
11 3.182 658 666 672 rBv2 474 506 0.03% 0.003%
12 3.307 700 705 711 rVB2 302 275 0.01% 0.002%
13 3.571 778 787 792 rBV2 200 272 0.01% 0.002%
14 3.645 806 810 815 rVB2 252 238 0.01% 0.002%
15 3.732 832 837 841 rBV2 221 222  0.01% 0.001%
16 3.764 841 847 851 rVB2 172 197 0.01% 0.001%
17 3.873 868 881 929 rBV 123153 371935 19.35%  2.414%
18 4.339 1009 1026 1053 rBV 293853 731138 38.04% 4.746%
19 4.648 1120 1122 1125 rVV3 312 226 0.01% 0.001%
20 4.683 1131 1133 1138 rVB2 329 216 0.01% 0.001%
21 4.921 1199 1207 1210 rVB2 199 238 0.01% 0.002%
22 4.944 1210 1214 1218 rBv2 304 305 0.02% 0.002%
23 5.040 1224 1244 1286 rBV2 725413 1922130 100.00% 12.478%
24 5.281 1309 1319 1338 rBV3 11116 26656 1.39% 0.173%
25 5.400 1354 1356 1363 rVB3 989 943 0.05% ©0.006%
26 5.439 1363 1368 1371 rBV4 314 317 0.02% 0.002%
27 5.513 1387 1391 1396 rBV2 229 251 0.01% 0.002%
28 5.609 1408 1421 1456 rBV 529159 1081166 56.25% 7.019%
29 5.838 1490 1492 1495 rVB 551 232 0.01% 0.002%
30 5.863 1495 1500 1502 rBV2 411 411 0.02% ©0.003%
31 5.899 1502 1511 1526 rVvB3 6660 13661 0.71% ©.089%
32 5.989 1535 1539 1542 rBvV3 242 207 0.01% 0.001%
33  6.060 1546 1561 1599 rVV 413666 855943 44.53%  5.556%
34 6.281 1628 1630 1634 rVB2 474 294 0.02% 0.002%
35 6.301 1634 1636 1641 rBV3 402 420 0.02% 0.003%
36 6.349 1641 1651 1654 rBV 4767 6559 0.34% 0.043%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLM120722WMA .M
Title : VOC Analysis
37 6.458 1676 1685 1718 rBV 138288 273467 14.23% 1.775%
38 6.815 1793 1796 1798 rBV3 353 214 0.01% 0.001%
39 6.883 1814 1817 1821 rVB3 264 245 0.01% 0.002%
40 6.912 1821 1826 1828 rBV2 352 285 0.01% 0.002%
41  6.979 1835 1847 1882 rBV 210332 393597 20.48%  2.555%
42 7.182 1899 1910 1922 rBV 32964 57966 3.02% 0.376%
43 7.307 1935 1949 1986 rBV 918204 1616795 84.11% 10.496%
44  7.613 2033 2044 2078 rBV2 187500 335321 17.45% 2.177%
45  7.921 2128 2140 2152 rBV 41200 69972 3.64% 0.454%
46  8.082 2180 2190 2215 rBV 469005 843652 43.89% 5.477%
47  8.188 2215 2223 2248 rVB 72577 127175 6.62% 0.826%
48  8.297 2248 2257 2281 rVB 43524 74531 3.88% 0.484%
49 8.477 2310 2313 2318 rBV4 592 515 0.03% 0.003%
50 8.600 2348 2351 2359 rVB4 709 966 0.05% 0.006%
51 8.674 2363 2374 2397 rBV 121042 194684 10.13%  1.264%
52 8.844 2411 2427 2464 rBV 784490 1309212 68.11% 8.499%
53 9.104 2504 2508 2509 rBvV2 1147 753 0.04% 0.005%
54 9.188 2532 2534 2539 rVB2 279 184 0.01% 0.001%
55 9.542 2635 2644 2656 rBv2 8954 14641 0.76% 0.095%
56 9.735 2702 2704 2711 rVB2 190 199 0.01% 0.001%
57 9.770 2711 2715 2719 rBV3 315 322 0.02% 0.002%
58 9.902 2751 2756 2759 rBV 260 269 0.01% 0.002%
59 9.921 2759 2762 2763 rVV2 430 281 0.01% 0.002%
60 9.931 2763 2765 2769 rVV3 456 242  0.01% 0.002%
61 10.082 2806 2812 2817 rBV2 169 236 0.01% 0.002%
62 10.162 2827 2837 2841 rBV 24548 35621 1.85% 0.231%
63 10.204 2841 2850 2876 rVB 586055 930860 48.43% 6.043%
64 10.375 2896 2903 2911 rVV3 1685 2137 ©.11% 0.014%
65 10.532 2946 2952 2955 rBV3 806 741 0.04% 0.005%
66 10.567 2955 2963 2980 rVB2 11991 20239 1.05% 0.131%
67 10.632 2980 2983 2987 rBV 264 203 0.01% 0.001%
68 10.670 2991 2995 2999 rBV2 293 208 0.01% 0.001%
69 10.764 3022 3024 3032 rVB 366 321 0.02% 0.002%
70 10.841 3044 3048 3051 rVB3 566 316 0.02% 0.002%
71 11.127 3133 3137 3142 rBV2 450 296 0.02% 0.002%
72 11.175 3148 3152 3157 rBV3 868 668 0.03% 0.004%
73 11.236 3159 3171 3190 rBV 878142 1351889 70.33% 8.776%
74 11.487 3246 3249 3255 rVB3 322 207 0.01% 0.001%
75 11.612 3275 3288 3306 rBV 954387 1499219 78.00% 9.732%
76 11.815 3348 3351 3356 rVB3 461 355 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLM120722WMA .M
Title : VOC Analysis
77 11.847 3356 3361 3365 rVB3 291 332 0.02% 0.002%
78 11.876 3367 3370 3375 rVB3 523 363 0.092% 0.002%
79 12.034 3415 3419 3423 rVB2 360 306 0.02% 0.002%
80 12.149 3450 3455 3458 rBV2 313 280 0.01% 0.002%
81 12.201 3468 3471 3473 rBV2 287 189 0.01% 0.001%
82 12.239 3477 3483 3490 rVB2 1665 2274 0.12% 0.015%
83 12.326 3506 3510 3512 rBV 434 296 0.02% 0.002%
84 12.374 3523 3525 3528 rBV2 289 200 0.01% ©0.001%
85 12.423 3534 3540 3544 rBV3 396 474  0.02% 0.003%
86 12.625 3600 3603 3608 rBv4 723 700 0.04% 0.005%
87 12.741 3636 3639 3640 rBV2 349 206 0.01% ©0.001%
88 12.927 3688 3697 3702 rBV4 377 702 0.04% 0.005%
89 12.979 3710 3713 3716 rBV2 270 188 0.01% 0.001%
90 13.014 3722 3724 3727 rBV3 330 267 0.01% 0.002%
91 13.149 3763 3766 3769 rBV3 355 248 0.01% ©0.002%
92 13.223 3787 3789 3793 rBV5 358 313 0.02% 0.002%
93 13.249 3793 3797 3801 rBV3 1256 1126 0.06% 0.007%
94 13.313 3814 3817 3819 rBV2 315 198 ©0.01% 0.001%
95 13.497 3870 3874 3877 rBV3 1237 1086 0.06% ©.007%
96 13.561 3890 3894 3898 rVB2 655 542 0.03% 0.004%
97 13.998 4027 4030 4031 rBV 478 288 0.01% ©0.002%
98 14.265 4110 4113 4116 rBV3 522 394 0.02% 0.003%
99 14.300 4121 4124 4125 rBV2 531 297 0.02% 0.002%
100 14.403 4154 4156 4157 rBV 781 245 0.01% 0.002%
Sum of corrected areas: 15404404
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV029714.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
6.458 12.65 ug/L 273467 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS#t 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 Isopropyl acetate 102 C5H1002 000108-21-4 36

Abundance Scan 1685 (6.458 min): VV029714.D\data.ms (-1676) (-) m/z 43.00 100.00%

43.0
5000
61.1

73.1 L L L O L BB LN B
‘ 6.20 6.40 6.60 6.80

ool b 870 m/z el.1@ 34.03%

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 I LB B
6.20 6.40 6.60 6.80
61.0 m/z 73.10  17.82%
73.0
180 219 | sr0
O\\‘\\\\‘\\\\‘\\\\“\{\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
aE e RRERNEAT
6.20 6.40 6.60 6.80
5000 m/z 42.10 11.64%
61.0
73.0
oo T mo
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate
43.0 6.20 6.40 6.60 6.80

m/z 41.10 9.55%

5000
61.0
73.0
15.0 27.0
0 | L1 \‘

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\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 3 Propanoic acid, 1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.182 2.68 ug/L 57966 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS#t 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 78
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 59
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 53
Abundance Scan 1910 (7.182 min): VV029714.D\data.ms (-1899) (-) m/z 57.10 100.00%
57.1
5000 431
75.1
R o R
‘ 101.0 6.80 7.00 7.20 7.40 7.60
Ot it L wz 43.10 51.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0
5000 43.0 M
75.0 6.80 7.00 7.20 7.40 7.60
29.0 m/z 75.10  35.37%
101.0
O \\‘]\-\5\.(\)‘\\\‘}‘H\\“M\‘\\‘\H}"\H\’\11\‘HH‘H\\“\H\‘J-\]\-\G\.‘O\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
R R
43.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 18.23%
29.0 75.0
101.0
ol 20 bl e 180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /“\
Abundance #9304: Propanoic acid, 1-methylethyl ester s
57.0 6.80 7.00 7.20 7.40 7.60
m/z 101.00 12.20%
43.0
5000
29.0
75.0
‘ ‘ ‘ 101.0
) S S 1 A SMNSMSNRY\ W S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.921 2.67 ug/L 69972  Chlorobenzene-d5 8.844

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
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 78
Abundance Scan 2140 (7.921 min): VV029714.D\data.ms (-2128) (-)| m/z 43.10 100.00%
43.1
891 UL L B A I R B
‘ 071 280 7.60 7.80 8.00 8.20
Ol ek e o0y m/z 71.1@ 43.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\/‘\\\\\‘\\\\‘\\\\‘\\\\’
7.60 7.80 8.00 8.20
m/z 41.10 22.55%
e
O \\\‘\‘\‘\\‘M‘H\"\\H‘H‘H‘H\‘\‘\H\.‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R R RA
7.60 7.80 8.00 8.20
5000 m/z 89.10 18.30%
89.0
0‘H_MﬁhuquuwkwuHWHH_HWHH‘HH_HWHH“‘H“HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester e A ey
43.0 7.60 7.80 8.00 8.20
m/z 42.10 9.78%
5000
89.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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.
8.188 4.86 ug/L 127175 Chlorobenzene-d5 8.844

Hit# of 5 Tentative ID MW MolForm CAS#t 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 53
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 47
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 47
Abundance Scan 2223 (8.188 min): VV029714.D\data.ms (-2215) (-) m/z 57.00 100.00%
57.0
5000
REaa
‘ 87.0 ) 7.80 8.00 8.20 8.40 8.60
obe b L Bz 75010 45.92%
miz-> 50 100 150 200 250
Abundance #9256: Propanoic acid, propyl ester
57.0
5000 BEEREEEEEA R
270 7.80 8.00 8.20 8.40 8.60
870 m/z 43.05 15.44%
O T T ‘N ‘\h‘ ‘ “\ \‘ T ‘\ ‘1\1_7\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9259: Propanoic acid, propyl ester
57.0
R
7.80 8.00 8.20 8.40 8.60
m/z 87.00 10.04%
5000 270
87.0
0 Srare
miz--> 50 100 150 200 250
Abundance #9264: Propanoic acid, propyl ester R B
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.10 9.85%
5000
T Fe
R R — — —— PPt
m/z--> 50 100 150 200 250 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\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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.
8.297 2.85 ug/L 74531  Chlorobenzene-d5 8.844

Hit# of 5 Tentative ID MW MolForm CAS#t 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 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 42
Abundance Scan 2257 (8.297 min): VV029714.D\data.ms (-2248) () | m/z 43.00 100.00%
3.0
w T JU\JJ\\
73.0 AN
| ‘ ‘ 670 8.00 8.20 8.40 8.60
Obrrprrer el et e e | M/Z 56.05  47.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.00 8.20 8.40 8.60
oo 73.0 m/z 73.00  23.34%
ol 150 2 1 Ll | 870 1010 1170
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 #9201: Acetic acid, butyl ester
43.0
ARV PR
8.00 8.20 8.40 8.60
5000 m/z 61.00 18.80%
56.0
150 290 73.0
ol \“ || 870 10101150
H_‘H_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester b e
43.0 8.00 8.20 8.40 8.60
56.0 m/z 41.00 18.04%
5000
73.0
29.0
0 W 87.0 101.0 117.0
R N A EASAEEANES Saas e R RRRRREEEE T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120722WMA.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.
8.674 7.44 ug/L 194684  Chlorobenzene-d5 8.844

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
Abundance Scan 2374 (8.674 min): VV029714.D\data.ms (-2363) (-) m/z 43.10 100.00%
43.1 711
5000
A REERE T
‘ H ‘ 115.1 8.40 8.60 8.80 9.00
Ol 2068 L 7110 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropyl butyrate
43.0 710
5000 L L L BN R
8.40 8.60 8.80 9.00
m/z 89.10  37.95%
115 0
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
71'0 \\\‘\\\\’\\\\‘\\\\‘\\\\
8.40 8.60 8.80 9.00
5000 m/z 41.10 29.55%
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15467: Butanoic acid, propy! ester A AREARREEESEEE
71.0 8.40 8.60 8.80 9.00
m/z 60.10 15.18%
43.0
5000
0‘;§?WM‘m‘uw‘mk‘H%Pigu“H“H‘W“H“H“H“ AR AR LR RERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VVv121922\
Data File : VV029714.D

Acqg On : 19 Dec 2022 12:18
Operator : SY/MD

Sample : N6075-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM120722WMA.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 2.7 ug/L 273467 1 5.609 1081170 50.0
Propanoic acid,... 7 2.7 ug/L 57966 1 5.609 1081170 50.0
Propanoic acid,... 7 2.7 ug/L 69972 2 8.844 1309210 50.0
Propanoic acid,... 8.188 4.9 ug/L 127175 2 8.844 1309210 50.0
Acetic acid, bu... 8 2.9 ug/L 74531 2 8.844 1309210 50.0
Isopropyl butyrate 8 7.4 2 8 4]

ug/L 194684 .844 1309210 50.
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