LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VV@30613.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.285 69 76 91 rVB 111051 120938 14.70% 1.699%
2 1.535 148 154 167 rVB 100214 121245 14.73% 1.704%
3 2.066 310 319 332 rBV 216504 309776 37.64%  4.352%
4 2.384 414 418 424 rBV6 2141 2703 0.33% 0.038%
5 2.455 433 440 447 rBV4 5515 8703 1.06% 0.122%
6 2.776 538 540 543 rVB4 1455 836 0.10% 0.012%
7 2.850 561 563 568 rVB5 1534 852 0.10% 0.012%
8 3.027 616 618 621 rVW4 1559 1051 ©0.13% 0.015%
9 3.063 624 629 632 rBV7 1222 914 0.11% 0.013%
106 3.088 634 637 641 rVB7 1427 958 ©0.12% 0.013%
11 3.162 658 660 665 rVB6 1547 1093 0.13% 0.015%
12 3.256 687 689 692 rVB4 2074 1146 0.14% 0.016%
13 3.346 715 717 721 rBV5 1152 774 0.09% 0.011%
14  3.403 732 735 741 rBV7 1578 1573 0.19% 0.022%
15 3.596 792 795 796 rBvV2 1349 884 0.11% 0.012%
16 3.667 813 817 821 rBV7 1670 1298 0.16% ©0.018%
17 3.686 821 823 826 rBv4 1245 773 0.09% 0.011%
18 3.799 849 858 876 rBV 46294 123381 14.99% 1.734%
19 4.262 988 1002 1027 rVB 134514 342524 41.62% 4.813%
20 4.493 1071 1074 1077 rBV4 1649 1141 0.14% 0.016%
21  4.667 1125 1128 1132 rBVS 946 1013 0.12% 0.014%
22 4.844 1179 1183 1186 rBv4 1459 1206 0.15% 0.017%
23 4.882 1193 1195 1201 rBV7 1111 1120 0.14% 0.016%
24 4.966 1204 1221 1242 rBV2 310941 822926 100.00% 11.562%
25 5.542 1388 1400 1425 rBV2 274556 583274 70.88%  8.195%
26 5.847 1486 1495 1506 rBV2 6487 14416 1.75% 0.203%
27 5.998 1530 1542 1560 rBV 185914 382287 46.45% 5.371%
28 6.400 1658 1667 1687 rBv2 99648 194814 23.67% 2.737%
29 6.693 1756 1758 1761 rBV4 1671 1197 0.15% 0.017%
30 6.841 1799 1804 1807 rBV6 1984 1968 0.24% 0.028%
31 6.921 1819 1829 1847 rBV 94841 178479 21.69% 2.508%
32 7.127 1883 1893 1907 rBV2 24205 46357 5.63% 0.651%
33 7.252 1920 1932 1950 rBV 367026 649370 78.91% 9.124%
34 7.561 2019 2028 2044 rBV 98682 173608 21.10% 2.439%
35 7.870 2114 2124 2136 rBV 32881 56339 6.85% 0.792%

36 8.033 2165 2175 2199 rBV2 173738 338959 41.19% 4.762%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 8.249 2235 2242 2258 rVB2 30280 50652 6.16% 0.712%
38 8.628 2350 2360 2377 rBV 96023 155621 18.91% 2.187%
39 8.728 2389 2391 2393 rBV3 1937 773 0.09% 0.011%
40 8.792 2400 2411 2438 rBV 447486 742638 90.24% 10.434%
41  9.127 2513 2515 2517 rBV3 1730 821 0.10% 0.012%
42 9.172 2526 2529 2531 rBV4 1817 1071 0.13% 0.015%
43 9.294 2564 2567 2571 rVB6 3075 1925 0.23% 0.027%
44  9.336 2575 2580 2584 rBV7 2016 2717 ©0.33% 0.038%
45  9.468 2617 2621 2622 rBv4 1177 823 0.10% 0.012%
46  9.496 2623 2630 2640 rBvVie 7250 13309 1.62% 0.187%
47  9.699 2691 2693 2702 rVB8 2797 3157 0.38% 0.044%
48 9.744 2702 2707 2709 rBV5 1397 975 0.12% 0.014%
49 9.760 2709 2712 2713 rBV3 1522 755 0.09% 0.011%
50 9.802 2723 2725 2730 rVB6 1799 1141 0.14% 0.016%
51 9.824 2730 2732 2735 rBvV3 1613 1159 0.14% 0.016%
52 9.966 2771 2776 2778 rBV5 2380 1861 0.23% 0.026%
53 10.098 2814 2817 2822 rBV6 1780 1119 0.14% 0.016%
54 10.162 2826 2837 2856 rVB 249680 395474 48.06%  5.556%
55 10.316 2882 2885 2887 rBvV3 2292 1215 0.15% 0.017%
56 10.451 2925 2927 2929 rBV3 1565 893 0.11% 0.013%
57 10.525 2947 2950 2953 rBV4 1822 1012 0.12% 0.014%
58 10.574 2964 2965 2969 rvv4 1558 965 ©0.12% 0.014%
59 10.593 2969 2971 2974 rVB5 1448 797 0.10% 0.011%
60 10.612 2974 2977 2980 rVB5 1745 834 0.10% 0.012%
61 10.631 2980 2983 2986 rBV5 1894 10106 0.12% 0.014%
62 10.789 3028 3032 3036 rVVe 1058 1181 0.14% 0.017%
63 10.869 3053 3057 3058 rBV3 1595 857 0.10% 0.012%
64 10.889 3061 3063 3065 rBV3 1186 745 0.09% 0.010%
65 10.953 3081 3083 3089 rBV6 1957 1448 0.18% 0.020%
66 10.985 3089 3093 3096 rVB6 1258 996 0.12% 0.014%
67 11.001 3096 3098 3099 rBV2 1395 775 0.09% 0.011%
68 11.037 3106 3109 3112 rBV5S 1593 1178 0.14% 0.017%
69 11.111 3127 3132 3135 rBV7 1188 1098 0.13% 0.015%
70 11.152 3143 3145 3147 rBV3 1695 1047 0.13% 0.015%
71 11.194 3147 3158 3173 rVV 388624 626615 76.14%  8.804%
72 11.332 3198 3201 3204 rVB4 2508 1366 0.17% 0.019%
73 11.503 3252 3254 3259 rVB5 1983 1642 0.20% 0.023%
74 11.570 3262 3275 3290 rBV 356104 569955 69.26%  8.008%
75 11.998 3406 3408 3411 rBV4 1478 858 0.10% 0.012%
76 12.136 3446 3451 3454 rBV6 1773 1749 0.21% 0.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
77 12.413 3529 3537 3538 rBV7 2027 2390 0.29% 0.034%
78 12.535 3573 3575 3578 rBV4 1263 934 0.11% 0.013%
79 12.619 3599 3601 3605 rVB5 2015 1336 0.16% 0.019%
80 12.641 3605 3608 3610 rBVS5 1324 961 0.12% 0.014%
81 12.692 3622 3624 3630 rBV7 1409 1285 0.16% ©0.018%
82 12.837 3662 3669 3672 rBV8 1984 2563 0.31% 0.036%
83 12.927 3694 3697 3700 rBV5 1669 782 0.10% 0.011%
84 12.943 3700 3702 3706 rVV4 1216 929 0.11% 0.013%
85 12.959 3706 3707 3713 rVB6 1283 911 0.11% 0.013%
86 13.030 3725 3729 3734 rBV7 1095 1329 0.16% 0.019%
87 13.059 3734 3738 3740 rBV4 2030 1332 0.16% 0.019%
88 13.104 3750 3752 3754 rBV3 1979 1169 0.14% 0.016%
89 13.152 3764 3767 3768 rBV3 1652 780 0.09% 0.011%
90 13.204 3780 3783 3786 rBV5 1951 1569 0.19% 0.022%
91 13.368 3830 3834 3836 rBvV4 1656 1354 0.16% 0.019%
92 13.426 3847 3852 3855 rBV6 1713 1900 0.23% 0.027%
93 13.448 3855 3859 3860 rBv4 3110 1932 0.23% 0.027%
94 13.686 3928 3933 3935 rBV5 2438 2182 0.27% 0.031%
95 13.750 3949 3953 3957 rBV6 1238 1095 0.13% 0.015%
96 13.882 3992 3994 4000 rVB8 2212 1136 0.14% 0.016%
97 14.008 4032 4033 4037 rBV4 1218 982 0.12% 0.014%
98 14.631 4225 4227 4231 rBVS 1154 921 0.11% 0.013%
99 14.808 4277 4282 4284 rBV6 2194 2098 0.25% 0.029%
100 15.564 4515 4517 4521 rBV5 2064 1342 0.16% 0.019%
Sum of corrected areas: 7117335
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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_V\Data\VVve41823\

: VVe30613.D

: 18 Apr 2023 13:31

: SY/MD

¢ PB152132TB 10X

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

05

TIC: VV030613.D\data.ms

4.966

Time-->

I
1.20 1.40 1.60 1.80 2.0

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

Abundance

400000

300000

200000

TIC: VV030613.D\data.ms
8.792

7.252

10.162

8.033

6.921 7.561 8.628

11.194

11.570

100000
7.12
6.6928
0
7.00 7.5

7.870 8.249
N
B e e e
8.00 8.50

991 299 11.998

e == T

Time--> 0 9.00 9.50 10.00 12.00

Abundance TIC: VV030613.D\data.ms

400000
300000
200000
100000

136 12.4 2BEIAPRZFREIR 804! 8eR 1 3 85083008 14632808 15564

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 ‘ 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_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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.
6.400 16.70 ug/L 194814  1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 72
2 n-Propyl acetate 102 C5H1002 000109-60-4 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 64
4 n-Propyl acetate 102 C5H1002 000109-60-4 56
5 n-Propyl acetate 102 C5H1002 000109-60-4 45
Abundance Scan 1667 (6.400 min): VV030613.D\data.ms (-1658) (-) m/z 43.10 100.00%
43.1
5000
R R e R
77'0 6.00 6.20 6.40 6.60 6.80
bl L1016 1364 1720, 6119 29.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4776 n-Propyl acetate
43.0
5000 [T T T
6.00 6.20 6.40 6.60 6.80
m/z 73.05 14.68%
73.0
120
O\\‘\‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #4778: n-Propyl acetate
43.0
PP T TR
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.10 12.09%
73.0
ob—220 | 1080
m/z--> 20 40 60 80 100 120 140 160
Abundance #4780: n-Propyl acetate T e
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 10.89%
5000
o, |
O el e e
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60 6.80
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41823\
: VVe30613.D

: 18 Apr 2023 13:31

: SY/MD

¢ PB152132TB 10X

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.

7127 397wl 46357 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 1-methylethyl ester 116 C6H1202
2 Propanoic acid, 1-methylethyl ester 116 C6H1202
3 Propanoic acid, 1-methylethyl ester 116 C6H1202
4 Propanoic acid, 1-methylethyl ester 116 C6H1202
5 Propanoic acid, 1-methylethyl ester 116 C6H1202

000637-78-5 64
000637-78-5 64
000637-78-5 59
000637-78-5 50
000637-78-5 42

Abundance Scan 1893 (7.127 min): VV030613.D\data.ms (-1883) (-) m/z 57.10 100.00%
57.1
43.0
5000
et e
101.0 6.80 7.00 7.20 7.40
ol | 1153 ;
Ot e e e e e m/z 43.05 67.78%
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
29.0 6.80 7.00 7.20 7.40
75.0 m/z 75.10 31.01%
‘ ‘ ‘ 101.0
O H\‘HH‘H}\‘H\\“‘l\‘\\‘\\\}“\\\\‘\}H‘\H\‘\\H“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43.0
6.80 7.00 7.20 7.40
5000 29.0 m/z 41.10 25.88%
75.0
15.0 101.0
0t e bt 8802160
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester R A SRR
57.0 6.80 7.00 7.20 7.40
m/z 39.10 14.89%
43.0
5000
29.0 75.0
101.0
ob 20 L e L as0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
7.870 3.79 ug/L 56339 Chlorobenzene-d5 8.792

Hit# of 5 Tentative ID MW MolForm CASH# 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 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 59
Abundance Scan 2124 (7.870 min): VV030613.D\data.ms (-2114) (-) m/z 43.05 100.00%
43.0
5000
71.0
89.1 R R e R
7.60 7.80 8.00 8.20
,..570 | 15 P
Ot e e et e e e e m/z 71.05 34.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 “HHN‘H‘H‘HH‘HH‘H"‘H
71.0 7.60 7.80 8.00 8.20
m/z 41.10 28.31%
210 89"0 115.0
O H‘\H\‘\HM‘HH“M‘\\‘\H\.“HH‘\‘H\‘\HH\\\\‘\\\\’\\\.\‘\]\_\2\9‘;(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R AL Rana Rt
7.60 7.80 8.00 8.20
5000 m/z 89.10 14.76%
71.0
27.0 89.0
0 . | “ Ml | “ 11\50 130.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 7.60 7.80 8.00 8.20
m/z 39.10 13.71%
5000
71.0
27.0 89.0
) R P RO | VY AT AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31

Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER
ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 Acetic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.249 3.41 ug/L 50652  Chlorobenzene-d5 8.792
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 Isobutyl acetate 116 C6H1202 000110-19-0 59
4 Isobutyl acetate 116 C6H1202 000110-19-0 59
5 Isobutyl acetate 116 C6H1202 000110-19-0 59
Abundance Scan 2242 (8.249 min): VV030613.D\data.ms (-2235) (-) m/z 43.05 100.00%
43.0
5000
% M
R
‘ | 7‘7'1 6.0 1e 8.00 8.20 8.40 8.60
Obr el i 200 TLT s 56,10 36.11%
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 8.00 8.20 8.40 8.60
m/z 41.10 18.86%
29.0 73.0 /
15.0 ‘ ‘
0 \\‘\\‘H‘Him“\\H“MH‘H‘\‘\‘HH“\\H‘\8\17\.(’)\\]\_\0’]\_.\(\)\:’-\]-\5\’.\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester
43.0
O AABRAESEEEESSS
56.0 8.00 8.20 8.40 8.60 .
5000 m/z 73.10 15.07%
73.0
27.0
N ‘ 87.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9158: Isobutyl acetate
43.0 8.00 8.20 8.40 8.60
m/z 61.05 12.85%
5000
56.0
73.0
0 15\(\) 2\9\0 \“ 1T \‘ 860 101.0 ﬂﬂ AI\
P e e e e e A AEARBRREE
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\VVv041823\
Data File : VV@30613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.628 10.48 ug/L 155621  Chlorobenzene-d5 8.792

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 86
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64

Abundance Scan 2360 (8.628 min): VV030613.D\data.ms (-2350) (-) m/z 43.10 100.00%

43.1
71.1
5000
89.1

H 57‘11 | | 115.1 8408608809.000
O 2R m/z 71.10 73.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 L B B I IR B I

89.0 8.40 8.60 8.80 9.00
' m/z 41.10 32.42%
H\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘

27.0
uwwwh st | | 115.0130,0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.

o

DT e
8.40 8.60 8.80 9.00
m/z 89.10 27.35%
5000 89.0
0
owﬁamwmwmwkmmwﬂwwmwmwwa‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R H/N P
43.0 8.40 8.60 8.80 9.00

m/z 39.10 17.29%

71.0
5000
89.0
270 | | 115.0
0 In

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VVv041823\
Data File : VV030613.D

Acqg On : 18 Apr 2023 13:31
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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 6.400 16.7 ug/L 194814 1 5.542 583274 50.0
Propanoic acid,... 7.127 4.0 ug/L 46357 1 5.542 583274 50.0
Propanoic acid,... 7.870 3.8 ug/L 56339 2 8.792 742638 50.0
Acetic acid, bu... 8.249 3.4 ug/L 50652 2 8.792 742638 50.0
Isopropyl butyrate 8.628  10.5 ug/L 155621 2 8.792 742638 50.0
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