LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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@30591.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 70 76 85 rVB 39035 42241 5.57% 1.200%
2 1.539 150 155 163 rVB 40117 45185 5.96% 1.284%
3 2.066 311 319 331 rBV 71332 97977 12.92% 2.784%
4 2.558 469 472 475 rBV5 1885 1007 0.13% 0.029%
5 2.619 488 491 493 rBV4 980 595 0.08% 0.017%
6 2.789 542 544 546 rVB2 1461 506 0.07% 0.014%
7 2.805 546 549 551 rBV2 795 523 0.07% 0.015%
8 2.828 554 556 559 rBV3 1248 759 0.10% 0.022%
9 2.850 559 563 565 rBvV5 1447 1106 0.15% 0.031%
106 2.886 570 574 577 rVB5 1228 1091 0.14% 0.031%
11 2.918 582 584 585 rBv2 944 433 0.06% 0.012%
12 2.995 604 608 611 rBV6 1370 1121 0.15% 0.032%
13 3.140 652 653 656 rVB3 1306 399 0.05% 0.011%
14 3.320 707 709 712 rVB4 1058 406 0.05% 0.012%
15 3.336 712 714 716 rBvV3 926 527 0.07% 0.015%
16 3.375 721 726 727 rBv4 1179 782 0.10% 0.022%
17 3.513 768 769 770 rBV2 1035 348 0.05% 0.010%
18 3.558 781 783 785 rBV3 1173 711  0.09% 0.020%
19 3.603 794 797 799 rBV4 1214 694 0.09% 0.020%
20 3.635 804 807 809 rVB4 1197 541 0.07% 0.015%
21 3.696 823 826 829 rBv4 1273 659 0.09% 0.019%
22 3.715 829 832 835 rBVS5S 860 626 0.08% 0.018%
23 3.735 835 838 840 rBv4 972 679 0.09% 0.019%
24 3,799 847 858 887 rBV 113910 326605 43.08% 9.279%
25 4.259 990 1001 1022 rVB2 49689 131243 17.31% 3.729%
26 4.538 1086 1088 1089 rBV2 1102 367 ©0.05% 0.010%
27 4.561 1093 1095 1096 rBV2 1017 425 0.06% 0.012%
28 4.654 1123 1124 1127 rBV4 1001 344 0.05% 0.010%
29 4.670 1127 1129 1133 rVB4 1613 989 0.13% 0.028%
30 4.879 1192 1194 1196 rVB3 1007 392 0.05% 0.011%
31  4.969 1207 1222 1245 rBV3 116222 313141 41.31%  8.896%
32 5.545 1392 1401 1425 rVB 47606 104132 13.74% 2.958%
33 5.998 1531 1542 1559 rBV2 70083 146453 19.32% 4.161%
34 6.400 1658 1667 1690 rBV 103632 198759 26.22% 5.647%
35 6.722 1765 1767 1769 rBvV3 1365 738 0.10% 0.021%
36 6.821 1795 1798 1801 rVB3 1368 967 ©0.13% 0.027%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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 6.837 1801 1803 1806 rBV4 1528 884 0.12% 0.025%
38 6.876 1813 1815 1817 rBV4 1303 878 0.12% 0.025%
39 6.924 1821 1830 1846 rVB 34414 67862 8.95% 1.928%
40 7.127 1887 1893 1905 rVB2 22581 34639 4.57% 0.984%
41  7.252 1922 1932 1946 rBV 124219 220069 29.03% 6.252%
42 7.484 2002 2004 2005 rBV2 1197 499 0.07% 0.014%
43 7.561 2019 2028 2047 rBvV2 53019 98876 13.04% 2.809%
44  7.870 2116 2124 2137 rVB 31353 51471 6.79% 1.462%
45  8.034 2165 2175 2199 rBV 408404 758080 100.00% 21.537%
46  8.625 2350 2359 2375 rBV 94400 153801 20.29% 4.370%
47  8.796 2403 2412 2428 rVB 80537 133385 17.60%  3.790%
48 9.284 2562 2564 2565 rBv2 1235 412 0.05% 0.9012%
49 9.496 2624 2630 2638 rBV7 8315 11538 1.52% 0.328%
50 9.628 2669 2671 2675 rBV4 1286 888 0.12% 0.025%
51 9.927 2762 2764 2767 rBV4 1139 875 0.12% 0.025%
52 10.162 2827 2837 2853 rVB 104454 165445 21.82% 4.700%
53 10.480 2934 2936 2938 rBV4 2182 1186 0.16% 0.034%
54 10.519 2946 2948 2952 rVB4 1697 996 0.13% 0.028%
55 10.590 2968 2970 2976 rVB7 1536 1074 0.14% 0.031%
56 10.615 2976 2978 2982 rBV6 1151 649 0.09% 0.018%
57 10.696 3001 3003 3004 rBV 996 376 0.05% 0.011%
58 10.722 3010 3011 3016 rVB5 1750 678 0.09% 0.019%
59 10.950 3079 3082 3084 rBv4 1621 1064 0.14% 0.030%
60 10.988 3091 3094 3095 rBV3 1094 497 0.07% 0.014%
61 11.094 3125 3127 3133 rBV6 1109 709 0.09% 0.020%
62 11.194 3149 3158 3176 rVB 80077 131657 17.37% 3.740%
63 11.371 3209 3213 3218 rVB7 1452 1323 0.17% 0.038%
64 11.394 3218 3220 3221 rBV2 1293 503 0.07% 0.014%
65 11.522 3258 3260 3263 rBV3 1172 653 0.09% 0.019%
66 11.570 3263 3275 3293 rBV 136283 224970 29.68% 6.392%
67 11.667 3303 3305 3306 rBV3 1092 488 0.06% 0.014%
68 11.853 3357 3363 3365 rBv4 1394 1338 ©0.18% 0.038%
69 11.889 3372 3374 3376 rBV3 1157 595 0.08% 0.017%
70 11.937 3387 3389 3391 rBV2 1469 538 0.07% 0.015%
71 11.988 3403 3405 3409 rBV4 1186 689 0.09% 0.020%
72 12.008 3409 3411 3414 rVB4 1498 656 0.09% 0.019%
73 12.030 3414 3418 3422 rBV7 1372 1265 0.17% 0.036%
74 12.046 3422 3423 3427 rVW4 973 419 0.06% 0.012%
75 12.123 3445 3447 3448 rBV2 1308 414 0.05% 0.012%
76 12.242 3482 3484 3485 rBV2 987 368 0.05% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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 12.352 3516 3518 3524 rBV7 1143 636 ©0.08% 0.018%
78 12.641 3606 3608 3609 rBV2 1251 436 0.06% 0.012%
79 12.738 3635 3638 3641 rBVS5 1628 1415 0.19% 0.040%
80 12.776 3647 3650 3652 rBV4 1346 874 0.12% 0.025%
81 12.956 3704 3706 3707 rBV2 945 322 0.04% 0.009%
82 13.082 3740 3745 3747 rBVS5 1087 1040 0.14% 0.030%
83 13.104 3751 3752 3754 rBV2 962 405 0.05% 0.012%
84 13.352 3824 3829 3830 rBV5 1793 1237 0.16% ©0.035%
85 13.422 3846 3851 3854 rBV6 1815 1923 0.25% 0.055%
86 13.455 3857 3861 3864 rBV6 2565 2708 0.36% 0.077%
87 13.554 3889 3892 3895 rBV4 1033 702 0.09% 0.020%
88 13.593 3902 3904 3908 rBV4 634 407 0.05% 0.012%
89 13.615 3908 3911 3914 rBVS5S 1547 934 0.12% 0.027%
90 13.670 3926 3928 3932 rBV5S 927 613 ©0.08% 0.017%
91 13.689 3932 3934 3935 rBV2 1634 773  0.10% 0.022%
92 13.728 3943 3946 3947 rBV2 1526 756 0.10% 0.021%
93 13.779 3958 3962 3964 rBV5 1508 1023 0.13% 0.029%
94 13.873 3989 3991 3992 rBV2 876 326 0.04% 0.009%
95 13.882 3992 3994 4001 rVV7 1863 1761 0.23% 0.050%
96 13.911 4001 4003 4007 rVV4 1278 731 0.10% 0.021%
97 13.946 4012 4014 4020 rVB6 1460 1368 ©0.18% 0.039%
98 14.242 4098 4106 4108 rBV7 1564 1744 0.23% 0.050%
99 14.329 4131 4133 4136 rBV4 1514 749 0.10% 0.021%
100 14.847 4292 4294 4296 rBV3 1577 769 0.10% 0.022%
Sum of corrected areas: 3519830
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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\VVve41723\

: VV030591.D

: 17 Apr 2023 16:11
: SY/MD

: PB152132TB 10X

: 5.0mL/MSVOA_V/WATER
. 16

Sample Multiplier: 1

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

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0=

TIC: VV030591.D\data.ms

4.969

3.799

6.400
2.066
1.285 1.539

53 PIRIRIH

Time-->

1.20 1.40 1.60 1.80 2.

2.

T T BEREEE
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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV030591.D\data.ms

8.034

7.252 11.570

10.162

8.62
3.796 11.194

6671 IR

0F
Time-->

_9.284%%%628 9.927
— . 9.2847,952
9.00 9.50

8.50

10.00 11.50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o 1222352

T
TIC: VV030591.D\data.ms

1221333 . 958821

14.847

Time-->

‘ 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 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 95.44 ug/L 198759 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1667 (6.400 min): VV030591.D\data.ms (-1658) (-) m/z 43.05 100.00%

43.0
5000
61.0
BERANRREEEEESSEEa
‘ 6.00 6.20 6.40 6.60 6.80
Oberrrrrerrreprrellies et 8121001 1263 s 61 05 27.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4778: n-Propyl acetate
43.0
5000 (LN R R R R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.10  15.48%
0 2ro | 750 103.0
H‘HH‘HH‘\\H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4776: n-Propyl acetate
43.0
B e T
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.05 12.01%
61.0
270
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #ATTT: n-Propyl acetate [
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.05 11.22%
5000
27.0 61.0
o‘wHH‘H“M‘M‘H“H‘H_H‘“‘Hw“HwH‘wwwwwwm et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

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

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
7.127 16.63 ug/L 34639 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 53
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 50
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 38
Abundance Scan 1893 (7.127 min): VV030591.D\data.ms (-1887) (-) m/z 57.05 100.00%
57.0
43.1
5000
75.0
R A RARERTTE S
‘ 101.1 6.80 7.00 7.20 7.40
0 H‘w‘w‘Huu‘ileww,w,m‘wwwmww‘ m/z 43.106  59.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 N N RN RN R
29.0 75.0 6.80 7.00 7.20 7.40
' m/z 75.85  28.24%
101.0
0 \\‘]\-?\.(\)‘\\‘\‘1‘H\\“‘M‘\\‘\H}"\H\’\}H‘HH‘H\\“\H\‘]-\]\-\G\.‘O\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0 6.80 7.00 7.20 7.40
5000 ’ m/z 41.10 22.16%
29.0
75.0
‘ ‘ 101.0
° “1‘6”‘2‘6“”3‘6"i‘ci“”s‘d”g’d”%’d}‘é‘d”é‘d“ic‘)‘b‘ 110 120
m/z-->
Abundance #9302: Propanoic acid, 1-methylethyl ester WM‘ R ARE SRR
57.0 6.80 7.00 7.20 7.40
m/z 59.05 12.16%
5000 43.0
75.0
29.0
101.0
ok 220 M M | 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMVLMO41723WMA.M Tue Apr 18 17:51:57 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
7.870  19.29 ug/L 51471 Chlorobenzene-d5 8.796

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 72
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 59
Abundance Scan 2124 (7.870 min): VV030591.D\data.ms (-2116) (-) m/z 43.05 100.00%
43.0
5000
71.0
R R ARRRERE
7.60 7.80 8.00 8.20
1151
0 L‘Nzom m/z 71.e5 37.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \“\/\\‘HH‘HH‘HHFHM
71.0 7.60 7.80 8.00 8.20
m/z 41.05 24.96%
0 150 ‘ \hu | “ 11'\50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 WA
e EREEE AT
7.60 7.80 8.00 8.20
5000 m/z 89.10 13.15%
71.0
PEEL TN S U N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 7.60 7.80 8.00 8.20
m/z 39.00 12.21%
5000
71.0
ol12:0 | \‘m \ 1150
e N R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 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 5 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.625 57.65 ug/L 153801 Chlorobenzene-d5 8.796

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 72
Abundance Scan 2359 (8.625 min): VV030591.D\data.ms (-2350) (-) m/z 43.05 100.00%
43.0
71.1
5000
89.1
NRREE SRR
L sz | 115.1 8.40 8.60 8.80 9.00
Ot DAL m/z 71.10 74.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 L L B LR R R
89.0 8.40 8.60 8.80 9.00
' m/z 41.05 34.41%
27.0
0H\‘HH‘HH‘HH[‘!\H‘HH‘PH\‘H\H‘HH‘HH‘HH]‘-\].\E\)\?H]-\S\R\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.
8.40 8.60 8.80 9.00
m/z 89.10 29.43%
5000 89.0
0
owowbwo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate e
43.0 8.40 8.60 8.80 9.00
m/z 39.05 16.04%
71.0
5000
89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 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 Malic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.496 4.33 ug/L 11538 Chlorobenzene-d5 8.796

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Malic Acid 134 C4H605 006915-15-7 53
2 N-Hydroxymethylacetamide 89 C3H7NO2 000625-51-4 47
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 42

4 Malic Acid 134 C4H605 006915-15-7 36
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 36

Abundance Scan 2630 (9.496 min): VV030591.D\data.ms (-2624) (-) m/z 43.10 100.00%

43.1
71.0
89.0
5000
 RAaE e Raans R
m 9.20 9.40 9.60 9.80
o‘u‘uu_‘u_mu_muwwwLML m/z 71.85 83.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17173: Malic Acid
43.0 71.0 89.0
5000
9.20 9.40 9.60 9.80
15.0 29.0 H‘ ‘ m/z 89.05 60.78%
O H\‘\}‘\1‘\\1‘\‘“\\\\“\\}‘\‘?F\.‘&)\\H"\‘H\‘\HMHH‘HH’HH"\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2442: N-Hydroxymethylacetamide
43.0
9.20 9.40 9.60 9.80
m/z 41.05 34.40%
5000 71.0 89.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47015: Butanoic acid, hexyl ester
43.0 9.20 9.40 9.60 9.80
71.0 m/z 39.60  25.31%
89.0
5000
27.0
0 O 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030591.D

Acqg On : 17 Apr 2023 16:11
Operator : SY/MD

Sample : PB152132TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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 95.4 ug/L 198759 1 5.545 104132 50.0
Propanoic acid,... 7.127 16.6 ug/L 34639 1 5.545 104132 50.0
Propanoic acid,... 7.870 19.3 ug/L 51471 2 8.796 133385 50.0
Isopropyl butyrate 8.625 57.6 ug/L 153801 2 8.796 133385 50.0
Malic Acid 9.496 4.3 ug/L 11538 2 8.796 133385 50.0
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