LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VVv@31981.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 67 74 88 rBV 123109 134285 13.82% 1.571%
2 1.529 146 152 169 rVB 97779 121076 12.46% 1.416%
3 2.060 307 317 329 rBV 202977 293959 30.26%  3.438%
4  2.449 429 438 448 rBV 19052 31158 3.21% 0.364%
5 2.651 500 501 509 rvB3 416 357 0.04% 0.004%
6 2.699 509 516 520 rBV3 695 811 0.08% 0.009%
7 2.950 591 594 599 rBV5S 387 323  0.03% 0.004%
8 3.021 612 616 618 rBvV3 408 316 ©0.03% 0.004%
9 3.265 685 692 696 rVB4 395 396 0.04% 0.005%
10 3.371 720 725 727 rBV3 592 512 0.05% 0.006%
11 3.551 776 781 783 rVB4 429 404 0.04% 0.005%
12 3.574 783 788 792 rBV5 361 345 0.04% 0.004%
13 3.622 799 803 806 rBV3 577 523 0.05% 0.006%
14 3.661 812 815 817 rBV3 563 388 0.04% 0.005%
15 3.728 833 836 838 rBv2 483 336 0.03% 0.004%
16 3.793 843 856 895 rBV 84421 244202 25.14%  2.856%
17 4.156 965 969 973 rBV3 602 478 0.05% 0.006%
18 4.252 984 999 1028 rBV 142829 368200 37.90% 4.307%
19 4.522 1080 1083 1085 rBv3 703 466 0.05% 0.005%
20 4.584 1098 1102 1108 rvv4 622 740 0.08% 0.009%
21  4.719 1141 1144 1149 rBvV4 515 501 ©0.05% 0.006%
22 4.960 1203 1219 1247 rBV2 368441 971533 100.00% 11.363%
23 5.214 1287 1298 1316 rBV2 8224 19735 2.03% 0.231%
24 5.487 1378 1383 1387 rBvV4 547 580 0.06% 0.007%
25 5.539 1387 1399 1423 rBV 331288 681901 70.19% 7.976%
26 5.831 1479 1490 1514 rVB4 9455 21780 2.24% 0.255%
27 5.995 1524 1541 1573 rBV 211632 454082 46.74%  5.311%
28 6.301 1627 1636 1639 rBV2 2655 4121 0.42% 0.048%
29 6.400 1658 1667 1700 rBV 99053 196021 20.18% 2.293%
30 6.757 1774 1778 1783 rBV5 549 600 0.06% 0.007%
31 6.918 1815 1828 1860 rBV 126220 243720 25.09%  2.851%
32 7.127 1884 1893 1904 rBV 23533 41715 4.29% 0.488%
33 7.249 1919 1931 1959 rBV 437131 791954 81.52% 9.263%
34 7.558 2017 2027 2054 rBV 105093 199406 20.52% 2.332%
35 7.866 2111 2123 2142 rBV2 31497 56588 5.82% 0.662%
36 7.979 2146 2158 2164 rBv4 6961 11706 1.20% 0.137%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 8.030 2164 2174 2199 rVW 260929 492973 50.74% 5.766%
38 8.136 2200 2207 2227 rVB 42677 75779 7.80%  0.886%
39 8.252 2235 2243 2257 rBV2 19854 35493 3.65% 0.415%
40 8.362 2275 2277 2294 rVB6 4297 6861 0.71% 0.080%
41  8.564 2336 2340 2343 rBV6 637 438 0.05% 0.005%
42 8.625 2348 2359 2380 rBV 79163 132486 13.64% 1.550%
43  8.789 2398 2410 2433 rBV 499388 843279 86.80% 9.863%
44  9.056 2491 2493 2495 rBV2 784 530 0.05% 0.006%
45  9.210 2536 2541 2542 rBvV2 479 367 0.04% 0.004%
46  9.236 2546 2549 2553 rVB3 377 336 0.03% 0.004%
47  9.310 2570 2572 2576 rVB2 580 361 ©0.04% 0.004%
48 9.342 2576 2582 2583 rBv4 950 875 0.09% 0.010%
49 9.500 2622 2631 2648 rBV6 2746 6282 0.65% 0.073%
50 9.792 2714 2722 2728 rBV6 661 990 0.10% 0.012%
51 9.873 2743 2747 2750 rBv4 587 535 0.06% 0.006%
52 9.966 2772 2776 2779 r\VW\W4 484 375 0.04% 0.004%
53 10.008 2786 2789 2791 rvv2 559 331 0.03% 0.004%
54 10.030 2791 2796 2802 rVB5 443 536 0.06% 0.006%
55 10.159 2824 2836 2855 rBV 281959 448791 46.19%  5.249%
56 10.275 2870 2872 2877 rVB5 589 437 0.04% 0.005%
57 10.477 2931 2935 2939 rBV3 475 463 0.05% 0.005%
58 10.548 2953 2957 2961 rvB3 476 375 0.04% 0.004%
59 10.596 2967 2972 2975 rBvV3 604 615 0.06% 0.007%
60 10.660 2990 2992 2996 rVB4 605 309 0.03% 0.004%
61 10.754 3018 3021 3024 rVB3 550 357 0.04% 0.004%
62 10.902 3062 3067 3069 rBV4 326 321 0.03% 0.004%
63 11.062 3111 3117 3119 rBV3 511 406 0.04% 0.005%
64 11.091 3123 3126 3129 rBV3 433 355 0.04% 0.004%
65 11.191 3145 3157 3178 rBV 558971 874832 90.05% 10.232%
66 11.522 3253 3260 3262 rBV5 986 1282 0.13% 0.015%
67 11.564 3262 3273 3293 rVV 444703 707047 72.78%  8.270%
68 11.824 3352 3354 3357 rVB2 515 325 0.03% 0.004%
69 11.918 3377 3383 3385 rBV4 510 535 0.06% 0.006%
70 11.947 3388 3392 3395 rBV5 374 349 0.04% 0.004%
71 12.049 3421 3424 3430 rVB4 778 537 0.06% 0.006%
72 12.197 3467 3470 3479 rVB6 1058 1528 0.16% 0.018%
73 12.236 3479 3482 3485 rVB3 509 341 0.04% 0.004%
74 12.268 3488 3492 3496 rVB4 440 424 0.04%  0.005%
75 12.297 3496 3501 3503 rBV4 1090 920 0.09% 0.011%
76 12.320 3503 3508 3515 rVB5 787 884 0.09% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 12.403 3531 3534 3540 rVB5 805 746 0.08% 0.009%
78 12.474 3553 3556 3559 rBV3 515 380 0.04% 0.004%
79 12.545 3574 3578 3581 rBV4 423 347 0.04% 0.004%
80 12.590 3590 3592 3596 rBV3 567 335 0.03% 0.004%
81 12.667 3615 3616 3621 rBV4 383 313 0.03% 0.004%
82 12.718 3628 3632 3636 rVB6 715 641 0.07% 0.007%
83 12.741 3636 3639 3641 rBV2 630 470 0.05% 0.005%
84 12.834 3665 3668 3672 rVv3 836 648 0.07% ©0.008%
85 12.940 3698 3701 3703 rBV2 454 346 0.04% 0.004%
86 12.969 3707 3710 3711 rBV2 678 343 0.04% 0.004%
87 12.992 3715 3717 3721 rVB3 559 311 0.03% 0.004%
88 13.091 3743 3748 3751 rBV3 593 395 0.04% 0.005%
89 13.165 3769 3771 3777 rVB3 511 374 0.04% 0.004%
90 13.213 3779 3786 3792 rVB1o 847 990 0.10% 0.012%
91 13.451 3856 3860 3864 rBV2 1307 1293 0.13% 0.015%
92 13.676 3926 3930 3933 rBVS5 615 570 0.06% 0.007%
93 13.696 3933 3936 3939 rVB3 952 612 0.06% 0.007%
94 13.988 4023 4027 4037 rVB6 1407 2117 0.22% 0.025%
95 14.027 4037 4039 4043 rVB4 536 335 0.03% 0.004%
96 14.599 4209 4217 4218 rBV4 579 735 0.08% 0.009%
97 14.680 4239 4242 4245 rBV4 556 552 0.06% 0.006%
98 14.824 4285 4287 4290 rVB4 641 356 0.04% 0.004%
99 14.914 4313 4315 4320 rVV3 757 361 0.04% 0.004%
100 15.323 4439 4442 4446 rBVS 894 806 0.08% 0.009%
Sum of corrected areas: 8549854
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\

: VVe31981.D

: 08 Sep 2023 13:29

: SY/MD

: 04280-03 10X

: 5.0mL/MSVOA_V/WATER

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0

TIC: VV031981.D\data.ms

4.960
5.539

2.060 5.995

1.278 4.252
1529 6.400

3.793
2.449 5.214 5.831
256699 2.951 3.286378 4.156\ 45584719 : 5. : 6.30

Time-->

1.20 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

Abundance

500000

400000

300000

200000

100000

TIC: VV031981.D\data.ms
11.191
8.789

7.249 11.564

8.030 10159

6.918

7.558

8.625

7.12 7.866

Time-->

0+

136

8.
-9 Jz@p%.s& 9.058 2BE4R.500 9. DOFIm( o.2marmm9lmazi\ 11.522 111288804
e e P T T e e e e
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

500000

400000

300000

200000

100000

Time-->

TIC: VV031981.D\data.ms

am IRAIAS3 3. 45 IR EHS 1810637 14188B08P@14 15323
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\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
6.400 14.37 ug/L 196021 1,4-Difluorobenzene 5.539

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 56
Abundance Scan 1667 (6.400 min): VV031981.D\data.ms (-1658) (-) m/z 42.95 100.00%
43.0
5000
61.0
T e
73"0 6.00 6.20 6.40 6.60 6.80
O e e b 889 m/z 61.00  28.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 [T T T[T T T[T T
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 14.86%
73.0
15.0 27‘-0 I | ‘
O \\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
T ST
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.95 11.22%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4777: n-Propyl acetate T
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 8.91%
5000
61.0
27.
‘O ‘ 73.0
0“‘H‘w“mw‘HJN“W“Huu“whu“u“u‘w“u“ PR T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
7.127 3.06 ug/L 41715 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
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 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53

Abundance Scan 1893 (7.127 min): VV031981.D\data.ms (-1884) (-) m/z 56.95 100.00%

57.0
43.0
5000
75.1

R
101.0 6.80 7.00 7.20 7.40
bl il m/z 43.00  59.69%
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
5000 L B R R R
29.0 6.80 7.00 7.20 7.40
75.0 m/z 75.10 29.97%
‘ ‘ ‘ 101.0
O\\‘\\\\‘\\\\‘\\\\“1\‘\\‘\\\}"\\\\’\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester

57.0

1

43.0 6.80 7.00 7.20 7.40
5000 m/z 40.95 18.65%

29.0 75.0
101.0
280 el 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0

6.80 7.00 7.20 7.40
m/z 59.00 10.48%

o

5000 43.0

29.0
101.0

15.0 116.0
ok 220 M M | 1160 S S N

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\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
7.866 3.36 ug/L 56588 Chlorobenzene-d5 8.789

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 83
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78

Abundance Scan 2123 (7.866 min): VV031981.D\data.ms (-2111) (-) m/z 42.95 100.00%

43.0
5000
71.0

890 R AEEE
‘ 7.60 7.80 8.00 8.20
115.0
oHwW‘WHMW‘W‘um_m“ww,mww m/z 71.00  33.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\\‘\\\\‘\\\\‘\V\\‘\\\\

7.60 7.80 8.00 8.20
27.0 71.0 m/z 41.00 22.38%

89.0
‘ ‘m 57,0 ‘ | 115.0130.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 NA‘M

7.60 7.80 8.00 8.20

o

5000 m/z 89.00 14.44%
71.0
89.0
27.0
O STO_ L 1501290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester N RERRRRAL ‘{\‘ A
43.0 7.60 7.80 8.00 8.20

m/z 42.00 9.87%

5000
71.0

27.0 89.0

O e e T T

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\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
8.136 4.49 ug/L 75779  Chlorobenzene-d5 8.789

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 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
Abundance Scan 2207 (8.136 min): VV031981.D\data.ms (-2200) (-) m/z 57.00 100.00%
57.0
5000 75.0
430 LB L L IR
‘ 87.0 7.80 8.00 8.20 8.40
0b et e b mz 74.95  43.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L L L R B R
=0 7.80 8.00 8.20 8.40
290 430 m/z 43.00  17.73%
‘ ‘ 87.0
O\\‘\]_\5;9‘\\}‘{“\\\\“‘1\\\‘\\\\‘“\\\\‘\\‘\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #9262: Propanoic acid, propyl ester
57.0
R RERNEEB SN nE e
7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00 13.02%
29.0 ’
43.0
‘ 87.0
R X R | S M A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9263: Propanoic acid, propyl ester R AR REE
57.0 7.80 8.00 8.20 8.40
m/z 41.95 9.50%
5000 290 75.0
43.0
87.0
ol 20 el
m/z--> 10 20 30 40 50 60 70 80 90 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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.
8.625 7.86 ug/L 132486  Chlorobenzene-d5 8.789

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 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31981.D

Acqg On : 08 Sep 2023 13:29
Operator : SY/MD

Sample : 04280-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 14.4 ug/L 196021 1 5.539 681901 50.0
Propanoic acid,... 7.127 3.1 ug/L 41715 1 5.539 681901 50.0
Propanoic acid,... 7.866 3.4 ug/L 56588 2 8.789 843279 50.0
Propanoic acid,... 8.136 4.5 ug/L 75779 2 8.789 843279 50.0
Isopropyl butyrate 8.625 7.9 ug/L 132486 2 8.789 843279 50.0
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