LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@31980.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 134708 147136 13.79% 1.616%
2 1.529 145 152 170 rVB 108947 133245 12.49% 1.464%
3 2.060 307 317 330 rBV 219546 321255 30.11% 3.529%
4  2.449 428 438 449 rBV 16898 28355 2.66% 0.311%
5 2.555 463 471 472 rBV4 1656 1706 0.16% 0.019%
6 2.693 510 514 518 rBV3 655 578 ©0.05% 0.006%
7 2.716 518 521 524 rBV3 605 439 0.04% 0.005%
8 2.838 557 559 562 rVB2 534 315 ©0.03% 0.003%
9 3.092 634 638 641 rBvV 493 488 0.05% 0.005%
106 3.362 718 722 723 rBV2 636 409 0.04% 0.004%
11 3.532 772 775 779 rVB3 560 479 0.04% 0.005%
12 3.751 840 843 846 rBV2 488 449 0.04% 0.005%
13 3.789 846 855 892 rBV 92516 266113 24.94% 2.923%
14  4.252 979 999 1024 rBV 155990 406790 38.13% 4.469%
15 4.593 1102 1105 1110 rBV3 500 405 0.04% 0.004%
16 4.661 1124 1126 1130 rVB3 609 437 0.04% 0.005%
17 4.687 1130 1134 1137 rBV2 790 580 0.05% 0.006%
18 4.725 1141 1146 1149 rBV5S 500 476 0.04% 0.005%
19 4.754 1152 1155 1159 rVB5 576 451 0.04% 0.005%
20 4.825 1173 1177 1182 rVB5 465 360 0.03% 0.004%
21  4.886 1191 1196 1197 rBV4 413 327 0.03% 0.004%
22 4.960 1202 1219 1247 rBV2 408248 1066871 100.00% 11.720%
23 5.217 1289 1299 1318 rBV3 7010 17806 1.67% 0.196%
24  5.375 1346 1348 1352 rVB4 629 424 0.04% 0.005%
25 5.481 1378 1381 1385 rBV4 501 376 0.04% 0.004%
26 5.539 1385 1399 1423 rBV 335120 692128 64.87% 7.603%
27 5.831 1478 1490 1509 rBV4 9869 22815 2.14% 0.251%
28 5.931 1515 1521 1523 rBV4 394 372 0.03% 0.004%
29 5.992 1526 1540 1582 rBV 233338 499021 46.77% 5.482%
30 6.259 1619 1623 1626 rBvV3 371 327 0.03% 0.004%
31 6.301 1628 1636 1640 rBvV3 2803 4692 0.44% 0.052%
32 6.400 1658 1667 1708 rBV 88360 180550 16.92% 1.983%
33 6.712 1761 1764 1766 rBV3 528 374 0.04% 0.004%
34 6.748 1772 1775 1780 rVB3 520 466 0.04% 0.005%
35 6.799 1787 1791 1795 rVvB3 498 435 0.04% 0.005%
36 6.860 1808 1810 1816 rVB5 399 360 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 6.918 1816 1828 1857 rBV 137977 267756 25.10%  2.941%
38 7.127 1884 1893 1904 rBV2 22878 38848 3.64% 0.427%
39 7.246 1919 1930 1961 rBV 484853 870154 81.56% 9.559%
40 7.506 2008 2011 2017 rBV5 591 708 0.07% ©0.008%
41  7.558 2017 2027 2063 rVV 112139 214068 20.07%  2.352%
42 7.706 2068 2073 2077 rVV3 889 987 0.09% 0.011%
43 7.866 2113 2123 2141 rBV 30586 52194 4.89% 0.573%
44  7.979 2145 2158 2164 rBV6 6020 11120 1.04% 0.122%
45  8.027 2164 2173 2199 rVV 283863 531978 49.86% 5.844%
46 8.137 2200 2207 2235 rVV2 39131 76071 7.13% 0.836%
47  8.252 2235 2243 2263 rVB 17531 33303 3.12% 0.366%
48  8.365 2274 2278 2293 rVB4 5543 8736 0.82% 0.096%
49 8.497 2314 2319 2324 rBV4 519 607 0.06% 0.007%
50 8.561 2335 2339 2340 rBV2 572 337 0.03% 0.004%
51 8.625 2348 2359 2383 rBV 73837 122326 11.47% 1.344%
52 8.789 2398 2410 2437 rBV 514147 861825 80.78% 9.467%
53 9.153 2520 2523 2527 rVB5 427 360 0.03% 0.004%
54 9.172 2527 2529 2533 rvVvB3 566 365 ©0.03% 0.004%
55 9.198 2533 2537 2540 rBvV3 640 527 0.05% 0.006%
56 9.278 2556 2562 2565 rBV5 520 523 0.05% 0.006%
57 9.432 2607 2610 2616 rvB3 434 431 0.04% 0.005%
58 9.500 2623 2631 2642 rBV7 2227 4347 0.41% 0.048%
59 9.603 2661 2663 2669 rVB5 397 369 0.03% 0.004%
60 9.693 2687 2691 2693 rBV2 410 324 0.03% 0.004%
61 9.940 2765 2768 2771 rBV3 780 640 0.06% 0.007%
62 10.027 2788 2795 2798 rBV3 537 618 0.06% 0.007%
63 10.159 2821 2836 2863 rBV 305398 494396 46.34% 5.431%
64 10.281 2871 2874 2878 rVB5 504 400 0.04% 0.004%
65 10.320 2882 2886 2887 rBV4 793 588 0.06% 0.006%
66 10.410 2911 2914 2919 rVB4 628 501 0.05% 0.006%
67 10.519 2941 2948 2951 rBV4 729 838 0.08% 0.009%
68 10.770 3023 3026 3032 rBV5S 432 544 0.05% 0.006%
69 10.915 3068 3071 3075 rVB5 523 404 0.04% 0.004%
70 10.937 3075 3078 3079 rBV 557 362 0.03% 0.004%
71 11.034 3103 3108 3110 rVB4 674 642 0.06% 0.007%
72 11.191 3145 3157 3178 rBV 580639 896552 84.04% 9.849%
73 11.474 3235 3245 3252 rBV2 11314 18231 1.71% 0.200%
74 11.564 3261 3273 3293 rBV 492947 775266 72.67%  8.516%
75 11.776 3335 3339 3341 rVB3 479 315 ©0.03% 0.003%
76 11.805 3341 3348 3353 rBV3 554 576 ©0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
Data File : VV@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 11.837 3353 3358 3360 rBV4 549 524 0.05% 0.006%
78 11.953 3391 3394 3397 rVB4 616 443 0.04% 0.005%
79 11.972 3397 3400 3403 rBV4 557 487 0.05% 0.005%
80 12.050 3421 3424 3425 rVV3 569 326 0.03% 0.004%
81 12.066 3427 3429 3432 rVV3 914 527 0.05% 0.006%
82 12.275 3491 3494 3496 rBV3 671 394 0.04% 0.004%
83 12.493 3560 3562 3566 rVB 707 365 0.03% 0.004%
84 12.644 3605 3609 3612 rBV3 507 414 0.04% 0.005%
85 12.670 3613 3617 3620 rVV3 695 531 ©0.05% 0.006%
86 12.738 3635 3638 3641 rVV3 539 320 0.03% 0.004%
87 12.834 3658 3668 3676 rBV9 2024 3830 0.36% 0.042%
88 13.017 3722 3725 3727 rBV2 482 339 0.03% 0.004%
89 13.082 3743 3745 3750 rVB4 919 593 0.06% 0.007%
90 13.127 3756 3759 3762 rVB3 543 331 0.03% 0.004%
91 13.146 3762 3765 3767 rBV3 441 343 0.03% 0.004%
92 13.284 3802 3808 3810 rBV3 538 607 0.06% 0.007%
93 13.455 3857 3861 3863 rBV3 1041 634 0.06% 0.007%
94 13.988 4023 4027 4034 rVB4 1410 1858 0.17% 0.020%
95 14.320 4125 4130 4138 rBV5 557 932 0.09% 0.010%
96 14.377 4146 4148 4151 rBV2 525 379 0.04% 0.004%
97 14.426 4159 4163 4165 rBV4 694 562 0.05% 0.006%
98 14.580 4207 4211 4213 rBV4 503 375 0.04% 0.004%
99 14.667 4235 4238 4242 rBVS5 523 455 0.04% 0.005%
100 15.432 4474 4476 4481 rBVS5 849 624 0.06% 0.007%
Sum of corrected areas: 9103140
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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\
: VVe31980.D

: 08 Sep 2023 13:05

: SY/MD

: 04280-02 10X

: 5.0mL/MSVOA_V/WATER

: 8 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

Time-->

500000

400000

300000

200000

Abundance TIC: VV031980.D\data.ms

4.960

5.539

2.060 5.992

8 4.252
1.529

100000 3.789 6.400

2. ﬁ%samss 3.092 3. 363 5323.75 5.213 x5 5.83% 66280

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 320 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

500000 7.246

400000

300000 8.027

200000

Abundance TIC: VV031980.D\data.ms

11.191

8.789 11.564

10.159

6.918

7.558
100000 8.695
7U 7.866 172%
706/\79 ‘3¢ashL SRS A THEG3 O TH02710R 1910.700@Ew34) | 11474 1 vemmmpEs
= I SEEEIPE | P R A

Time--> o 750 8.50 900 950 1000 10.50 11.00 11.Sd o ‘12.‘00‘
Abundance TIC: VV031980.D\data.ms
500000
400000
300000
200000
100000
o/ 12.2752. ms&«amzau?s ‘1‘3.?88‘ 144343@127@153667 — 15432 — _— — —
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\VVve90823\
Data File : VV@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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 13.04 ug/L 180550 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 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 38
Abundance Scan 1667 (6.400 min): VV031980.D\data.ms (-1658) (-) m/z 43.00 100.00%
43.0
5000
61.0
T e
77'0 6.00 6.20 6.40 6.60 6.80
O e BT m/z 61.00  28.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 RN R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 15.35%
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 R
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 11.06%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate [T
43.0 6.00 6.20 6.40 6.60 6.80
m/z 40.95 8.77%
5000
61.0
150 27.0 77-0
0H‘H‘H‘H\‘\“Hm“w;u‘HH“\m‘\m‘\m‘\m‘\m‘\ T Y T T T 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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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90823\
: VVe31980.D

: 08 Sep 2023 13:05

: SY/MD

: 04280-02 10X

: 5.0mL/MSVOA_V/WATER

: 8 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 2.81 ug/L 38848 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 72
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
Abundance Scan 1893 (7.127 min): VV031980.D\data.ms (-1884) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
 RRARE R AREE
‘ 101.0 6.80 7.00 7.20 7.40
Orerprrrprere el e wiz 42.95  63.25%
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 L B L B R
290 6.80 7.00 7.20 7.40
75.0 m/z 75.00 29.84%
‘ ‘ ‘ 101.0
O\\\‘H\\‘H}\‘\\H“‘l\‘\\‘H\}“\\\\‘\}\\‘\H\‘\\H“H\\‘HH‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43'0 ,\\\‘\\\\“\\\\’\\\\‘\\\\‘
6.80 7.00 7.20 7.40
5000 29.0 m/z 40.95 19.67%
75.0
150 101.0
brrryeeprlh bl L 8801 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester R ARama e
7.0 6.80 7.00 7.20 7.40
m/z 59.00 12.33%
43.0
5000
29.0 75.0
101.0
A O =L S 1
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@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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 3.03 ug/L 52194  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 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 72

Abundance Scan 2123 (7.866 min): VV031980.D\data.ms (-2113) (-) m/z 43.00 100.00%
43.0
5000 71.0
89.0 R ABARRREAREEES Lo
| 115.0 7.60 7.80 8.00 8.20
0t e b e M/z 71,08 37.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LB B B B B B I IR
71.0 7.60 7.80 8.00 8.20
m/z 41.00 23.28%
27.0 89.0
M | 115.0
O \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\i‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R ARARRSEA R SR
7.60 7.80 8.00 8.20
5000 ITI/Z 89.00 14.22%
27.0 71.0
0 L “ i | ‘ 89‘0 1150 130.0
e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester L |
43.0 7.60 7.80 8.00 8.20
m/z 42.05 9.77%
5000
71.0
89.0
27.0
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@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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.
8.137 4.41 ug/L 76071  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 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 56
Abundance Scan 2207 (8.137 min): VV031980.D\data.ms (-2200) (-) m/z 57.00 100.00%
57.0
5000 75.0
43‘0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ 87.0 7.80 8.00 8.20 8.40
Ot e I mz 75.00 41.60%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 750 UL L B I L B |
29.0 7.80 8.00 8.20 8.40
43.0 m/z 43.80 17.45%
| ‘ 87.0
O\\‘\]_\5\.(\)‘\\}1“\\\\“H\\\‘\\i\‘“\\\\‘\\‘\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #9264: Propanoic acid, propyl ester
57.0
R RRNEEEEN RS
7.80 8.00 8.20 8.40
5000 750 m/z 41.00 12.22%
29.0 43.0
‘ ‘ 87.0
PO B | PO N PR (R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9262: Propanoic acid, propyl ester R AARRREEENERS N
57.0 7.80 8.00 8.20 8.40
m/z 86.95 8.58%
5000 75.0
29.0
43.0
‘ 87.0
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@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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 7.10 ug/L 122326  Chlorobenzene-d5 8.789

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-, propy... 130 C7H1402 000644-49-5 80
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 2359 (8.625 min): VV031980.D\data.ms (-2348) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0

N R R NS

L s7p | 115.1 8.40 8.60 8.80 9.00
oHWHWW“‘:uwc‘wW‘Wwwwwmwww m/z 71.00  74.97%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #15396: Isopropyl butyrate

43.0
71.0
5000 L B L B AL B U
89.0 8.40 8.60 8.80 9.00
' m/z 89.00 30.06%
27.0
0H\‘HH‘HH‘HH[‘!\H‘HH‘PH\‘H\H‘\H!‘HH‘\\\\]‘-\].\?\?\\1\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.
o RRRREEES
8.40 8.60 8.80 9.00
m/z 41.00 29.64%
5000 89.0
0
owowbwo

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #15400: Isopropy! butyrate e SARAERENEEES

43.0 8.40 8.60 8.80 9.00
m/z 41.95 13.25%

71.0
5000
89.0
0 27 0 M L H “ 115 0 /\‘»M,\m
R R A o Al aann o A MERELN
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\VVve90823\
Data File : VV@31980.D

Acqg On : 08 Sep 2023 13:05
Operator : SY/MD

Sample : 04280-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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 13.0 ug/L 180550 1 5.539 692128 50.0
Propanoic acid,... 7.127 2.8 ug/L 38848 1 5.539 692128 50.0
Propanoic acid,... 7.866 3.0 ug/L 52194 2 8.789 861825 50.0
Propanoic acid,... 8.137 4.4 ug/L 76071 2 8.789 861825 50.0
Isopropyl butyrate 8.625 7.1 ug/L 122326 2 8.789 861825 50.0
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