LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO11024WMA .M
Title : VOC Analysis

Signal : TIC: VV@33565.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.162 34 38 44 rBV 2438 2527 0.19% 0.023%
2 1.220 50 56 58 rBv4 2931 3129 0.24% 0.029%
3 1.278 68 74 88 rBV 190817 199630 15.17% 1.823%
4 1.529 145 152 171 rVB 145004 178371 13.55% 1.629%
5 2.060 307 317 329 rBV 293872 431720 32.81% 3.943%
6 2.323 396 399 404 rBV7 769 662 0.05% 0.006%
7 2.449 430 438 447 rBV 6679 10684 0.81% 0.098%
8 2.555 467 471 472 rVV3 823 679 0.05% 0.006%
9 2.609 486 488 492 rVB4 519 320 0.02% 0.003%
106 2.892 573 576 583 rBV7 599 650 0.05% 0.006%
11 2.995 606 608 612 rVB3 664 362 0.03% 0.003%
12 3.105 630 642 656 rBV3 7626 19445 1.48% 0.178%
13 3.333 711 713 717 rVB3 556 336 0.03% 0.003%
14 3.365 717 723 728 rBV9 598 640 0.05% 0.006%
15 3.420 736 740 745 rVB6 649 568 0.04% 0.005%
16 3.445 745 748 751 rBV3 523 317 0.02% 0.003%
17 3.523 769 772 775 rVB3 709 408 0.03% 0.004%
18 3.648 809 811 815 rBV3 381 354 0.03% 0.003%
19 3.783 845 853 896 rBvV 90940 255519 19.42% 2.334%
20 4.249 981 998 1026 rwv 192889 500597 38.04% 4.572%
21 4.465 1063 1065 1072 rVB6 668 642 0.05% 0.006%
22 4.567 1095 1097 1100 rBv4 521 332 0.03% 0.003%
23 4.680 1128 1132 1136 rVB5 397 353 0.03% 0.003%
24  4.712 1140 1142 1146 rBV3 429 366 0.03% 0.003%
25 4.850 1182 1185 1190 rVB4 571 537 0.04% 0.005%
26 4.876 1190 1193 1196 rBv4 595 466 0.04% 0.004%
27  4.957 1201 1218 1254 rBV2 492686 1315976 100.00% 12.019%
28 5.214 1289 1298 1319 rBV3 8062 20527 1.56% 0.187%
29 5.535 1385 1398 1430 rBV 402526 836566 63.57% 7.640%
30 5.728 1456 1458 1462 rBV5 559 342 0.03% 0.003%
31 5.831 1480 1490 1505 rBV5 5578 12159 0.92% 0.111%
32 5.924 1515 1519 1522 rVB4 824 594 0.05% 0.005%
33 5.989 1522 1539 1574 rBV 287532 607159 46.14% 5.545%
34 6.310 1627 1639 1644 rBV4 2356 5471 0.42% 0.050%
35 6.394 1656 1665 1705 rBV 108291 222215 16.89% 2.029%
36 6.812 1791 1795 1797 rBV3 490 404 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO11024WMA .M
Title : VOC Analysis
37 6.841 1800 1804 1806 rBV6 537 322 0.02% 0.003%
38 6.915 1810 1827 1855 rBV 172324 326756 24.83%  2.984%
39 7.124 1883 1892 1904 rBV2 26732 46491 3.53% 0.425%
40 7.243 1918 1929 1953 rBV 593527 1047427 79.59% 9.566%
41  7.555 2015 2026 2047 rBV 147797 273018 20.75%  2.493%
42 7.773 2091 2094 2098 rVB6 653 419 0.03% 0.004%
43 7.863 2111 2122 2141 rBV 39475 69910 5.31% 0.638%
44  7.976 2148 2157 2162 rBvV4 7810 11609 0.88% 0.106%
45  8.024 2163 2172 2198 rVV 340984 642465 48.82% 5.868%
46  8.130 2199 2205 2231 rVWV 55362 108518 8.25% 0.991%
47  8.246 2234 2241 2272 rVB2 29629 61380 4.66% 0.561%
48  8.548 2330 2335 2340 rVB6 546 505 0.04% 0.005%
49 8.619 2344 2357 2383 rBV 109619 181728 13.81% 1.660%
50 8.786 2396 2409 2437 rBV 609139 1014602 77.10% 9.266%
51 9.027 2479 2484 2488 rVB4 979 978 0.07% 0.009%
52 9.059 2488 2494 2498 rBV6 1395 2095 0.16% 0.019%
53 9.153 2519 2523 2524 rBV3 445 330 0.03% 0.003%
54  9.349 2577 2584 2586 rBvV3 1043 1097 ©0.08% 0.010%
55 9.500 2621 2631 2641 rBvV2 6160 12039 0.91% 0.110%
56 9.612 2663 2666 2669 rBV3 629 344 0.03% ©0.003%
57 9.635 2669 2673 2676 rBV5 400 324 0.02% 0.003%
58 9.780 2715 2718 2721 rBV3 427 319 0.02% 0.003%
59 9.876 2746 2748 2751 rVV3 490 318 0.02% 0.003%
60 10.107 2815 2820 2821 rBV3 874 599 0.05% 0.005%
61 10.152 2821 2834 2859 rVB 361993 566514 43.05% 5.174%
62 10.378 2900 2904 2906 rBV3 640 381 0.03% 0.003%
63 10.445 2923 2925 2929 rBV3 328 333  0.03% 0.003%
64 10.529 2946 2951 2952 rBV4 429 317 0.02% 0.003%
65 10.779 3023 3029 3033 rBv4 518 483 0.04% 0.004%
66 10.802 3034 3036 3043 rVB3 454 380 0.03% 0.003%
67 10.847 3047 3050 3051 rBV 579 324 0.02% ©0.003%
68 11.011 3096 3101 3105 rVB4 466 409 0.03% 0.004%
69 11.185 3144 3155 3180 rBV 628802 981434 74.58% 8.963%
70 11.493 3248 3251 3257 rVB5 555 469 0.04% 0.004%
71 11.561 3257 3272 3297 rBV 586501 928312 70.54% 8.478%
72 11.779 3337 3340 3343 rBV3 479 330 0.03% 0.003%
73 11.844 3355 3360 3362 rBV3 519 405 0.03% 0.004%
74 11.963 3394 3397 3400 rVVv2 727 530 0.04% 0.005%
75 12.146 3452 3454 3460 rVB4 420 364 0.03% 0.003%
76 12.332 3508 3512 3513 rBV2 604 368 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO11024WMA .M
Title : VOC Analysis
77 12.365 3518 3522 3525 rBV4 654 439 0.03% 0.004%
78 12.435 3539 3544 3546 rBV3 838 704 0.05% 0.006%
79 12.522 3562 3571 3575 rBV7 581 931 0.07% 0.009%
80 12.593 3589 3593 3600 rBV6 615 790 0.06% 0.007%
81 12.657 3609 3613 3615 rBV3 394 340 0.03% 0.003%
82 12.808 3655 3660 3662 rBVS5 571 421 0.03% 0.004%
83 12.834 3666 3668 3674 rvvi 464 400 0.03% 0.004%
84 12.924 3692 3696 3700 rVB3 550 506 0.04% 0.005%
85 12.950 3700 3704 3706 rBV3 577 447 0.03% 0.004%
86 13.049 3732 3735 3737 rBV2 588 358 0.03% 0.003%
87 13.162 3768 3770 3774 rVB3 531 356 ©0.03% 0.003%
88 13.207 3777 3784 3794 rBV7 2814 4391 0.33% 0.040%
89 13.374 3833 3836 3844 rVB7 598 744 0.06% 0.007%
90 13.451 3852 3860 3872 rVB2 8401 13754 1.05% 0.126%
91 13.683 3923 3932 3939 rBV7 1824 2738 0.21% 0.025%
92 13.805 3965 3970 3972 rBV2 647 505 0.04% 0.005%
93 13.847 3980 3983 3987 rVB3 651 500 0.04% 0.005%
94 14.127 4068 4070 4074 rVB3 917 498 0.04% 0.005%
95 14.156 4074 4079 4082 rBV5 674 632 0.05% 0.006%
96 14.262 4109 4112 4116 rVV5 447 415 0.03% 0.004%
97 14.345 4134 4138 4143 rBV6 721 773 0.06% 0.007%
98 14.512 4184 4190 4198 rBVS8 566 970 0.07% 0.009%
99 14.606 4216 4219 4220 rBV4 538 347 0.03% 0.003%
100 14.844 4286 4293 4297 rBV7 888 1341 0.10% 0.012%
Sum of corrected areas: 10949273
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV033565.D\data.ms
600000

500000 4.957

400000 5.335

2.060

300000 5.989
200000 1278 4.249
1.529
6.394
100000 3 783
| 11€ 2.323%78669 2. &qw 4.4656RERE 5.214 5. 72830 6.3

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 280 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 TIC: VV033565.D\data.ms

O

500000

400000
8.024 10.152

300000

200000 6.915

7.555
8.619
100000 LJ\¥ 150 JL t L
7.124 7.863| 1"18.246 Jg
ol eBe J\ 7.77 7-9‘ AU ‘s‘.57‘ i GBCIESBS&)?;@MBB?GIO 71(13173529111)1011‘ ‘114 mnmes

Time--> 7.00 8.00 8.50 9. 00 9. 50 10 OO 10.50 11.00 11.50 12 00
Abundance TIC: VV033565.D\data.ms
600000

500000

400000

300000

200000

100000

o LAGZRARRE B PREEENE3802.3740 1 3.648B857 1M IER6246 B1LB06L4.844
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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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.
6.394 13.28 ug/L 222215 1,4-Difluorobenzene 5.535

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 1665 (6.394 min): VV033565.D\data.ms (-1656) (-) m/z 43.00 100.00%
43.0
5000
61.0
REaas e e R
77-0 6.00 6.20 6.40 6.60 6.80
Ot 889 wm/z el.e0  28.13%
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 14.17%
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
TR
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.95 10.87%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate P
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 8.50%
5000
61.0
150 27.0 77-0
0H‘H‘H‘H\‘\“Hm“w;u‘HH“\m‘\m‘\m‘\m‘\m‘\ R R RARR RS
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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.124 2.78 ug/L 46491 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# 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 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 40
Abundance Scan 1892 (7.124 min): VV033565.D\data.ms (-1883) (-) m/z 56.95 100.00%
57.0
43.0
5000
75.0
R KRna
‘ 101.0 6.80 7.00 7.20 7.40
0 H‘w‘w‘m“_m_‘w‘,w,mH‘www‘mww‘ m/z 42.95 60.09%
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 T T T T[T T [ T[T
29.0 75.0 6.80 7.00 7.20 7.40
m/z 75.00  31.10%
101.0
O \\‘]\-\5\(\)‘\\\‘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
put \\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.80 7.00 7.20 7.40
43.0 o
5000 m/z 40.95 18.68%
29.0
75.0
‘ ‘ 101.0
) S A O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester RARESSaEEEEEEEE
57 6.80 7.00 7.20 7.40
m/z 59.00 12.34%
5000 43.0
75.0
29.0
101.0
ol 220 s My e 169, SR 111 NN .
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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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.
7.863 3.45 ug/L 69910 Chlorobenzene-d5 8.786

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 74
Abundance Scan 2122 (7.863 min): VV033565.D\data.ms (-2111) (-) m/z 42.95 100.00%
43.0
5000 71.0
PO T T
89.0 7.60 7.80 8.00 8.20
Losss | M o a
Obrrprrrrprrrr e bt e e e m/z 71.08  37.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 H\/\\\‘“HH’HH‘HH‘HH
7.60 7.80 8.00 8.20
27.0 1.0 m/z 40.95 24.97%
0 I ‘ 90 11501300
H‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘H\\‘\H\‘H\\‘\H\’HH‘H\\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
FTOTTTT T T
7.60 7.80 8.00 8.20
5000 m/z 89.00 12.90%
71.0
27.0 89.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester R RAL (\‘ RRRRRS
43.0 7.60 7.80 8.00 8.20
m/z 39.00 10.44%
5000
71.0
89.0
27 0
0 |, 570 | 115.0129 o
“““““,“ P 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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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.
8.130 5.35 ug/L 108518 Chlorobenzene-d5 8.786

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 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance Scan 2205 (8.130 min): VV033565.D\data.ms (-2199) (-) m/z 57.00 100.00%
57.0
5000 750
R REEANESE e
43‘0 7.80 8.00 8.20 8.40
Obrrrrprreprrle i ik B8O wjz 75.60  38.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 \\‘\\\\‘\/\\\\’\\\\‘\\\\‘
0 7.80 8.00 8.20 8.40
29.0 43.0 m/z 43.00  15.50%
OH‘\\H‘\H‘\“HH“‘\“H\‘\H\‘H\\‘\}H’\H‘\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0 780800820840
5000 m/z 40.95 12.64%
43.0 8.0
0 Ly ‘M‘ L 88.0 101.0 115.0
reprrrepre e e et et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester R A RNARNEEE
57.0 7.80 8.00 8.20 8.40
m/z 42.00 8.28%
5000 75.0
29.0
43.0
oH‘1‘5:9_H1“””““““_”‘_”wHH,‘?ﬁq‘Wm,ww SN LNV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
8.246 3.02 ug/L 61380 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
5 Isobutylamine 73 C4H11IN 000078-81-9 9

Abundance Scan 2241 (8.246 min): VV033565.D\data.ms (-2234) (-) m/z 42.95 100.00%
43.0

73.0 T T T
‘ 8.00 8.20 8.40 8.60

86.9
oH_‘H_m‘HH“‘mw‘m“mwum,‘Hu_ww,ww m/z 56.00  38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 R o e e e B R

8.00 8.20 8.40 8.60
m/z 41.00 17.30%

9.0 73.0
150 239 || | | 870 1010 117.0
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 #9209: Acetic acid, butyl ester
43.0

o

T T R
56.0 8.00 8.20 8.40 8.60
5000 ITI z 73.00 16.60%
73.0
29.0
0 el 87.0 1010 1170
T e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0 8.00 8.20 8.40 8.60
m/z 60.90 13.60%
5000
56.0
150 290 73.0
Obrrriy ‘\ ‘\“ \ ‘\‘ \‘ 187(\)10\10!115?
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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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.
8.619 8.96 ug/L 181728 Chlorobenzene-d5 8.786

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 86
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64

Abundance Scan 2357 (8.619 min): VV033565.D\data.ms (-2344) (-) m/z 42.95 100.00%

43.0
71.0
5000
89.0

115.0 8‘208‘408‘608‘809.‘00
oHWHwWWH\HWHWw:‘mwl_wwmwww m/z 71.e0  71.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 LA AR

89.0 8.20 8.40 8.60 8.80 9.00
' m/z 41.00  28.74%

27.0
‘”\””W”W‘”WM”\”JP”WH”W”AW‘”W”ﬁ%i?%gggw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropyl butyrate
43.0

o

71.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 89.00 27 .04%
89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate RammanEE S ‘ Rmamea
43.0 71. 8.20 8.40 8.60 8.80 9.00
m/z 41.95 13.17%
5000 89.0
115.0
OHR%MWMWMWkMNWNWWMWLﬁ%R‘ AU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 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\VVv011024\
Data File : VV@33565.D

Acqg On : 10 Jan 2024 17:06
Operator : SY/MD

Sample : P1016-05 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 3.3 ug/L 222215 1 5.535 836566 50.0
Propanoic acid,... 7 2.8 ug/L 46491 1 5.535 836566 50.0
Propanoic acid,... 7 3.5 ug/L 69910 2 8.786 1014600 50.0
Propanoic acid,... 8.130 5.3 ug/L 108518 2 8.786 1014600 50.0
Acetic acid, bu... 8 3.0 ug/L 61380 2 8.786 1014600 50.0
Isopropyl butyrate 8 9.0 wug/L 181728 2 8.786 1014600 50.0
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