LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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@33563.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.166 36 39 43 rVB 1419 1202 0.09% 0.011%
2 1.220 50 56 61 rBvVe6 2762 4650 0.33% 0.042%
3 1.278 68 74 91 rBV 201752 212255 15.27% 1.910%
4 1.529 145 152 174 rVB 152146 188665 13.57% 1.698%
5 2.060 308 317 331 rBV 312563 451959 32.51% 4.067%
6 2.449 430 438 453 rVB2 11291 20105 1.45% 0.181%
7 2.542 463 467 468 rBV3 539 383 0.03% 0.003%
8 2.638 495 497 502 rVB3 548 429 0.03% 0.004%
9 2.696 508 515 516 rBv4 2923 2610 0.19% 0.023%
106 2.802 546 548 552 rVB2 646 370 0.03% 0.003%
11 3.005 607 611 616 rBv4 557 550 0.04% 0.005%
12 3.066 625 630 632 rVB4 496 416 0.03% 0.004%
13  3.111 637 644 645 rBv4 780 698 0.05% 0.006%
14 3.275 690 695 697 rBV5 396 377 0.03% 0.003%
15 3.410 732 737 741 rBV6 452 457 0.03% 0.004%
16 3.465 748 754 757 rBV5S 494 536 ©0.04% 0.005%
17 3.638 802 808 809 rBv4 677 400 0.03% 0.004%
18 3.783 844 853 892 rBV 88614 246206 17.71%  2.215%
19 4.159 967 970 974 rBV5 740 727 0.05% 0.007%
20 4.249 981 998 1024 rBV 207362 531360 38.22% 4.781%
21  4.452 1057 1061 1065 rVB6 891 774 0.06% ©0.007%
22 4.474 1065 1068 1070 rBv4 597 356 0.03% 0.003%
23 4.635 1115 1118 1124 rVB7 642 677 0.05% 0.006%
24  4.670 1126 1129 1131 rVB3 684 415 0.03% 0.004%
25 4.793 1164 1167 1172 rBV5S 464 427 0.03% 0.004%
26 4.957 1200 1218 1249 rBV2 521316 1390190 100.00% 12.508%
27 5.214 1287 1298 1311 rBV3 8182 20372 1.47% 0.183%
28 5.532 1386 1397 1433 rBV 364645 754910 54.30% 6.792%
29 5.834 1481 1491 1505 rBvV6 6515 14157 1.02% 0.127%
30 5.989 1524 1539 1569 rBV 308529 640195 46.05% 5.760%
31 6.304 1629 1637 1644 rBV5 1956 4457  0.32% 0.040%
32 6.394 1657 1665 1700 rBV 107261 215702 15.52% 1.941%
33  6.757 1775 1778 1782 rVB2 486 364 0.03% 0.003%
34 6.815 1792 1796 1800 rVB4 508 376 0.03% 0.003%
35 6.911 1814 1826 1859 rBV 184976 349055 25.11% 3.141%
36 7.120 1882 1891 1902 rBV 25763 44260 3.18% 0.398%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 7.243 1918 1929 1953 rBV 628232 1110782 79.90%  9.994%
38 7.555 2015 2026 2053 rBV 153108 285853 20.56% 2.572%
39 7.780 2091 2096 2108 rVB 1953 4209 0.30% 0.038%
40 7.860 2108 2121 2134 rBV 33743 59700 4.29% 0.537%
41  7.976 2150 2157 2162 rVWV7 7048 10423 0.75% 0.094%
42 8.024 2163 2172 2198 rVV 326721 626184 45.04% 5.634%
43 8.133 2199 2206 2227 rVB 48294 91120 6.55% 0.820%
44  8.249 2233 2242 2260 rBV 26395 48420 3.48% 0.436%
45  8.574 2340 2343 2348 rBV5 443 473 0.03% 0.004%
46 8.619 2348 2357 2375 rBV 96821 154916 11.14% 1.394%
47  8.783 2397 2408 2437 rBV 538244 916396 65.92%  8.245%
48  8.960 2457 2463 2471 rVB4 2866 4061 0.29% 0.037%
49 9.050 2487 2491 2493 rBV3 1043 811 0.06% 0.007%
50 9.088 2496 2503 2513 rw7 2698 5552 0.40% 0.050%
51 9.127 2513 2515 2518 rVB4 713 352 0.03% 0.003%
52 9.169 2524 2528 2534 rVB7 592 539 0.04% 0.005%
53 9.252 2551 2554 2560 rBV4 548 547 0.04% 0.005%
54 9.432 2605 2610 2614 rVB6 406 510 0.04% 0.005%
55 9.490 2618 2628 2634 rBvV2 9489 16923 1.22% 0.152%
56 9.670 2680 2684 2686 rBV3 985 609 0.04% 0.005%
57 9.834 2731 2735 2739 rBV5 518 428 0.03% 0.004%
58 9.873 2741 2747 2756 rBV4 1673 2343  0.17% 0.021%
59 10.008 2784 2789 2791 rBvV3 570 427 0.03% 0.004%
60 10.024 2791 2794 2799 rVW4 567 396 0.03% 0.004%
61 10.091 2810 2815 2817 rBV4 634 522 0.04% 0.005%
62 10.107 2817 2820 2821 rVV4 628 422 0.03% 0.004%
63 10.152 2822 2834 2875 rVB 364668 593466 42.69% 5.340%
64 10.487 2930 2938 2943 rBV5S 2108 2995 0.22% 0.027%
65 10.776 3023 3028 3031 rBV5 829 656 ©0.05% 0.006%
66 10.863 3047 3055 3065 rVB5 2968 4918 ©0.35% 0.044%
67 10.985 3089 3093 3097 rVV5 565 477 0.03% 0.004%
68 11.043 3107 3111 3115 rVB5S 522 422 0.03% 0.004%
69 11.124 3132 3136 3138 rBV4 1397 1146 0.08% 0.010%
70 11.185 3144 3155 3182 rBV 573193 907117 65.25% 8.162%
71 11.294 3186 3189 3195 rVB7 809 809 0.06% 0.007%
72 11.365 3208 3211 3216 rVB4 570 503 0.04% 0.005%
73 11.561 3259 3272 3299 rBV 619842 997084 71.72% 8.971%
74 11.747 3328 3330 3332 rBV2 595 400 0.03% 0.004%
75 11.857 3358 3364 3369 rBV6 578 690 0.05% 0.006%
76 11.969 3396 3399 3401 rBV2 461 342 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 12.072 3427 3431 3435 rBV5S 681 671 ©0.05% 0.006%
78 12.210 3470 3474 3477 rBV4 598 505 0.04% 0.005%
79 12.246 3480 3485 3488 rBV4 459 528 0.04% 0.005%
80 12.368 3513 3523 3532 rBV7 3994 6404 0.46% ©.058%
81 12.586 3587 3591 3603 rVV5 1959 2956 0.21% 0.027%
82 12.664 3612 3615 3619 rBV3 750 538 0.04% 0.005%
83 12.696 3623 3625 3630 rVB3 570 423  0.03% 0.004%
84 12.731 3630 3636 3639 rBV5 604 744 0.05% 0.007%
85 12.850 3667 3673 3675 rBv4 534 495 0.04% 0.004%
86 12.953 3701 3705 3706 rBV2 624 426 0.03% 0.004%
87 13.008 3718 3722 3725 rVv3 676 560 0.04% 0.005%
88 13.130 3758 3760 3765 rVVe6 581 432 0.03% 0.004%
89 13.204 3773 3783 3796 rBV2 16636 27109 1.95% 0.244%
90 13.310 3810 3816 3818 rBV4 466 479 0.03% 0.004%
91 13.384 3832 3839 3846 rVv3 7779 9759 0.70% 0.088%
92 13.445 3849 3858 3875 rVvV 56616 97521 7.01% 0.877%
93 13.689 3927 3934 3946 rVB6 3557 5863 0.42% 0.053%
94 13.786 3961 3964 3968 rVB4 798 681 ©0.05% 0.006%
95 13.853 3981 3985 3988 rBV3 577 412 0.03% 0.004%
96 14.303 4121 4125 4127 rBV4 460 392 0.03% 0.004%
97 14.390 4148 4152 4155 rBV2 651 513 0.04% 0.005%
98 14.574 4205 4209 4210 rBV2 662 422 0.03% 0.004%
99 14.689 4241 4245 4249 rBV4 637 583 0.04% 0.005%
100 15.123 4378 4380 4386 rBV5 720 660 0.05% 0.006%
Sum of corrected areas: 11114061
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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: VV033563.D\data.ms

600000

4.957
500000
400000 5 532
2.060 5.989
300000
200000 1.278 4.249
1.529
6.394
100000 3.783
NEERL 813686023 BRHE3. 2 ZRL165. @fL 4.159\ 44emesEr93 \ 5214 5.834 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 TIC: VV033563.D\data.ms

600000 7.243 11185 11P6L

8.783
500000
400000 10.152
8.024
300000
200000 6.911
7.555
100000 8.619
133
Z%E§ 7.860 | 118249
066581 7.780 976\ [ 8 5 mz 913@ 676 10.487 1010780 18ER A 2B65 | |11 . TABSEEO

IR s B T T T T T T [T T T T T T
Time--> 7.00 7.50 8.00 8. 50 9 00 9. 50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV033563.D\data.ms
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300000
200000

100000
13.445

OmwG&mmnﬁﬂ‘é@% 13089853 14130300.57689  15.123 _
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\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 14.29 ug/L 215702  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 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 64
Abundance Scan 1665 (6.394 min): VV033563.D\data.ms (-1657) (-) m/z 43.00 100.00%
43.0
5000
61.0
RRaas e R
73‘-0 6.00 6.20 6.40 6.60 6.80
Obr et BT wyz 6l.e0  27.87%
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 13.96%
73.0
15.0 27.0
O \\‘\\\\‘\\\‘\“\\\\“w{\\‘\\\\“\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
Rmans e A RRRRLRRRE
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 10.95%
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 40.95 8.67%
5000
61.0
27.
‘O ‘ 73.0
0“‘H‘w“mw‘HJN“W“Huu“whu“u“u‘w“u“ RN R N S
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@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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.
7.120 2.93 ug/L 44260 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 83
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 36
Abundance Scan 1891 (7.120 min): VV033563.D\data.ms (-1882) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
T T
‘ 101.0 6.80 7.00 7.20 7.40
Ol L m/z 43.00  60.07%
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 T T T[T T T[T rr[iriT]
290 6.80 7.00 7.20 7.40
75.0 m/z 75.00 27.93%
‘ ‘ ‘ 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
Fm e b
43.0 6.80 7.00 7.20 7.40
5000 m/z 40.90 18.66%
29.0 75.0
101.0
SN D O =13
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester R A Naaa s a e
7.0 6.80 7.00 7.20 7.40
43.0 m/z 59.00  9.64%
5000 29.0
75.0
150 101.0
B S A A X Bt T Y N A |
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@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .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 4 Propanoic acid, 2-methyl-, Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.860 3.26 ug/L 59700 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 78

Abundance Scan 2121 (7.860 min): VV033563.D\data.ms (-2108) (-) m/z 42.95 100.00%
43.0
5000 710
R ARRRRRLRE
89.0
Ul s6.9 ‘ 115.0 7.60 7.80 8.00 8.20 ;
Ol e 2ot e e M/z 71,08 37.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\\/\\*\‘1\\‘\\’\\\\‘\\\\‘/\\\\\\
7.60 7.80 8.00 8.20
27.0 710 m/z 41.60  25.91%
0 . ‘\ 157, ‘ 90 11501300
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R EERREERRRR R
7.60 7.80 8.00 8.20
5000 m/z 89.00 12.63%
71.0
89.0
27.0
O 570 11901290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester AT ARLma S
43.0 7.60 7.80 8.00 8.20
m/z 38.90 9.50%
5000
71.0
27.0 89.0
oh |- | 11501300
P e e R A RRRRRES R
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@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.133 4.97 ug/L 91120  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 74
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 38

Abundance Scan 2206 (8.133 min): VV033563.D\data.ms (-2199) (-) m/z 57.00 100.00%

57.0
5000 75.0

470 7.80 8.00 8.20 8.40
Ot et e e 82 e m/z 74.95  40.15%
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 42.95 13.24%
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
R R R AR
29.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 11.14%

o

43.0 70
i ‘M |, 88.0 101.0 115.0
S S| S TR NN £ T S S0 2RO
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

#9256: Propanoic acid, propyl ester R R REAREREESEE e
57.0 7.80 8.00 8.20 8.40

m/z 87.00 7.58%

29.0
75.0
5000
43.0
15.0 M‘ Jd 88.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 8
R.T. EstConc Area Relative to ISTD R.T.
8.249 2.64 ug/L 48420  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 90
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40
Abundance Scan 2242 (8.249 min): VV033563.D\data.ms (-2233) (-) m/z 42.95 100.00%
43.0
5000 56.0
72.9 \\\\‘\\\\‘\\\\’\\\\‘\\\
‘ ‘ 86.9 8.00 8.20 8.40 8.60
St RN TN AT e A= A m/z 55.95 38.43%
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 T T T TR T
8.00 8.20 8.40 8.60
oo 73.0 m/z 72.90 17.19%
o 150 29 L | 87.0 101.0 117.0
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 #9201: Acetic acid, butyl ester
43.0
‘/\H/\mu_m,uu_u
8.00 8.20 8.40 8.60
5000 m/z 41.00 16.14%
56.0
150 290 73.0
ol \“ || 870 10101150
H_‘H_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester S AARRARESEE SR S
43.0 8.00 8.20 8.40 8.60
56.0 m/z 61.00 15.80%
5000
73.0
29.0
0 W 87.0 101.0 117.0
R N A EASAEEANES Saas e “H‘H‘w“u,u‘w“
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@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 8.45 ug/L 154916  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 86
3 Isopropyl butyrate 130 C7H1402 000638-11-9 86
4 Isopropyl butyrate 130 C7H1402 000638-11-9 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2357 (8.619 min): VV033563.D\data.ms (-2348) (-) m/z 43.00 100.00%

43.0
71.0
5000
89.0

Il s7p | 115.0 8.20 8.40 8.60 8.80 9.00
Ot A ety M/ 71,000 70.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 [T T T T T T

89.0 8.20 8.40 8.60 8.80 9.00
' m/z 41.00  28.19%

27.0
Hw”wH‘\HWMWWH‘PH‘H‘me!ww““1\‘1‘?‘?“1‘3‘99‘\
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 ITI z 89.00 27.51%
89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate _m‘uu_m_uwu
43.0 71. 8.20 8.40 8.60 8.80 9.00
m/z 59.00 12.27%
5000 89.0
115.0
0 1\30\ i ‘\‘” \57\ \“ e \‘\13\00\ 20 ot
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 8 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.445 5.38 ug/L 97521 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 94
5 Naphthalene 128 C10H8 000091-20-3 94
Abundance Scan 3858 (13.445 min): VV033563.D\data.ms (-3849) (- m/z 127.95 100.00%
128.0
5000
102.0 iéSd
51.0 64.0 8.0 ' :
obr 380 T T 180l wz 12700 13.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 1
13.50
m/z 129.00 11.15%
510640 770 %0
O \‘\H\‘HH‘HHi\\H‘HH‘\“M‘\\H‘\H\“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13688: 1H-Indene, 1-methylene-
128.0
A
13.50
5000 m/z 102.00 10.01%
51.0
‘ 64.0 770 102.0 ‘
0“H‘W‘HJ“‘Hlm‘wﬁk‘_UW‘uuq‘u‘ﬁ‘u‘u‘w‘ﬂ‘_‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene i
128.0 13.50
m/z 51.00 8.28%
5000
102.0
0 51.0 64.0 77.0 |
Ot e e e e e i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33563.D

Acqg On : 10 Jan 2024 16:18
Operator : SY/MD

Sample : PB158329TB 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 4.3 ug/L 215702 1 5.535 754910 50.0
Propanoic acid,... 7 2.9 ug/L 44260 1 5.535 754910 50.0
Propanoic acid,... 7 3.3 ug/L 59700 2 8.786 916396 50.0
Propanoic acid,... 8.133 5.0 ug/L 91120 2 8.786 916396 50.0
Acetic acid, bu... 8 2.6 ug/L 48420 2 8.786 916396 50.0
Isopropyl butyrate 8 8.4 wug/L 154916 2 8.786 916396 50.0
Azulene 13. 5.4 ug/L 97521 3 11.185 907117 50.0
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