LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40424\
Data File : VV034970.D

Acqg On : 04 Apr 2024 11:59
Operator : SY/MD

Sample : P1893-02 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\SFAMVLMO32624WMA .M
Title : VOC Analysis

Signal : TIC: VV@34970.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 68 75 92 rVB 225892 251038 14.46% 1.913%
2 1.532 146 153 166 rBV 250740 285560 16.45% 2.176%
3 2.056 306 316 331 rBV 413531 601089 34.62%  4.580%
4 2.539 463 466 467 rBvV3 1149 613 0.04% 0.005%
5 2.696 513 515 518 rvB2 569 3106 0.02% 0.002%
6 2.767 533 537 541 rVB3 627 625 0.04% 0.005%
7 2.789 541 544 546 rBV2 451 243  0.01% ©0.002%
8 2.892 575 576 579 rBV 388 205 0.01% 0.002%
9 3.024 612 617 620 rBV2 526 570 0.03% 0.004%
10 3.040 620 622 626 rVB 543 261 0.02% 0.002%
11 3.069 626 631 633 rBV 482 405 0.02% 0.003%
12 3.105 638 642 646 rBvV 503 331 0.02% 0.003%
13 3.127 646 649 650 rBv2 426 248 0.01% 0.002%
14 3.246 681 686 688 rBV 376 352 0.02% ©0.003%
15 3.288 695 699 705 rBV3 485 566 0.03% 0.004%
16 3.317 705 708 709 rBV 326 180 0.01% 0.001%
17 3.330 709 712 717 rBV2 348 327 0.02% 0.002%
18 3.381 727 728 731 rVB 404 117 0.01% 0.001%
19 3.397 731 733 736 rBvV 268 214 0.01% 0.002%
20 3.416 736 739 741 rBV2 232 169 0.01% 0.001%
21 3.529 769 774 776 rBvV2 425 417 0.02% 0.003%
22 3.564 782 785 788 rBvV 328 297 0.02% 0.002%
23 3.596 794 795 796 rBV 213 78 0.00% 0.001%
24 3.709 827 830 834 rVB2 375 245 0.01% ©0.002%
25 3.728 834 836 838 rBV 188 109 0.01% 0.001%
26 3.744 839 841 843 rBV 363 174 0.01% 0.001%
27 3.796 849 857 898 rBV 102095 339267 19.54%  2.585%
28 4.246 983 997 1031 rVB 264670 681974 39.28% 5.197%
29 4.757 1153 1156 1162 rVB3 631 439 0.03% 0.003%
30 4.783 1162 1164 1166 rBvV2 389 203 0.01% ©0.002%
31 4.863 1187 1189 1191 rBV3 282 130 0.01% 0.001%
32 4.953 1201 1217 1260 rBV2 659032 1736128 100.00% 13.230%
33 5.532 1386 1397 1424 rBV 466397 964753 55.57% 7.352%
34 5.828 1481 1489 1516 rvB3 19025 45406 2.62% ©0.346%
35 5.985 1525 1538 1574 rBV 382925 802375 46.22% 6.114%

36 6.397 1659 1666 1703 rBV 86355 185733 10.70%  1.415%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40424\
Data File : VV034970.D

Acqg On : 04 Apr 2024 11:59
Operator : SY/MD

Sample : P1893-02 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\SFAMVLMO32624WMA .M
Title : VOC Analysis
37 6.911 1816 1826 1858 rBV 195909 379029 21.83% 2.888%
38 7.124 1884 1892 1907 rBV 19332 37382 2.15% 0.285%
39 7.239 1918 1928 1952 rBV 755193 1326395 76.40% 10.107%
40 7.551 2016 2025 2056 rBV2 149791 294638 16.97% 2.245%
41  7.863 2112 2122 2136 rBvV2 25970 47419 2.73% 0.361%
42 7.982 2152 2159 2163 rBVS5S 6123 8749 0.50% 0.067%
43 8.027 2164 2173 2199 rBV2 326483 742656 42.78% 5.659%
44  8.519 2323 2326 2331 rVB4 1140 1038 0.06% ©0.008%
45  8.551 2331 2336 2340 rBV5 1068 1368 ©0.08% 0.010%
46 8.622 2347 2358 2377 rBV 74782 130564 7.52% 0.995%
47  8.783 2397 2408 2431 rBV 738275 1211226 69.77% 9.230%
48 9.172 2527 2529 2532 rBvV2 350 183 0.01% 0.001%
49 9.207 2537 2540 2542 rBV4 720 477 0.03% 0.004%
50 9.471 2619 2622 2625 rBv4 247 214 0.01% 0.002%
51 9.503 2625 2632 2638 rBV5 3023 4742  0.27% 0.036%
52 9.670 2682 2684 2686 rBV2 278 89 0.01% 0.001%
53 9.760 2708 2712 2714 rBvV2 420 265 0.02% 0.002%
54 9.773 2714 2716 2720 rVB2 309 218 0.01% 0.002%
55 9.989 2781 2783 2786 rvB2 625 333 0.02% 0.003%
56 10.011 2786 2790 2792 rBV3 608 442 0.03% 0.003%
57 10.037 2795 2798 2802 rBV3 361 349 0.02% 0.003%
58 10.107 2815 2820 2821 rBV 634 458 0.03% 0.003%
59 10.149 2822 2833 2862 rVvV 508018 817312 47.08% 6.228%
60 10.407 2908 2913 2916 rBV3 550 544 0.03% 0.004%
61 10.458 2926 2929 2932 rVB3 470 243  0.01% 0.002%
62 10.497 2936 2941 2943 rBV2 515 375 0.02% 0.003%
63 10.522 2945 2949 2951 rVB5 644 470 0.03% 0.004%
64 10.545 2954 2956 2957 rBV 293 118 0.01% 0.001%
65 10.606 2973 2975 2979 rBV2 584 418 0.02% 0.003%
66 10.689 2994 3001 3002 rBV3 643 531 ©0.03% 0.004%
67 10.725 3010 3012 3015 rBV3 280 156 0.01% ©0.001%
68 10.805 3035 3037 3041 rVB 372 210 0.01% 0.002%
69 10.844 3046 3049 3053 rBV3 375 402 0.02% 0.003%
70 10.879 3058 3060 3061 rBV 399 156 ©0.01% ©0.001%
71 10.911 3068 3070 3071 rBV 209 68 0.00% 0.001%
72 10.931 3073 3076 3077 rBV 447 190 0.01% 0.001%
73 11.017 3100 3103 3105 rBV 342 232  0.01% 0.002%
74 11.062 3115 3117 3119 rBV2 315 133  0.01% 0.001%
75 11.185 3144 3155 3176 rBV 670210 1054315 60.73% 8.034%
76 11.474 3243 3245 3247 rVB 414 161 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40424\
Data File : VV034970.D

Acqg On : 04 Apr 2024 11:59
Operator : SY/MD

Sample : P1893-02 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\SFAMVLMO32624WMA .M
Title : VOC Analysis

77 11.558 3260 3271 3299 rBV 726360 1147484 66.09%  8.744%
78 12.008 3409 3411 3413 rBV3 399 163 ©0.01% 0.001%
79 12.127 3441 3448 3450 rBV4 642 706 0.04% 0.005%
80 12.294 3498 3500 3503 rVB 503 222 0.01% 0.002%
81 12.316 3503 3507 3509 rBV2 806 580 0.03% 0.004%
82 12.487 3552 3560 3563 rBV2 622 984 0.06% 0.007%
83 12.590 3589 3592 3595 rBV3 602 300 0.02% 0.002%
84 12.779 3650 3651 3654 rBV2 347 182 0.01% 0.001%
85 12.943 3699 3702 3707 rBV2 648 610 0.04% 0.005%
86 12.969 3707 3710 3713 rVB 318 235 0.01% 0.002%
87 12.988 3713 3716 3719 rBV3 616 431 0.02% 0.003%
88 13.104 3749 3752 3754 rBV2 497 241 0.01% 0.002%
89 13.207 3779 3784 3792 rBV5S 2522 3293 0.19% 0.025%
90 13.303 3811 3814 3815 rBV 655 338 0.02% 0.003%
91 13.419 3848 3850 3851 rBV 418 138 0.01% 0.001%
92 13.689 3931 3934 3935 rBV 693 406 ©0.02% 0.003%
93 13.808 3968 3971 3975 rVB3 578 398 0.02% 0.003%
94 13.972 4019 4022 4024 rBV2 584 418 0.02% 0.003%
95 14.275 4114 4116 4119 rBV2 626 502 0.03% 0.004%

Sum of corrected areas: 13123050
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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\VVve40424\

: VVe34970.D

: 04 Apr 2024 11:59

: SY/MD

: P1893-02 10X

: 5.0mL/MSVOA_V/WATER

: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VvVve40424\
Data File : VV@34970.D

Acqg On : 04 Apr 2024 11:59

Operator : SY/MD

Sample : P1893-02 10X

Misc : 5.0mL/MSVOA_V/WATER
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 n-Propyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.397 9.63 ug/L 185733  1,4-Difluorobenzene 5.532
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 56
Abundance Scan 1666 (6.397 min): VV034970.D\data.ms (-1659) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0 Raman e RRRR
‘ 6.00 6.20 6.40 6.60 6.80
Ob el L 8TO s, 6160 32.65%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4776 n-Propyl acetate
43.0
5000 N LN RN R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00 16.71%
27.0 30
O \\‘\]_?;()\‘\\\‘\-“\\\\"”{\\‘\\\\"\\\\‘\‘\\\’\\8\7;0‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #4779: n-Propyl acetate
43.0
e S RRaRE
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 12.46%
61.0
73.0
15.0 27.0 Il
O IR L A L I R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4777: n-Propyl acetate T T
43.0 6.00 6.20 6.40 6.60 6.80
m/z 41.05 10.52%
5000
61.0
27.
‘ 0 ‘ 73.0
0 H“"‘_‘1HH‘H‘UH“W“‘M,H“‘JH‘,“‘W“‘ PR T e
m/z--> 10 20 30 40 50 60 70 80 90 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\VVve40424\
Data File : VV@34970.D

Acqg On : 04 Apr 2024 11:59
Operator : SY/MD

Sample : P1893-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 1Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.622 5.39 ug/L 130564  Chlorobenzene-d5 8.783

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 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Isopropyl butyrate 130 C7H1402 000638-11-9 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 2358 (8.622 min): VV034970.D\data.ms (-2347) (-) m/z 43.05 100.00%
43.0
71.0
5000
89.0
_“W‘H“H“_‘H“H
H ‘b ‘ 115.0 8.20 8.40 8.60 8.80 9.00
Ot 220l m/z 71.00  82.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 RN R AR
89.0 8.20 8.40 8.60 8.80 9.00
m/z 41.05 33.66%
b ‘ 115.0
OH\]_‘\3\9‘\\\“‘\\\\“!“H‘ﬁ\?\“\\\\‘M\H‘HH‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80 9.00
5000 m/z 89.00 32.04%
89.0
27.0
e STO_ L L 11501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15547: Propanoic acid, 2-methyl-, propy! ester \““w“‘\“‘w““\“
43.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 16.73%
5000 71.0
0 I ‘\‘ 570 | 115.0130.0
P e e e e e e e e O ERANAGSE A e R
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\VVve40424\
Data File : VV034970.D

Acqg On : 04 Apr 2024 11:59
Operator : SY/MD

Sample : P1893-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO32624WMA.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 6.397 9.6 ug/L 185733 1 5.532 964753 50.0
Isopropyl butyrate 8.622 5.4 ug/L 130564 2  8.783 1211230 50.0
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