LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO50124WMA .M
Title : VOC Analysis

Signal : TIC: VV@35504.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.275 67 73 93 rVB 251257 272399 15.32% 1.869%
2 1.529 145 152 169 rVB 222771 263676 14.83% 1.809%
3 2.056 306 316 330 rBV 423172 608430 34.22% 4.174%
4  2.445 428 437 450 rVB 10486 18075 1.02% 0.124%
5 2.497 450 453 456 rBV2 354 277 0.02% 0.002%
6 2.545 461 468 469 rBV3 501 480 0.03% 0.003%
7 2.558 469 472 482 rVB5 881 1187 ©0.097% ©0.008%
8 2.744 524 530 533 rBV 350 371 0.02% 0.003%
9 2.966 594 599 604 rVB2 235 301 0.02% 0.002%
106 3.034 616 620 624 rBvV2 335 291 0.02% 0.002%
11 3.220 674 678 681 rVW 438 307 0.02% 0.002%
12 3.789 847 855 908 rBvV 130563 400320 22.51% 2.747%
13 4.246 980 997 1033 rBV 280960 726418 40.85% 4.984%
14  4.474 1065 1068 1072 rBV4 360 349 0.02% 0.002%
15 4.587 1100 1103 1109 rVB3 533 420 0.02% 0.003%
16 4.622 1112 1114 1119 rVB2 427 292 0.02% 0.002%
17 4.741 1147 1151 1156 rVB2 385 430 0.02% 0.003%
18 4.773 1156 1161 1163 rBV2 312 264 0.01% 0.002%
19 4.953 1201 1217 1253 rBV2 685007 1778118 100.00% 12.200%
20 5.220 1292 1300 1314 rBV2 5813 13509 0.76% 0.093%
21 5.532 1385 1397 1429 rBV 567459 1185319 66.66% 8.132%
22 5.838 1483 1492 1509 rVB7 4713 10436 0.59% 0.072%
23 5.985 1526 1538 1573 rBV 385854 812036 45.67% 5.571%
24  6.297 1626 1635 1645 rBV2 4123 10150 ©.57% 0.070%
25 6.400 1658 1667 1701 rBV 66451 147373  8.29% 1.011%
26 6.786 1781 1787 1789 rBV4 313 333 0.02% 0.002%
27 6.911 1816 1826 1854 rBV 197311 379177 21.32% 2.602%
28 7.124 1883 1892 1909 rBvV2 22719 42784  2.41% 0.294%
29 7.243 1918 1929 1967 rBV 790678 1409870 79.29% 9.673%
30 7.551 2015 2025 2049 rBV 148688 286048 16.09%  1.963%
31 7.863 2113 2122 2136 rBV2 28521 50034 2.81% 0.343%
32 7.976 2149 2157 2162 rBV4 6859 10137 0.57% 0.070%
33 8.024 2162 2172 2199 rW 479639 872856 49.09% 5.989%
34 8.133 2200 2206 2223 rVB 40413 75246  4.23% 0.516%
35 8.259 2238 2245 2266 rVB3 10522 23576  1.33% 0.162%
36 8.445 2301 2303 2307 rVB4 656 391 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO50124WMA .M
Title : VOC Analysis
37 8.480 2312 2314 2317 rVv3 436 302 0.02% 0.002%
38 8.509 2320 2323 2325 rBvV2 524 286 0.02% 0.002%
39 8.619 2347 2357 2383 rBV 81348 140690 7.91% 0.965%
40 8.783 2397 2408 2442 rBV 910484 1494905 84.07% 10.256%
41  9.0979 2495 2500 2503 rBV5 855 898 0.05% 0.006%
42 9.146 2518 2521 2527 rBV3 688 641 0.04% 0.004%
43 9.178 2527 2531 2534 rBvV3 716 571 0.03% 0.004%
44  9.365 2583 2589 2595 rBV5 655 1012 0.06% 0.007%
45  9.455 2613 2617 2621 rBV5 375 362 0.02% 0.002%
46  9.503 2626 2632 2634 rBv4 2455 2856 0.16% 0.020%
47  9.706 2691 2695 2697 rVv2 402 348 0.02% 0.002%
48 9.815 2723 2729 2733 rBv2 433 467 ©0.03% 0.003%
49 9.886 2745 2751 2756 rVB5 622 632 0.04% 0.004%
50 9.976 2776 2779 2784 rVB2 360 316 0.02% 0.002%
51 10.017 2784 2792 2795 rBvV3 308 433  0.02% 0.003%
52 10.059 2801 2805 2807 rVB 575 347 0.02% 0.002%
53 10.149 2822 2833 2860 rBV 599624 954483 53.68% 6.549%
54 10.480 2932 2936 2941 rBV3 489 429 0.02% 0.003%
55 10.564 2957 2962 2964 rvVB2 513 501 0.03% 0.003%
56 10.718 3007 3010 3013 rvVB2 450 290 0.02% 0.002%
57 10.744 3013 3018 3023 rBvV2 433 450 0.03% 0.003%
58 10.796 3028 3034 3036 rBvV3 661 530 0.03% 0.004%
59 10.869 3054 3057 3061 rVB3 619 500 0.03% 0.003%
60 11.095 3124 3127 3132 rBV3 418 371 0.02% 0.003%
61 11.130 3134 3138 3143 rBV2 832 921 0.05% 0.006%
62 11.185 3143 3155 3181 rBV 830615 1299422 73.08% 8.915%
63 11.558 3259 3271 3298 rBV 793759 1255853 70.63% 8.616%
64 11.808 3347 3349 3353 rVB3 494 318 0.02% 0.002%
65 11.931 3385 3387 3393 rVB2 634 574 0.03% 0.004%
66 11.956 3393 3395 3397 rBV2 466 277 0.02% 0.002%
67 12.043 3421 3422 3428 rVB2 522 363 0.02% 0.002%
68 12.094 3435 3438 3444 rVV2 303 281 0.02% 0.002%
69 12.146 3453 3454 3460 rVB2 438 367 0.02% 0.003%
70 12.197 3466 3470 3474 rVV2 501 422 0.02% 0.003%
71 12.255 3484 3488 3490 rBV2 436 349 0.02% 0.002%
72 12.303 3500 3503 3506 rBV 416 364 0.02% 0.002%
73 12.332 3508 3512 3516 rVB2 482 376 0.02% ©0.003%
74 12.355 3516 3519 3523 rBV2 419 305 0.02% 0.002%
75 12.410 3533 3536 3538 rBV2 329 267 0.02% 0.002%
76 12.422 3538 3540 3546 rVB4 611 494 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 23  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\SFAMVLMO50124WMA .M
Title : VOC Analysis
77 12.451 3546 3549 3553 rBV3 354 272 0.02% 0.002%
78 12.471 3553 3555 3558 rVB 434 283 0.02% 0.002%
79 12.496 3558 3563 3566 rBV4 638 562 0.03% 0.004%
80 12.519 3566 3570 3575 rBV2 702 498 0.03% 0.003%
81 12.615 3598 3600 3604 rVB3 429 299 0.02% 0.002%
82 12.696 3622 3625 3631 rVB3 367 301 0.02% 0.002%
83 12.750 3638 3642 3648 rBV5 771 762 0.04% 0.005%
84 12.792 3652 3655 3657 rBV2 458 367 ©0.02% 0.003%
85 12.956 3701 3706 3707 rBV 397 306 0.02% 0.002%
86 13.027 3725 3728 3733 rBV2 484 505 ©0.03% 0.003%
87 13.191 3775 3779 3781 rBV3 393 296 0.02% 0.002%
88 13.207 3781 3784 3786 rBV 765 560 0.03% 0.004%
89 13.368 3831 3834 3838 rVB 619 384 0.02% 0.003%
90 13.516 3875 3880 3881 rBV3 355 296 0.02% 0.002%
91 13.689 3931 3934 3940 rVB4 824 796 0.04% 0.005%
92 13.911 4000 4003 4006 rVB2 591 366 0.02% 0.003%
93 13.934 4007 4010 4014 rVB2 594 354 0.02% 0.002%
94 13.975 4020 4023 4026 rBV4 684 483 0.03% 0.003%
95 14.175 4080 4085 4088 rBV3 514 436 0.02% 0.003%
96 14.339 4134 4136 4140 rBV3 524 353 0.02% 0.002%
97 14.377 4146 4148 4150 rVB2 646 279 0.02% 0.002%
98 14.596 4212 4216 4219 rBV2 590 506 0.03% 0.003%
99 15.046 4354 4356 4359 rBV2 549 363 0.02% 0.002%
100 15.159 4389 4391 4394 rBV2 699 410 0.02% 0.003%
Sum of corrected areas: 14575290
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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\VVve50124\

: VWe355e4.D

: 01 May 2024 18:14
: SY/MD

: P2220-03 10X

: 5.0mL/MSVOA_V/WATER
. 23

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

800000

600000

400000
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05
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 6.22 ug/L 147373  1,4-Difluorobenzene 5.532

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 74
3 n-Propyl acetate 102 C5H1002 000109-60-4 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 40
5 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 38
Abundance Scan 1667 (6.400 min): VV035504.D\data.ms (-1658) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0 T e
‘ 6.00 6.20 6.40 6.60 6.80
Ot 868 1008 .61 6o 35.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776 n-Propyl acetate
43.0
5000 I L B R R
6.00 6.20 6.40 6.60 6.80
61.0 m/z 73.00  20.20%
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
Ramas e R RARRRS
6.00 6.20 6.40 6.60 6.80
5000 m/z 42.00 12.42%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate “‘H“‘H4¥r‘W““,H
43.0 6.00 6.20 6.40 6.60 6.80
m/z 40.95 10.19%
5000
61.0
150 27.0 77-0
0 H‘H‘H‘H\‘\“Hm“w;u‘HH“\m‘\m‘\m‘\m‘\m‘\
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\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.133 2.52 ug/L 75246  Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28
Abundance Scan 2206 (8.133 min): VV035504.D\data.ms (-2200) (-) m/z 57.00 100.00%
57.0
5000 75.0
430 L L L R I B BB |
‘ 7.80 8.00 8.20 8.40
Obre el o 88L  wjz 75.00  45.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L R IR B
290 8.0 7.80 8.00 8.20 8.40
43.0 m/z 43.00 18.01%
OH‘\\\.\‘\\i‘l“\\H“H‘H\‘\\iH‘H\\‘\}1\’\H\“HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
R AARNEEEES Ena
29.0 7.80 8.00 8.20 8.40
5000 75.0 m/z 41.00  11.74%
43.0
0., 150 “m I sho  so
e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester R E s RARES Amm
57.0 7.80 8.00 8.20 8.40
m/z 86.95 7.69%
5000 290 75.0
43.0
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\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA.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 TIsopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.619 4.71 ug/L 140690  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 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Isopropyl butyrate 130 C7H1402 000638-11-9 59

Abundance Scan 2357 (8.619 min): VV035504.D\data.ms (-2347) (-) m/z 43.00 100.00%

43.0 71.0
5000
89.0
_“w“u‘u“_“w‘u
H ‘b ‘ 115.0 8.20 8.40 8.60 8.80 9.00
Oberprrer eyl R ekt e m/z 71,00 97.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 I LA B R B
89.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 37.04%
115.0
OH\]-‘\3\9‘\\\“‘\\\\“!“H‘ﬁ\?\&)\\\\‘M\H‘H\!‘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 41.00 32.54%

89.0
27.0
O SO L 503300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 {\\N
Abundance #15400: Isopropy! butyrate e ARamaREE SR
43.0 8.20 8.40 8.60 8.80 9.00
m/z 88.00 16.28%
71.0
5000
89.0
0 270 M\ H “ 1150 o N
T e e e e e e Pren o e e
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\VVv050124\
Data File : VV@35504.D

Acqg On : 01 May 2024 18:14
Operator : SY/MD

Sample : P2220-03 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50124WMA .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 6.2 ug/L 147373 1 5.532 1185320 50.0
Propanoic acid,... 8.133 2.5 ug/L 75246 2 8.783 1494910 50.0
Isopropyl butyrate 8.619 4.7 ug/L 140690 2 8.783 1494910 50.0
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