LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\
Data File : VU@46237.D

Acqg On : 09 Dec 2021 22:04
Operator : SY/MD

Sample : M5004-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46237.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 74 82 98 rBV 97211 108281 15.71% 1.941%
2 1.919 171 180 193 rVB 72291 91998 13.35% 1.649%
3 1.967 193 195 197 rBvV2 549 290 0.04% 0.005%
4 2.221 271 274 279 rBV3 427 343 0.05% ©0.006%
5 2.414 329 334 338 rBV2 267 330 0.05% 0.006%
6 2.575 371 384 401 rBV 147541 245194 35.58% 4.394%
7 2.851 464 470 472 rBV2 426 472 0.07% 0.008%
8 2.948 497 500 505 rBV3 511 428 0.06% ©0.008%
9 3.157 558 565 567 rBv2 373 394 0.06% 0.007%
106 3.192 569 576 585 rVB2 970 1849 0.27% 0.033%
11  3.266 593 599 601 rBv2 267 281 0.04% 0.005%
12 3.372 629 632 636 rvB2 362 284 0.04% 0.005%
13  3.420 643 647 651 rW 360 290 0.04% ©0.005%
14 3.443 652 654 659 rVB2 311 261 ©0.04% ©0.005%
15 3.472 659 663 666 rVB2 383 299 0.04% 0.005%
16 3.498 666 671 674 rBV 356 351 0.05% ©0.006%
17 3.575 691 695 700 rBV 336 437 0.06% 0.008%
18 3.691 726 731 734 rBV 292 256 0.04% ©0.005%
19 3.793 760 763 772 rVB2 494 603 0.09% 0.011%
20 3.967 814 817 826 rVB2 256 336 0.05% 0.006%
21 4.115 860 863 867 rBV 407 355 0.05% ©0.006%
22 4.440 961 964 967 rVV 360 260 0.04% 0.005%
23 4.478 971 976 980 rBvV 299 366 0.05% 0.007%
24  4.536 990 994 998 rBV 413 426 0.06% 0.008%
25 4.581 1003 1008 1011 rBV 321 276 0.04% 0.005%
26 4.642 1011 1027 1062 rBV 59250 182801 26.53% 3.276%
27 4.809 1069 1079 1097 rVB 12210 27088 3.93% 0.485%
28 4.957 1122 1125 1132 rVB 360 362 0.05% 0.006%
29 4.996 1132 1137 1140 rBV 438 377 0.05% 0.007%
30 5.067 1144 1159 1181 rVWV 120498 275016 39.91% 4.929%
31 5.526 1296 1302 1304 rBV 369 399 0.06% 0.007%
32 5.600 1321 1325 1328 rVB 439 285 0.04% 0.005%
33 5.729 1343 1365 1385 rBV2 253284 689060 100.00% 12.350%
34 6.253 1514 1528 1546 rBV 213505 397502 57.69% 7.124%
35 6.440 1582 1586 1590 rvv 411 366 0.05% 0.007%
36 6.533 1605 1615 1627 rVvv4 4082 8065 1.17% 0.145%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\
Data File : VU@46237.D

Acqg On : 09 Dec 2021 22:04
Operator : SY/MD

Sample : M5004-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 6.645 1645 1650 1651 rBV 309 273 0.04% 0.005%
38 6.694 1651 1665 1685 rBV 157858 304681 44.22% 5.461%
39 6.999 1756 1760 1762 rBV2 345 264 0.04% 0.005%
40 7.054 1774 1777 1782 rVB2 425 378 0.05% 0.007%
41  7.215 1824 1827 1832 rBv2 257 303 0.04% 0.005%
42 7.356 1866 1871 1877 rBV 288 289 0.04% 0.005%
43 7.504 1911 1917 1920 rBV2 511 685 0.10% 0.012%
44  7.568 1925 1937 1954 rBV 90253 157570 22.87%  2.824%
45  7.713 1979 1982 1985 rBV 392 305 0.04% 0.005%
46  7.899 2023 2040 2057 rBV 317872 557338 80.88% 9.989%
47  8.131 2108 2112 2116 rVB2 404 335 0.05% 0.006%
48  8.179 2116 2127 2140 rBV2 63386 103993 15.09% 1.864%
49 8.311 2164 2168 2173 rBV2 299 257 0.04% 0.005%
50 8.469 2210 2217 2218 rBV2 1209 991 0.14% 0.018%
51 8.636 2253 2269 2301 rBV 206689 367193 53.29% 6.581%
52 8.787 2310 2316 2328 rBV4 1597 2536 0.37% 0.045%
53 9.047 2391 2397 2399 rBV 327 339 0.05% 0.006%
54 9.186 2437 2440 2445 rVB 366 290 0.04% ©0.005%
55  9.317 2474 2481 2485 rvv2 517 605 0.09% 0.011%
56 9.417 2500 2512 2538 rVW 317964 533891 77.48% 9.569%
57 9.587 2563 2565 2569 rVB 572 306 0.04% ©0.005%
58 9.694 2594 2598 2599 rBV 478 312 0.05% 0.006%
59 9.793 2624 2629 2632 rBV2 291 304 0.04% 0.005%
60 9.812 2632 2635 2637 rVv2 343 271 0.04% ©0.005%
61 9.899 2659 2662 2667 rVB 650 464 0.07% 0.008%
62 9.928 2667 2671 2676 rBV 449 500 0.07% 0.009%
63 9.999 2689 2693 2697 rBv2 257 269 0.04% 0.005%
64 10.140 2734 2737 2741 rBV2 333 295 0.04% 0.005%
65 10.198 2750 2755 2757 rBV2 288 318 ©0.05% 0.006%
66 10.375 2806 2810 2813 rBV 289 316 ©0.05% ©0.006%
67 10.591 2872 2877 2880 rBV 273 282 0.04% 0.005%
68 10.674 2896 2903 2908 rVB3 934 1114 0.16% 0.020%
69 10.758 2916 2929 2946 rBV 236521 375273 54.46% 6.726%
70 10.886 2963 2969 2971 rBV2 1293 1177 0.17% 0.021%
71 11.e47 3013 3019 3026 rBV 485 768 0.11% 0.014%
72 11.095 3030 3034 3038 rVB 547 426 0.06% 0.008%
73 11.121 3038 3042 3050 rVB2 527 664 0.10% 0.012%
74 11.169 3050 3057 3058 rBV 251 277 0.04% 0.005%
75 11.292 3091 3095 3100 rBV 314 348 0.05% 0.006%
76 11.465 3142 3149 3153 rBv4 1260 1573 0.23% 0.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\
Data File : VU@46237.D

Acqg On : 09 Dec 2021 22:04
Operator : SY/MD

Sample : M5004-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.693 3216 3220 3225 rBV2 419 464 0.07% 0.008%
78 11.812 3244 3257 3275 rBV 359583 568442 82.50% 10.188%
79 11.938 3293 3296 3301 rBV3 347 268 0.04% 0.005%
80 12.063 3326 3335 3344 rBV4 3937 6372 0.92% 0.114%
81 12.192 3363 3375 3394 rVB 334053 536837 77.91% 9.621%
82 12.436 3448 3451 3458 rVB 424 438 0.06% 0.008%
83 12.668 3517 3523 3525 rBV2 418 462 0.07% ©.008%
84 12.767 3549 3554 3560 rBV3 795 878 0.13% 0.016%
85 12.819 3566 3570 3575 rBV2 361 372  0.05% 0.007%
86 12.886 3589 3591 3594 rBV2 392 273 0.04% 0.005%
87 13.124 3662 3665 3669 rVB 408 318 ©0.05% 0.006%
88 13.208 3684 3691 3701 rBV5S 4705 6345 0.92% 0.114%
89 13.533 3788 3792 3800 rVB 488 444 0.06% 0.008%
90 13.716 3845 3849 3852 rBV2 343 288 0.04% 0.005%
91 14.086 3961 3964 3966 rBV2 457 312 0.05% 0.006%
92 14.520 4094 4099 4102 rBV 454 452 0.07% 0.008%
93 14.677 4142 4148 4151 rBV2 310 331 0.05% 0.006%
94 14.812 4186 4190 4193 rVB 341 271 0.04% 0.005%
95 15.179 4302 4304 4309 rVB2 355 278 0.04% 0.005%
96 15.237 4318 4322 4326 rVB2 454 416 0.06% 0.007%
97 15.317 4344 4347 4350 rBV2 316 275 0.04% 0.005%
98 15.500 4400 4404 4405 rBV 346 266 0.04% 0.005%
99 16.391 4679 4681 4685 rBV2 386 325 0.05% 0.006%
100 16.706 4776 4779 4786 rBV2 543 717 0.10% 0.013%
Sum of corrected areas: 5579598
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\

: VUe46237.D

: 09 Dec 2021 22:04

: SY/MD

: M5004-13

: 5.0mL/MSVOA_U/WATER

: 31  Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Abundance
350000
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250000

200000

150000

100000

50000

TIC: VU046237.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\
Data File : VU@46237.D

Acqg On : 09 Dec 2021 22:04

Operator : SY/MD

Sample : M5004-13

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Ethyl Acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
s.8e9 3.4l ugl 27088 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 CaHso2 000141-78-6 90

2 Ethyl Acetate 88 (C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 90
4 Ethyl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 78
Abundance Scan 1079 (4.809 min): VU046237.D\data.ms (-1069) (-) m/z 43.00 100.00%
5000
R T
| 61"0 30 880 4.40 4.60 4.80 5.00 5.20
\\\‘\\\\‘\\\\‘\\\\“1‘\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\ m/z 45.09 16.4500
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2272: Ethyl Acetate
43.0
5000 e e
4.40 4.60 4.80 5.00 5.20
290 610 m/z 61.00 15.82%
1?0 ‘ ‘ ‘ 3.0 88.0
| 11 1 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
e e
4.40 4.60 4.80 5.00 5.20
5000 m/z 70.00 14.22%
29.0 61.0
15.0 73.0 88.0
B B A M e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2268: Ethyl Acetate e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 73.00 7.16%
5000
29.0 61.0
15.0 ‘ ‘ 73,0 88.0
\H‘H‘H‘\H‘;‘H\\‘HH‘HH‘\\H‘\‘\H‘\HMHH e e
m/z--> 10 20 30 40 50 60 70 80 90 4.40 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120921\
Data File : VU@46237.D

Acqg On : 09 Dec 2021 22:04
Operator : SY/MD

Sample : M5004-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|

Ethyl Acetate 4.809 3.4 ug/L 27088 1 6.253 397502 50.0
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