LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48593.D

Acqg On : 16 May 2022 20:21
Operator : SY/MD

Sample : N2849-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48593.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 98 rVB 90910 99417 11.02%  1.259%
2 1.684 103 107 114 rVB2 4944 4925 0.55% 0.062%
3 1.912 170 178 194 rVB 68729 88610 9.82% 1.122%
4 2.208 262 270 278 rVB4 3461 4944  0.55% 0.063%
5 2.568 364 382 396 rBV 190040 315469 34.97%  3.995%
6 2.691 416 420 424 rBV 188 232 0.03% 0.003%
7 2.784 444 449 451 rBV 308 299 0.03% 0.004%
8 2.973 504 508 510 rBV 328 256 0.03% 0.003%
9 3.047 526 531 536 rBB3 687 600 0.07% 0.008%
106 3.092 542 545 551 rBB 192 253 0.03% 0.003%
11 3.154 563 564 567 rBvV 272 155 0.02% 0.002%
12 3.182 567 573 575 rBv3 734 806 0.09% 0.010%
13  3.420 645 647 652 rBB 187 188 0.02% 0.002%
14 3.588 694 699 703 rBv4 560 541 0.06% 0.007%
15 3.665 720 723 725 rBV2 268 1706 0.02% 0.002%
16 3.690 730 731 735 rBV 235 167 0.02% 0.002%
17 3.771 753 756 760 rBB 194 175 0.02% 0.002%
18 3.864 781 785 788 rBV 216 204 0.02% ©0.003%
19 3.906 795 798 800 rBB 290 167 0.02% 0.002%
20 3.922 800 803 807 rBV 242 195 0.02% 0.002%
21 4.134 865 869 870 rBV 300 223  0.02% 0.003%
22 4.231 895 899 902 rBB 193 177 0.02% 0.002%
23 4.260 903 908 911 rBB 203 202 0.02% ©0.003%
24  4.305 918 922 925 rBB 188 156 0.02% 0.002%
25 4.456 960 969 970 rBv3 2761 3554 0.39% 0.045%
26 4.620 1006 1020 1043 rBvV 92483 217804 24.14% 2.758%
27 4.919 1108 1113 1115 rBV2 191 200 0.02% ©0.003%
28 4.948 1119 1122 1124 rBV 288 184 0.02% 0.002%
29 4.964 1124 1127 1132 rVB2 278 233 0.03% 0.003%
30 4.996 1133 1137 1139 rBV 262 226 0.03% 0.003%
31 5.067 1142 1159 1185 rBV2 185475 464681 51.51% 5.884%
32 5.285 1224 1227 1231 rBv2 499 436 0.05% 0.006%
33 5.391 1258 1260 1264 rVB 382 235 0.03% 0.003%
34 5.440 1272 1275 1278 rVB 258 225 0.02% ©0.003%
35 5.478 1284 1287 1294 rBV 273 273 0.03% 0.003%
36 5.578 1312 1318 1320 rBV 207 234 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48593.D

Acqg On : 16 May 2022 20:21
Operator : SY/MD

Sample : N2849-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMULMO51622WMA .M
Title : VOC Analysis
37 5.726 1342 1364 1386 rBV2 324947 902195 100.00% 11.424%
38 5.906 1418 1420 1423 rBvV2 351 231 0.03% 0.003%
39 5.983 1442 1444 1448 rBV 365 216 0.02% 0.003%
40 6.038 1458 1461 1464 rBV3 323 266 0.03% 0.003%
41  6.121 1484 1487 1489 rBvV2 309 171 0.02% 0.002%
42 6.137 1490 1492 1497 rVB3 280 171 0.02% 0.002%
43  6.250 1513 1527 1547 rVV 289814 544738 60.38% 6.898%
44  6.446 1584 1588 1592 rVB2 217 201 0.02% ©0.003%
45 6.530 1604 1614 1625 rBV6 2709 5504 0.61% 0.070%
46 6.690 1650 1664 1684 rBV 201557 394265 43.70%  4.992%
47 6.880 1713 1723 1738 rBV2 14941 27331 3.03% 0.346%
48 6.996 1756 1759 1762 rBvV2 337 261 ©0.03% 0.003%
49 7.108 1783 1794 1805 rBV3 19056 34032 3.77% 0.431%
50 7.179 1811 1816 1817 rBvV2 719 676 0.07% 0.009%
51 7.369 1871 1875 1881 rBV 280 298 0.03% 0.004%
52 7.520 1918 1922 1924 rBV 175 161 0.02% 0.002%
53 7.565 1924 1936 1952 rBV 122998 215849 23.92% 2.733%
54  7.722 1982 1985 1988 rBV2 429 337 0.04% 0.004%
55  7.793 1999 2007 2009 rBvV3 1006 935 0.10% 0.012%
56 7.838 2018 2021 2025 rVB2 419 303 0.03% 0.004%
57 7.899 2026 2040 2056 rBV 425252 724816 80.34% 9.178%
58 8.179 2113 2127 2143 rBV 90576 157577 17.47%  1.995%
59 8.417 2198 2201 2204 rVB2 387 230 0.03% 0.003%
60 8.475 2209 2219 2225 rBV4 1856 3121 0.35% 0.040%
61 8.558 2243 2245 2249 rVB 466 266 0.03% 0.003%
62 8.632 2256 2268 2303 rBV 279746 518593 57.48% 6.567%
63 8.787 2305 2316 2340 rVB 218974 383828 42.54%  4.860%
64 9.163 2431 2433 2435 rBV 366 201 0.02% ©0.003%
65 9.173 2435 2436 2439 rVV2 458 230 0.03% 0.003%
66 9.202 2442 2445 2448 rBV 165 160 0.02% 0.002%
67 9.417 2499 2512 2534 rBV = 412371 693768 76.90%  8.785%
68 9.565 2554 2558 2559 rBV2 469 281 0.03% 0.004%
69 9.578 2559 2562 2565 rVB2 743 493 0.05% 0.006%
70  9.639 2579 2581 2584 rBV 350 213 0.02% ©0.003%
71  9.693 2593 2598 2606 rVB3 1179 1631 0.18% 0.021%
72 9.787 2625 2627 2631 rBV 365 252 0.03% 0.003%
73 10.092 2719 2722 2724 rBV 353 232 0.03% 0.003%
74 10.237 2765 2767 2774 rVB4 550 537 0.06% 0.007%
75 10.292 2780 2784 2786 rBV2 367 329 0.04% 0.004%
76 10.343 2793 2800 2816 rVB5 5045 7979 0.88% 0.101%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48593.D

Acqg On : 16 May 2022 20:21
Operator : SY/MD

Sample : N2849-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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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\SFAMULMO51622WMA .M
Title : VOC Analysis
77 10.500 2844 2849 2853 rVVv3 261 256 0.03% 0.003%
78 10.668 2897 2901 2903 rBV 798 641 0.07% ©0.008%
79 10.758 2916 2929 2946 rBV 313535 510918 56.63% 6.470%
80 10.893 2963 2971 2980 rBV4 3804 5477 0.61% 0.069%
81 11.044 3016 3018 3021 rBV2 349 181 ©0.02% 0.002%
82 11.259 3079 3085 3092 rBV2 1186 1531 0.17% 0.019%
83 11.301 3092 3098 3107 rVV9 3707 5783 0.64% 0.073%
84 11.462 3137 3148 3151 rBV4 1352 1771 0.20% 0.022%
85 11.497 3157 3159 3163 rVB 381 187 0.02% 0.002%
86 11.587 3181 3187 3191 rBV3 566 645 0.07% ©0.008%
87 11.629 3197 3200 3203 rBV2 305 249 0.03% 0.003%
88 11.690 3212 3219 3230 rVB4 6658 10396 1.15% 0.132%
89 11.812 3244 3257 3275 rBV 481331 757413 83.95% 9.591%
90 12.073 3329 3338 3348 rBV5 2343 3987 0.44% 0.050%
91 12.195 3362 3376 3391 rBV 454801 752763 83.44%  9.532%
92 12.327 3415 3417 3419 rBV 405 235 0.03% 0.003%
93 12.404 3439 3441 3448 rVB2 426 368 0.04% 0.005%
94 12.558 3483 3489 3498 rVB6 1862 2801 0.31% 0.035%
95 12.893 3586 3593 3601 rBvV4 7184 9712 1.08% 0.123%
96 13.008 3626 3629 3632 rBV 397 271 0.03% 0.003%
97 13.057 3641 3644 3647 rBV2 395 218 0.02% ©0.003%
98 13.330 3726 3729 3732 rBV2 334 213 0.02% ©0.003%
99 13.799 3872 3875 3877 rBV2 386 233 0.03% 0.003%
100 13.841 3884 3888 3894 rBV3 1146 1314 0.15% 0.017%
Sum of corrected areas: 7897257
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\

: VUe48593.D

: 16 May 2022 20:21
: SY/MD

: N2849-05

: 5.0mL/MSVOA_U/WATER
021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU048593.D\data.ms
400000
5.726
300000 6.250
200000 2.568 5.067 6.69(
100000 1.601 4.620
1.912
0 .684 2.208 D STBHABP 3 ! REY 456
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 6.60
Abundance TIC: VU048593.D\data.ms
11.812 12.1
7.899 9.417
400000
10.758
300000 8.632
8.787
200000
7.565
100000 8.179
oL 88%9@@797 36B.5207. maL JL&& foTEe J 959367 _10.CERIAR6.500.6680 89304413239&4&@@@“ 12,07
| s P S S —
Time--> 700 7.50 8.50 9.00 950 1000 1050 1100 1150 12.00
Abundance TIC: VU048593.D\data.ms
400000
300000
200000
100000
012132102.558 12.893087 13.330 1837891
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_U\Data\VU@51622\
Data File : VU@48593.D

Acqg On : 16 May 2022 20:21
Operator : SY/MD

Sample : N2849-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.880 2.51 ug/L 27331 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 36
2 Carbonic acid, ethyl 2-propenyl ... 130 C6H1003 001469-70-1 32
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 23
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 23
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 17
Abundance Scan 1723 (6.880 min): VU048593.D\data.ms (-1713) (-) m/z 44.00 100.00%
44.0
57.0
5000
6.60 6.80 7.00 7.20
\\\‘\\\\‘\\\\‘\\\}‘\‘\\“‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 41.09 66.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1916: Pentanal
29.0 44.0
58.0 [\
5000 L L I L AN LR
6.60 6.80 7.00 7.20
m/z 57.00 52.65%
Lo L o sso
\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15254: Carbonic acid, ethyl 2-propenyl ester
29.0 41.0 57.0
L
 mmmE AR
6.60 6.80 7.00 7.20
5000 m/z 58.10 51.39%
5 1) |
el 40 020
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #790: Cyclopropyl carbinol T T
44.0 6.60 6.80 7.00 7.20
m/z 39.00 38.25%
5000
31.0
7.
219 690 SR A ) S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48593.D

Acqg On : 16 May 2022 20:21
Operator : SY/MD

Sample : N2849-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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|

unknown-01 6.880 2.5 ug/L 27331 1 6.250 544738 50.0
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