LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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\SFAMULM@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@48140.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 41 45 51 rBV3 2696 3288 0.28% 0.034%
2 1.601 74 81 103 rBvV 149887 175610 15.03% 1.816%
3 1.916 171 179 201 rVB 117701 166003 14.21% 1.717%
4 2,572 370 383 397 rBV 248627 415920 35.60% 4.302%
5 2.639 399 404 421 rVB2 8158 14187 1.21% 0.147%
6 2.719 426 429 432 rBV4 505 339 0.03% 0.004%
7 2.800 440 454 486 rBV 18673 68610 5.87% ©0.710%
8 3.022 520 523 526 rvw3 554 391 0.03% 0.004%
9 3.051 527 532 539 rVB5 844 1024 0.09% 0.011%
106 3.112 547 551 555 rBV 376 258 0.02% ©0.003%
11 3.186 567 574 585 rBv4 1254 2663 0.23% 0.028%
12 3.581 692 697 700 rBV2 312 315 0.03% 0.003%
13 3.729 739 743 749 rVB 279 293 0.03% 0.003%
14 3.761 749 753 757 rBV2 404 325 0.03% 0.003%
15 4.015 828 832 835 rBV2 339 251 0.02% ©0.003%
16 4.202 882 890 894 rVB2 226 367 ©0.03% 0.004%
17 4.266 905 910 914 rBV3 304 322 0.03% 0.003%
18 4.327 922 929 932 rBV2 235 294 0.03% 0.003%
19 4.469 969 973 975 rBV 270 235 0.02% 0.002%
20  4.629 1006 1023 1053 rBV 125496 322022 27.56%  3.331%
21  4.906 1107 1109 1112 rVV2 401 243  0.02% 0.003%
22 4.993 1134 1136 1139 rVB2 357 208 0.02% 0.002%
23 5.067 1139 1159 1185 rBV 217732 475393 40.69% 4.917%
24 5.192 1195 1198 1201 rVB3 468 328 0.03% 0.003%
25 5.292 1220 1229 1236 rBV5S 567 1044 0.09% 0.011%
26 5.504 1290 1295 1298 rBV 206 230 0.02% 0.002%
27 5.652 1333 1341 1343 rBV 196 237 0.02% 0.002%
28 5.729 1343 1365 1392 rBV2 427065 1168387 100.00% 12.084%
29 5.883 1409 1413 1417 rBvV3 289 320 0.03% 0.003%
30 5.951 1430 1434 1437 rBV2 283 233  0.02% 0.002%
31 6.041 1459 1462 1464 rBvV3 331 261 0.02% ©0.003%
32 6.250 1512 1527 1557 rBV 381500 737035 63.08% 7.623%
33  6.465 1590 1594 1598 rVvB2 328 277 0.02% ©0.003%
34 6.526 1606 1613 1619 rBV6 1611 2673 0.23% 0.028%
35 6.694 1649 1665 1687 rBV 272421 530309 45.39% 5.485%
36 6.803 1697 1699 1705 rVB4 973 932 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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\SFAMULM@32422WMA .M
Title : VOC Analysis
37 6.893 1723 1727 1733 rVwv2 499 447 0.04% 0.005%
38 7.182 1808 1817 1818 rBV2 2341 2159 0.18% 0.022%
39 7.308 1852 1856 1860 rVB 388 388 0.03% 0.004%
40 7.394 1880 1883 1887 rVB2 325 273 0.02% 0.003%
41  7.568 1923 1937 1956 rBV 137991 241886 20.70%  2.502%
42 7.687 1970 1974 1981 rVV4 1262 1380 0.12% 0.014%
43 7.742 1988 1991 1994 rVB 301 205 0.02% 0.002%
44  7.764 1994 1998 2002 rBvV2 268 224 0.02% 0.002%
45  7.796 2002 2008 2009 rBvV2 750 621 0.05% 0.006%
46 7.899 2026 2040 2057 rBV 512894 894866 76.59% 9.255%
47  8.124 2107 2110 2113 rVB2 336 240 0.02% 0.002%
48  8.182 2113 2128 2142 rBV 96685 168950 14.46% 1.747%
49 8.327 2171 2173 2177 rVB3 521 253 0.02% 0.003%
50 8.401 2191 2196 2201 rVB4 315 345 0.03% 0.004%
51 8.436 2203 2207 2211 rBV4 230 238 0.02% 0.002%
52 8.472 2212 2218 2227 rVB4 1254 1968 0.17% 0.020%
53  8.539 2236 2239 2242 rBV3 316 232  0.02% 0.002%
54 8.636 2255 2269 2297 rBV 386869 715843 61.27% 7.404%
55 8.790 2311 2317 2328 rVB6 6105 9907 0.85% 0.102%
56  8.928 2357 2360 2365 rBvV2 270 230 0.02% 0.002%
57 9.041 2393 2395 2400 rvV 276 219 0.02% 0.002%
58 9.095 2409 2412 2417 rVB2 336 328 0.03% 0.003%
59 9.173 2433 2436 2442 rVB3 399 261 0.02% 0.003%
60 9.343 2486 2489 2494 rBv2 392 352 0.03% 0.004%
61 9.417 2498 2512 2538 rBV 575749 983540 84.18% 10.172%
62 9.693 2593 2598 2599 rBV2 766 701 0.06% 0.007%
63 9.790 2621 2628 2632 rBvV 158 229 0.02% 0.002%
64 10.243 2766 2769 2772 rBV3 333 274 0.02% ©0.003%
65 10.574 2864 2872 2879 rVB5 1280 1761 ©.15% ©0.018%
66 10.668 2891 2901 2910 rBV3 2320 3496 0.30% 0.036%
67 10.758 2916 2929 2952 rVB 416931 674191 57.70% 6.973%
68 10.896 2963 2972 2979 rBV2 2300 3476 0.30% 0.036%
69 11.008 3005 3007 3016 rVB2 219 294 0.03% 0.003%
70 11.054 3017 3021 3023 rBV 269 210 0.02% 0.002%
71 11.131 3041 3045 3048 rVB3 516 368 0.03% 0.004%
72 11.166 3048 3056 3058 rBV 306 343 0.03% 0.004%
73 11.459 3141 3147 3148 rBV3 1515 1251 0.11% 0.013%
74 11.674 3210 3214 3215 rBV2 392 236 0.02% 0.002%
75 11.693 3215 3220 3228 rVB6 1871 2386 0.20% 0.025%
76 11.751 3231 3238 3242 rBV4 842 1022 0.09% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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\SFAMULM@32422WMA .M
Title : VOC Analysis
77 11.812 3244 3257 3279 rBV 602126 970423 83.06% 10.037%
78 11.928 3288 3293 3295 rBV4 636 618 ©0.05% 0.006%
79 12.041 3324 3328 3329 rVV 355 270 0.02% 0.003%
80 12.066 3329 3336 3348 rVBS 6667 10636 ©0.91% 0.110%
81 12.195 3363 3376 3395 rBV 512106 851818 72.91%  8.810%
82 12.317 3411 3414 3417 rBV2 446 379 0.03% 0.004%
83 12.333 3417 3419 3423 rVB2 573 374 0.03% 0.004%
84 12.414 3441 3444 3449 rVB3 417 336 0.03% 0.003%
85 12.655 3516 3519 3525 rBV3 246 217 0.02% 0.002%
86 12.758 3546 3551 3552 rBV3 365 297 0.03% 0.003%
87 12.774 3552 3556 3560 rVv2 607 579 0.05% 0.006%
88 12.893 3586 3593 3603 rVB7 3570 5402 0.46% 0.056%
89 12.941 3603 3608 3612 rBV3 426 508 0.04% 0.005%
90 13.063 3641 3646 3650 rBV3 390 403 0.03% 0.004%
91 13.221 3691 3695 3697 rBv4 900 631 ©0.05% 0.007%
92 13.844 3883 3889 3897 rVB5 2811 4333 0.37% 0.045%
93 13.915 3908 3911 3916 rBV 427 282 0.02% 0.003%
94 14.092 3957 3966 3974 rBV2 5735 8993 0.77% 0.093%
95 14.333 4033 4041 4050 rBV5S 2736 3610 0.31% 0.037%
96 14.876 4208 4210 4214 rBV2 394 227 0.02% 0.002%
97 15.040 4258 4261 4266 rBV3 369 347 0.03% 0.004%
98 15.073 4266 4271 4276 rVB4 565 627 0.05% 0.006%
99 15.249 4323 4326 4328 rBV2 553 335 0.03% 0.003%
100 15.497 4400 4403 4409 rBV3 736 791 0.07% 0.008%
Sum of corrected areas: 9668856
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048140.D\data.ms

500000

5.729

400000

300000

200000

100000

033@3!]1_’236 3.588B7281 4.015%1.288337 469

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: VU048140.D\data.ms
600000 9.417 11.812

7.899 121
500000

10.758
400000 8.636

300000

200000

7.568
100000 8.182
50893 7.18230894 75?14 L\QML 873999&1@9579 31 9.69390 10.243 10]5)76 ommmaas 11. 45
e LS

I ‘ o
Time--> 7.00 7.50 9. OO 9. 50 10 00 10 50 11 OO 11 50 12.00

Abundance
600000 TIC: VU048140.D\data.ms

500000

400000

300000

200000

100000

0 1213681 41 2 BRFEH931063.221 13.84441151 09214 333 14.8TH0MS.24915.497
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

SFAMULM@32422WMA.M Mon Apr 25 14:57:47 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Isopropyl Alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.800 4.65 ug/L 68610 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 64
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 43
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
Abundance Scan 454 (2.800 min): VU048140.D\data.ms (-440) (-) m/z 45.00 100.00%
45.0
5000
2.40 2.60 2.80 3.00 3.20
36, 59.0 76.0 e
oH_H‘_HwHmﬁ‘mwHH_HWHH_HWHH m/z 42.95 26.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #346: Isopropyl Alcohol
48.0
5000 ‘\\\\‘\\\\’\\\/J\\TA\\\\‘\\
2.40 2.60 2.80 3.00 3.20
m/z 41.00 11.36%
\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcoho
45.0
“H‘_‘H,‘H‘_‘H“
2.40 2.60 2.80 3.00 3.20
5000 m/z 39.00 7.93%
27.0
0“379“590
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2327: Formic acid, 1-methylethyl ester _“‘_“‘W“‘_““H
45.0 2.40 2.60 2.80 3.00 3.20
m/z 42.00 6.57%
5000
270 73.0
0590880
m/z--> 10 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042022\
Data File : VU@48140.D

Acqg On : 20 Apr 2022 14:14
Operator : SY/MD

Sample : N2485-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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|

Isopropyl Alcohol 2.800 4.7 ug/L 68610 1 6.250 737035 50.0
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