LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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@48003.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 81 102 rBV 155301 185574 14.40% 1.739%
2 1.916 176 179 200 rBV 126408 179241 13.91% 1.680%
3 2.569 370 382 399 rBV 266263 437632 33.96% 4.101%
4 2.710 423 426 428 rBV 402 249 0.02% 0.002%
5 2.768 438 444 451 rBVS 1062 1852 0.14% 0.017%
6 2.848 465 469 476 rVB3 503 549 0.04% 0.005%
7 2.909 485 488 490 rBV 321 268 0.02% 0.003%
8 3.051 524 532 543 rVB6 2771 5457 0.42% 0.051%
9 3.157 562 565 569 rVB3 545 461 0.04% 0.004%
106 3.186 569 574 577 rBV3 620 495 0.04% 0.005%
11 3.205 577 580 585 rVB3 458 368 0.03% 0.003%
12 3.234 585 589 591 rBv2 294 271 0.02% 0.003%
13 3.424 643 648 649 rBv2 388 291 0.02% ©0.003%
14 3.546 683 686 692 rVv2 435 405 0.03% 0.004%
15 3.655 715 720 723 rBV2 404 402 0.03% 0.004%
16 3.726 735 742 745 rBV2 498 396 0.03% 0.004%
17 3.832 772 775 779 rBV2 408 341 0.03% 0.003%
18 3.884 786 791 793 rVB 334 284 0.02% ©0.003%
19 4.160 874 877 882 rVB2 298 282 0.02% 0.003%
20 4.189 882 886 888 rBV 318 270 0.02% ©0.003%
21  4.247 901 904 907 rVWv2 297 238 0.02% 0.002%
22 4.559 996 1001 1005 rBV3 405 363 0.03% 0.003%
23 4.626 1006 1022 1045 rBV 131176 320371 24.86%  3.002%
24  4.938 1116 1119 1126 rBV2 277 335 0.03% 0.003%
25 5.067 1142 1159 1180 rBV 229492 500359 38.83% 4.689%
26 5.295 1222 1230 1232 rBV3 423 578 0.04% 0.005%
27 5.453 1275 1279 1281 rBV2 333 247 0.02% 0.002%
28 5.482 1285 1288 1297 rVB2 347 555 0.04% 0.005%
29 5.530 1297 1303 1306 rBvV3 430 458 0.04% 0.004%
30 5.617 1325 1330 1334 rBV3 355 352 0.03% 0.003%
31 5.726 1339 1364 1395 rBV2 471772 1288494 100.00% 12.074%
32 5.893 1411 1416 1420 rBvV3 366 395 0.03% 0.004%
33 6.035 1456 1460 1462 rBvV2 599 418 0.03% 0.004%
34 6.170 1499 1502 1507 rvVB2 422 311 0.02% 0.003%
35 6.250 1512 1527 1551 rBV 402106 765849 59.44% 7.176%
36 6.421 1575 1580 1582 rBvV2 567 601 0.05% ©0.006%

SFAMULMO32422WMA.M Tue Apr 19 15:20:06 2022 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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 6.527 1608 1613 1621 rBV4 1407 2140 0.17% 0.020%
38 6.694 1650 1665 1686 rBV 291983 570702 44.29% 5.348%
39 6.806 1693 1700 1701 rBVS5S 473 523 0.04% 0.005%
40 7.048 1768 1775 1776 rBV2 593 610 0.05% ©0.006%
41 7.057 1776 1778 1786 rVB4 830 716 0.06% 0.007%
42 7.099 1786 1791 1793 rBV 377 270 0.02% 0.003%
43 7.183 1808 1817 1830 rBV2 3922 6847 0.53% 0.064%
44  7.282 1845 1848 1852 rVB 315 253 0.02% 0.002%
45 7.565 1922 1936 1954 rBV 151354 267517 20.76% 2.507%
46 7.687 1968 1974 1975 rBvV2 2182 1871 0.15% 0.018%
47  7.752 1992 1994 1999 rBV2 388 350 0.03% 0.003%
48 7.800 2006 2009 2015 rVB4 452 411 0.03% 0.004%
49 7.900 2026 2040 2056 rBV 580394 1011477 78.50% 9.478%
50 8.179 2115 2127 2141 rBV 108753 182938 14.20% 1.714%
51 8.356 2177 2182 2188 rVB4 988 1205 0.09% 0.011%
52 8.446 2207 2210 2212 rBV2 469 298 0.02% 0.003%
53 8.469 2213 2217 2227 rVWV4 1328 2281 0.18% 0.021%
54  8.507 2227 2229 2232 rVB2 502 281 ©0.02% 0.003%
55 8.633 2256 2268 2303 rBV 418229 756069 58.68%  7.085%
56  8.880 2341 2345 2347 rBV3 328 252  0.02% 0.002%
57 9.022 2384 2389 2391 rBvV3 563 405 0.03% 0.004%
58 9.160 2428 2432 2433 rBV 387 329 0.03% 0.003%
59 9.334 2483 2486 2491 rVB2 370 274 0.02% 0.003%
60  9.417 2498 2512 2537 rBV 608410 1075908 83.50% 10.082%
61 9.617 2571 2574 2579 rBV2 376 362 0.03% 0.003%
62 9.649 2579 2584 2588 rVB3 410 364 0.03% 0.003%
63 9.694 2589 2598 2602 rBV4 1353 1503 0.12% 0.014%
64 10.115 2727 2729 2732 rVB2 465 260 0.02% 0.002%
65 10.199 2750 2755 2758 rBV 224 257 0.02% 0.002%
66 10.298 2783 2786 2791 rBV2 262 257 0.02% 0.002%
67 10.446 2829 2832 2839 rVV3 310 317 0.02% 0.003%
68 10.671 2894 2902 2909 rBV7 2180 3049 0.24% 0.029%
69 10.713 2910 2915 2916 rVV3 781 735 0.06% 0.007%
70 10.758 2917 2929 2950 rVB 445205 711176 55.19% 6.664%
71 10.893 2965 2971 2977 rVV5 1695 2215 0.17% 0.021%
72 10.989 2998 3001 3008 rBV3 397 483 0.04% 0.005%
73 11.227 3070 3075 3079 rBV3 392 406 0.03% 0.004%
74 11.269 3082 3088 3093 rBV2 292 284 0.02% 0.003%
75 11.433 3137 3139 3142 rBV2 310 239  0.02% 0.002%
76 11.581 3179 3185 3187 rBV2 576 732 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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 11.690 3215 3219 3220 rBV 723 447 0.03% 0.004%
78 11.752 3230 3238 3244 rVB5 1601 2453  0.19% 0.023%
79 11.813 3244 3257 3279 rBV 679806 1092436 84.78% 10.236%
80 11.951 3292 3300 3314 rVBS8 3536 7502 0.58% 0.070%
81 12.067 3330 3336 3343 rBV4 1452 1902 0.15% ©0.018%
82 12.105 3345 3348 3353 rVB3 711 609 0.05% 0.006%
83 12.192 3361 3375 3399 rBV 611000 1020444 79.20% 9.562%
84 12.314 3410 3413 3416 rBV3 376 265 0.02% 0.002%
85 12.340 3418 3421 3424 rVV3 600 318 ©0.02% 0.003%
86 12.459 3455 3458 3462 rVB2 373 302 0.02% 0.003%
87 12.481 3462 3465 3470 rBV 375 369 ©0.03% 0.003%
88 12.636 3511 3513 3519 rVVv2 452 377 0.03% 0.004%
89 12.742 3543 3546 3550 rBV2 458 446 0.03% 0.004%
990 12.838 3574 3576 3579 rVB2 561 307 0.02% 0.003%
91 12.973 3606 3618 3627 rVB4 5538 9833 0.76% 0.092%
92 13.173 3677 3680 3684 rVB3 540 407 0.03% 0.004%
93 13.263 3705 3708 3710 rBV2 596 337 0.03% 0.003%
94 13.333 3722 3730 3738 rBV4 3630 5338 0.41% 0.050%
95 13.378 3738 3744 3754 rBV4 4144 5577 0.43% 0.052%
96 13.845 3882 3889 3898 rBV6 2911 4621 0.36% 0.043%
97 14.330 4038 4040 4044 rBV4 929 654 0.05% 0.006%
98 15.314 4342 4346 4352 rVB3 1853 2160 0.17% 0.020%
99 15.546 4408 4418 4432 rBV2 48296 75638 5.87% 0.709%
100 16.388 4670 4680 4692 rBV 84295 137724 10.69% 1.291%

Sum of corrected areas: 10672044
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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: VU048003.D\data.ms
600000
500000 5.726
400000
300000
200000

100000

0 2 7 78RR OSERAI B . 4 263B52RE34 418047 4.5

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: VU048003.D\data.ms
11.813

9.417 12.1
600000 7.900

500000

10.758
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400000
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200000
7.565
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100000
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Abundance TIC: VU048003.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 2 Propane, 2-(methylthio)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.546 3.46 ug/L 75638 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 52
2 Propane, 2-(methylthio)- 90 C4H105 001551-21-9 52
3 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 40
4 Acrolein, 2-chloro- 90 C3H3Cl0 000683-51-2 37

5 Pyrophosphoric acid, P,P'-dimeth... 203 C4H12FNO3P2 1000226-54-0 37

Abundance Scan 4418 (15.546 min): VU048003.D\data.ms (-4408) (- m/z 41.00 100.00%

41.0 90.0
5000
AN oy
|| h 152.0 191.0 260.: 15.50
0! ol e m/z 90.00  92.23%
m/z--> 0 50 100 150 200 250
Abundance #2629: Propane, 2-(methylthio)-
41.0 75.0
5000 — ‘
15.50
m/z 103.00 91.19%
0 ““}‘\H\“\\\\‘\\\\‘\\\\’\\
m/z--> 0 50 100 150 200 250
Abundance #2627: Propane, 2-(methylthio)-
41.0 75.0
— ‘
15.50
5000 m/Z 67.10 83.57%
10‘ \
0 L B e
m/z--> 100 150 200 250
Abundance #2633:Propane,Z—Uneththo)— g ‘
90.0 15.50
41.0 m/z 75.00 72.66%
5000
0 R —— —h ‘A\q
5

miz--> 0 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 3 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.388 6.30 ug/L 137724  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,4-Cyclohexanediol, 0,0'-bi... 408 C12H10F1004 1000385-95-0 14
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 14
3 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 11
4 1,2-Dibromo-5-hexene 240 C6H10Br2 004285-48-7 10
5 Isomyocorene 136 C10H16 006876-07-9 10

Abundance Scan 4680 (16.388 min): VU048003.D\data.ms (-4670) (- m/z 81.00 100.00%

81.0
41.0
117.0
5000
154 2070 1600 1650
o ww‘l_wwamﬁ??‘?m m/z 41.00 75.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #306398: cis-1,4-Cyclohexanediol, O,0'-bis(pentafluoropi
81.0
5000
1600 1650
119.0 m/z 117.00  66.90%
41.0
0 L 147.0175.0203.0 243.0
\H‘HH‘\H\‘HH HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
—
16.00 1650
5000 ITI z 39.00 51.09%
39.0 110.0
oh
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3269: 2,4-Dimethyl 1,4-pentadiene
81.0 16. 00 16 50
m/z 67.00 47.72%
5000
39.0
0
m/z--> 20 40 60 80 100120140160180200220240260 1600 1650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48003.D

Acqg On : 13 Apr 2022 15:02
Operator : SY/MD

Sample : N2345-17 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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|
Propane, 2-(met... 15.546 3.5 ug/L 75638 3 11.813 1092440 50.0
unknown-01 16.388 6.3 ug/L 137724 3 11.813 1092440 50.0
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