LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46311.D

Acqg On : 13 Dec 2021 13:37
Operator : SY/MD

Sample : M4971-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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@46311.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 19 rVB 90821 85785 14.04% 1.699%
2 1.491 43 47 64 rVB 39579 42165 6.90% 0.835%
3 1.604 75 82 97 rVB3 200373 232904 38.12% 4.613%
4 1.919 172 180 194 rVB 64718 83428 13.66% 1.652%
5 2.279 290 292 297 rBV2 433 307 0.05% 0.006%
6 2.572 371 383 401 rBvV 135852 224282 36.71% 4.442%
7 2.800 449 454 457 rBV3 316 344 0.06% ©0.007%
8 2.951 494 501 503 rBV3 740 658 ©0.11% 0.013%
9 3.362 620 629 640 rBVS5 2979 5146 0.84% 0.102%
106 3.623 705 710 715 rBV2 434 506 ©0.08% 0.010%
11 3.658 715 721 725 rBV 436 547 0.09% 0.011%
12 3.755 747 751 755 rBV2 291 216 0.04% 0.004%
13 3.909 796 799 801 rBV 276 186 ©0.03% 0.004%
14 4.031 834 837 839 rBV 267 178 0.03% 0.004%
15 4.063 844 847 850 rBV 297 232  0.04% 0.005%
16 4.356 935 938 940 rBV 292 213 0.03% 0.004%
17 4.443 962 965 968 rBV 422 311 0.05% 0.006%
18 4.665 1013 1034 1058 rBvV2 57202 210623 34.48% 4.172%
19 4.932 1113 1117 1119 rBv2 264 245 0.04% 0.005%
20 5.067 1143 1159 1184 rBV 107012 245104 40.12% 4.855%
21 5.652 1339 1341 1343 rBV 271 160 ©0.03% 0.003%
22 5.729 1343 1365 1401 rVV2 226238 610897 100.00% 12.100%
23 6.025 1452 1457 1459 rBvV2 426 465 0.08% 0.009%
24  6.253 1514 1528 1551 rBV 168869 320346 52.44% 6.345%
25 6.481 1594 1599 1602 rBV 374 330 0.05% 0.007%
26 6.530 1606 1614 1624 rBV6 1507 2728 0.45% 0.054%
27 6.694 1651 1665 1688 rBV 139296 271296 44.41%  5.374%
28 6.806 1695 1700 1701 rBV2 427 327 0.05% 0.006%
29 6.976 1750 1753 1759 rVB 503 431 0.07% 0.009%
30 7.005 1759 1762 1767 rBV 281 324 0.05% ©0.006%
31 7.269 1840 1844 1847 rBV 325 305 ©0.05% 0.006%
32 7.366 1869 1874 1877 rBV 366 305 0.05% 0.006%
33 7.382 1877 1879 1882 rVB 266 125 0.02% 0.002%
34 7.398 1882 1884 1886 rBvV2 219 138 0.02% 0.003%
35 7.443 1896 1898 1901 rBvV2 199 112 0.02% 0.002%

36 7.568 1925 1937 1956 rVB2 74603 127856 20.93%  2.532%
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46311.D

Acqg On : 13 Dec 2021 13:37
Operator : SY/MD

Sample : M4971-13

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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

Abundance TIC: VU046311.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46311.D

Acqg On : 13 Dec 2021 13:37
Operator : SY/MD

Sample : M4971-13

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.363 13.39 ug/L 85785 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3He 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance Scan 7 (1.363 min): VU046311.D\data.ms (-3) (-) 44.00 100.00%
44.0
5000 L
38/0 R R RBAARRREEEE
‘ 1.401.50 1.60 1.70 1.80
o,,,,,“‘ b m/z 43.00  93.40%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 D L RN R
0 1.401.501.601.701.80
’ m/z 39.00 72.33%
150, 38.‘0‘ H
0 |
\\\\\\\\’\\\\’\\\\’\H\’\\\\’\H\ \\\ ‘\\\\‘\\\\ \\\\‘\H\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
29.0
T e
1.401.501.601.701.80
5000 m/z 41.00 57.20%
44.0
1.0 150 1.0 38.0
) SR N -4\ R 4 P 4 11 S
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane e
29.0 1.401.501.601.701.80
m/z 42.00 23.25%
5000
44.0
150 ‘ H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80

SFAMULM112921WMA.M Sun Dec 19 07:04:12 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46311.D

Acqg On : 13 Dec 2021 13:37
Operator : SY/MD

Sample : M4971-13

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 11 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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.491 6.58 ug/L 42165 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 50
4 Isobutane 58 C4H1e 000075-28-5 9
5 Isobutane 58 C4H1e 000075-28-5 9

Abundance  Scan 47 (1.491 min): VU046311.D\data.ms (-43) (-) m/z 43.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46311.D

Acqg On : 13 Dec 2021 13:37
Operator : SY/MD

Sample : M4971-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 11 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|
(DEL) Alkane: S... 1.363 13.4 ug/L 85785 1 6.253 320346 50.0
(DEL) Alkane: S... 1.491 6.6 ug/L 42165 1 6.253 320346 50.0
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