LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059215.D

Aca On : 13 Nov 2019 17:27

Operator : JC/SP

Sample - K5814-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N110619W_.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.114 405 417 435 rvB4 12266 31255 1.59% 0.239%
2 3.799 610 630 643 rBV 15114 41986 2.14% 0.321%
3 4.043 687 706 734 rBV2 44357 136254 6.94% 1.040%
4 4.754 911 927 945 rBV4 5995 20155 1.03% 0.154%
5 5.018 985 1009 1038 rVB4 30200 115237 5.87% 0.880%
6 5.927 1269 1292 1319 rBvV2 56372 190660 9.71% 1.456%
7 7.570 1783 1803 1814 rBVvV2 249520 629624 32.06% 4.807%
8 7.644 1814 1826 1849 rVB 482216 1146815 58.39% 8.755%
9 8.008 1921 1939 1964 rBV 296525 696563 35.47% 5.318%
10 8.217 1992 2004 2019 rVvB2 18119 42621 2.17% 0.325%
11 8.567 2094 2113 2139 rBV 667515 1420288 72.31% 10.843%
12 9.976 2540 2551 2565 rvB4 19370 37437 1.91% 0.286%
13 10.082 2568 2584 2599 rBY 1051014 1964083 100.00% 14.995%
14 10.278 2632 2645 2647 rBV 17706 32976 1.68% 0.252%

15 11.403 2981 2995 3018 rBV 907416 1607711 81.86% 12.274%

16 11.619 3050 3062 3083 rvVB2 60330 132126 6.73% 1.009%
17 11.776 3101 3111 3127 rVB 16178 28236 1.44% 0.216%
18 11.946 3146 3164 3183 rBV 254212 437772 22.29% 3.342%
19 12.403 3292 3306 3322 rBV 684420 1159929 59.06% 8.855%
20 12.689 3388 3395 3401 rVvVv 50235 80954 4.12% 0.618%

21 12.734 3402 3409 3421 rVB 84406 136186 6.93% 1.040%
22 12.831 3429 3439 3449 rBV3 19087 30988 1.58% 0.237%
23 12.892 3449 3458 3471 rVB 84616 136394 6.94% 1.041%
24 13.345 3586 3599 3620 rBV2 764398 1585808 80.74% 12.107%
25 13.451 3621 3632 3646 rBV 394794 666987 33.96% 5.092%

26 13.548 3653 3662 3669 rBvV 85393 124375 6.33% 0.950%

27 13.892 3761 3769 3778 rVB 33083 50104 2.55% 0.383%
28 14.001 3794 3803 3813 rVB3 35873 59153 3.01% 0.452%
29 14.130 3836 3843 3851 rBV2 15856 25791 1.31% 0.197%
30 14.213 3860 3869 3875 rBV 25288 43137 2.20% 0.329%
31 14.252 3875 3881 3892 rVB 33270 53721 2.74% 0.410%
32 14.483 3946 3953 3966 rBV6 20162 44535 2.27% 0.340%
33 14.599 3978 3989 3998 rBv4 70232 133916 6.82% 1.022%
34 14.660 4003 4008 4019 rvB4 32691 54727 2.79% 0.418%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059215.D

Aca On : 13 Nov 2019 17:27

Operator : JC/SP

Sample - K5814-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W.M
SW846 8260

Sum of corrected areas: 13098504
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059215.D

Aca On : 13 Nov 2019 17:27

Operator : JC/SP

Sample : K5814-08

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN059215.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059215.D

Aca On : 13 Nov 2019 17:27

Operator : JC/SP

Sample - K5814-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Isopropyl Alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.04 5.94 ug/Il 136254 Pentafluorobenzene 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 43
3 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Hydrazine, propyl- 74 C3H10N2 005039-61-2 9

Abundance Scan 705 (4.040 min): VN059215.D (-687) (-) m/z 45.00 100.00%
45
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39 . 6 380 4.00 4.20 440
vVttt m/z 43.00 22.21%
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Abundance #294: |sopropy! Alcohol
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45
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Abundance #2069: Formic acid, 1-methylethyl ester
45 3.80 4.00 4.20 4.40
m/z 42.10 6.16%
5000
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0 - 549 67 | 88
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059215.D

Aca On : 13 Nov 2019 17:27

Operator : JC/SP

Sample - K5814-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.45 21.03 ug/1 666987 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 74
2 2-Ethvlhexvl hvdroaen maleate 228 C12H2004 002370-71-0 59
3 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 47
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 42
Abundance Scan 3632 (13.451 min): VN059215.D (-3621) (-) m/z 57.05 100.00%

5000
83

98 117 1320 13.40 13.60 13.80
o 133147 193207 m/z _41.00 42 _07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-

5000 41 L N D AL ma
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83 m/z 55.10 32.79%

2 98112
04
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Abundance
57
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5000 m/z 43.00 31.36%
810 117
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Abundance #123755: 2-Ethyl-1-hexanol, pentafluoropropionate R R BRRENEEEET LSS
57 13. 20 13 40 13 60 13. 80

m/z 70.10 24 .49%

5000 a1
83 119
o 2 ‘ o ‘\ o7 | 147163177 203

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13 40 13 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111319\
Data File : VN059215.D

Acq On : 13 Nov 2019 17:27

Operator : JC/SP

Sample - K5814-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Isopropyl Alcohol 4.04 5.9 ug/Il 136254 1 7.64 1146820 50.0
1-Hexanol, 2-ethyl- 13.45 21.0 ug/1 666987 4 13.35 1585810 50.0
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