LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027204.D

Aca On 27 Sep 2018 02:21

Operator : MD/SY

Sample = J5048-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 45 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 U\METHOD\82U092218W.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 1.402 65 71 79 rBv 30861 32335 4_.03% 0.684%
2 2.321 352 357 366 rVB 5633 8728 1.09% 0.185%
3 2.443 385 395 413 rBV 18473 33638 4_.19% 0.712%
4 4.228 923 950 984 rBV 128527 330680 41.24% 6.999%
5 4.884 1137 1154 1171 rBV 113089 256512 31.99% 5.429%

4.987 1171 1186 1205 rVV 157332 342044 42.65% 7.239%
5.312 1272 1287 1308 rBV 142038 297976 37.16% 6.307%
5.887 1452 1466 1485 rBV 241828 469860 58.59% 9.944%
6.189 1547 1560 1578 rBV 105073 202950 25.31% 4._.295%
7.565 1975 1988 2023 rBV 452521 801924 100.00% 16.972%

=
QO ~NO®

11 8.228 2183 2194 2222 rVB2 71136 128325 16.00% 2.716%
12 9.090 2450 2462 2490 rVB 343038 576559 71.90% 12.203%
13 10.308 2830 2841 2866 rBV 301244 489782 61.08% 10.366%
14 11.485 3195 3207 3231 rBV 368719 592444 73.88% 12.539%

15 12.559 3531 3541 3571 rBV3 17559 54539 6.80% 1.154%

16 13.575 3850 3857 3871 rBV2 36386 75875 9.46% 1.606%

17 16.105 4636 4644 4656 rBV5 8480 12688 1.58% 0.269%

18 16.932 4893 4901 4914 rBV4 11237 18022 2.25% 0.381%
Sum of corrected areas: 4724881
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Vu027204.D

27 Sep 2018 02:21

MD/SY

J5048-07

5.0mL/MSVOA U/WATER

45 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027204.D

Aca On 27 Sep 2018 02:21

Operator : MD/SY

Sample : J5048-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Octanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.57 6.40 ug/l 75875 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 50
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 42
5 Heptanoic acid 130 C7H1402 000111-14-8 38
Abundance Scan 3855 (13.568 min): VU027204.D (-3850) (-) m/z 60.00 100.00%
60
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5000 a1
85 A BRARE RS e
|I| ‘I | || 1(|)1 115 007 13.'20 13.'40 13.|60 13.I80 '
e .”h,.”.,..J,..”,..”,...w...w.... m/z 72.95 62.59%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #20837: Octanoic acid
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Bmmmmmnm
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| | 115
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Abundance #8070: Hexanoic acid
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5000 7 41 73 m/z 43.00 39.66%
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Abundance #13424: 3-Methyl-hexanoic acid
60 13.20 13.40 13.60 13.80
m/z 55.10 34.80%
43
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m/z--> 2'0 4'0 60 ' 1(')0 12'0 14'10 1('30 15';0 2(')0 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Data File : VU027204.D

Acq On 27 Sep 2018 02:21

Operator : MD/SY

Sample - J5048-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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]

Octanoic acid 13.57 6.4 ug/Il 75875 4 11.48 592444 50.0
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