LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD100918\
Data File : VD060153.D

Aca On : 9 Oct 2018 16:13

Operator : VA/AP

Sample : J5325-01

Misc : 5.11a/5ml/MSVOA D/SOIL

ALS Vial : 10 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 D\METHOD\82D100118S.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 1.681 14 16 31 rvB 59793 160116 3.32% 0.653%
2 3.688 215 220 232 rVV 126179 353481 7.34% 1.442%
3 4.485 293 301 306 rBV 32791 102032 2.12% 0.416%
4 5.627 408 417 431 rBV 53926 182267 3.78% 0.743%
5 6.296 479 485 489 rBV 955713 2468591 51.25% 10.067%

6.375 489 493 510 rVB 1085719 2828217 58.71% 11.534%
6.758 524 532 550 rBV 741644 1945746 40.39% 7.935%
7.418 593 599 616 rvB 1291135 3175540 65.92% 12.951%
9.435 798 804 819 rBV 2112986 4817084 100.00% 19.645%
10.173 873 879 886 rBvV 177561 449264 9.33% 1.832%

=
QO ~NO®

11 11.197 979 983 986 rBV 75984 149333 3.10% 0.609%
12 11.266 986 990 1003 rVvB 1808387 2820403 58.55% 11.502%
13 12.417 1103 1107 1115 rBV 1652934 2345064 48.68% 9.564%
14 12.555 1117 1121 1127 rVB 247403 402663 8.36% 1.642%
15 13.086 1172 1175 1181 rVB 170431 223878 4._.65% 0.913%

16 13.244 1188 1191 1195 rVB3 35571 58495 1.21% 0.239%
17 13.362 1200 1203 1208 rBV 1401096 1784369 37.04% 7.277%

18 13.942 1259 1262 1269 rVB2 63969 103945 2.16% 0.424%
19 14.611 1327 1330 1336 rBV 95805 150073 3.12% 0.612%

Sum of corrected areas: 24520561
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD100918\
Data File : VD060153.D

Aca On : 9 Oct 2018 16:13

Operator : VA/AP

Sample : J5325-01

Misc - 5.11a/5ml/MSVOA D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ D\METHOD\82D100118S.M
Quant Title : SW846 8260

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

Abundance TIC: VD060153.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD100918\
Data File : VD060153.D

Aca On : 9 Oct 2018 16:13

Operator : VA/AP

Sample : J5325-01

Misc : 5.11a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S.M
Quant Title : 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 3 3-Octanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.09 6.27 ug/l 223878 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 62
2 Ethanone. 1-(3.3-dimethvloxiranvl)- 114 C6H1002 004478-63-1 53
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 45
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 43
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 37
Abundance Scan 1175 (13.086 min): VD060153.D (-1172) (-) m/z 43.10 100.00%
43
57
5000 72 9
85 128 12,80 13.00 13.20 13.40
o...,....,....,....|;|!~..?P.~.|:.,....;.'...,..'..,....,.1.9‘?,...1.2,9..:,...., m/z 57.10 77.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
43 57
72 99
5000 29
12.80 13.00 13.20 13.40
a5 128 m/z 72.10 49_70%
0 , 50 ||, 65 || | 109
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7284: Ethanone, 1-(3,3-dimethyloxiranyl)-
43
12,80 13.00 13.20 13.40
5000 99 m/z 99.15 38.90%
. Mo g 1
L IR IR UL UL IR ML UL IR LSS AN SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12525: 3-Heptanone, 5-methyl- e A ./.\, T
9 43 57 12.80 13.00 13.20 13.40
- m/z 71.10 33.72%
5000 99
128
0 B SGL\‘ 50 || 64 || 83 113
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD100918\
Data File : VD060153.D

Acq On : 9 Oct 2018 16:13

Operator : VA/AP

Sample - J5325-01

Misc : 5.119/5ml/MSVOA_D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D100118S.M
Quant Title : SW846 8260

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

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

3-Octanone 13.09 6.3 ug/Il 223878 4 13.36 1784370 50.0
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