LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80620\

Data File : VD066145.D

Aca On - 06 Aug 2020 20:07

Operator : VA/SY

sample - L3575-02

Misc - 6.40G/5.00mI/MSVOA D/SOIL S
ALS Vial : 18 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\82D080520S.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

1.950 3 5 12 rVB 21924 28356 1.11% 0.227%
4._.156 369 380 392 rBV2 17819 54487 2.14% 0.436%
rBv8 8160 25832 1.02% 0.207%
7.914 1009 1019 1023 rBV2 81532 194032 7.63% 1.552%
7.973 1023 1029 1042 rVB 337405 776749 30.54% 6.211%
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8.326 1077 1089 1099 rBvV 167980 415756 16.34% 3.325%
8.861 1171 1180 1193 rBV 551079 1113094 43.76% 8.901%
rBv 887776 1600250 62.91% 12.796%
10.402 1438 1442 1453 rVB2 22107 47713 1.88% 0.382%
10.879 1513 1523 1528 rBV4 25677 52702 2.07% 0.421%
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11 10.955 1528 1536 1547 rBV 105367 186816 7.34% 1.494%
12 11.643 1645 1653 1664 rBV 945517 1633889 64.23% 13.065%

13 12.179 1736 1744 1752 rBV4 35105 64668 2.54% 0.517%
14 12.637 1814 1822 1832 rVB 832340 1371218 53.91% 10.965%
15 12.955 1871 1876 1885 rVB5 32398 57088 2.24% 0.457%
16 13.273 1923 1930 1943 rBV3 33190 71423 2.81% 0.571%
17 13.402 1946 1952 1960 rBVS8 12971 27664 1.09% 0.221%
18 13.490 1962 1967 1971 rBV7 16491 29543 1.16% 0.236%

19 13.579 1976 1982 1990 rVB 1064916 1782627 70.08% 14.255%
20 13.679 1991 1999 2013 rBV 1619854 2543761 100.00% 20.341%

21 14.249 2089 2096 2101 rBV7 19485 37865 1.49% 0.303%
22 14.755 2178 2182 2188 rVB3 28050 46767 1.84% 0.374%
23 14.873 2199 2202 2207 rBV5 20255 36322 1.43% 0.290%
24 15.049 2228 2232 2234 rVV5 20420 33305 1.31% 0.266%
25 15.114 2238 2243 2249 rVV7 31801 68271 2.68% 0.546%
26 15.196 2254 2257 2263 rVV5 32766 62343 2.45% 0.499%
27 15.243 2263 2265 2272 rVB4 23636 41742 1.64% 0.334%
28 15.349 2272 2283 2292 rBV10 20017 70128 2.76% 0.561%
29 15.443 2295 2299 2305 rVB7 14753 30995 1.22% 0.248%
Sum of corrected areas: 12505406
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO80620\

Data File : VD066145.D

Aca On - 06 Aug 2020 20:07

Operator : VA/SY

Sample - L3575-02

Misc - 6.40G/5.00m1/MSVOA D/SOIL EHGUROEoE U
ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

Abundance TIC: VD066145.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80620\
Data File : VD066145.D

Aca On - 06 Aug 2020 20:07

Operator : VA/SY

sample - L3575-02

Misc - 6.40G/5.00mI/MSVOA D/SOIL S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .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 3-Pentanone, 2,4-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.72 ug/l 186816 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 86
2 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 86
3 4-Heptanone 114 C7H140 000123-19-3 59
4 Pentane. 2-nitro- 117 C5H11NO2 004609-89-6 56
5 Pyrrolidine 71 C4HON 000123-75-1 53
Abundance Scan 1537 (10.961 min): VD066145.D (-1528) (-) m/z 43.10 100.00%
43
5000 71 A
114 1050 1080 1100 1170
0..w.”.“.”,”?ﬂhu.“§?,”.d.”?%§? e m/z 71.10  40.98%
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120
Abundance #7576: 3-Pentanone, 2,4-dimethyl-
43
5000 VAU SN R B
- 10,60 10.80 11.00 11.20
27 m/z 41.10 24 .09%
o 15 L 37| 495561 | 77 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
n 10.60 10.80 11.00 11.20
5000 m/z 114.10 12.28%
27
114
0 95 85 99
RIS SO SURILIL SO SURILS SO UL UL SIS L R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7433:4—Heptanone LA L L L L DL B
43 10.60 10.80 11.00 11.20
71 m/z 39.10 11.78%
5000
27
114
o 3ﬂ»m 51 8 65 | 79 86 99 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80620\

Data File : VD066145.D

Aca On - 06 Aug 2020 20:07

Operator : VA/SY

sample - L3575-02

Misc - 6.40G/5.00mI/MSVOA D/SOIL S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .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.
13.68 71.35 ug/1 2543760 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 50
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 47
Abundance Scan 1999 (13.679 min): VD066145.D (-1991) (-) m/z 57.10 100.00%
7
5000 a1
0 8 U DA BN BN S
98 112 13.40 13.60 13.80 14.00
o} | ..J!..J,..:.,F??.,....,.... m/z 41.10 38.55%
m/z--> 20 40 100 120 140 160
Abundance #13670. l Hexanol, 2-ethyl-
57
5000
43 13.40 13.60 13.80 14.00
29 ‘ 70 g3 m/z 43.10 31.44%
98
0||EI-8||‘|“||‘I‘|||‘|‘|||“‘||I‘llll‘llll:!-2||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57
a3 13.40 13.60 13.80 14.00
5000 m/z 55.10 27 .95%
71
29
112
0 97 125 153 168
m/z--> 20 40 60 80 100 120 140 160
Abundance #13662: 2-Propyl-1-pentanol T T
57 13.40 13.60 13.80 14.00
m/z 70.10 23.51%
5000
41 70
29 83 o9
0..1.5|....|....|....|....|..1:!-2.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 13.40 13.60 13.80 14.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD080620\

VD066145.D

06 Aug 2020 20:07

VA/SY

L3575-02
6.40G/5.00ml/MSVOA_D/SOIL

18

FK-0D015-03-016

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

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

3-Pentanone, 2,4-... 10.96 5.7 ug/Il 186816 3 11.64 1633890 50.0
1-Hexanol, 2-ethyl- 13.68 71.3 ug/1 2543760 4 13.58 1782630 50.0
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