LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW112218\

Data File : VW007028.D

Aca On - 22 Nov 2018 05:26

Operator : VAY/AP

sample - J6006-03

Misc - 5.06G/5ML/MSVOA W/SOIL EEACEN e
ALS Vial : 41 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 W\METHOD\82W112118S.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 4.915 485 494 505 rBV3 3293 10135 1.98% 0.334%
2 7.141 849 859 873 rBV2 6778 19582 3.82% 0.646%
3 7.677 937 947 956 rBV3 2299 7652 1.49% 0.253%
4 7.884 970 981 986 rBV 65575 155646 30.40% 5.137%
5 7.951 986 992 1006 rVB 133932 291152 56.86% 9.609%
6 8.305 1036 1050 1060 rBV 69236 158962 31.05% 5.246%
7 8.842 1128 1138 1147 rBV 190809 383097 74.82% 12.644%
8 9.890 1304 1310 1318 rVB 3721 7042 1.38% 0.232%
9 10.323 1374 1381 1389 rBV 286695 512014 100.00% 16.899%
10 10.713 1436 1445 1449 rBvV2 13098 32001 6.25% 1.056%

11 11.073 1497 1504 1517 rBV2 80715 135183 26.40% 4.462%
12 11.634 1588 1596 1608 rBV 271017 457909 89.43% 15.113%
13 12.621 1751 1758 1766 rVB 211420 345622 67.50% 11.407%

14 13.298 1864 1869 1876 rVB 28713 44308 8.65% 1.462%
15 13.402 1879 1886 1891 rBV6 3686 7120 1.39% 0.235%
16 13.560 1905 1912 1920 rBvV 261060 421342 82.29% 13.906%
17 13.652 1924 1927 1934 rVB3 3880 5737 1.12% 0.189%
18 14.078 1992 1997 2005 rvB2 6403 12251 2.39% 0.404%
19 14.334 2031 2039 2045 rvvs 5501 10132 1.98% 0.334%
20 15.511 2226 2232 2236 rBV 4005 7844 1.53% 0.259%
21 16.493 2387 2393 2403 rVB10 1879 5195 1.01% 0.171%
Sum of corrected areas: 3029926
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW112218\

Data File : VW007028.D

Aca On - 22 Nov 2018 05:26

Operator : VAY/AP

sample - J6006-03

Misc - 5.06G/5ML/MSVOA W/SOIL EEACEN e
ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W112118S_.M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW112218\

Data File : VW007028.D

Aca On - 22 Nov 2018 05:26

Operator : VAY/AP

sample - J6006-03

Misc - 5.06G/5ML/MSVOA W/SOIL EEACEN e
ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W112118S.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 1 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.07 14.76 ug/Il 135183 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Butanal 72 C4H80 000123-72-8 35
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 25
4 Glutaraldehvde 100 C5H802 000111-30-8 16
5 1-Butanol 74 C4H100 000071-36-3 14
Abundance Scan 1504 (11.073 min): VW007028.D (-1497) (-) m/z 44.10 100.00%
44 56
5000 \
72 g Y. U ———
||||||| 6 115 % 149 10,80 11,00 11.20 11.40
R s A Ry A L AR AR A LAY A A LA AR AR m/z 56.10 97.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3773: Hexanal
.
5000 L BRI UL SIS UM
29 mmnmnmnm
‘ 72 g m/z 41.10 97.44%
'”P”'P”M'”h!'ﬁ”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #647: Butanal
4
72 10.80 11.00 11.20 11.40
5000 29 m/z 43.10 71.61%
57
S \
L KRS LA RS KA AR RULSE RLARA RERA RS SRS RARAS SARAN SRS AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1741: Butanal, 3-methy!l- R e
i’} mmnmnmnm
- m/z 57.10 67.68%
5000 58
15 71
| ] e
”W””Pdh”ﬂhMW“MP”W””PJW””P”W””P”W””P”W””I USRS SUNILE B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 80 11.00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW112218\

Data File : VW007028.D

Aca On - 22 Nov 2018 05:26

Operator : VAY/AP

sample - J6006-03

Misc - 5.06G/5ML/MSVOA W/SOIL EEACEN e
ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W112118S_.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 Acetic acid, hexyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.30 5.26 ug/Il 44308 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. hexvl ester 144 C8H1602 000142-92-7 90
2 Acetic acid. butvl ester 116 C6H1202 000123-86-4 43
3 1-Pentanol. 2-methvl-. acetate 144 C8H1602 007789-99-3 43
4 2- Bromopropionic acid. hexvl ester 236 C9H17Br02 028456-82-8 42
5 Formic acid, 2-methylpentyl ester 130 C7H1402 381670-34-4 40
Abundance Scan 1869 (13.298 min): VW007028.D (-1864) (-) m/z 43.10 100.00%
5000 56
69 & 13.00 13.20 13.40 13.60
207 - - - -
SN— ,LJJ.J..???H%ﬁ.???“...“...,”..,m.. m/z 56.05 50.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20868: Acetic acid, hexyl ester
43
56 R
5000 RN BN S
13.00 13.20 13.40 13.60
69 B84 m/z 55.05 26 .83%
1I5 29 || 1 ‘II | | | || 101 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43
13.00 13.20 13.40 13.60
5000 56 m/z 61.10 21.31%
73
15 2 || || | 87 101 117
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20928: 1-Pentanol, 2-methyl-, acetate N R
43 13.00 13.20 13.40 13.60
m/z 41.05 21.21%
5000
56 84
69
15 27 \M‘ ‘\ | ‘MH‘ 1 101 115
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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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_W\DATA\VW112218\

VW007028.D

22

VAY/AP
J6006-03
5.06G/5ML/MSVOA_W/SOIL

41

Nov 2018 05:26

RS-CON-WALL-2

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W112118S_.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]

Hexanal

11.07 14.8 ug/I 135183 3 11.63 457909 50.0

Acetic acid, hexy... 13.30 5.3 ug/Il 44308 4 13.56 421342 50.0
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