LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY091919\

Data File : VY000089.D

Aca On - 19 Sep 2019 19:48

Operator : SY/MD

sample - K4862-08

Misc - 5.040/5.00mI/MSVOA Y/SOIL Sl
ALS Vial : 21 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 Y\METHODS\82Y091719S.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 1.697 13 18 35 rvw 615162 932705 100.00% 25.037%
2 4.715 501 513 521 rBV7Y 6106 19805 2.12% 0.532%
3 7.720 996 1006 1012 rBV2 75564 181333 19.44% 4 .868%
4 7.793 1012 1018 1029 rVvB2 127627 286846 30.75% 7.700%
5 8.147 1067 1076 1086 rVB2 77481 178461 19.13% 4_.791%
6 8.689 1155 1165 1174 rBV 224236 432417 46.36% 11.608%
7 9.982 1371 1377 1384 rBV2 32198 60994 6.54% 1.637%
8 10.177 1398 1409 1417 rBV 325917 556918 59.71% 14.950%
9 11.488 1617 1624 1633 rVB 269456 429131 46.01% 11.519%
10 12.475 1777 1786 1793 rBvV 161020 261677 28.06% 7.024%
11 12.805 1835 1840 1847 rVB3 6403 11002 1.18% 0.295%
12 13.420 1935 1941 1948 rBvV 179092 281458 30.18% 7 .555%
13 13.756 1988 1996 2006 rBV4 13972 32301 3.46% 0.867%
14 14.304 2081 2086 2091 rBvV5 8049 12405 1.33% 0.333%
15 14.505 2111 2119 2126 rBvV2 30003 47857 5.13% 1.285%

Sum of corrected areas: 3725310
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY091919\
VY000089.D

19 Sep 2019 19:48

SY/MD

K4862-08

5.04a/5.00mI/MSVOA Y/SOIL

21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y091719S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance
600000

1{70
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TIC: VY000089.D
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Time--> 1.
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0

TIC: VY000089.D

10.18
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9.98
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600000
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200000
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TIC: VY000089.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY091919\
Data File : VY000089.D

Aca On : 19 Sep 2019 19:48

Operator : SY/MD

Sample - K4862-08

Misc : 5.04a/5.00mI/MSVOA Y/SOIL

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y091719S .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 Disulfide, dimethyl Concentration Rank 3

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

9.98 7.05 ug/l 60994 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
2 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 47
3 Ethvne. dichloro- 94 C2CI2 007572-29-4 38
4 Diethvl chloromalonate 194 C7H11Cl04 014064-10-9 9
5 Succinic acid, di(cyclohex-2-eny... 306 C18H2604 1000330-19-3 9

Abundance Scan 1377 (9.982 min): VY000089.D (-1371) (-) m/z 94.10 100.00%
]
5000 45 79
o1 1| 90 9By 10001050 |
o e — m/z 79.00 49_34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2534: Disulfide, dimethyl
94
45 79
5000 SN SN I
9.60 9.80 10.00 10.20
15 61 m/z 45.10 44 _44%
o 3
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
47 94
AR A RS R
9.60 9.80 10.00 10.20
5000 o7 m/z 46.00 28.35%
ol 12 62 79
ﬁmmmwwwwmmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2516: Ethyne, dichloro- T REas a e
] 9.60 9.80 10.00 10.20
m/z 47.00 21.88%
5000
47
24
0 |l 2 \‘
L RSN AR R RS BARSS  SALSS SRS SRS BRAAS SRRAN RS SRS S NS SN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY091919\
Data File : VY000089.D

Aca On : 19 Sep 2019 19:48

Operator : SY/MD

Sample - K4862-08

Misc : 5.04a/5.00mI/MSVOA Y/SOIL

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y091719S .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 3 2-Nonanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.74 ug/l 32301 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 53
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 38
3 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 38
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 38
5 Octane, 4-methyl- 128 C9H20 002216-34-4 35
Abundance Scan 1997 (13.762 min): VY000089.D (-1988) (-) m/z 43.05 100.00%
43
5000 58
1 g4
|| 99 007 13.40 13.60 13.80 14.00
0 el e || M/z 58.10  38.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19930: 2-Nonanone
43
5000
13.40 13.60 13.80 14.00
m/z 71.20 28.78%
0 1 ﬁ 109
I”"I'”'I"”I"'W'"'P"'I”"I'”'I"”I"'W
m/z--> 20 80 100 120 140 160 180 200
Abundance
43
57
71 13.40 13.60 13.80 14.00
5000 85 m/z 69.20 24 .58%
97
o 29 11125 141 155 169 182 210
m/z--> 25 Jo éo 50 160 150 150 160 180 260 '
Abundance #12694: Heptane, 2,3-dimethyl-
43 13.40 13.60 13.80 14.00
m/z 57.20 24 .22%
5000
- 84
27 71 ‘
oLl ‘M ” 99 113 128
m/z--> 2'0 4'0 ' 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY091919\
Data File : VY000089.D

Aca On : 19 Sep 2019 19:48

Operator : SY/MD

Sample - K4862-08

Misc : 5.04a/5.00mI/MSVOA Y/SOIL

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y091719S .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 4 unknownl14.51 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.51 8.50 ug/Il 47857 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.15-Hexadecanedione 254 C16H3002 018650-13-0 35
2 6-Pentadecanone 226 C15H300 001001-45-2 32
3 9-Heptadecanone 254 C17H340 000540-08-9 25
4 2.11-Dodecanedione 198 C12H2202 007029-09-6 25
5 5-Undecanone, 2-methyl- 184 C12H240 050639-02-6 16
Abundance Scan 2120 (14.512 min): VY000089.D (-2111) (-) m/z 43.05 100.00%
48
5000
5g 71 98
113 14.20 14.40 14.60 14.80
207
o > 138 m/z 98.15  29.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105671: 2,15-Hexadecanedione
43
5000
58 14.20 14.40 14.60 14.80
1 m/z 71.20 29.24%
0 | \\‘J |, 2109123 138152165179 197211 239254
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 200 220 250 2éo
Abundance
43
71 14.20 14.40 14.60 14.80
5000 29 58 m/z 58.10 25.04%
99
155
oL 15 114127, 01 170183197 226
m/z--> 25 Jo eb 85 160 150 140 160 1éo 200 220 240 2é0
Abundance #105855: 9-Heptadecanone
4 57 71 14.20 14.40 14.60 14.80
m/z 69.20 24 .20%
29
5000
156
169
0 15 \ 183 198211225238 254
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY091919\
Data File : VY000089.D

Acq On : 19 Sep 2019 19:48

Operator : SY/MD

Sample - K4862-08

Misc : 5.049/5.00mI/MSVOA_Y/SOIL

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y091719S .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]

Disulfide, dimethyl 9.98 7.0 ug/Il 60994 2 8.69 432417 50.0
2-Nonanone 13.76 5.7 ug/Il 32301 4 13.42 281458 50.0
unknownl14 .51 14 .51 8.5 ug/I 47857 4 13.42 281458 50.0
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