LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\
Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
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 Y\METHODS\82Y043020S.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

3.980 359 368 382 rBV 29405 82085 1.68% 0.553%
4._.755 485 495 506 rBvV 25560 80558 1.65% 0.543%
rBv2 16379 52702 1.08% 0.355%
7.748 975 986 992 rBV 164253 398261 8.15% 2.683%
7.821 992 998 1009 rVvB 392691 894846 18.31% 6.028%
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8.169 1045 1055 1065 rBvV 217757 484245 9.91% 3.262%
8.711 1136 1144 1155 rVB 595062 1174593 24.03% 7.913%
10.199 1380 1388 1395 rBV 952916 1635241 33.45% 11.016%
10.949 1501 1511 1521 rBV2 30967 58224 1.19% 0.392%
11.503 1594 1602 1612 rBV 857695 1405715 28.76% 9.470%

=
QO ~NO®

11 12.497 1758 1765 1775 rBV 704612 1108579 22.68% 7.468%
12 13.131 1861 1869 1874 rBV3 33927 69573 1.42% 0.469%
13 13.436 1913 1919 1926 rBV 922262 1437097 29.40% 9.681%
14 13.540 1930 1936 1950 rVB 3487399 4888527 100.00% 32.933%

15 13.912 1992 1997 2002 rBV 49888 75899 1.55% 0.511%
16 14.119 2025 2031 2035 rBV 134802 200937 4.11% 1.354%
17 14.168 2035 2039 2044 rVVv3 30615 56523 1.16% 0.381%
18 14.222 2044 2048 2054 rVB 56249 77258 1.58% 0.520%
19 14.966 2164 2170 2173 rBvV4 23263 53916 1.10% 0.363%
20 15.009 2173 2177 2182 rVB3 40733 72008 1.47% 0.485%

21 15.856 2310 2316 2326 rBV 206797 355284 7.27% 2.393%
22 15.984 2331 2337 2346 rVB2 94859 181938 3.72% 1.226%

Sum of corrected areas: 14844009
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\
Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S.M
Quant Title : SW846 8260

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

Abgndance TIC: VY002568.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\

Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S .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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.54 170.08 ug/Il 4888530 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 1936 (13.540 min): VY002568.D (-1930) (-) m/z 57.10 100.00%
g7
5000 /\
41
70 83 S I G —
98 1320 13.40 13.60 13.80
o 112 129 149165 191207 232 260 m/z 41.10 33.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000 RN B SR UL
41 1320 13.40 13.60 13.80
70 83 m/z 43.05 30.12%
7L S
bl e b L 180 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
13.20 13.40 13.60 13.80
5000 43 m/z 55.10 25.98%
29 70 83
oL 15 98 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36797. 1-Decene, 2,4- dlmethyl LI LI ANLL  L L
43 57 1320 13.40 13.60 13.80

m/z 70.10 23.71%

83
5000
29 70
112
H | \‘ I 9\7 I 125 153 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 20 13. 40 13 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\

Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S .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 2-Nonanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.12 6.99 ug/Il 200937 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 93
2 2-Undecanone 170 C11H220 000112-12-9 64
3 2-Dodecanone 184 C12H240 006175-49-1 64
4 2-Octanone 128 C8H160 000111-13-7 59
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 59

Abundance Scan 2031 (14.119 min): VY002568.D (-2025) (-) m/z 58.00 100.00%

48

5000

|

g5 111127142 13.80 14.00 14.20 14.40
O 168 191207 m/z 43.00 99.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19938: 2-Nonanone
58
43

5000
13.80 14.00 14.20 14.40
m/z 73.05  38.29%

o152 | 8 e9uniaria
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 58
13.80 14.00 14.20 14.40
5000 m/z 41.10 31.32%
29 8
L1 > 1121277141155170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48708: 2-Dodecanone R R e AR e Rames
58 13.80 14.00 14.20 14.40
43 m/z 69.10 30.56%
5000
29
RIECT “ 85 110 126141155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\

Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S .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-Undecanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.86 12.36 ug/Il 355284 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanone 170 C11H220 000112-12-9 95
2 2-Dodecanone 184 C12H240 006175-49-1 78
3 2-Octanone 128 C8H160 000111-13-7 72
4 2-Nonanone 142 C9H180 000821-55-6 72
5 1-Propene, 2-(1-methylethoxy) 100 C6H120 004188-63-0 59
Abundance Scan 2317 (15.862 min): VY002568.D (-2310) (-) m/z 58.05 100.00%
4358
5000
85 110 155170 15.60 15.80 16.00 16.20
oo L MO 1SN0 0307 232 asn S0 e %y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38230: 2-Undecanone
43 58
5000
15.60 15.80 16.00 16.20
29 m/z 71.10 34.94Y%
LT e e
m/z--> 25 45 éo 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 S8
' 15.60 15.80 16.00 16.20
5000 m/z 59.00 29.03%
29 85
0 100 126141155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12439: 2-Octanone
43 98 15.60 15.80 16.00 16.20
m/z 41.05 18.47%
5000
27 85 113128
o e e e e e A
m/z--> 25 45 éo 85 160 150 140 160 180 200 220 240 2éo 2éo 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY050420\
Data File : VY002568.D

Aca On - 05 May 2020 02:43

Operator : SY/MD

sample - L2479-02

Misc - 4.80G/5ML/MSVOA Y/SOIL S
ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S.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 4 Cyclohexanol, 2-(1,1-dimeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.98 6.33 ug/Il 181938 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2-(1.1-dimethvleth... 156 C10H200 013491-79-7 50
2 Fumaric acid. propvl trans-hex-3... 240 C13H2004 1000348-88-3 43
3 Glutaric acid. cis-hex-3-envl et... 242 C13H2204 1000359-96-1 43
4 Fumaric acid. pentvl trans-hex-3... 268 C15H2404 1000348-88-6 43
5 Acetic acid, cyclohexyl ester 142 C8H1402 000622-45-7 40
Abundance Scan 2336 (15.978 min): VY002568.D (-2331) (-) m/z 57.05 100.00%
5000
177191 207 15.60 15.80 16.00 16.20
o m/z 82.05 90.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28337: Cyclohexanol, 2-(1,1-dimethylethyl)-
57 82
5000
a1 15.60 15.80 16.00 16.20
123 m/z 67.00 51.55%
o...,?T”,....,.”.,....“...,..F?ﬁ.%??.”. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
82
67 15.60 15.80 16.00 16.20
5000 m/z 43.00 46.42%
99 141
27 M54 17 150 181
O e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95479: Glutaric acid, cis-hex-3-enyl ethyl ester RREsa LSS e
82 15.60 15.80 16.00 16.20
67 m/z 81.10 30.83%
115
5000
143
0 ...,.I..,...%,....,...97.... b A A Siae
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY050420\

Data File : VY002568.D

Acq On : 05 May 2020 02:43

Operator : SY/MD

Sample : L2479-02

Misc - 4.80G/5ML/MSVOA_Y/SOIL ECOPEs B i
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y043020S .M
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]
1-Hexanol, 2-ethyl- 13.54 170.1 ug/l 4888530 4 13.44 1437100 50.0
2-Nonanone 14.12 7.0 ug/l 200937 4 13.44 1437100 50.0
2-Undecanone 15.86 12.4 ug/I1 355284 4 13.44 1437100 50.0
Cyclohexanol, 2-(... 15.98 6.3 ug/Il 181938 4 13.44 1437100 50.0
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