LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 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\82Y021720S.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 3.974 351 367 400 rBVY 11321624 33092694 33.91% 12.803%
2 7.547 935 953 968 rBV 480998 1366063 1.40% 0.529%
3 7.785 976 992 1001 rBVY 9743954 23366470 23.94% 9.040%
4 7.888 1001 1009 1020 rVvVvV 3176517 8023928 8.22% 3.104%
5 8.022 1020 1031 1047 rVV 15286762 36881854 37.79% 14.269%

8.284 1063 1074 1081 rBV2 2424188 5877190 6.02% 2.274%
8.364 1081 1087 1092 rVvV2 622610 1474381 1.51% 0.570%
8.431 1092 1098 1109 rVB 871027 1954264 2.00% 0.756%
8.565 1109 1120 1134 rBV2 16137009 37209171 38.13% 14.396%
9.016 1186 1194 1204 rVB 1022989 2072774 2.12% 0.802%

=
QO ~NO®

11 9.193 1208 1223 1229 rBV2 2468144 5785843 5.93% 2.239%
12 9.254 1229 1233 1241 rVB 1028157 1856662 1.90% 0.718%
13 9.376 1246 1253 1260 rBV 1050100 1916024 1.96% 0.741%
14 10.272 1390 1400 1408 rVB2 29754709 97591737 100.00% 37.758%

Sum of corrected areas: 258469055
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA_ Y\METHODS\82Y021720S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY001700.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Pentane, 2,3-dimethyl- Concentration Rank 3

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

7.89 17.17 ug/Il 8023930 Pentafluorobenzene 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 42
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 38
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 38
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 37

Abundance Scan 1009 (7.888 min): VY001700.D (-1001) (-) m/z 56.10 100.00%
43 %
5000 71
85 100 7.60 7.80 8.00 8.20
0 m/z 43.10 78.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 7.60 7.80 8.00 8.20
m/z 57.10 65.52%
0 15 ‘ A 85 100
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
760 7.80 8.00 820
5000 m/z 41.10 60.98%
41
29 71
0 83 95 113 12g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl penty!| ester
43 57 7.60 7.80 8.00 8.20
m/z 71.10 39.14%
5000 71
0 ‘ 87 103 115 131 161
m/z--> 10 20 30 4'0 50 6|0 7'0 80 90 100 110 120 130 140 150 160 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Hexane, 3-methyl- Concentration Rank 1

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

8.02 78.92 ug/1 36881900 Pentafluorobenzene 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 53
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 1031 (8.022 min): VY001700.D (-1020) (-) m/z 43.10 100.00%
43
57 71 q
5000
85 100 7.60 7.80 8.00 8.20 8.40
o...,....,....,....,..3.6.|i!:..5,0.-.|.=,.6.4..,:..7.8,..'..,....;....,....,.. m/z 71.05 60.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
7.60 7.80 8.00 8.20 8.40
29 m/z 70.10 55.17%
0 15 \‘ . 50 | 8 10
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
5 7.60 7.80 8.00 8.20 8.40
5000 1 m/z 57.10 53.59%
29 100
85
o L AR RS R AR RS AR AR RARAS RAARN SARRN RARN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 7.60 7.80 8.00 8.20 8.40
m/z 41.10 52._75%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 1-Butanol, 2-ethyl- Concentration Rank 4

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

8.28 7.90 ug/l 5877190 1,4-Difluorobenzene 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 64
2 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 64
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 59
4 Octane. 4.5-dimethvl- 142 C10H22 015869-96-2 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 1073 (8.278 min): VY001700.D (-1063) (-) m/z 43.10 100.00%
a3
70
5000
55
8.00 8.20 8.40 8.60
83 100
0 ...,....,....,....,..3.6.|,‘!.-..,.-.I'.,‘??..',:...,.-...??...i....,....,. m/z 70.10 75.23%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4438: 1-Butanol, 2-ethyl-
43
5000 70
28 55 8.00 8.20 8.40 8.60
84 m/z 71.10 56.67%
0 8| \‘M 6 || 77 101
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 57 71
8.00 820 8.40 8.60
5000 m/z 41.10 30.90%
29 99
14 50 83 113
e L A RS AR AN RS RARAS RARRS RSN RARAN WARSS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl-
43 8.00 8.20 8.40 8.60

m/z 55.10 28.25%

5000 70
29

55
1 15 “ \M | 62 77 85 100

(O L B o o o L e e e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY021920\
Data File : VY001700.D

Aca On : 19 Feb 2020 15:13

Operator : SY/MD

Sample : L1581-02

Misc : 5.01G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S.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 Heptane Concentration Rank 2

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

8.56 50.00 ug/1 37209200 1,4-Difluorobenzene 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 42
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 40
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 38
5 3-Hexanone 100 C6H120 000589-38-8 37

Abundance Scan 1119 (8.559 min): VY001700.D (-1109) (-) m/z 43.05 100.00%
a3
57 71
5000
| | 1o é'z&{'\'éhb' 860 880
0 ...,....,....,....,..3.6.|;.:..5,°.-.|.=,.6.4..,.-..7.8,.5.‘?.,....,|....,....,.. m/z 41.05 63.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3973: Heptane
43
57
5000 & R SR SR SRR
8.20 8.40 860 8.80
29 100 m/z 71.10 59.70%
0 ‘ | ‘ 85
A I I UL SULRIS SULIR UL U IULIL LIS NS B SRS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
820 840 860 880
5000 57 70 m/z 57.10 54 _07%
29
15 50 85 100
U L R RS AR RAARS RARAS RAARA RARAR AR RALSS SRRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl- AR R SRR ....,.

43 820 840 860 8.80
m/z 56.05 33.71%

70
5000
27 55
2 15 ‘\ Al llee | 778 00 114
) SN SN OO .7 N AN~ NN o S

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY021920\
Data File : VY001700.D

Acq On : 19 Feb 2020 15:13

Operator : SY/MD

Sample - L1581-02

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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]
Pentane, 2,3-dime... 7.89 17.2 ug/1 8023930 1 7.81 23366500 50.0
Hexane, 3-methyl- 8.02 78.9 ug/1 36881900 1 7.81 23366500 50.0
1-Butanol, 2-ethyl- 8.28 7.9 ug/l 5877190 2 8.71 37209200 50.0
Heptane 8.56 50.0 ug/1 37209200 2 8.71 37209200 50.0
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