LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA Y\Data\VY121620\
Data File : VY003809.D

Acq On : 16 Dec 2020 16:58
Operator : SY/MD

Sample - L5036-07

Misc : 5.89G/5ML/MSVOA_Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y121520S .M
Title - SW846 8260

Signal : TIC: VY003809.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

619 109 131 132 rBV5 27025 124091 14.32% 2.686%
.753 631 645 667 rBV 272909 866503 100.00% 18.757%
.789 807 815 827 rBV3 3895 12472  1.44% 0.270%
5
8

.722 958 968 974 rBV 99188 239129 27.60% _176%
795 974 980 996 rVB 172412 396995 45.82% -594%

abdwNPE
NN 0N

6 8.149 1026 1038 1049 rBV 110796 243662 28.12% 5.274%
7 8.691 1119 1127 1138 rBV 266638 529424 61.10% 11.460%
8 10.179 1364 1371 1379 rBV 433242 735900 84.93% 15.930%
9 11.489 1579 1586 1596 rVB 361859 587631 67.82% 12.720%
10 12.483 1742 1749 1757 rVB 270443 414857 47.88%  8.980%

11 13.422 1896 1903 1910 rBvV 298821 468969 54.12% 10.152%

Sum of corrected areas: 4619633
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1I\MSVOA_Y\Data\VY121620\
VY003809.D

16 Dec 2020 16:58

SY/MD

L5036-07

5.89G/5ML/MSVOA_Y/SOIL

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y121520S .M
SW846 8260

= C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA Y\Data\VY121620\
Data File : VY003809.D

Acq On : 16 Dec 2020 16:58

Operator : SY/MD

Sample - L5036-07

Misc - 5.89G/5ML/MSVOA_Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y121520S .M
SW846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 n-Hexane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.753 109.13 ug/Il 866503 Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
3 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 38
4 3-Pentanone 86 C5H100 000096-22-0 35
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 32
Abundance  Scan 645 (5.753 min): VY003809.D\data.ms (-631) (-) m/z 57.10 100.00%
57.1
5000 /\\
86.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 5.40 5.60 5.80 6.00
G \\\‘\\\\i}\‘\““\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7.\0\ m/Z 41.05 65.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
5.40 5.60 5.80 6.00
29.0 86.0 m/z 43.10 57.17%
G\\\‘\H\\‘i{\‘\““\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12737: Pentane, 2,2,3,4-tetramethyl-
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
5.40 5.60 5.80 6.00
5000 m/z 56.10 48 _.41%
29.0 85.0
G\\\‘\‘\‘\\“w\\“‘\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8826: Hydroperoxide, heXyI AR NEER R R RN
43.0 5.40 5.60 5.80 6.00
m/z 42.10 32.51%
5000
NL 69.0
G\\\‘\M‘}\i\\“‘\‘\“\\“U\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA Y\Data\VY121620\
Data File : VY003809.D

Acq On : 16 Dec 2020 16:58
Operator : SY/MD

Sample - L5036-07

Misc : 5.89G/5ML/MSVOA_Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ Y\METHODS\82Y121520S.M
Quant Title : 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]

n-Hexane 5.753 109.1 ug/l 866503 1 7.795 396995 50.0
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