LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101223\

Data File : VN@79560.D

Acqg On : 12 Oct 2023 21:11
Operator : JC\MD

Sample : 04880-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.M
Title : SW846 8260
Signal : TIC: VN@79560.D\data.ms

peak R.T. first max last PK peak
# min  scan scan scan TY height

5.800 636 654 673 rBV 3535121
8.171 1048 1057 1062 rBV 267200
8.230 1062 1067 1079 rVB 370147
8.582 1117 1127 1136 rBV 263621
8.777 1152 1160 1186 rVB4 167383

6 9.106 1206 1216 1229 rBV 624810
7 10.571 1456 1465 1478 rBV 888004
8 11.870 1677 1686 1700 rVB 850020
9 12.853 1845 1853 1864 rBV 588021
0 13.794 2003 2013 2021 rBV 540314

Sum of corrected areas:

82N100523W.M Fri Oct 13 17:28:17 2023

corr. corr. % of
area % max. total
12067240 100.00% 57.
640638 5.31% 3
804005 6.66% 3.828%
601284  4.98% 2
535225 4.44% 2

1258932 10.43% 5
1626092 13.48% 7
1515406 12.56% 7.215%
1004388 8.32% 4
949831 7.87% 4
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101223\
Data File : VN@79560.D

Acqg On : 12 Oct 2023 21:11
Operator : JC\MD

Sample : 04880-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN079560.D\data.ms
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Abundance TIC: VN079560.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101223\
Data File : VN@79560.D

Acqg On : 12 Oct 2023 21:11

Operator : JC\MD

Sample : 04880-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.777  21.26 ug/l 535225 1,4-Difluorobenzene 9.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 52
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 40
Abundance Scan 1160 (8.777 min): VN079560.D\data.ms (-1152) (-) m/z 73.00 100.00%
73.0
5000 j\v
N ammmnEREES S
‘990 8.40 8.60 8.80 9.00
om_m_m A 990 1889 43,00 42.57%
miz--> 80 100 120 140 160
Abundance #5060. Butane, 2-methoxy-2-methyl-
73.0
5000 L L R B B I
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‘ m/z 55.10  31.46%
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Abundance #15768. 2,2,4—Trimethyl—3—pentanol
73.0
“H‘W‘H“H‘w‘u“
41.0 8.40 8.60 8.80 9.00
5000 m/z 87.00 20.25%
15.0 H 97.0
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Abundance #2307: 1,3-Dioxolane, 2-methyl- ““H““‘_“‘,H“‘
73.0 8.40 8.60 8.80 9.00
m/z 41.05 17.68%
5000 43.0 /M/\%Wm
o) S H“,Hm_“”_m_m_m‘m N A ST
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101223\
Data File : VN@79560.D

Acqg On : 12 Oct 2023 21:11
Operator : JC\MD

Sample : 04880-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Butane, 2-metho... 8.777 21.3 ug/1 535225 2 9.106 1258930 50.0
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