LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063242.D

Aca On > 4 Sep 2020 13:01

Operator : JC/MD

Sample : L3886-12 10X

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 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 N\METHODS\82N083120W.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

2.431 201 215 217 rBV3 52835 114249 6.36% 1.124%
6.772 1552 1565 1579 rBV2 21225 56646 3.16% 0.557%
rBv 217269 545663 30.40% 5.367%
7.627 1819 1831 1852 rVB 346327 845563 47.10% 8.317%
7.987 1926 1943 1961 rBV 256678 603076 33.59% 5.932%

abrwNPE
\l
9]
a1
o
=
\l
(o]
o
=
(0]
(@]
\l
=
(00]
=
(00]

8.550 2101 2118 2145 rBV 604690 1260442 70.21% 12.398%
10.061 2574 2588 2604 rBV 968449 1795201 100.00% 17.658%
11.379 2984 2998 3022 rBV 926646 1656041 92.25% 16.289%
rBv 686528 1188476 66.20% 11.690%
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13.087 3515 3529 3534 rBVY 9386 19712 1.10% 0.194%
11 13.260 3574 3583 3588 rBV10 14364 23658 1.32% 0.233%
12 13.318 3588 3601 3621 rVvVv 830213 1426373 79.45% 14.030%
13 13.604 3675 3690 3696 rBV9 30166 71527 3.98% 0.704%
14 13.810 3745 3754 3757 rBV9 22877 38502 2.14% 0.379%
15 13.862 3758 3770 3789 rVB4 101794 289222 16.11% 2.845%
16 13.968 3793 3803 3816 rBV5 33014 81078 4.52% 0.797%
17 14.039 3817 3825 3834 rVB3 40357 59824 3.33% 0.588%
18 14.138 3846 3856 3869 rVB3 37497 66788 3.72% 0.657%
19 14.276 3891 3899 3907 rVB6 16697 24600 1.37% 0.242%

Sum of corrected areas: 10166641
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO090420\
Data File : VN063242.D

Aca On : 4 Sep 2020 13:01

Operator : JC/MD

Sample : L3886-12 10X

Misc : 1.110/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N083120W.M
Quant Title : SW846 8260

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

Abundance TIC: VN063242.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063242.D

Aca On : 4 Sep 2020 13:01

Operator : JC/MD

Sample : L3886-12 10X

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W.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 1 unknown2.43 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.43 6.76 ug/l 114249 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-I2-(2-Chloro-ethoxv)-ethoxvl-p... 216 C10H13CIO3 1000317-46-1 23
2 Ethane. 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 17
3 Carbonochloridic acid. 4-nitroph... 201 C7H4CINO4 007693-46-1 17
4 Dimethvlamine 45 C2H7N 000124-40-3 10
5 Silane, methyl- 46 CH6Si 000992-94-9 10
Abundance Scan 215 (2.431 min): VN063242.D (-201) (-) m/z 44.00 100.00%
44.0
5000
69.0 939 1319 206.9 . 2.00 2.20 2.40 2.60 2.80
167.0 234.5 206.0 m/z 62.95 79.36%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73724: 2-[2-(2-Chloro-ethoxy)-ethoxy]-phenol
63.0
5000 110.0
2160 2.00 2.20 2.40 2.60 2.80
w0 | 136.0 : m/z 48.95 68.05%
11 g 1 167.0
m/z--> 6 25 4b 65 éo 160 150 150 160 180 260 220 240 2éo 2éo
Abundance #19248: Ethane, 1-bromo-2-chloro-
27.0 63.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 45.00 57.16%
144.0
%9“'P"W"”I”'iﬁéﬁ'}%ﬁq”'I”"P"W"”I'“'I“"P"W'”'I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62073: Carbonochloridic acid, 4-nitropheny! ester R B ma T e
63.0 2.00 2.20 2.40 2.60 2.80
m/z 47.10 52.46%
5000
30.0 122.0 201.0
‘ Al 920 ‘ 166.0
m/z--> 6 25 Jo 65 éo 160 150 150 1éo 1éo 260 250 240 2éo 2éo 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063242.D

Aca On : 4 Sep 2020 13:01

Operator : JC/MD

Sample : L3886-12 10X

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W.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 2 Decane, 3,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.86 10.14 ug/Il 289222 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 93
2 2.6-Dimethvldecane 170 C12H26 013150-81-7 81
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64

Abundance Scan 3769 (13.858 min): VN063242.D (-3758) (-) m/z 57.00 100.00%

57.0
41)0

5000

13.60 13.80 14.00 14.20
m/z 43.00 74.71%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 TT T[T I T T[T I [rrrrrrm
ailo 85.0 13.60 13.80 14.00 14.20
1130 m/z 71.00 71.08%
26 n | | I|| .| I . 14%0 170.0
o T i B i o o AL I I i o o o I BB
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38322: 2,6-Dimethyldecane
43.0
71.0
13.60 13.80 14.00 14.20
5000 m/z 41.00 57.66%
27.0 113.0
Ll ‘W 80 | 140.0155.0170.0
LI i o o o o R s o e B EEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38349: Decane, 3,8-dimethyl- A RmamE R R e
57.0 13.60 13.80 14.00 14.20
m/z 85.05 46.67%
85.0
5000
410 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN090420\
Data File : VN063242.D

Acq On : 4 Sep 2020 13:01

Operator : JC/MD

Sample : L3886-12 10X

Misc © 1.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N083120W.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]
unknown?2 .43 2.43 6.8 ug/Il 114249 1 7.63 845563 50.0
Decane, 3,6-dimet... 13.86 10.1 ug/I1 289222 4 13.32 1426370 50.0
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