LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO90420\

Data File : VN063248.D

Aca On - 4 Sep 2020 15:25

Operator : JC/MD

sample - 13902-18 -
Misc - 5.00mL/MSVOA N/WATER Sl A AN
ALS Vial : 16 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
1 2.033 83 91 98 rBv5 10852 19371 1.04% 0.183%
2 2.422 200 212 222 rBV5 57861 126234 6.75% 1.192%
3 4.020 695 709 722 rBV2 14218 39672 2.12% 0.375%
4 4_.512 844 862 865 rBV2 8137 19472 1.04% 0.184%
5 5.801 1244 1263 1281 rBV3 31813 102784 5.49% 0.971%

7.550 1789 1807 1818 rBv2 225282 566766 30.29% 5.352%
7.627 1819 1831 1849 rVvB2 361122 863117 46.12% 8.150%
7.987 1927 1943 1966 rBV2 260756 630365 33.69% 5.952%
8.550 2103 2118 2135 rBV 615067 1280624 68.44% 12.093%
10.061 2573 2588 2613 rBVY 1007655 1871295 100.00% 17.670%

=
QO ~NO®

11 11.383 2984 2999 3021 rBV 963459 1716299 91.72% 16.207%
12 12.379 3296 3309 3330 rBvV 706868 1230694 65.77% 11.621%
13 13.318 3587 3601 3618 rBV 844670 1447258 77.34% 13.666%
14 13.942 3759 3795 3816 rBV7 156705 676078 36.13% 6.384%

Sum of corrected areas: 10590029
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO090420\

Data File : VN063248.D

Aca On : 4 Sep 2020 15:25

Operator : JC/MD

Sample : L3902-18 ;
Misc - 5.00mL/MSVOA N/WATER Sl A AN
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N083120W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN063248.D
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Abundance TIC: VN063248.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO90420\

Data File : VN063248.D

Aca On - 4 Sep 2020 15:25

Operator : JC/MD

sample - 13902-18

Misc - 5.00mL/MSVOA N/WATER Sl A AN
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 unknown2.42 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.42 7.31 ug/l 126234 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(3.5-Dinitropvridin-2-vl)-L-as... 300 C9H8N408 035899-60-6 23
2 Dimethvl-(6-methvl-2-thioxo-T1.3... 211 C6H14NOPS2 139575-19-2 23
3 Acetamide. 2-Ffluoro- 77 C2H4FNO 000640-19-7 22
4 2-Pentanamine 87 C5H13N 063493-28-7 22
5 Ala-gly, trimethylsilyl ester 218 C8H18N203Si 1000333-70-1 16
Abundance Scan 211 (2.418 min): VN063248.D (-200) (-) m/z 44.00 100.00%
44.0
5000

2.00 2.20 2.40 2.60 2.80
m/z 45.00 20.68%

8.9 92.1115.2 1447 180.2 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145115: N-(3,5-Dinitropyridin-2-yl)-L-aspartic acid
44.0
5000 e NI e e e
2.00 2.20 240 2.60 2.80
107.0 m/z 48.95 19.20%
. 840 | 131.0154.0 184.0 300.0
AL A S e AR e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #70399: Dimethyl-(6-methyl-2-thioxo-[1,3,2]oxathiaphosphin...
44.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 43.00 16.72%

87.0 120.0 163.0 211.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #978: Acetamide, 2-fluoro- Ll B i B e e S
44.0 2.00 2.20 2.40 2.60 2.80
m/z 63.00 12 .88%
77.0
5000
16.0 | 4| ‘
A T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO90420\

Data File : VN063248.D

Aca On - 4 Sep 2020 15:25

Operator : JC/MD

sample - 13902-18 -
Misc - 5.00mL/MSVOA N/WATER Sl A AN
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.94 23.36 ug/1 676078 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Phenol. 2.4.6-tris(l-methvlethvl)- 220 C15H240 002934-07-8 83
3 Phenol. 4.6-di(1.1-dimethvlethvl... 220 C15H240 000616-55-7 83
4 1-Butene. 3-phenvl-1-(trimethvls... 220 C13H200Si 055543-95-8 59
5 Phenol, 2,6-bis(1,1-dimethylethy... 277 C17H27NO2 001918-11-2 58
Abundance Scan 3794 (13.939 min): VN063248.D (-3759) (-) m/z 205.10 100.00%
205.1
5000 }/a\&
41.0 RUUNA RN SUUILE UL I
50, 77,0 105.0 1581450 4779 24 o 13.60 13.80 14.00 14.20
...,....,....,."...I','..l.'. .I.”|.III JLbLs |"|"""""|"" ....,‘2.'. m/z 220.10 24 .04%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 AR R SULN R
13.60 13.80 14.00 14.20
57.0 145.0 m/z 41.00 22.14%
105.0 177.0
00 T R ,,,2;4'2,9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77572: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
13.60 13.80 14.00 14.20
5000 m/z 57.10 18.64%
177.0
B0 o S0 7o wso O | apo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77580: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl-
205.0 13.60 13.80 14.00 14.20
m/z 206.10 14 .25%
5000 570
2%0 ‘ ‘ 81‘0 103.0 121.0 1490 1770 ‘ | 242,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\VN0O90420\

Data File : VN063248.D

Acq On : 4 Sep 2020 15:25

Operator : JC/MD

Sample - L3902-18 :
Misc - 5.00mL/MSVOA_N/WATER SaEra i U
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .M
SW846 8260

Quant Method
Quant Title

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 .42 2.42 7.3 ug/l 126234 1 7.63 863117 50.0
Butylated Hydroxy... 13.94 23.4 ug/I1 676078 4 13.32 1447260 50.0
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