LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG110117\

Data File : BG030646.D

Aca On 1 Nov 2017 22:39 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 16203-04 102717-TID8-E-U-S
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:\HPCHEM1\BNA G\METHODS\8270-BG101617.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

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

5.240 326 332 341 rVB 85772 134068 2.12% 0.537%
5.716 406 413 425 rBvV 470667 762559 12.07% 3.057%
rBv 353339 640458 10.13% 2.567%
7.690 741 749 762 rBV 783133 1371487 21.70% 5.498%
8.160 822 829 836 rBvV 226862 384793 6.09% 1.542%
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8.484 876 884 894 rVB 1021848 1790449 28.33% 7.177%
9.324 1018 1027 1036 rBV 833172 1497427 23.70% 6.002%
10.975 1300 1308 1320 rBV 333313 615528 9.74% 2.467%
13.401 1713 1721 1733 rBV 2659701 4195100 66.38% 16.816%
14.776 1946 1955 1964 rBV2 608312 1030194 16.30% 4.129%

=
QO ~NO®

11 16.257 2200 2207 2222 rBV 1357512 2108266 33.36% 8.451%
12 17.514 2413 2421 2432 rBV 778597 1212361 19.18% 4 _.860%
13 20.105 2855 2862 2874 rBV 4656816 6319563 100.00% 25.332%
14 21.786 3140 3148 3158 rBV 879983 1447234 22.90% 5.801%
15 25.094 3700 3711 3731 rBV3 465785 1437954 22.75% 5.764%

Sum of corrected areas: 24947441
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110117\
Data File : BG030646.D

Aca On : 1 Nov 2017 22:39

Operator : SJ/JU

Sample : 16203-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG030646.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030646.D

Aca On : 1 Nov 2017 22:39

Operator : SJ/JU

Sample : 16203-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.24 6.97 ng 134068 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 3-Pentanol 88 C5H120 000584-02-1 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 332 (5.240 min): BG030646.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 IIII|'lll|llll|llllllll
5.00 5.20 5.40 5.60
o...,....,....,....','::..,..-:~!,....,7.3:1..?3'.0..,...:,|....,. m/z 59.00 58.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN USRS LU IR
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 19.09%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
500 520 540 560
5000 m/z 58.00 13.95%
101.0
o150 31.0 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester L B R eSS eSS L
43.0 5.00 5.20 5.40 5.60
m/z 41.05 9.02%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030646.D

Aca On : 1 Nov 2017 22:39

Operator : SJ/JU

Sample : 16203-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.69 Concentration Rank 2

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

7.69 71.28 ng 1371490 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (7.690 min): BG030646.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 510 || gio % 1ose T Tk 78y 8bo
o TS A W PR - .- 1 I | N m/z 68.00 40.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL L L I AL
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.76%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 24 .90%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal Do
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.00%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'il”'WH”'" UM I UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110117\
Data File : BG030646.D

Acq On : 1 Nov 2017 22:39

Operator : SJ/JU

Sample : 16203-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.24 7.0 ng 134068 1 8.16 384793 20.0
unknown? .69 7.69 71.3 ng 1371490 1 8.16 384793 20.0
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