LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036610.D

Aca On > 7 Sep 2018 23:31

Operator : JU/SJ

Sample : PB112689BL

Misc :

ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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
1 5.159 313 318 326 rVB 41506 63656 1.40% 0.291%
2 5.623 390 397 409 rBVY 1022775 1640193 36.09% 7.493%
3 7.215 660 668 680 rBY 1051649 1832838 40.33% 8.374%
4 7.585 723 731 740 rBV 981482 1681625 37.00% 7.683%
5 8.055 804 811 818 rVB 193347 327875 7.21% 1.498%

8.378 857 866 875 rBV 717082 1230916 27.08% 5.624%
9.213 1000 1008 1018 rBV 615652 1107114 24.36% 5.058%
279552 505883 11.13% 2.311%
13.302 1697 1704 1712 rBV 1789033 2788088 61.35% 12.738%
14.677 1931 1938 1947 rBV2 495268 783130 17.23% 3.578%
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11 16.163 2184 2191 2211 rBV 1371014 2144913 47.19% 9.799%
12 17.421 2399 2405 2416 rBV2 668252 1044453 22.98% 4.772%
13 20.029 2843 2849 2860 rBV 3453518 4544810 100.00% 20.764%
14 21.686 3124 3131 3145 rBV2 697078 1192939 26.25% 5.450%
15 24.900 3667 3678 3691 rBv2 307217 999819 22.00% 4._.568%

Sum of corrected areas: 21888252
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036610.D

Aca On : 7 Sep 2018 23:31

Operator : JU/SJ

Sample : PB112689BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG036610.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036610.D

Aca On : 7 Sep 2018 23:31

Operator : JU/SJ

Sample : PB112689BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.16 3.88 ng 63656 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 318 (5.159 min): BG036610.D (-313) (-) m/z 43.10 100.00%
d.1
59.1
5000
101.1 SRR SN SRS RN
| 83.0 | 4.80 5.00 5.20 5.40
Y SISV 0 | RN USRS MM m/z 59.10 61.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I UL UL B
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 20.71%
27"”690830920
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone
43.0
480 500 520 540
5000 m/z 58.10 20.59%
15.0
58.0
27.0
”'?9"P¢'W"mu'”“lh"P'”l'”'I”"P"W"”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3158: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40
m/z 41.10 9.63%
5000
55.0
27.0
15.0
ol mo 80 eo
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036610.D

Aca On : 7 Sep 2018 23:31

Operator : JU/SJ

Sample : PB112689BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.59 Concentration Rank 1

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

7.59 102.58 ng 1681630 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 732 (7.591 min): BG036610.D (-723) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 UG L UL LR
400 541 ‘ | 78.1 | 6.1 7.20 7.40 7.60 7.80 8.00
el F8L L 8L W m/z 68.10  45.98%
m/z--> 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 AR USRS AR R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 33.76%
'“'m'”WJ'w”“'w'“l“th“'w'“l“"'“'w'“l“'w'“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.60%
69.0
29,0 57.0 ‘
89.0 103.0 ‘
....,....ml‘..‘.,‘ .‘.‘.l....l..‘?.gl....‘l...‘.l.‘l‘..ll.l.s.'pl....l e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EEEaEmEEEE
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.24%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090718\
Data File : BG036610.D

Acq On : 7 Sep 2018 23:31

Operator : JU/SJ

Sample : PB112689BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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]
2-Pentanone, 4-hy... 5.16 3.9 ng 63656 1 8.06 327875 20.0
unknown? .59 7.59 102.6 ng 1681630 1 8.06 327875 20.0
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