LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038092.D

Aca On : 20 Nov 2018 19:27

Operator : JU/SJ

Sample : PB114970BL

Misc :

ALS Vial : 12 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-BG111318.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

5.164 315 319 326 rVB 25956 43779 1.99% 0.368%
5.629 391 398 413 rVB 553515 904356 41.07% 7.597%
rBv 571505 1004255 45.60% 8.436%
7.609 728 735 747 rBV 524996 951647 43.21% 7.994%
8.084 809 816 824 rvB2 132053 231870 10.53% 1.948%
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8.408 863 871 879 rBvV 395487 719797 32.69% 6.047%
9.260 1009 1016 1026 rVB 329399 616772 28.01% 5.181%
10.905 1289 1296 1305 rVB 187578 339329 15.41% 2.851%
13.343 1702 1711 1718 rBV 925555 1464845 66.52% 12.306%
14.718 1937 1945 1954 rVB3 287597 487780 22.15% 4.098%

=
QO ~NO®

11 16.210 2191 2199 2217 rBV2 599668 997147 45.28% 8.377%
12 17.468 2406 2413 2421 rBV2 402835 610662 27.73% 5.130%
13 20.065 2849 2855 2866 rBV 1606217 2202220 100.00% 18.500%
14 21.751 3135 3142 3154 rVB 401905 681877 30.96% 5.728%
15 25.070 3694 3707 3721 rBV 205343 647470 29.40% 5.439%

Sum of corrected areas: 11903806
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112018\
Data File : BG038092.D

Aca On : 20 Nov 2018 19:27

Operator : JU/SJ

Sample : PB114970BL

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038092.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038092.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038092.D

Aca On : 20 Nov 2018 19:27

Operator : JU/SJ

Sample : PB114970BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 3.78 ng 43779 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 5-Hexen-2-one 98 C6H100 000109-49-9 7

Abundance Scan 318 (5.158 min): BG038092.D (-315) (-) m/z 43.00 100.00%
43
59
5000
AR ArmplN
101 IS S R UL
51 83 | 480 5.00 5.20 5.40
T L L m/z 59.00 60.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 19.63%
15 31 101
25 7] 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
59
480 500 520 540
5000 m/z 58.00 15.80%
43 101
31
s Sl sl em @ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate AL B AR
43 480 5.00 5.20 5.40
m/z 41.00 7.84%
5000
58
m/z--> 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\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038092.D

Aca On : 20 Nov 2018 19:27

Operator : JU/SJ

Sample : PB114970BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 82.08 ng 951647 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 735 (7.609 min): BG038092.D (-728) (-) m/z 131.90 100.00%
132
5000 68
0 96 I IS I I S
48 5 B | 103 7.20 7.40 7.60 7.80 8.00
....,...:I'!..:,:!.. .:..,....,....,....,.':..,....,....,'...,.. m/z 68.00 43.08%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 (T T T
7.20 7.40 7.60 7.80 8.00
78 m/z 133.90 32.57%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.00 29.70%
57 69 76
89 7103 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.75%
5000 67
41 53 97
79 117
sl el 0 ey 10810 | 12 )
e e e e e e e e R AR REam
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112018\
Data File : BG038092.D

Acq On : 20 Nov 2018 19:27

Operator : JU/SJ

Sample : PB114970BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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 3.8 ng 43779 1 8.08 231870 20.0
unknown7 .61 7.61 82.1 ng 951647 1 8.08 231870 20.0
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