LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010220\
Data File : BG043872.D

Aca On : 2 Jan 2020 12:42

Operator :© JU

Sample : PB125839BL

Misc :

ALS Vial : 4 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-BG123019.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 5.068 330 337 347 rBV 559628 859827 8.29% 1.612%
2 5.538 409 417 430 rBV 2491376 4000362 38.58% 7.499%
3 7.125 679 687 696 rBY 2650557 4570892 44.09% 8.568%
4 7.495 739 750 764 rBVY 2564269 4447664 42 .90% 8.337%
5 7.965 822 830 837 rVB 489065 839153 8.09% 1.573%

8.288 876 885 899 rvB 1888154 3325584 32.07% 6.234%
9.116 1015 1026 1041 rBV 1512518 2727633 26.31% 5.113%
679703 1232321 11.89%% 2.310%
13.217 1717 1724 1736 rBV 4049642 6450613 62.22% 12.091%
14.592 1950 1958 1969 rBV 1174105 1846304 17.81% 3.461%
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11 16.079 2204 2211 2231 rBV 3457833 5204771 50.20% 9.756%
12 17.336 2418 2425 2437 rBV 1533115 2351516 22.68% 4.408%
13 19.951 2864 2870 2880 rBV 7296630 10368242 100.00% 19.435%
14 21.584 3141 3148 3164 rBV2 1603727 2569831 24.79% 4.817%
15 24.716 3670 3681 3691 rBV2 910459 2553830 24.63% 4._.787%

Sum of corrected areas: 53348543
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010220\
Data File : BG043872.D

Aca On : 2 Jan 2020 12:42

Operator :© JU

Sample : PB125839BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG043872.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010220\
Data File : BG043872.D

Aca On : 2 Jan 2020 12:42

Operator :© JU

Sample : PB125839BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

5.07 20.49 ng 859827 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 337 (5.068 min): BG043872.D (-330) (-) m/z 43.10 100.00%
43
59
5000
ot 480 500 520 540
83 : : : :
Obrrrrprrerd ...-|,....,....,|....,.... 2 2% "m/z 59.10 56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL LS UL
59 480 500 520 5.40
m/z 101.10 19.61%
15 101
o N 83
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 41 m/z 58.10 17.32%
o 12614
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4030: 2,3-Butanedione, monooxime T T . :
43 480 500 520 5.40
m/z 41.10 8.77%
5000
101
ol > | 69 86
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010220\
Data File : BG043872.D

Aca On : 2 Jan 2020 12:42

Operator :© JU

Sample : PB125839BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 106.00 ng 4447660 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 749 (7.489 min): BG043872.D (-739) (-) m/z 132.00 100.00%
132
5000 68
7.20 7.40 7.60 7.80
0 S 2 m/z 68.10 45.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
5000 N RS A R AR
7.20 7.40 7.60 7.80
104 m/z 134.00 34 .25%
51 66 77
14 27 39 > L 89 | 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80
5000 m/z 66.10 29.00%
33 a4 . 105 ‘
0 ”'I'”MI'NRQMJ”%{'”hjh”l"“I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R
132 7.20 7.40 7.60 7.80
m/z 69.10 18.28%
5000 67
41 97
53
IR 0 D
0 ...|....“i“..“.‘.|“.“l‘.‘.“l‘..‘.‘k|....“lu.H.|....|....|....|.... R R mamae S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010220\
Data File : BG043872.D

Acq On 2 Jan 2020 12:42

Operator : JU

Sample : PB125839BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
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... 5.07 20.5 ng 859827 1 7.96 839153 20.0
unknown? .49 7.49 106.0 ng 4447660 1 7.96 839153 20.0
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