LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091718\

Data File : BG036761.D

Aca On : 17 Sep 2018 19:21 Instrument :

Operator : JU/SJ (BZII\!A_(tSS el
- _ lentosampleld :

3?22Ie : Jarrs-od CL-01-091418-B

ALS Vial : 15 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

5.163 314 319 327 rVB 109684 165031 3.89% 0.764%
5.627 391 398 410 rvB 1010838 1604580 37.77% 7.427%
rBv 929254 1565350 36.85% 7.246%
7.583 723 731 741 rBV 1047518 1757535 41.37% 8.135%
8.053 804 811 818 rVB 229858 394248 9.28% 1.825%
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8.371 858 865 874 rVvB 783583 1385339 32.61% 6.412%
9.211 999 1008 1020 rBV 662389 1174701 27.65% 5.437%
10.856 1280 1288 1295 rBV 299604 545661 12.85% 2.526%
13.300 1695 1704 1714 rBV 1653083 2632424 61.97% 12.185%
14.675 1931 1938 1946 rBV2 469734 751438 17.69% 3.478%

=
QO ~NO®

11 16.162 2184 2191 2207 rBV 1269308 2037742 47.97% 9.432%
12 17.419 2396 2405 2411 rBV 625416 1004193 23.64% 4.648%
13 20.022 2842 2848 2863 rVB 3232101 4247850 100.00% 19.662%
14 21.679 3123 3130 3140 rBVv2 707064 1156998 27.24% 5.355%
15 24.887 3665 3676 3692 rBV2 377747 1122894 26.43% 5.198%

16 26.038 3864 3872 3880 rVB8 18297 58278 1.37% 0.270%

Sum of corrected areas: 21604262
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091718\
Data File : BG036761.D

Aca On : 17 Sep 2018 19:21

Operator : JU/SJ

Sample : J4773-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG036761.D
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Abundance TIC: BG036761.D

20,02
3000000

2500000

2000000
13.30
1500000
16.16

1000000

17.42 21.68

500000 14.68

O o o LA e e LA S
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Abundance TIC: BG036761.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036761.D

Aca On : 17 Sep 2018 19:21

Operator : JU/SJ

Sample : J4773-04

Misc :

ALS Vial : 15 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 8.37 ng 165031 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 319 (5.163 min): BG036761.D (-314) (-) m/z 43.10 100.00%
31
59.1
5000
O 450 500 520 540
0...,....,....,....-,'.'...,..!!,....,7.3:2..F§:1..,...:,|....,. m/z 59.10 53.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRR I I B
59.0 480 500 520 540
m/z 101.10 20.07%
31.0 83.0 101.0
O e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0
480 500 520 540
5000 m/z 58.10 15.11%
101.0
17-0 270 6.0 71.0
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'w§QQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 500 5.20 5.40
m/z 41.10 7.77%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036761.D

Aca On : 17 Sep 2018 19:21

Operator : JU/SJ

Sample : J4773-04

Misc :

ALS Vial : 15 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 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.58 89.16 ng 1757540 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10
Abundance Scan 730 (7.578 min): BG036761.D (-723) (-) m/z 132.10 100.00%
13p.1
5000/ 681

7.20 7.40 7.60 7.80 8.00

0 L2 m/Z 68.10  48.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LA L L L L L L L L LB L

7.20 7.40 7.60 7.80 8.00
m/z 134.10  32.50%

1Ll
T T o e e
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e e e B
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 N
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine LB L e e e L
132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 20.52%
5000
77.0
A R . N 7L S A U —
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7. 60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091718\
Data File : BG036761.D

Acq On : 17 Sep 2018 19:21

Operator : JU/SJ

Sample : J4773-04

Misc :

ALS Vial : 15 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 8.4 ng 165031 1 8.05 394248 20.0
unknown7 .58 7.58 89.2 ng 1757540 1 8.05 394248 20.0
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