LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036572.D

Aca On : 6 Sep 2018 16:51

Operator : JU/SJ

Sample : J4801-04

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-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

5.165 310 319 326 rBV 140867 219550 4.92% 1.027%
5.624 390 397 406 rBV 917311 1468381 32.92% 6.867%
rBv 893149 1505140 33.74% 7.039%
7.586 724 731 740 rBV 964725 1648944 36.97% 7.712%
8.056 805 811 819 rVB 202402 347080 7.78% 1.623%
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8.379 858 866 875 rvB 738390 1294922 29.03% 6.056%
9.219 1000 1009 1018 rVB 624827 1128918 25.31% 5.280%
10.864 1279 1289 1295 rBV 285116 511480 11.47% 2.392%
13.309 1697 1705 1714 rBV 1748892 2779579 62.31% 13.000%
14.684 1932 1939 1946 rBV2 450813 754742 16.92% 3.530%

=
QO ~NO®

11 16.164 2184 2191 2214 rBV 1341453 2085607 46.75% 9.754%
12 17.421 2399 2405 2417 rBV2 663143 1002321 22.47% 4.688%
13 20.030 2843 2849 2859 rBV 3280137 4460774 100.00% 20.862%
14 21.687 3125 3131 3143 rBV 691414 1151159 25.81% 5.384%
15 24.901 3666 3678 3701 rBvV2 291341 1023583 22.95% 4._.787%

Sum of corrected areas: 21382180
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090618\
: BG036572.D

: 6 Sep 2018 16:51

: Ju/sd

: J4801-04

24 Sample Multiplier: 1

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

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
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0

TIC: BG036572.D
20.03

13.31

16.16

17.42 21.69

14.68

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
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2500000
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TIC: BG036572.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036572.D

Aca On : 6 Sep 2018 16:51

Operator : JU/SJ

Sample : J4801-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

5.17 12.65 ng 219550 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 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.5.8.11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 320 (5.171 min): BG036572.D (-310) (-) m/z 43.10 100.00%
43.1
5000
o 480 500 520 540 560
Ol 88 e 290 Tm/z 50.10  55.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R SN LU RN
480 5.00 520 5.40 5.60
0
150 1010 m/z 101.10 18.53%
oLl oo ss0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540 560
5000 41.0 m/z 58.10 16.94%
e
ol L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 520 5.40 5.60
m/z 41.10 8.60%
5000 41.0
miz--> ""z'o""""'eb'"'s'o'"ic')d"iéd"i4c3"ied"isé"édé"ééd' 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036572.D

Aca On : 6 Sep 2018 16:51

Operator : JU/SJ

Sample : J4801-04

Misc :

ALS Vial : 4 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 95.02 ng 1648940 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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 732 (7.592 min): BG036572.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 w1 [ S, 750 k0 760 780 80
Obr el el 8L L3080l Tm/z 68.10  45.56%
m/z--> 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 A R LR LR B

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.73%

31.0 51.0
0 TR | _.7po .
A B R L R R RaARAE Lo o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
R e A EEAm
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.82%
92.0
65.0
105.0
oL 270 390 510 | 770 1 117.0
R R A I B ARABamamEas
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14770: Cyclopropanamine, 1-phenyl- P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.82%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
o .,....,....‘,‘....lll..,.‘l‘..,.lll‘,....‘,‘....,..a.,..‘a.,...., Rmaa A mamaa B aa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 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\BG090618\
Data File : BG036572.D

Acq On : 6 Sep 2018 16:51

Operator : JU/SJ

Sample - J4801-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.17 12.7 ng 219550 1 8.06 347080 20.0
unknown? .59 7.59 95.0 ng 1648940 1 8.06 347080 20.0
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