LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030542.D

Aca On : 29 Oct 2017 1:21

Operator : SJ/JU

Sample : PB103762BL

Misc :

ALS Vial : 17 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.239 325 332 340 rBV 175386 266213 5.63% 1.185%
5.715 405 413 427 rBvV 998000 1619117 34.27% 7.209%
rBv 981823 1702260 36.03% 7.579%
7.695 742 750 760 rBV 989512 1687980 35.73% 7.515%
8.165 823 830 837 rBV 191966 335442 7.10% 1.494%
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8.488 878 885 899 rBvV 738615 1307966 27.68% 5.824%
9.329 1020 1028 1037 rBV 574547 1007571 21.33% 4._.486%
10.980 1301 1309 1320 rVB 268346 481586 10.19% 2.144%
13.406 1715 1722 1736 rBVY 1739020 2711156 57.38% 12.071%
14.781 1949 1956 1968 rVB2 465514 738895 15.64% 3.290%

=
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11 16.262 2201 2208 2231 rBV 1529306 2388005 50.54% 10.632%
12 17.519 2415 2422 2433 rBV2 685474 1030781 21.82% 4 _589%
13 20.110 2857 2863 2873 rBV 3656905 4724561 100.00% 21.035%
14 21.790 3142 3149 3159 rBvV 752147 1243795 26.33% 5.538%
15 25.098 3700 3712 3724 rBV2 415391 1214785 25.71% 5.409%

Sum of corrected areas: 22460113
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030542.D

Aca On - 29 Oct 2017 1:21

Operator : SJ/JU

Sample : PB103762BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030542.D
3500000

3000000
2500000
2000000

1500000

1000000 5.72 7.32 7.70

8.49
9.33

500000
5.24 8.17 10.98
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Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG030542.D

3500000 2011

3000000
2500000

2000000
13.41

1500000 16.26

1000000
17.52 21.79

500000 14.78
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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: BG030542.D

3500000

3000000
2500000
2000000
1500000
1000000

500000 25.10

O T e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030542.D

Aca On : 29 Oct 2017 1:21

Operator : SJ/JU

Sample : PB103762BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 15.87 ng 266213 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 9

Abundance Scan 332 (5.239 min): BG030542.D (-325) (-) m/z 43.00 100.00%
43.0
5000
101.0 IIII|IIII|IIII|IIII|III
5.00 520 5.40 5.60
o....,....','-..‘?,'9...8,3.'(.’..~,|....,....,....,.... 287 Th7z 59.00  57.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS L U

5.00 5.20 5.40 5.60
m/z 101.00 19.23%

15.0 101.0
Wl 60.0 83.0
Ol 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59.0
R AR BE RS L
5.00 5.20 5.40 5.60
5000 31.0 m/z 58.00 15.73%
84.0 101.0
Ol Al e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.76%
5000 41.0
[ 126.0
0..”,..”,.”u,.”.,.”.,”..“...“..........w...w..
m/z--> 20 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030542.D

Aca On : 29 Oct 2017 1:21

Operator : SJ/JU

Sample : PB103762BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.70 Concentration Rank 1

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

7.70 100.64 ng 1687980 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 751 (7.701 min): BG030542.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
wosto || %O J T TR 7k b0
0 e L A T B B m/z 68.00 38.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AT )
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.57%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.70%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! A REmmsmssms ]
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.26%
74.0
5000 9go 1160
oL IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| S ARREEE
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BG101617.M Mon Oct 30 15:22:22 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030542.D

Acq On : 29 Oct 2017 1:21

Operator : SJ/JU

Sample : PB103762BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 15.9 ng 266213 1 8.17 335442 20.0
unknown?7 .70 7.70 100.6 ng 1687980 1 8.17 335442 20.0
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