LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120617\
Data File : BG031372.D

Aca On : 6 Dec 2017 15:50

Operator : SJ/JU

Sample : PB104763BL

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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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

5.204 321 326 334 rBV 61213 96909 1.67% 0.399%
5.686 402 408 426 rBvV 967603 1689890 29.19% 6.960%
rBv 974162 1776599 30.69% 7.318%
7.660 736 744 757 rBV 1018229 1792844 30.97% 7.385%
8.125 816 823 836 rBV 189345 340099 5.87% 1.401%
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8.454 870 879 890 rBvV 778966 1422452 24 .57% 5.859%
9.300 1015 1023 1044 rBvV 527607 1090578 18.84% 4.492%
10.945 1296 1303 1313 rBVY 215337 468137 8.09% 1.928%
13.371 1709 1716 1727 rBV 1778335 2990458 51.65% 12.317%
14.752 1944 1951 1966 rBV2 402008 746182 12.89% 3.073%

=
QO ~NO®

11 16.239 2197 2204 2229 rBV 1214989 2219484 38.34% 9.142%
12 17.496 2411 2418 2434 rBV2 613354 1074261 18.55% 4._.425%
13 20.081 2852 2858 2881 rBV 4213999 5789693 100.00% 23.847%
14 21.767 3138 3145 3164 rBV 789830 1433634 24.76% 5.905%
15 25.064 3694 3706 3726 rBV2 411031 1347255 23.27% 5.549%

Sum of corrected areas: 24278475
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120617\
Data File : BG031372.D

Aca On : 6 Dec 2017 15:50

Operator : SJ/JU

Sample : PB104763BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031372.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: BG031372.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120617\
Data File : BG031372.D

Aca On : 6 Dec 2017 15:50

Operator : SJ/JU

Sample : PB104763BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.20 5.70 ng 96909 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 325 (5.199 min): BG031372.D (-321) (-) m/z 43.00 100.00%
a3
5000 %9
101 S RRRE RS AR
51| 83 | 4.80 5.00 520 5.40 5.60
Ot e e e e e e e m/z 59.00 51.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S LR
59 480 5.00 520 5.40 5.60
m/z 101.00 16.48%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 14 .48%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 520 5.40 5.60
m/z 41.00 8.66%
5000 41
68
0 1l 50 ] 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120617\
Data File : BG031372.D

Aca On : 6 Dec 2017 15:50

Operator : SJ/JU

Sample : PB104763BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 105.43 ng 1792840 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 744 (7.660 min): BG031372.D (-736) (-) m/z 132.00 100.00%
132
5000 68 /\_
40 47 54 6 | | 75 87 9|6 103 115 - I7II4&)I I7I6(I)I I7I86I I8I06II
Obrrrrrrr e e H e B i e o b b e A m/z 68.00 39.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL IR
7.40 7.60 7.80 8.00
3 78 m/z 134.00 32 .55%
138
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.00 26.81%
104
oL 14 27 37 4451 58 77 4997 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal . . e

132 7.40 7.60 7.80 8.00
m/z 69.10 15.85%

5000 67
M 97
‘ 53 117
34“ ‘\“ 0, HM 89 || 105 ‘124 \
SRS < 7 LSOO .07 1 N A < = | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120617\
Data File : BG031372.D

Acq On : 6 Dec 2017 15:50

Operator : SJ/JU

Sample : PB104763BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 5.7 ng 96909 1 8.13 340099 20.0
unknown7 .66 7.66 105.4 ng 1792840 1 8.13 340099 20.0
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