LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035787.D

Aca On : 20 Jul 2018 16:51

Operator : JU/SJ

Sample : PB111042BL

Misc :

ALS Vial : 6 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-BG071218 .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

5.144 311 316 323 rBV 40522 65682 1.56% 0.398%
5.614 389 396 412 rBV 551314 950480 22.51% 5.765%
rBv 560600 1014055 24.01% 6.151%
7.564 719 728 744 rBV 574871 996322 23.59% 6.043%
8.028 800 807 814 rBV 167946 282728 6.70% 1.715%
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8.351 854 862 872 rVB 665920 1173458 27.79% 7.118%
9.191 997 1005 1018 rBV 492592 943059 22.33% 5.720%
10.830 1276 1284 1295 rBV 166809 344858 8.17% 2.092%
13.274 1693 1700 1715 rBV 1454559 2322111 54.99% 14.085%
14.654 1928 1935 1950 rBV 299386 528865 12.52% 3.208%
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11 16.141 2181 2188 2200 rBV 665280 1148740 27.20% 6.968%
12 17.392 2395 2401 2416 rBV2 430583 740459 17 .53% 4.491%
13 20.000 2839 2845 2862 rBV 3072769 4222960 100.00% 25.615%
14 21.657 3120 3127 3141 rBV2 503674 915784 21.69% 5.555%
15 24.858 3661 3672 3682 rBV2 271657 836883 19.82% 5.076%

Sum of corrected areas: 16486444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035787.D

Aca On : 20 Jul 2018 16:51

Operator : JU/SJ

Sample : PB111042BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035787.D

Aca On : 20 Jul 2018 16:51

Operator : JU/SJ

Sample : PB111042BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

514 465ng 65682  1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

004744-11-0 38
016504-58-8 38
1000306-64-4 37

2 Propane. 1.l1-dipropoxv- 160 C9H2002
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
4 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003

5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 37
Abundance Scan 315 (5.138 min): BG035787.D (-311) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 S A e,
83.2 4.80 500 5.20 5.40
01 m/z 59.15 67.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LB |
59.0 4.80 5.00 5.20 5.40
0
15.0 1010 m/z 101.15 22.79%
28. ‘ 830
o L A e S A RS st e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 59.0
IIIIIAIIIIIIIIAIIIIIIIIII
480 5.00 5.20 5.40
5000 101.0 m/z 58.15 16.08%
27.0 131.0
o 75.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 5.00 5.20 5.40
m/z 41.25 11.36%
5000 101.0
28.0 59.0
15.0 84.0
e | Y ..‘l: N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035787.D

Aca On : 20 Jul 2018 16:51

Operator : JU/SJ

Sample : PB111042BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 2

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

7.56 70.48 ng 996322 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.558 min): BG035787.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 A
96.2 ISR P R L
40.1 9 . 7.20 7.40 7.60 7.80
0 1921 XL "m/z 68.15 48.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 7.20 7.40 7.60 7.80
39.0 m/z 66.15 33.80%
' 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
7.20 7.40 7.60 7.80
5000 m/z 134.15 31.35%
92.0
300 &0
O e T T T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e L R
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22.43%
5000
15.0 3%0\\ 63”0 m \\10‘40 ‘
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 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\BG072018\
Data File : BG035787.D

Acq On : 20 Jul 2018 16:51

Operator : JU/SJ

Sample : PB111042BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.14 4.7 ng 65682 1 8.03 282728 20.0
unknown? .56 7.56 70.5 ng 996322 1 8.03 282728 20.0
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