LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094391.D

Aca On : 13 Apr 2017 15:19

Operator : SJ/MA

Sample : PB98215BL

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 F\METHODS\8270-BF032217.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

3.934 344 348 357 rBV 415835 571495 12.33% 1.616%
4._.346 413 418 421 rBV 3415202 3534829 76.28% 9.998%
rBv 3027917 3601887 77.73% 10.187%
5.540 616 621 624 rBVY 3536820 3763667 81.22% 10.645%
5.787 659 663 666 rBvV 901903 848128 18.30% 2.399%
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5.963 688 693 697 rBV 2911762 3005531 64.86% 8.501%
6.440 767 774 777 rBV 1886509 2420637 52.24% 6.846%
7.287 912 918 922 rBV 1131564 1161229 25.06% 3.284%
8.610 1136 1143 1147 rBV 3804608 4634003 100.00% 13.106%
9.422 1275 1281 1287 rBV2 1234171 1313661 28.35% 3.715%

=
QO ~NO®

11 10.404 1440 1448 1451 rBV 2002912 2426460 52.36% 6.863%
12 11.245 1584 1591 1595 rBV 1301954 1316916 28.42% 3.725%
13 13.227 1920 1928 1932 rBV2 3518238 4470683 96.48% 12.644%
14 14.492 2138 2143 2152 rBV 1170767 1237045 26.69% 3.499%
15 16.115 2413 2419 2430 rBV 932500 1050916 22.68% 2.972%

Sum of corrected areas: 35357087
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\Data\BF041317\

BF094391.D

13 Apr 2017 15:19

SJ/MA

PB98215BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094391.D

Aca On : 13 Apr 2017 15:19

Operator : SJ/MA

Sample : PB98215BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

3.93 13.48 ng 571495 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 9

Abundance Scan 347 (3.928 min): BF094391.D (-344) (-) m/z 43.00 100.00%
a3
59
5000
101 USSR SRR SRR
51 | 83 | 3.60 3.80 4.00 4.20
- H U, m/z 59.10 58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L S UL UL R
59 360 3.80 4.00 420
m/z 101.10 18.79%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 4.00 420
5000 M m/z 58.10 14 _.37%
68
50 126 142
wwmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3756: 4-Methoxy-1-pentene  EAaa e R
59 3.60 3.80 4.00 4.20
m/z 41.10 9.74%
5000
41
1, 69 85
R R KA R R RLN RARAN ARASS ARARA RARRA RARANARAN LALA RALSS SRS RARRY SRR RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094391.D

Aca On : 13 Apr 2017 15:19

Operator : SJ/MA

Sample : PB98215BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.54 Concentration Rank 1

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

5.54 88.75 ng 3763670 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 621 (5.540 min): BF094391.D (-616) (-) m/z 132.00 100.00%
132
5000 68
40 % 520 540 560 580
54 : : : :
(8 our N | m/z 68.10 40.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS AN AR AR
a1 o7 520 5.40 5.60 5.80
53 117 m/z 134.00 33.35%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
520 540 560 580
5000 m/z 66.10 24 .62%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #48639: Tranylcypromine-propiony! I RREEEmEmES
57 132 520 5.40 5.60 5.80
24 m/z 69.10 16.09%
5000 g °
— ...,...‘n,m..u“,.nh.,MM..M,..“‘.,...¥5?...., 189 SR | U CR—
m/z--> 20 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041317\
Data File : BF094391.D

Acq On : 13 Apr 2017 15:19

Operator : SJ/MA

Sample - PB98215BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.93 13.5 ng 571495 1 5.79 848128 20.0
unknown5 .54 5.54 88.8 ng 3763670 1 5.79 848128 20.0
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