LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098204.D

Aca On : 31 Aug 2017 19:44

Operator : SJ/JU

Sample : PB101939BL

Misc :

ALS Vial : 7 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-BF081517.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
1 4.922 477 482 496 rBV 163256 228534 7.18% 0.867%
2 5.334 546 552 555 rBY 2584191 2759351 86.69% 10.474%
3 6.357 720 726 729 rBVY 2717215 2794447 87.79% 10.607%
4 6.487 743 748 751 rBVY 2847406 2751098 86.43% 10.442%
5 6.716 783 787 791 rBV 918735 729701 22.92% 2.770%

6.875 809 814 817 rBV 2343482 2139271 67.21% 8.120%
7.281 878 883 886 rBV 1721051 1773872 55.73% 6.733%
1089562 980103 30.79% 3.720%
9.081 1183 1189 1192 rBV 2927554 3165548 99.45% 12.015%
9.751 1298 1303 1313 rBB2 1212790 1088130 34.18% 4_.130%
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11 10.539 1432 1437 1440 rBV 1895742 1869085 58.72% 7.094%
12 11.233 1551 1555 1562 rBV 1374559 1172909 36.85% 4.452%
13 12.822 1820 1825 1828 rBV 3063415 3183074 100.00% 12.082%
14 13.863 1998 2002 2006 rBV 1035684 993109 31.20% 3.769%
15 15.274 2237 2242 2247 rBV 582267 717704 22_.55% 2.724%

Sum of corrected areas: 26345936
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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\BF083117\

BF098204.D

31 Aug 2017 19:44

SJ/Ju

PB101939BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098204.D

Aca On : 31 Aug 2017 19:44

Operator : SJ/JU

Sample : PB101939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.92 6.26 ng 228534 1,4-Dichlorobenzene-d4 6.72
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 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 482 (4.922 min): BF098204.D (-477) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 I AR R R U
| | 83.0 | 4.60 4.80 5.00 5.20
LR B A X R e e m/z 59.10 56.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SRR LR AR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 20.15%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 1.0 m/z 58.00 16.53%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B e e R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.84%
5000
101.0
150 310 | 89490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098204.D

Aca On : 31 Aug 2017 19:44

Operator : SJ/JU

Sample : PB101939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.49 Concentration Rank 1

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

6.49 75.40 ng 2751100 1,4-Dichlorobenzene-d4 6.72
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.493 min): BF098204.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 %o J 650 o0 60 B0
L L e o A e SV m/z 68.10 39.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LS AR LR R
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 33.46%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 24 .81%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R N Rmmms e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.40%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| B B S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083117\
Data File : BF098204.D

Acq On : 31 Aug 2017 19:44

Operator : SJ/JU

Sample : PB101939BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.92 6.3 ng 228534 1 6.72 729701 20.0
unknown6 .49 6.49 75.4 ng 2751100 1 6.72 729701 20.0
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