LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011018\
Data File : BF101983.D

Aca On : 10 Jan 2018 17:15

Operator : SJ/JU

Sample - PB105555BL

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-BF010918.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 4.951 479 487 497 rVB 343562 531100 8.50% 1.034%
2 5.351 548 555 558 rBY 5065357 5964969 95.51% 11.616%
3 6.369 722 728 731 rBVY 4965836 5831701 93.38% 11.357%
4 6.498 745 750 753 rBVY 5246359 5845185 93.59% 11.383%
5 6.728 785 789 792 rBVY 1765689 1400111 22.42% 2.727%

6.887 811 816 819 rBV 4744958 4502796 72.10% 8.769%
7.292 879 885 888 rBV 3477193 3914993 62.69% 7.624%
8.010 1002 1007 1010 rBV 2094630 1878132 30.07% 3.657%
9.092 1184 1191 1194 rBV 5652214 6245352 100.00% 12.162%
9.763 1299 1305 1308 rBV 2283405 1968754 31.52% 3.834%

=
QO ~NO®

11 10.551 1433 1439 1442 rBV 3377302 3497247 56.00% 6.811%
12 11.245 1553 1557 1560 rBV 2234643 1903044 30.47% 3.706%
13 12.833 1822 1827 1831 rBV 4613870 5297509 84.82% 10.316%
14 13.874 2000 2004 2008 rBV 1517469 1438277 23.03% 2.801%
15 15.292 2240 2245 2250 rBV 865709 1055749 16.90% 2.056%

16 16.227 2399 2404 2411 rVB3 44035 75589 1.21% 0.147%

Sum of corrected areas: 51350508
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BF011018\

BF101983.D

10 Jan 2018 17:15

SJ/JuU

PB105555BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101983.D

Aca On : 10 Jan 2018 17:15

Operator : SJ/JU

Sample : PB105555BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.95 7.59 ng 531100 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 487 (4.951 min): BF101983.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 60 1°|“ 460 4.80 500 520
ot e e e m/z 59.00 53.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R LN L L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 16.01%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 14 .29%
41.0
29.0 101.0
0 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester N R R
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.77%
57.0
5000
20.0 101.0
0 180 | 1l 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101983.D

Aca On : 10 Jan 2018 17:15

Operator : SJ/JU

Sample : PB105555BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 83.50 ng 5845190 1,4-Dichlorobenzene-d4 6.73
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 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 750 (6.498 min): BF101983.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 o1 o5 ek ok oho
o} : I B e B B m/z 68.10 41.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 ek ek ok
410 70 m/z 134.00 33.09%
S I—. ,‘,\‘, TN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 26 .57%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! L e R S
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.78%
74.0
5000 ggo 1160
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| A e R
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 : U:\HPCHEM1\BNA_F\DATA\BF011018\
Data File : BF101983.D

Acq On : 10 Jan 2018 17:15

Operator : SJ/JU

Sample - PB105555BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.95 7.6 ng 531100 1 6.73 1400110 20.0
unknown6 .50 6.50 83.5 ng 5845190 1 6.73 1400110 20.0
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