LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102077.D

Aca On : 15 Jan 2018 21:47

Operator : SJ/JU

Sample : PB105648BL

Misc :

ALS Vial : 16 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 4.934 479 484 491 rBV 217001 278103 5.30% 0.767%
2 5.334 547 552 555 rBY 3600944 3726751 71.07% 10.279%
3 6.357 720 726 729 rBV 3444242 3583563 68.34% 9.884%
4 6.487 744 748 751 rBVY 3804468 3720481 70.95% 10.262%
5 6.722 784 788 791 rBVY 1359590 1205481 22.99% 3.325%

6.875 810 814 818 rvVB 4036806 4056750 77.36% 11.189%
7.287 878 884 887 rBV 3225957 3412411 65.07% 9.412%
7.998 1000 1005 1009 rBV 1615108 1543910 29.44% 4._.258%
5383897 5244082 100.00% 14.464%
9.751 1298 1303 1307 rBV 1567241 1458300 27.81% 4.022%
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11 10.539 1431 1437 1440 rBV 1936714 1699115 32.40% 4.686%
12 11.233 1551 1555 1559 rBV 1407339 1148134 21.89%% 3.167%
13 12.698 1798 1804 1807 rBV 72873 93707 1.79% 0.258%
14 12.822 1820 1825 1828 rBV 3394163 3171428 60.48% 8.747%
15 13.863 1998 2002 2006 rBV 1045073 988306 18.85% 2.726%

16 15.280 2238 2243 2247 rBV 784173 925458 17.65% 2.553%

Sum of corrected areas: 36255980
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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\BF011518\

BF102077.D

15 Jan 2018 21:47

SJ/JuU

PB105648BL

16 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\BF011518\
Data File : BF102077.D

Aca On : 15 Jan 2018 21:47

Operator : SJ/JU

Sample : PB105648BL

Misc :

ALS Vial : 16 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.

4.93 4.61 ng 278103 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.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (4.928 min): BF102077.D (-479) (-) m/z 43.00 100.00%
43.0
59.1
5000
T Tk 4o 5o 5k
A R AR KA KRS RRARS RARRA RARLA RARSN SRS AL RALAS RARAIARRE m/z 59.10 55.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL I L
59.0 460 480 500 520
0,
150 4, 1010 m/z 101.00 16.74%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 14.99%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L B |
43.0 460 4.80 5.00 5.20
m/z 41.00 9.67%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
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 : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102077.D

Aca On : 15 Jan 2018 21:47

Operator : SJ/JU

Sample : PB105648BL

Misc :

ALS Vial : 16 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 unknown6.49 Concentration Rank 2

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

6.49 61.73 ng 3720480 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102077.D (-744) (-) m/z 131.95 100.00%
1319
5000
68.0
20 BL e J "k 6 ko 6ho
A e e m/z 68.05 35.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PN
0 70 7o m/z 134.00 33.16%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 22 .34%
104.0
270 510 %0 49
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 13.60%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| I R 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 : U:\HPCHEM1\BNA_F\DATA\BF011518\
Data File : BF102077.D

Acq On : 15 Jan 2018 21:47

Operator : SJ/JU

Sample : PB105648BL

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 4.6 ng 278103 1 6.72 1205480 20.0
unknown6 .49 6.49 61.7 ng 3720480 1 6.72 1205480 20.0
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