LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092009.D

Aca On : 28 Dec 2016 22:05

Operator : UM/SJ

Sample : H6281-05

Misc :

ALS Vial : 18 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-BF122116.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 4.853 240 242 248 rBV 624661 790764 10.24% 1.618%
2 5.321 280 283 294 rBVY 2954955 2948593 38.19% 6.032%
3 6.373 372 375 377 rBY 1604104 1755274 22.73% 3.591%
4 6.476 382 384 387 rBVY 3688009 5140385 66.57% 10.517%
5 6.704 402 404 406 rBV 1358093 1196237 15.49% 2.447%

6.864 415 418 420 rBV 4220310 4730485 61.26% 9.678%
7.276 450 454 456 rBV 4227974 4632768 60.00% 9.478%
7.985 514 516 519 rBV 1390144 1834241 23.75% 3.753%
9.070 608 611 614 rBVY 6397057 7721608 100.00% 15.797%
9.470 643 646 648 rBvV 92982 86562 1.12% 0.177%

=
QO ~NO®

11 9.745 667 670 672 rBV 2074163 2040673 26.43% 4._.175%
12 10.270 713 716 718 rVB 61897 89542 1.16% 0.183%
13 10.533 736 739 742 rBV 3488284 4235535 54.85% 8.665%
14 11.219 797 799 802 rBV2 1497597 1754335 22.72% 3.589%

15 11.768 845 847 849 rBV 79070 92076 1.19% 0.188%
16 12.556 914 916 918 rBV 59240 91957 1.19% 0.188%
17 12.591 918 919 922 rVB 79084 78828 1.02% 0.161%

18 12.819 936 939 941 rBV 6050816 6824882 88.39% 13.963%
19 13.859 1027 1030 1032 rBV 1320921 1510748 19.57% 3.091%
20 15.242 1148 1151 1153 rBV 854261 1038718 13.45% 2.125%

21 15.277 1153 1154 1164 rVB 66029 112443 1.46% 0.230%

22 15.665 1186 1188 1194 rVB 51130 89156 1.15% 0.182%
23 16.111 1225 1227 1231 rVB 47135 83112 1.08% 0.170%
Sum of corrected areas: 48878922
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122816\
Data File : BF092009.D

Aca On : 28 Dec 2016 22:05

Operator : UM/SJ

Sample : H6281-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092009.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092009.D

Aca On : 28 Dec 2016 22:05

Operator : UM/SJ

Sample : H6281-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.85 13.22 ng 790764 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 242 (4.853 min): BF092009.D (-240) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 ISR SR SR
4.60 4.80 5.00 5.20
) —" ..:|,....E?;(.’..'J....,....,....,....,....,297.-9. m/z 59.10 57.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R IR I I
59.0 460 480 500 5.20
0
150 1010 m/z 101.10 19.27%
0 wl ol " 83.0 \‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 m/z 58.10 14.07%
41.0
101.0
25.0
e L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.00%
5000 41.0
o Il 126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092009.D

Aca On : 28 Dec 2016 22:05

Operator : UM/SJ

Sample : H6281-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.48 Concentration Rank 1

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

6.48 85.94 ng 5140390 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 384 (6.476 min): BF092009.D (-382) (-) m/z 132.00 100.00%
13p.0
5000 68.1
100 ®o J 620 60 650 680
01 L S m/z 68.10 50.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 SRR L
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.06%
51.0 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68.0
620 6.40 6.60 6.80
5000 m/z 66.00 31.30%
39.0 96.0
R S S S LS B WL B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R RE s E s e e
57.0 13p.0 6.20 6.40 6.60 6.80
m/z 69.10 19.93%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘| |‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R 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 : Z:\HPCHEM1\BNA_F\DATA\BF122816\
Data File : BF092009.D

Acq On : 28 Dec 2016 22:05

Operator : UM/SJ

Sample - H6281-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.85 13.2 ng 790764 1 6.70 1196240 20.0
unknown6 .48 6.48 85.9 ng 5140390 1 6.70 1196240 20.0
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