LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092321.D

Aca On : 17 Jan 2017 17:35

Operator : UM/SJ

Sample : PB96091BL

Misc :

ALS Vial : 5 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

4_.667 249 252 264 rBV 925181 1493864 37.18% 4.392%
5.147 291 294 308 rBV 2959785 3745181 93.22% 11.011%
rBvV 3208741 3804660 94.70% 11.186%
6.324 395 397 399 rBV 4144433 3685119 91.73% 10.834%
6.553 414 417 419 rBvV 876048 810526 20.17% 2.383%
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6.702 428 430 433 rBV 2279055 2735565 68.09% 8.043%
7.125 465 467 469 rBV 2406781 2290625 57.02% 6.734%
7.833 527 529 532 rBV 771775 1082631 26.95% 3.183%
8.919 621 624 626 rBVY 4266206 4017521 100.00% 11.811%
9.582 680 682 685 rBV 1247929 1195641 29.76% 3.515%

=
QO ~NO®

11 10.371 749 751 754 rBV2 1874456 2138722 53.23% 6.288%
12 11.056 809 811 814 rBV 960484 1199274 29.85% 3.526%
13 12.645 947 950 953 rBV 3425471 3856830 96.00% 11.339%
14 13.685 1039 1041 1044 rBV 1049857 1081471 26.92% 3.180%
15 15.034 1157 1159 1162 rBV 572635 835024 20.78% 2.455%

16 15.845 1227 1230 1233 rVB 25991 41056 1.02% 0.121%

Sum of corrected areas: 34013710
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011717\
Data File : BF092321.D

Aca On 17 Jan 2017 17:35

Operator : UM/SJ

Sample : PB96091BL

Misc :

ALS Vvial : 5 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: BF092321.D
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Abundance TIC: BF092321.D
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Abundance TIC: BF092321.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092321.D

Aca On : 17 Jan 2017 17:35

Operator : UM/SJ

Sample : PB96091BL

Misc :

ALS Vial : 5 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._.67 36.86 ng 1493860 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.667 min): BF092321.D (-249) (-) 43.00 100.00%
43.0
59.1
5000
101.0
| | 83.0 440 4.60 4.80 5.00
R A R B A R N RN AR LA B ML ARAL AR m/z 59.10 S7.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik 3k 3k sho
0
150 4, ‘ 1010 m/z 101.00 19.51%
"W”tl”“ﬂ'”P“'P”W'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 4.60 480 500
5000 m/z 58.10 14 .53%
20.0 101.0
15.0 73.0 85.0
wﬂmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T . :
54.0 440 460 4.80 5.00
m/z 41.10 9.07%
5000 41.0
"W"”I'“'I“"P"W"“I'“'T%QW"“I'”'I“"P"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092321.D

Aca On : 17 Jan 2017 17:35

Operator : UM/SJ

Sample : PB96091BL

Misc :

ALS Vial : 5 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 unknown6.32 Concentration Rank 1

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

6.32 90.93 ng 3685120 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.324 min): BF092321.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 %o J PPN
L T e e S m/z 68.10 43.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN SRR AR SRR
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.79%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 6.60
5000 m/z 66.00 26.98%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! T ,A.. R R REaEs
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 17.07%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R A BAREmmE
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011717\
Data File : BF092321.D

Acq On : 17 Jan 2017 17:35

Operator : UM/SJ

Sample : PB96091BL

Misc :

ALS Vial : 5 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._67 36.9 ng 1493860 1 6.55 810526 20.0
unknown6 .32 6.32 90.9 ng 3685120 1 6.55 810526 20.0
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