LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022017\
Data File : BF093033.D

Aca On : 20 Feb 2017 17:30

Operator : SJ/MA

Sample : PB97034BL

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-BF013017.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 5.024 254 257 265 rBV 972104 1603719 36.38% 4.329%
2 5.447 291 294 296 rBVY 3725325 3908969 88.68% 10.552%
3 6.487 382 385 387 rBVY 3345489 4065815 92.24% 10.975%
4 6.613 393 396 398 rBVY 3899772 3714809 84.28% 10.028%
5 6.842 414 416 419 rBVY 1076688 936823 21.25% 2.529%

7.002 427 430 432 rBV 3279739 2951384 66.96% 7.967%
7.413 463 466 468 rBV 2449625 2383276 54.07% 6.433%
8.133 526 529 532 rBV 1353862 1244177 28.23% 3.359%
9.219 621 624 626 rBV 4129719 4407823 100.00% 11.898%
9.893 680 683 685 rBVY 1456663 1406903 31.92% 3.798%

=
QO ~NO®

11 10.682 749 752 754 rBV 2344662 2452393 55.64% 6.620%
12 11.368 810 812 815 rBV2 1204413 1349485 30.62% 3.643%
13 12.957 948 951 954 rBV 3981184 3928829 89.13% 10.605%
14 14.008 1040 1043 1045 rBV 1233683 1427085 32.38% 3.852%
15 15.437 1165 1168 1174 rBV 854559 1263762 28.67% 3.411%

Sum of corrected areas: 37045252
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022017\
Data File : BF093033.D

Aca On - 20 Feb 2017 17:30

Operator : SJ/MA

Sample : PB97034BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.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: BF093033.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022017\
Data File : BF093033.D

Aca On : 20 Feb 2017 17:30

Operator : SJ/MA

Sample : PB97034BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.02 34.24 ng 1603720 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 257 (5.024 min): BF093033.D (-254) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 ISR SR U
| | 83.1 | 007 1 4.60 4.80 500 520 5.40
-t m/z 59.10 60 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B AN SN LN B
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 18.63%
"JW'ThWM"“"'ﬁ%q'ﬂt"W"'W"'W"'W"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.10 15.91%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4-methyl-
43.0 4.60 4.80 500 520 5.40
m/z 41.10 9.19%
5000
15.0 110 101.0
'“t|Jm'Hl”l|'“'|'”'i'“'l'“'l'“'l'“'l'“'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022017\
Data File : BF093033.D

Aca On : 20 Feb 2017 17:30

Operator : SJ/MA

Sample : PB97034BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.61 Concentration Rank 1

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

6.61 79.31 ng 3714810 1,4-Dichlorobenzene-d4 6.84
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 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 396 (6.613 min): BF093033.D (-393) (-) m/z 132.10 100.00%
130.1
5000 68.1
%0 S 620 640 b0 650 70
L o m/z 68.10 42 .39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R AL I LS R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.34%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26 .86%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #48639: Tranylcypromine-propionyl B AR m e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.58%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.0|||||]:8|9.|0| R RN REEEE B
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022017\
Data File : BF093033.D

Acq On : 20 Feb 2017 17:30

Operator : SJ/MA

Sample : PB97034BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.02 34.2 ng 1603720 1 6.84 936823 20.0
unknown6 .61 6.61 79.3 ng 3714810 1 6.84 936823 20.0
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