LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102492.D

Aca On : 27 Jan 2018 3:27

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 28 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-BF012218.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 4.910 476 480 491 rBV 92837 130099 3.78% 0.540%
2 5.334 548 552 570 rBVY 2177843 2184807 63.53% 9.077%
3 6.363 723 727 745 rBVY 2611252 2657904 77.29% 11.042%
4 6.487 745 748 758 rVB 2304202 2197420 63.90% 9.129%
5 6.716 784 787 804 rVB 1143006 1009753 29.36% 4.195%

6.875 810 814 817 rBV 2976210 2589946 75.31% 10.760%
7.287 879 884 898 rBV 1516387 1598559 46.48% 6.641%
1349270 1334707 38.81% 5.545%
9.081 1184 1189 1192 rBV 3611161 3438894 100.00% 14.287%
9.757 1300 1304 1317 rBV 1396706 1260496 36.65% 5.237%
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11 10.545 1435 1438 1450 rBV 583436 701089 20.39% 2.913%
12 11.245 1553 1557 1574 rBV 1029346 1025505 29.82% 4._.260%
13 12.645 1792 1795 1798 rBV 53123 42743 1.24% 0.178%
14 12.827 1822 1826 1836 rBV 2533484 2358002 68.57% 9.796%
15 13.886 2002 2006 2015 rBV 898424 898626 26.13% 3.733%

16 15.321 2245 2250 2258 rBV 457308 642272 18.68% 2.668%

Sum of corrected areas: 24070822
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF012618\

BF102492.D

27 Jan 2018  3:27

SJ/Ju

PB106042BL

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102492.D

Aca On : 27 Jan 2018 3:27

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.91 2.58 ng 130099 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 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 32
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 480 (4.910 min): BF102492.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
loi.1 4.60 4.80 5.00 5.20
83.0 : : : :
O SO 880 | /7 59.00 54420
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LA I L
59.0 460 480 500 520
m/z 101.10 16.71%
31.0 830 93.0 10‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 13.50%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 11.40%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ 510“‘ . . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102492.D

Aca On : 27 Jan 2018 3:27

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 43.52 ng 2197420 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102492.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 P SSEBURRRNE AR RN
40.0 6.20 6.40 6.60 6.80
0 W0 M 220 Tm/z 68,05 35.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RSN AR R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.70%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 22.72%
41.0 97.0
115.0
S S S I S I LA S L WY W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.72%
5000
104.0
66.0
0 270 500 | ;880 | \ A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF012618\
Data File : BF102492.D

Acq On = 27 Jan 2018 3:27

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.91 2.6 ng 130099 1 6.72 1009750 20.0
unknown6 .49 6.49 43.5 ng 2197420 1 6.72 1009750 20.0
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