LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100341.D

Aca On > 9 Nov 2017 14:50

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 11 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-BF110817.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 5.140 515 519 531 rBV 561388 672582 19.04% 2.331%
2 5.528 580 585 588 rBY 3504736 3417109 96.72% 11.842%
3 6.528 749 755 757 rBVY 3213581 3307816 93.63% 11.464%
4 6.545 757 758 765 rVB 98442 78497 2.22% 0.272%
5 6.675 775 780 783 rBVY 3296132 3360208 95.11% 11.645%

6.904 815 819 822 rBV 1072698 865917 24.51% 3.001%
7.057 841 845 849 rBV 2773276 2689086 76.11% 9.319%
7.463 909 914 917 rBV 2186526 2035254 57.61% 7.053%
8.181 1032 1036 1040 rvVB 1157900 1081745 30.62% 3.749%
9.257 1214 1219 1223 rBV 3676931 3532961 100.00% 12.244%

=
QO ~NO®

11 9.939 1330 1335 1339 rBV 1190460 997046 28.22% 3.455%
12 10.727 1464 1469 1472 rBV 1728075 1616807 45.76% 5.603%
13 11.427 1584 1588 1591 rBV 952755 884462 25.03% 3.065%
14 13.010 1853 1857 1860 rBV 2992076 2803244 79.35% 9.715%
15 14.063 2032 2036 2040 rBV 1025728 868463 24.58% 3.010%

16 15.545 2284 2288 2298 rVB2 481637 643431 18.21% 2.230%

Sum of corrected areas: 28854628
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110917\

BF100341.D

9 Nov 2017 14:50

SJ/Ju

PB103997BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100341.D

Aca On > 9 Nov 2017 14:50

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.14 15.53 ng 672582 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 519 (5.140 min): BF100341.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 0 5k 550 aao
O ot 690 881 | st 8e 06 53, 64%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Shy sk sk
0
150 a0 1010 m/z 101.00 16.51%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.76%
41.0
29.0 101.0
o 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R ERE e S e EAa
54.0 480 5.00 5.20 5.40
m/z 41.10 8.32%
5000
410 101.0
oL 150 30 Tls00, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100341.D

Aca On > 9 Nov 2017 14:50

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 77.61 ng 3360210 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-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 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 779 (6.669 min): BF100341.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 IREBE ARSI S
400 540 | 6.40 6.60 6.80 7.00
Oy el 880 Ly 1180 m/z 68.05 42.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.89%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.37%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.93%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110917\
Data File : BF100341.D

Acq On > 9 Nov 2017 14:50

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.14 15.5 ng 672582 1 6.90 865917 20.0
unknown6 .67 6.67 77.6 ng 3360210 1 6.90 865917 20.0
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