LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098687.D

Aca On : 22 Sep 2017 9:20

Operator : SJ/JU

Sample = PB102454BL

Misc :

ALS Vial : 4 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-BF092117.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 5.169 519 524 534 rBV 514932 660430 14.75% 1.807%
2 5.551 583 589 592 rBVY 3742226 3917646 87.50% 10.717%
3 6.545 751 758 761 rBV 3544757 3771901 84.25% 10.319%
4 6.692 778 783 787 rBY 3738384 3955564 88.35% 10.821%
5 6.922 819 822 826 rVB 1069898 950266 21.22% 2.600%

7.081 845 849 853 rBV 3330750 3119087 69.67% 8.533%
7.486 912 918 921 rBV 2340092 2464452 55.05% 6.742%
1478670 1316363 29.40% 3.601%
9.280 1217 1223 1226 rBV 4418935 4477149 100.00% 12.248%
9.963 1333 1339 1342 rBV 1441104 1424178 31.81% 3.896%
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11 10.751 1467 1473 1476 rBV 2493044 2610689 58.31% 7.142%
12 11.445 1587 1591 1595 rVB 1683179 1418108 31.67% 3.879%
13 13.033 1856 1861 1864 rBV 4259039 4176559 93.29% 11.426%
14 14.080 2036 2039 2043 rVB 1365828 1267113 28.30% 3.466%
15 15.574 2287 2293 2302 rBV 820126 1024508 22.88% 2.803%

Sum of corrected areas: 36554013
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098687.D

Aca On : 22 Sep 2017 9:20

Operator : SJ/JU

Sample : PB102454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098687.D

4000000 555 6.69

6.55
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6.92
1000000
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF098687.D
9(28 13.03
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1000000
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098687.D
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14.08
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098687.D

Aca On : 22 Sep 2017 9:20

Operator : SJ/JU

Sample : PB102454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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.

5.17 13.90 ng 660430 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 524 (5.169 min): BF098687.D (-519) (-) m/z 42.95 100.00%
43.0
5000 59.0
| 6.0 1°|1-° 480 5.00 520 540 5.60
O i e L e e e m/z 59.00 47 .08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA IR LI I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 18.18%
0 ‘ 1 \. i . 83.0 . ‘
LR UL SR SR UL UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 101.00 15.72%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R e e R o
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 7.48%
5000
58.0
1§.o 270 N 7%.0 100.0
o T e A e
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098687.D

Aca On : 22 Sep 2017 9:20

Operator : SJ/JU

Sample : PB102454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 unknown6.69 Concentration Rank 1

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

6.69 83.25 ng 3955560 1,4-Dichlorobenzene-d4 6.92
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 16
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 783 (6.692 min): BF098687.D (-778) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL L L R
40.1 540 6.40 6.60 6.80 7.00
Obrrerr il g 880 | to70 lL m/z 68.10 39.48%
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 IR R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.63%
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 25.18%
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 LA L L L L BB
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.98%
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 : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098687.D

Acq On : 22 Sep 2017 9:20

Operator : SJ/JU

Sample = PB102454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 5.17 13.9 ng 660430 1 6.92 950266 20.0
unknown6 .69 6.69 83.3 ng 3955560 1 6.92 950266 20.0
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