LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104083.D

Aca On : 30 Mar 2018 6:36

Operator : JU/SJ

Sample : PB107808BL

Misc :

ALS Vial : 39 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-BF032818.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

5.204 526 530 543 rBV 156757 217651 6.62% 1.092%
5.598 594 597 633 rBvV 989083 1695073 51.58% 8.505%
rBv 903632 1696212 51.61% 8.510%
6.734 787 790 823 rVV 1435881 2030700 61.79% 10.189%
6.969 826 830 846 rBV 315859 537151 16.34% 2.695%
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7.122 852 856 881 rvB 1857109 2207900 67.18% 11.078%
7.533 922 926 963 rBV 994669 1706026 51.91% 8.560%
8.245 1044 1047 1066 rBvV 525301 769018 23.40% 3.858%
9.322 1225 1230 1258 rBV 2548197 3286476 100.00% 16.489%
10.004 1342 1346 1365 rBV 668591 822182 25.02% 4._.125%

=
QO ~NO®

11 10.798 1477 1481 1514 rBV 678383 979259 29.80% 4.913%
12 11.498 1597 1600 1623 rBV 456620 674238 20.52% 3.383%
13 13.080 1865 1869 1888 rBV 1827352 2168875 65.99% 10.882%
14 14.157 2048 2052 2064 rBV 425483 598824 18.22% 3.004%
15 15.698 2306 2314 2327 rBV 276083 541605 16.48% 2.717%

Sum of corrected areas: 19931190
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104083.D

Aca On : 30 Mar 2018 6:36

Operator : JU/SJ

Sample : PB107808BL

Misc :

ALS Vvial : 39 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104083.D
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Abundance TIC: BF104083.D
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Abundance TIC: BF104083.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104083.D

Aca On : 30 Mar 2018 6:36

Operator : JU/SJ

Sample : PB107808BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

5.20 8.10 ng 217651 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 529 (5.198 min): BF104083.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 TR R R
| mJ 83 480 500 5.20 Mosmo
G A R R LA AN RRARS RARRA RARLA RARSS SRS AL RALAS RARAISARRS m/z 59.00 62.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS S LR
480 5.00 520 5.40 5.60
m/z 101.00 22 .38%
. 3} 83 g3 1?1
R R A SR AR AN AL RAARA RS RARAN SRS LALAS SRS SARAI ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 5.60
5000 m/z 58.05 17 .34%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T T e

59 480 500 520 540 5.60
m/z 41.00 10.79%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104083.D

Aca On : 30 Mar 2018 6:36

Operator : JU/SJ

Sample : PB107808BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 2

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

6.73 75.61 ng 2030700 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 789 (6.728 min): BF104083.D (-787) (-) m/z 132.00 100.00%
132
5000 68 A\\
40 _ 54 ‘ 75 % ‘ 6.40 6.60 6.80 7.00
104
o T T ....| VIR (S W S [ N m/z 68.05 47.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SR SRR AR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 30.88%
138 ‘

SN PR T A N 1 NN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.40 6.60 6.80 7.00

5000 67 m/z 65.95 29.49%
a 97 i
79

0 34 60 89 105 124

1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00

m/z 69.10 18.88%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104083.D

Acq On : 30 Mar 2018 6:36

Operator : JU/SJ

Sample : PB107808BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 5.20 8.1 ng 217651 1 6.97 537151 20.0
unknown6.73 6.73 75.6 ng 2030700 1 6.97 537151 20.0
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