LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104654.D

Aca On : 20 Apr 2018 2:54

Operator : JU/SJ

Sample : PB108376BL

Misc :

ALS Vial : 24 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-BF040618.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 5.028 494 500 509 rBV 93115 132011 4_.19% 0.536%
2 5.428 563 568 571 rBVY 2857435 2839418 90.13% 11.526%
3 6.445 735 741 744 rBVY 2659145 2727094 86.56% 11.070%
4 6.575 758 763 766 rBY 3107616 2879757 91.41% 11.690%
5 6.804 798 802 805 rBV 825480 713010 22.63% 2.894%

6.957 824 828 832 rBV 2565203 2363718 75.03% 9.595%
7.369 893 898 901 rBV 1898521 1805445 57.31% 7.329%
8.086 1016 1020 1023 rBV 1107535 904168 28.70% 3.670%
9.163 1198 1203 1206 rBV 3505103 3150353 100.00% 12.788%
9.839 1315 1318 1333 rVB 1003748 917370 29.12% 3.724%

=
QO ~NO®

11 10.633 1449 1453 1470 rBV 1682069 1567500 49.76% 6.363%
12 11.327 1568 1571 1583 rBV 849771 757092 24.03% 3.073%
13 12.916 1837 1841 1845 rBV 2458721 2374466 75.37% 9.639%
14 13.974 2017 2021 2032 rBV 765815 726381 23.06% 2.949%
15 15.439 2264 2270 2282 rBV 467541 645158 20.48% 2.619%

16 15.880 2341 2345 2351 rVB 27616 40906 1.30% 0.166%

17 16.374 2424 2429 2438 rVB 30833 55662 1.77% 0.226%

18 16.956 2525 2528 2537 rVB4 18554 35475 1.13% 0.144%
Sum of corrected areas: 24634984
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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

Z:\HPCHEM1I\BNA F\DATA\BF041918\
BF104654.D

20 Apr 2018 2:54

JussJ

PB108376BL

24 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

-BF040618 .M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104654.D

Aca On : 20 Apr 2018 2:54

Operator : JU/SJ

Sample : PB108376BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.03 3.70 ng 132011 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104654.D (-494) (-) m/z 43.00 100.00%
a3
59
5000
101 e A
83 4.60 4.80 5.00 5.20 5.40
o | O N m/z 59.00 63.27%
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 RS ARAE SURAE SRR S
4.60 4.80 5.00 5.20 5.40
m/z 101.00 25.16%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.65%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T R R
43 460 4.80 5.00 5.20 5.40
m/z 41.10 10.36%
5000
101
oL 15 3 ] 50 6o g6 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104654.D

Aca On : 20 Apr 2018 2:54

Operator : JU/SJ

Sample : PB108376BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 1

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

6.57 80.78 ng 2879760 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104654.D (-758) (-) m/z 132.00 100.00%
5000 68
e
6.20 6.40 6.60 6.80 7.00
0 ...,....-,i'..:'.,:|-.|.'8?..!,1.1.1.?.. N — 2 m/z 68.10 42.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole
132
5000 T
620 640 6.60 6.80 7.00
104 m/z 134.00 31.61%
o275 %o |
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 280
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.54%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ﬂ
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.05 16.37%
5000 0
31 52
0 "'I""'Il""l"""l""I"]'-]l-e'II h IR SR S S S D B rrrrTyrTTrrT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF041918\
Data File : BF104654.D

Acq On = 20 Apr 2018 2:54

Operator : JU/SJ

Sample : PB108376BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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... 5.03 3.7 ng 132011 1 6.80 713010 20.0
unknown6 .57 6.57 80.8 ng 2879760 1 6.80 713010 20.0
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