LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100092.D

Aca On : 2 Nov 2017 18:34

Operator : SJ/JU

Sample : 16233-02

Misc :

ALS Vial : 13 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-BF102317.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 4.987 490 493 520 rBV 159937 270337 12.74% 1.655%
2 5.393 559 562 591 rBVY 1466510 1705113 80.35% 10.437%
3 6.416 733 736 754 rBVY 1534101 1727057 81.38% 10.571%
4 6.540 754 757 776 rVB 1791168 1807883 85.19% 11.066%
5 6.769 793 796 806 rBV 518710 459071 21.63% 2.810%

6.922 818 822 841 rBV 1610297 1444802 68.08% 8.844%
7.340 890 893 911 rBV 1120401 1070276 50.43% 6.551%
8.051 1010 1014 1036 rBV 717462 644130 30.35% 3.943%
9.122 1192 1196 1200 rBV 2226751 2122205 100.00% 12.990%
9.522 1261 1264 1271 rBV 302802 240638 11.34% 1.473%

=
QO ~NO®

11 9.804 1308 1312 1322 rBB 834852 693775 32.69% 4.247%
12 10.598 1444 1447 1460 rBV 1147754 1064579 50.16% 6.516%
13 11.298 1562 1566 1576 rBV 659170 612607 28.87% 3.750%
14 11.810 1650 1653 1665 rBV2 36444 44527 2.10% 0.273%
15 12.880 1830 1835 1838 rBV 1662130 1540871 72.61% 9.432%

16 13.757 1980 1984 1991 rBV2 28097 38251 1.80% 0.234%
17 13.945 2013 2016 2024 rBV 440757 421575 19.86% 2.580%
18 15.404 2260 2264 2273 rBV 322991 429660 20.25% 2.630%

Sum of corrected areas: 16337357
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

BF100092.D

2 Nov 2017 18:34

SJ/JuU

16233-02

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100092.D

Aca On : 2 Nov 2017 18:34

Operator : SJ/JU

Sample : 16233-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 11.78 ng 270337 1,4-Dichlorobenzene-d4 6.77
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 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.993 min): BF100092.D (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SN N
| 83.0 4.60 4.80 5.00 5.20 5.40
Obrrr el e e m/z 59.00 63.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR AR R
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00 25.80%
27\0\ 1] 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520 540
5000 m/z 58.00 16.80%
101.0
15.0 58.0
0 28.0 69.0 84.0
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 e e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.32%
5000 41.0 [k
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100092.D

Aca On : 2 Nov 2017 18:34

Operator : SJ/JU

Sample : 16233-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown6.54 Concentration Rank 1

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

6.54 78.76 ng 1807880 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 757 (6.540 min): BF100092.D (-754) (-) m/z 132.00 100.00%
132.0
5000 681
96.0 USSR AR R SRR
40.0 54.0 6.20 6.40 6.60 6.80
o..,....,....,....,".-...,.:..,..I.|,..'..,?‘f‘.?,..!.,.-:..,1.1.4..9,....,'...,.. m/z 68.10  35.72%
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 N
5000 USSR SRS R AR

6.20 6.40 6.60 6.80
m/z 134.00 31.86%

31.0 51.0
0 L1 H I, !
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R ARRRREREEEEE R
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 20.94%
41.0 53.0 97.0 1170
79.0 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14491: 5-Aminoindole R EEma B R

132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.85%

5000

104.0
66.0

140 27.0 390 510 NT 770 g9 | 1350 ||

i I 1. N M L2 B SRS | G

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100092.D

Acq On : 2 Nov 2017 18:34

Operator : SJ/JU

Sample - 16233-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 11.8 ng 270337 1 6.77 459071 20.0
unknown6 .54 6.54 78.8 ng 1807880 1 6.77 459071 20.0
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