LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070618\
Data File : BF107169.D

Aca On : 6 Jul 2018 13:36

Operator : JU/SJ

Sample : PB110856BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.190 481 485 495 rBV 146691 184524 9.44% 1.368%
2 5.595 549 554 570 rBY 1206568 1271859 65.09% 9.426%
3 6.590 719 723 741 rBVY 1166536 1295731 66.31% 9.603%
4 6.725 741 746 749 rBVY 1371942 1296510 66.35% 9.609%
5 6.942 780 783 787 rBV 403153 328668 16.82% 2.436%

7.101 805 810 813 rBV 1132274 1064746 54.49% 7.891%
7.513 874 880 883 rBvV 759406 856060 43.81% 6.345%
8.225 997 1001 1013 rBV 442961 434023 22.21% 3.217%
9.301 1178 1184 1187 rBV 1673900 1656993 84.80% 12.281%
9.983 1295 1300 1308 rVB 516244 526789 26.96% 3.904%

=
QO ~NO®

11 10.783 1431 1436 1448 rBV 1124664 1124027 57.52% 8.331%
12 11.483 1551 1555 1562 rBV 626114 597594 30.58% 4._.429%
13 13.066 1819 1824 1827 rBV 1903720 1954032 100.00% 14.482%
14 14.130 2001 2005 2013 rBV 546222 520204 26.62% 3.856%
15 15.665 2260 2266 2274 rVB 277065 380745 19.49% 2.822%

Sum of corrected areas: 13492505
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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

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070618\

BF107169.D
6 Jul 2018 13:36
JussJ
PB110856BL
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107169.D

Aca On : 6 Jul 2018 13:36

Operator : JU/SJ

Sample : PB110856BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 11.23 ng 184524 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (5.190 min): BF107169.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR R UL L L
| 83.0 4.80 500 5.20 5.40 5.60
o PR | St A A M m/z 59.00 60.96%
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 R UL R
4.80 500 5.20 5.40 5.60
59.0 m/z 101.10 20.17%
e ‘ 00 830 1010
e RS R RN A RN AR AL AN RS AL LR LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 15.90%
29.0
87.0
ol 150 70.0 98.0
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 R e
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.00%
5000 41.0
0 I L 730 1260 1420
mz-> 1 20 % 40 80 60 70 80 90 100 110 130 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107169.D

Aca On : 6 Jul 2018 13:36

Operator : JU/SJ

Sample : PB110856BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 78.89 ng 1296510 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.719 min): BF107169.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
SRR S
40.0 540 | 8&)ﬁ1 114.9 6.40 6.60 6.80 7.00
O T L e L R s (x e m/z 68.10 39.90%
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 A
5000 ISR SRR L S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.28%
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
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.93%
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 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.89%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 15 % 30 40 50 60 7 80 90 100 110 130 130 140 640 6.60 680 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070618\
Data File : BF107169.D

Acq On : 6 Jul 2018 13:36

Operator : JU/SJ

Sample : PB110856BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 11.2 ng 184524 1 6.94 328668 20.0
unknown6 .72 6.72 78.9 ng 1296510 1 6.94 328668 20.0
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