LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108339.D

Aca On : 21 Aug 2018 15:17 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

a?zgle : JA4521-27 i

ALS Vial : 15 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-BF080818 .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 3.184 139 144 151 rvVB 70445 101033 1.38% 0.206%
2 5.272 494 499 511 rvVB 635914 883161 12.04% 1.804%
3 5.648 558 563 566 rBY 4380642 4575632 62.37% 9.346%
4 6.631 724 730 733 rBVY 3932922 4353472 59.34% 8.892%
5 6.778 750 755 759 rBVY 4766558 5197312 70.84% 10.615%

7.007 790 794 797 rBV 1194719 1034470 14.10% 2.113%
7.166 816 821 824 rBV 4082391 4010321 54.66% 8.191%
7.572 883 890 893 rBV 3205552 3626560 49.43% 7.407%
8.289 1007 1012 1015 rBV 1314171 1300902 17.73% 2.657%
9.366 1188 1195 1198 rBV 6041422 6280465 85.61% 12.828%

=
QO ~NO®

11 10.048 1306 1311 1315 rBV2 1773845 1556462 21.22% 3.179%
12 10.848 1440 1447 1450 rBV 4292612 4365735 59.51% 8.917%
13 11.548 1561 1566 1569 rBV 1780988 1741022 23.73% 3.556%
14 12.930 1798 1801 1806 rVB 109381 85339 1.16% 0.174%
15 13.136 1830 1836 1839 rBV 6794530 7336538 100.00% 14.985%

16 14.201 2012 2017 2020 rBV 1501432 1489033 20.30% 3.041%
17 15.754 2274 2281 2294 rVB 736012 1022852 13.94% 2.089%

Sum of corrected areas: 48960309
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108339.D

Aca On : 21 Aug 2018 15:17

Operator : JU/SJ

Sample : J4521-27

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108339.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108339.D

Aca On : 21 Aug 2018 15:17

Operator : JU/SJ

Sample : J4521-27

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.27 17.07 ng 883161 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 499 (5.272 min): BF108339.D (-494) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 IR NARRE LR AR AR
5.00 5.20 5.40 5.60
71.1 .
bl TR 831|150 59 0 51.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LN UL UL I
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.10 15.60%
: 83.0
0 1 | n . .
RIS S UL UL SO SR IULIUL SULIS SR S B W
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #4534: t-Butyl nitrite
30.0
430 500 520 540 560
5000 m/z 58.10 14.74%
57.0 88.0
15.0
0"W'J”I'”MM”'“m"W"”I'”'?%Q'P"W"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R Ea mE e R LR
54.0 5.00 5.20 5.40 5.60
m/z 41.05 9.07%
5000
41.0
29.0 101.0
o...,....,.”uhn..J,Ju?%Pu:u....Z?ﬂ.,.QQP,”..,V...,.”.,..
m/z--> 10 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108339.D

Aca On : 21 Aug 2018 15:17

Operator : JU/SJ

Sample : J4521-27

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 100.48 ng 5197310 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 755 (6.778 min): BF108339.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 UM S SRR
400 540 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....'!'!...,!!..,-!.'.|,..7.5.‘,1....,..J.,%??.?.l.l.??...., b | m/z 68.10  48.60%
m/z--> 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 ESRESENREASSAABRRAARN

640 6.60 6.80 7.00 7.20
m/z 134.00 33.53%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R o B RmmEE
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.90%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.83%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R R o RmmE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108339.D

Acq On : 21 Aug 2018 15:17

Operator : JU/SJ

Sample - J4521-27

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.27 17.1 ng 883161 1 7.01 1034470 20.0
unknown6.78 6.78 100.5 ng 5197310 1 7.01 1034470 20.0
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