LSC Area Percent Report

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

Data File : BF108336.D

Aca On : 21 Aug 2018 13:57 Instrument :

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

a?zgle : J4521-18 o

ALS Vial : 12 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 3.202 143 147 154 rVB 56906 84247 1.26% 0.187%
2 5.272 494 499 512 rVB 628938 827127 12.32% 1.835%
3 5.649 558 563 566 rBY 3975503 4249542 63.32% 9.429%
4 6.631 724 730 733 rBVY 3909559 4030129 60.05% 8.942%
5 6.778 750 755 758 rBVY 4666932 4757489 70.89% 10.556%

7.007 790 794 797 rBV 1047744 960267 14.31% 2.131%
7.160 816 820 824 rBV 3786367 3708603 55.26% 8.228%
7.566 883 889 892 rBV 2955427 3304913 49.24% 7.333%
8.284 1007 1011 1015 rBV 1210275 1215565 18.11% 2.697%
9.360 1188 1194 1198 rBV 5516300 5898058 87.88% 13.086%

=
QO ~NO®

11 10.048 1306 1311 1315 rBV 1545031 1435138 21.38% 3.184%
12 10.848 1440 1447 1450 rBV 3788432 3997106 59.56% 8.869%
13 11.542 1560 1565 1569 rBV 1694269 1583733 23.60% 3.514%
14 13.136 1830 1836 1839 rBV 6454836 6711393 100.00% 14.891%
15 14.195 2012 2016 2020 rBV 1423536 1371023 20.43% 3.042%

16 15.754 2274 2281 2289 rBV 693811 936250 13.95% 2.077%

Sum of corrected areas: 45070583
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108336.D

Aca On : 21 Aug 2018 13:57

Operator : JU/SJ

Sample : J4521-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108336.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108336.D

Aca On : 21 Aug 2018 13:57

Operator : JU/SJ

Sample : J4521-18

Misc :

ALS Vial : 12 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 17.23 ng 827127 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 499 (5.272 min): BF108336.D (-494) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 IRRRERARES SAREE RERENRAR
| | 11 831 | 5.00 5.20 5.40 5.60
O O o B o L R R R RS m/z 59.10 51.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L L I
59.0 500 5.20 540 5.60
0
150 a0 1010 m/z 101.10 15.60%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" '5.00 520 540 560
5000 m/z 58.10 14.67%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R b AR Emaa s
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.95%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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 : BF108336.D

Aca On : 21 Aug 2018 13:57

Operator : JU/SJ

Sample : J4521-18

Misc :

ALS Vial : 12 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 99.09 ng 4757490 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 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108336.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 USRS S SRR
400 540 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....'I'!...,!!..,-!.'.|,..7.5.‘,1....,..J.,%??.?.l.l?.‘,’...., b | m/z 68.10  47.89%
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 ESRESENRESSSRAABRRAARN

640 6.60 6.80 7.00 7.20
m/z 134.00 33.55%

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
e T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.43%
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 T e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.48%
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 e e e
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 : BF108336.D

Acq On : 21 Aug 2018 13:57

Operator : JU/SJ

Sample - J4521-18

Misc :

ALS Vial : 12 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 17.2 ng 827127 1 7.01 960267 20.0
unknown6.78 6.78 99.1 ng 4757490 1 7.01 960267 20.0
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