LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF063018\

Data File : BF107018.D

Aca On : 30 Jun 2018 16:49 Instrument :

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

a?zgle : J3629-08 5X A0C10.03

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-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 5.595 551 554 566 rBB 36891 43758 8.58% 1.472%
2 6.601 722 725 741 rBV 30154 43006 8.43% 1.446%
3 6.731 744 747 757 rBB 53128 49179 9.64% 1.654%
4 6.954 781 785 796 rBV 387211 353157 69.24% 11.878%
5 7.107 808 811 819 rBB 50061 44040 8.63% 1.481%
6 7.519 878 881 891 rBB 19102 23275 4 _.56% 0.783%
7 8.236 999 1003 1009 rBV 463130 419202 82.19% 14.100%
8 9.307 1182 1185 1195 rBV 46249 50901 9.98% 1.712%
9 9.930 1283 1291 1294 rBV3 3384 7924 1.55% 0.267%
10 9.995 1298 1302 1319 rVB 479914 450181 88.26% 15.142%
11 10.789 1434 1437 1441 rBV 21429 20996 4.12% 0.706%
12 11.489 1552 1556 1570 rBvV 509348 477766 93.67% 16.069%
13 12.942 1797 1803 1807 rBvV6 8801 17982 3.53% 0.605%
14 13.066 1821 1824 1828 rBV 91840 81069 15.89% 2.727%
15 13.248 1853 1855 1859 rBV5 7169 8804 1.73% 0.296%
16 13.389 1877 1879 1883 rBV5 6331 9313 1.83% 0.313%
17 13.571 1907 1910 1911 rBvV3 8143 8606 1.69% 0.289%
18 13.589 1911 1913 1915 rvB2 11583 8735 1.71% 0.294%

19 14.148 2004 2008 2015 rBV 511564 510052 100.00% 17.155%
20 15.695 2267 2271 2276 rVB 262534 345211 67.68% 11.611%

Sum of corrected areas: 2973157
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\

BF107018.D

30 Jun 2018 16:49

JussJ

J3629-08 5X

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107018.D

Aca On : 30 Jun 2018 16:49

Operator : JU/SJ

Sample : J3629-08 5X

Misc :

ALS Vial : 15 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 unknown6.73 Concentration Rank 1

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

6.73 2.79 ng 49179 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 747 (6.731 min): BF107018.D (-744) (-) m/z 132.00 100.00%
132.0
5000 8.1
20 59 | 360 Ti 5k ok 7h
e o e e e || M/Z 68.10  36.33%
m/z--> 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 LSRR SR A BN
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.77%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 22.27%
33.0 44.0 00 105.0
60.0 7 g0.0 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal AR Eas ./|‘. AR mERRS
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .29%
5000 67.0
41.0 97.0
‘ 20.0 117.0
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107018.D

Aca On : 30 Jun 2018 16:49

Operator : JU/SJ

Sample : J3629-08 5X

Misc :

ALS Vial : 15 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 3 1,1"-Biphenyl, 2-fluoro- Concentration Rank 3

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

9.31 2.26 ng 50901 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2-fluoro- 172 C12H9F 000321-60-8 94
2 1.17-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-(2-HvdroxvphenvD)pvrimidine 172 C10H8N20 068535-55-7 59
4 1-Naphthalenecarboxvlic acid 172 C11H802 000086-55-5 47
5 2-Naphthalenecarboxylic acid 172 C11H802 000093-09-4 47

Abundance Scan 1186 (9.313 min): BF107018.D (-1182) (-) m/z 172.10 100.00%
1721
5000
— P
85.0 146.1 9.00 9.20 9.40 9.60
S . RO Lo v m/z 171.10 35.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 R RS R R R
9.00 9.20 9.40 9.60
m/z 170.10 23.62%
140 310 510 700 %50 990 1200 1460 ‘
mz-> 20 40 60 80 100 120 140 160 180
Abundance
172.0
900 920 9.40 9.60
5000 m/z 173.10 13.35%
200 630 229 990 1150 133.0 1510
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine R s maa
172.0 9.00 9.20 9.40 9.60
m/z 85.00 6.65%
5000
390 630 860 1080770 M50
mz-> 20 40 60 80 100 120 140 160 180 900 920 940 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF063018\
Data File : BF107018.D

Acq On : 30 Jun 2018 16:49

Operator : JU/SJ

Sample - J3629-08 5X

Misc :

ALS Vial : 15 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.73 6.73 2.8 ng 49179 1 6.95 353157 20.0
1,1"-Biphenyl, 2-__. 9.31 2.3 ng 50901 3 10.00 450181 20.0
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