LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

Data File : BF101549.D

Aca On - 20 Dec 2017 4:30 Instrument :
Operator : SJ/JU BNA_F

Sample - 16956-01 ClientSampleld :
Misc - 121417-DBRI-E-D-M
ALS Vial : 32 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-BF121417.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 5.022 496 499 515 rBV 46599 97998 2.36% 0.379%
2 5.428 565 568 595 rBV 835582 1285069 30.97% 4.964%
3 6.451 739 742 760 rBV 510359 897139 21.62% 3.465%
4 6.581 760 764 771 rBVY 2110897 2254793 54.35% 8.710%
5 6.804 799 802 811 rBVY 1044772 986409 23.78% 3.810%

6 6.963 825 829 842 rBV 3055210 2976739 71.75% 11.498%
7 7.381 895 900 922 rBV 2296625 2708932 65.29% 10.464%
8 8.086 1017 1020 1039 rBV 1111988 1321230 31.85% 5.104%
9 9.163 1199 1203 1214 rBV 4067458 4148800 100.00% 16.026%
10 9.563 1268 1271 1277 rVB 132784 135986 3.28% 0.525%
11 9.845 1309 1319 1323 rBV 1410168 1372975 33.09% 5.303%
12 9.875 1323 1324 1331 rVB 98126 94177 2.27% 0.364%
13 10.257 1387 1389 1393 rVB 73242 60466 1.46% 0.234%

14 10.639 1450 1454 1467 rBV 1373665 1545195 37.24% 5.969%
15 11.333 1569 1572 1586 rBV 1090151 1234103 29.75% 4.767%

16 12.921 1837 1842 1845 rBV 2934781 2849631 68.69% 11.007%
17 13.804 1988 1992 2003 rBV2 108944 199121 4._80% 0.769%

18 13.986 2019 2023 2031 rBV 832669 892322 21.51% 3.447%
19 15.457 2269 2273 2285 rVB 544552 827197 19.94% 3.195%

Sum of corrected areas: 25888282
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

Data File : BF101549.D

Aca On - 20 Dec 2017 4:-30

Operator : SJ/JU

ﬁ?ggle i 16956-01 121417-DBRI-E-D-M
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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: BF101549.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\

Data File : BF101549.D

Aca On : 20 Dec 2017 4:30

Operator : SJ/JU

Sample : 16956-01 e
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.58 Concentration Rank 2

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

6.58 45.72 ng 2254790 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 764 (6.581 min): BF101549.D (-760) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SSARBEANREERAREE SRS
400 540 | 6.20 6.40 6.60 6.80 7.00
e el 780 L ageo L w7z 68.10  39.80%
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 SRR SRS SR
620 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.15%
1 | ‘ 7b0 1
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m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
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132.0
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Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101549.D

Aca On : 20 Dec 2017 4:30

Operator : SJ/JU

Sample : 16956-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptafluorobutyric acid, pe... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.80 4_.46 ng 199121 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 1991 (13.798 min): BF101549.D (-1988) (-) m/z 57.10 100.00%
57.1
i W
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011770 210 e 13040 1360 1360 1400 1420
: m/z 43.05 94 .98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
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Abundance #175127: Trifluoroacetoxy hexadecane T
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 83.10 76.39%
26l0]| | |‘H 1300 1960 2600 3200
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\

Data File : BF101549.D

Acq On = 20 Dec 2017 4:30

Operator : SJ/JU

Sample - 16956-01 121417-DBRI-E-D-M
Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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]
unknown6 .58 6.58 45.7 ng 2254790 1 6.80 986409 20.0
Heptafluorobutyri... 13.80 4.5 ng 199121 5 13.99 892322 20.0
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