LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121917\

Data File : BF101556.D

Aca On - 20 Dec 2017 7:38 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16956-08 Gl
Misc i 121417-JETT-E-D-S
ALS Vial : 39 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

5.028 496 500 517 rBvV 33247 71700 1.77% 0.289%
5.428 565 568 598 rBvV 782531 1238463 30.51% 4.998%
rBv 487104 825350 20.33% 3.331%
6.575 760 763 771 rBV 1908976 2103678 51.82% 8.490%
6.804 799 802 819 rVvB 1048632 995850 24.53% 4._.019%
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6.963 825 829 849 rvB 2770623 2792161 68.78% 11.269%
7.375 895 899 924 rBV 2233602 2527265 62.25% 10.199%
8.086 1017 1020 1038 rBV 1111825 1304007 32.12% 5.263%
9.163 1199 1203 1219 rBV 3973560 4059736 100.00% 16.384%
9.569 1267 1272 1278 rBV 38355 51108 1.26% 0.206%

=
QO ~NO®

11 9.845 1312 1319 1332 rBV 1257948 1367630 33.69% 5.519%
12 10.639 1450 1454 1468 rBV 1277864 1531522 37.72% 6.181%
13 11.339 1569 1573 1587 rBV 1031101 1207300 29.74% 4.872%
14 12.921 1837 1842 1845 rBV 2789031 2892527 71.25% 11.674%
15 13.804 1988 1992 2007 rBV2 43802 106392 2.62% 0.429%

16 13.986 2019 2023 2034 rBV 805555 857227 21.12% 3.460%
17 15.457 2268 2273 2283 rVB 533770 846440 20.85% 3.416%

Sum of corrected areas: 24778356
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

BF101556.D

20 Dec 2017 7:38

SJ/Ju

16956-08

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101556.D

Aca On : 20 Dec 2017 7:38

Operator : SJ/JU

Sample : 16956-08

Misc :

ALS Vial : 39 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 unknown6.57 Concentration Rank 2

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

6.57 42 .25 ng 2103680 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF101556.D (-760) (-) m/z 132.00 100.00%
13%.0
5000 68.1 J\\
00 o || 990 S% oo ko 5k 70
e prerrprre bl el 849 Tm/z 68.10  50.32%
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
5000 T T T T T T T
6.20 6.40 660 6.80 7.00
310 510 m/z 66.00 33.13%
‘ b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 134.00 30.95%
33.0 44.0 105.0
560 00 | 860
wwmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R =
132.0 620 640 660 680 700

m/z 69.05 20.57%

5000
104.0
66.0
140 27.0 390 510 97 770 g9 || 1150 “
v IOV /i -/ SN 0 S -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101556.D

Aca On : 20 Dec 2017 7:38

Operator : SJ/JU

Sample : 16956-08

Misc :

ALS Vial : 39 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 3 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.48 ng 106392 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 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 94
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 93
Abundance Scan 1991 (13.798 min): BF101556.D (-1988) (-) m/z 57.10 100.00%
57.1
97.1
5000
‘ 207.9 281.0 13.40 13.60 13.80 14.00 14.20
i —1 77 m/z 55.00 78.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
m/z 69.00 T7.72%
‘ 1690 5100
IZIG\LIO\I‘I\ : “:‘ I‘ "H‘i l‘\ |*f|3§|.0|‘| ‘ I\ — lll : |25|5|0| T |4|06|0|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 77.64%
2610 139.0 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecyl ester A EE e e
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 83.10 63.33%
5000
260 . h‘ ) | 1390 1800 2380 050
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\
Data File : BF101556.D

Acq On = 20 Dec 2017 7:-38

Operator : SJ/JU

Sample - 16956-08

Misc :

ALS Vial : 39 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 .57 6.57 42.3 ng 2103680 1 6.80 995850 20.0
Heptafluorobutyri... 13.80 2.5 ng 106392 5 13.99 857227 20.0
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