LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107570.D

Aca On - 21 Jul 2018 12:29 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4094-03 UG el

o : 071818-DBRI-E-D-S
isc :

ALS Vial : 42 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-BF072018 .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 5.201 484 487 494 rBV 97643 105925 1.26% 0.200%
2 5.601 551 555 578 rBVY 1976241 2753815 32.70% 5.189%
3 6.595 721 724 743 rBVY 1224950 2020542 24.00% 3.807%
4 6.743 745 749 773 rVB 4433364 4979815 59.14% 9.384%
5 6.972 785 788 810 rVB 1789109 2071354 24.60% 3.903%

7.131 810 815 842 rBV 6417495 6890688 81.83% 12.984%
7.542 879 885 909 rBV 4157583 5624186 66.79% 10.598%
8.254 1002 1006 1023 rBV 2179797 2422082 28.76% 4.564%
9.331 1183 1189 1205 rBV 7774916 8420620 100.00% 15.867%
9.725 1252 1256 1261 rBV 83127 89053 1.06% 0.168%

=
QO ~NO®

11 10.013 1302 1305 1325 rVB 1963987 2142339 25.44% 4_.037%
12 10.678 1415 1418 1425 rBV 302024 246884 2.93% 0.465%
13 10.807 1436 1440 1454 rBV 2703883 2981413 35.41% 5.618%
14 11.507 1555 1559 1577 rBV 1710296 1927315 22.89%% 3.632%
15 13.095 1825 1829 1840 rBV 5908152 6154612 73.09% 11.597%

16 13.977 1975 1979 1989 rBV 255489 331143 3.93% 0.624%
17 14.160 2006 2010 2021 rVB 2228845 2158946 25.64% 4.068%

18 15.007 2151 2154 2158 rVB 89422 87456 1.04% 0.165%
19 15.695 2266 2271 2283 rBV 1155939 1661118 19.73% 3.130%

Sum of corrected areas: 53069306
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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\BF072018\

BF107570.D

21 Jul 2018 12:29

JussJ

J4094-03

42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107570.D

Aca On 21 Jul 2018 12:29

Operator : JU/SJ

ﬁ?ggle i J4094-03 071818-DBRI-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

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

6.74 48.08 ng 4979820 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.743 min): BF107570.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 || Mgg7o 69 6.40 6.60 6.80 7.00
o 1 OV 1 N - .- M - S | N m/z 68.00 41.06%
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
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.86%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.88%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.21%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 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\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107570.D

Aca On 21 Jul 2018 12:29

Operator : JU/SJ

ﬁ?ggle i J4094-03 071818-DBRI-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.30 ng 246884 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 53
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
5 Quinoline, 4,8-dimethyl- 157 C11H1i1IN 013362-80-6 40
Abundance Scan 1418 (10.678 min): BF107570.D (-1415) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 LA SRR SN IR
87.0 203.1 10.40 10.60 10.80 11.00
o Y S | S W U N S — m/z 114.95 37.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
N
29.0 B B R B e
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 17.07%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10,40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.11%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108919: Adipic acid, ethyl 4-methylpent-2-yl ester
157.0 10.40 10.60 10.80 11.00
m/z 158.00 7.75%
111.0
5000
43.0 85.0 ‘
0...“..w..”,.”.,”..“..w..”,.”.,”..“...??ﬁon.....w..”,. S L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107570.D

Aca On 21 Jul 2018 12:29

Operator : JU/SJ

ﬁ?ggle i J4094-03 071818-DBRI-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 4 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.98 3.07 ng 331143 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1979 (13.977 min): BF107570.D (-1975) (-) m/z 57.05 100.00%
57.0
97.0
5000
LIS PN BN BRI
39.1 13.60 13.80 14.00 14.20
o 2090 2820 m/z 55.00 84.94%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 USRI SRR BRI
13.60 13.80 14.00 14.20
m/z 43.10 83.26%
01,4-9\\,\‘“,\\, ,\\H,M‘I (1000 w0
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 SRR BN BN SN
13.60 13.80 14.00 14.20
5000 m/z 69.10 71.86%
169.0
01150 131.0 210.0 2550 406.0
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460
Abundance #227400: Heptadecy! heptafluorobutyrate e B BRR R Ba e —
57.0 13.60 13.80 14.00 14.20
m/z 83.05 70.23%
97.0
5000 l
169.0
of— b i AL JH‘E,‘.L 80 2830 4340
miz--> 0 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072018\

Data File : BF107570.D

Acq On 21 Jul 2018 12:29

Operator : JU/SJ

ﬁ?ggle i J4094-03 071818-DBRI-E-D-S
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 .74 6.74 48.1 ng 4979820 1 6.97 2071350 20.0
Triethyl citrate 10.68 2.3 ng 246884 3 10.01 2142340 20.0
1-Docosene 13.98 3.1 ng 331143 5 14.16 2158950 20.0
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