LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO73018\

Data File : BG035974.D

Aca On : 30 Jul 2018 13:44 Instrument :
Operator : JU/SJ BNA_G

Sample - J4196-03 ClientSampleld :
Misc - 072518-DBRI-E-D-B
ALS Vial : 8 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 G\METHODS\8270-BG071218 .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 5.606 387 394 407 rBV 184337 330933 9.11% 2.299%
2 7.192 655 664 675 rBV 132615 261922 7.21% 1.820%
3 7 .556 719 726 739 rBV 385072 687939 18.93% 4_.780%
4 8.020 799 805 814 rBV 140535 245848 6.76% 1.708%
5 8.343 851 860 872 rBV 553326 988871 27.21% 6.871%

9.183 993 1003 1014 rBV 455635 865966 23.83% 6.017%
10.828 1274 1283 1297 rBV 160782 335106 9.22% 2.328%
1413446 2260985 62.21% 15.710%
14.100 1835 1840 1849 rBV 43614 87622 2.41% 0.609%
14.646 1926 1933 1944 rBV2 329166 574151 15.80% 3.989%
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11 15.933 2147 2152 2157 rBV2 64206 88253 2.43% 0.613%
12 16.133 2178 2186 2202 rBV 694289 1183570 32.56% 8.224%
13 17.390 2393 2400 2408 rBV2 481744 807656 22.22% 5.612%
14 19.998 2838 2844 2857 rBV 2826429 3634487 100.00% 25.253%

15 21.302 3061 3066 3074 rBV6 30738 79258 2.18% 0.551%

16 21.655 3119 3126 3138 rBVY 547200 942653 25.94% 6.550%

17 23.123 3370 3376 3381 rBV7 24952 49969 1.37% 0.347%

18 23.904 3506 3509 3516 rVB8 18680 40117 1.10% 0.279%

19 24.850 3659 3670 3681 rBVY 303814 886784 24.40% 6.162%

20 25.960 3852 3859 3861 rBvS8 18905 39930 1.10% 0.277%
Sum of corrected areas: 14392020
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035974.D

Aca On : 30 Jul 2018 13:44

Operator : JU/SJ

Sample : J4196-03 s
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035974.D

2500000
2000000
1500000
1000000

8.34
500000 756 9.18

5.61 7.19 8.02 10.83

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 12.50
Abundance TIC: BG035974.D

20.00
2500000

2000000
1500000{13.27

1000000

1613 21.65
17.39
500000 14.65

14.10 15.9 L 21.30
(0 e R o L L e o o e B B U B L A R LA R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG035974.D

2500000

2000000

1500000

1000000

500000 24.85

2312 23.90 AL_ 25.96

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035974.D

Aca On : 30 Jul 2018 13:44

Operator : JU/SJ

Sample : J4196-03 s
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 2

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

7.56 55.96 ng 687939 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 727 (7.562 min): BG035974.D (-719) (-) m/z 132.15 100.00%
13%.2
5000 68.2
01 \ %2 5o 7w 1h ho
: 54.1 . . . )
o....,....-:'.'...,.'.'..,.-.'~.-.|,..7.-?.",2....,..I'.,ﬁ??:";....,....,-'...,... m/z 68.15  46.85%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRI P R L
7.20 7.40 7.60 7.80
33.0 44.0 0.0 105.0 m/z 134.15 33.58%
0'"'lj'“l'l”'ﬂﬁ'é??"'{'“qqp'"w"Ll'JJw%%qpl"“l T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 1000 T 7w 760 780
5000 ' m/z 66.15 31.41%
31.0 51.0
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I”wW'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-

132.0 7.20 7.40 7.60 7.80
m/z 69.15  21.40%

104.0
5000
510 77.0
39.0 65.0 ‘ 010 115.0
0 ‘m M\‘w il ulll | L “\ ‘
SR VP PO THNN] NSV KNS | U MBI M-

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035974.D

Aca On : 30 Jul 2018 13:44

Operator : JU/SJ

Sample : J4196-03 s
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.07 ng 88253 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 50
3 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIF0O2 1000338-64-4 40
4 Adipic acid. isobutvl 3-(2-metho... 358 C20H3805 1000324-28-7 36
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 33
Abundance Scan 2152 (15.933 min): BG035974.D (-2147) (-) m/z 157.15 100.00%
157.2
5000 115.2
B gop 72 01 | 1gs 2002 15560 1560 16,00 1620
bt e e e A e e || M7z 115.15  36.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123851: Triethyl citrate
157.0
WA
5000 115.0 LR SR B B SULRE
29.0 15.60 15.80 16.00 16.20
m/z 43.15 16.83%
69.0 87.0 203.0
0 "|'|'"' ﬁi;?!l-.].., !h"l "L'I 'J+?? 9" ""ﬁ8?'9'| T
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #29219: 1-Amino-2-methylnaphthalene
157.0
15.60 15.80 16.00 16.20
5000 m/z 203.15 10.56%
o 31.0 510 77.0 102.0 12ﬁ0 .
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance #187867: 3-Chloro2-fluorobenzoic acid, 4-tridecyl ester R e A AEEmssmEnms
157.0 15.60 15.80 16.00 16.20
m/z 111.15 10.14%
5000
182.0
0 430 690 970 1290 | | 229.0
mz-> 20 40 60 80 100 150 140 160 180 200 2% 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO73018\

Data File : BG035974.D

Acg On : 30 Jul 2018 13:44

Operator : JU/SJ

Sample - J4196-03 072518-DBRI-E-D-B
Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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]
unknown? .56 7.56 56.0 ng 687939 1 8.02 245848 20.0
Triethyl citrate 15.93 3.1 ng 88253 3 14.65 574151 20.0
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