LSC Area Percent Report

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

Data File : BG035990.D

Aca On - 31 Jul 2018 1:24 Instrument :
Operator : JU/SJ BNA_G

Sample - J4219-01 ClientSampleld :
Misc - 072618-DBRI-F-D-B
ALS Vial : 22 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 5.602 388 394 406 rBV 208358 366690 10.74% 2.729%
2 7.189 658 664 675 rBV 140540 271108 7.94% 2.018%
3 7 .559 718 727 739 rBV 389814 697479 20.42% 5.191%
4 8.023 800 806 818 rBV 128845 218736 6.41% 1.628%
5 8.346 853 861 872 rBV 543062 961519 28.16% 7.156%

9.186 996 1004 1020 rBV 434003 827577 24.23% 6.159%
10.825 1276 1283 1292 rBV 138830 282041 8.26% 2.099%
13.269 1692 1699 1712 rBV 1363159 2224171 65.13% 16.554%
14.649 1927 1934 1945 rBV2 290504 493155 14.44% 3.670%
15.936 2147 2153 2158 rBVY 41768 58868 1.72% 0.438%

=
QO ~NO®

11 16.135 2180 2187 2199 rBV 705947 1186310 34.74% 8.829%
12 17.392 2394 2401 2414 rBV2 397538 686646 20.11% 5.110%
13 19.995 2838 2844 2855 rBV 2506532 3414887 100.00% 25.416%
14 21.293 3061 3065 3075 rBV8 16261 40707 1.19% 0.303%
15 21.651 3119 3126 3138 rBV 437413 774925 22.69% 5.767%

16 23.120 3369 3376 3382 rvVB4 28220 56150 1.64% 0.418%

17 23.913 3504 3511 3519 rBV3 33372 70745 2.07% 0.527%

18 24.847 3658 3670 3685 rBV2 253696 766918 22.46% 5.708%

19 25.951 3851 3858 3859 rBV6 23280 37518 1.10% 0.279%
Sum of corrected areas: 13436150
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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 G\DATA\BGO73018\
BG035990.D

31 Jul 2018 1:24

JussJ

J4219-01

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

072618-DBRI-F-D-B

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BG035990.D

8.35

756 9.19

5.60

7.19 8.02

10.82

Time--> 3.50
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Abundance

2500000
2000000
1500000 13.27

1000000

500000

TIC: BG035990.D

16.14

17.39
14.65

15.9

19

99

21.65

21.29

Time-->

[(LENA N,
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Abundance
2500000

2000000

1500000

1000000

500000

23.12

TIC: BG035990.D

24.85

23.91 25.95

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\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035990.D

Aca On - 31 Jul 2018 1:24

Operator : JU/SJ

ﬁ?ggle i J4219-01 072618-DBRI-F-D-B
ALS Vial : 22 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 63.77 ng 697479 1,4-Dichlorobenzene-d4 8.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 727 (7.559 min): BG035990.D (-718) (-) m/z 132.15 100.00%

132.2
5000 68.2 j\h
96.2 I L AL I
40.1 720 7.0 7.60 7.80
ol l--.|'....,....,....2,“36.-9...,...34.0-? m/z 68.15 45_39%
m/z--> 50 100 150 200 250 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI IR R L

7.20 7.40 7.60 7.80
m/z 134.15  33.83%

31.0

0 ..J!' ..L. J... ————— |
m/z--> 50 100 150 200 250 300
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
e e e S R
7.20 7.40 7.60 7.80
5000 m/z 66.15 32.74%
28.0 63|-0 104.0 |
0..”.'.‘,'.“‘.“.l‘,J‘....,....,....,....,....,
m/z--> 50 100 150 200 250 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 720 740 760 780

m/z 69.15 21.92%

5000
33.0 105.0
e |
ob——olipp b Lk

m/z--> 50 100 150 200 250 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035990.D

Aca On - 31 Jul 2018 1:24

Operator : JU/SJ

ﬁ?ggle i J4219-01 072618-DBRI-F-D-B
ALS Vial : 22 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.
15.94 2.39 ng 58868 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 2.8-Dimethvlauinoline 157 C11H11N 001463-17-8 53
3 OQuinoline. 2.4-dimethvl- 157 C11H11IN 001198-37-4 50
4 Quinoline. 4.8-dimethvl- 157 C11H1iIN 013362-80-6 50
5 Acetonitrile, 2-(pyrido[1,2-a]Jim... 157 C9H7N3 057892-77-0 47
Abundance Scan 2154 (15.941 min): BG035990.D (-2147) (-) m/z 157.15 100.00%
15Y.2
5000 115.2
81 g5 2 15160 15,80 16,00 1620
Obrrrprrrr bt bbb b e et o e e || M7z 11515 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000] 29.0 L DR BRI UL B
115.0 15.60 15.80 16.00 16.20
203.0 m/z 203.15 11.95%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #29202: 2,8-Dimethylquinoline
157.0
A RABARRASRRRARRA RanaE s
15.60 15.80 16.00 16.20
5000 m/z 43.15 10.97%
39.0 63.0 115.0
89.0
0}RRMHWHWNMuMuMW.”h“%.N.J S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29208: Quinoline, 2,4-dimethyl-
157.0 15.60 15.80 16.00 16.20
m/z 111.15 9.81%
5000
15.0 39.0 63.0 %01ﬁ0|‘
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO73018\

Data File : BG035990.D

Acq On 31 Jul 2018 1:24

Operator : JU/SJ

ﬁ?ggle i J4219-01 072618-DBRI-F-D-B
ALS Vial : 22 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .56 7.56 63.8 ng 697479 1 8.02 218736 20.0
Triethyl citrate 15.94 2.4 ng 58868 3 14.65 493155 20.0
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