LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\

Data File : BG036406.D

Aca On : 24 Aug 2018 9:52 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 J4568-03 081718-SIDIF-)E-U-B
ALS Vial : 27 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-BG082318 .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

5.629 391 398 408 rvB 372029 598640 13.50% 3.292%
7.216 660 668 676 rBvV 255657 422688 9.53% 2.325%
rBv 619189 1049853 23.67% 5.774%
8.068 803 813 820 rBV 183206 311269 7.02% 1.712%
8.391 859 868 877 rBvV 826575 1401916 31.61% 7.710%
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6 9.225 1002 1010 1022 rBV 704176 1223169 27.58% 6.727%
7 10.870 1283 1290 1299 rBV 243858 440428 9.93% 2.422%
8 13.320 1699 1707 1714 rBV 1858848 2961537 66.77% 16.288%
9 14.137 1841 1846 1852 rBV 49081 69621 1.57% 0.383%
10 14.689 1933 1940 1952 rVB2 417958 655955 14.79% 3.608%
11 15.988 2156 2161 2167 rVB 57937 75264 1.70% 0.414%

12 16.176 2185 2193 2205 rBV 1006181 1555243 35.06% 8.553%
13 17.433 2400 2407 2416 rBV2 567123 854817 19.27% 4.701%
14 18.320 2554 2558 2566 rBV5 33149 54264 1.22% 0.298%
15 20.042 2845 2851 2857 rBV 3410232 4435667 100.00% 24 .395%

16 21.699 3126 3133 3140 rBV 647312 1063195 23.97% 5.847%
17 24.919 3670 3681 3692 rBV2 356748 1009271 22.75% 5.551%

Sum of corrected areas: 18182797
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036406.D

Aca On : 24 Aug 2018 9:52

Operator : JU/SJ

ﬁ?ggle i J4568-03 081718-SIDI-E-U-B
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036406.D
3000000
2500000
2000000
1500000
1000000 8.39

9.23

7.60
500000 5.63 A

7.22 8.07 10.87

T PSS | SRS NS MRS M SUME] NUNE SRS 4 S SR

T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036406.D
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3000000

2500000

20000001 13.32

1500000

1000000 16.18

17.43 2170

500000 14.69

14.14 A 15.9 18.32
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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: BG036406.D
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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\BG082418\

Data File : BG036406.D

Aca On : 24 Aug 2018 9:52

Operator : JU/SJ

ﬁ?ggle i J4568-03 081718-SIDI-E-U-B
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.60 Concentration Rank 2

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

7.60 67.46 ng 1049850 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 733 (7.598 min): BG036406.D (-725) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 AR RS RERE SRR RS
40.1 541 J 7.20 7.40 7.60 7.80 8.00
o! agry | gu2e o m/z 68.10 47.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R R UL L
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 32.82%
5.0 %0 460
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 9go 1160 m/z 66.10 31.16%
0: T I‘I\I \I\ : ""Ml — ‘: : Iw‘l“l : "“l : I‘\ \I —— Il5|8|0| —— |:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine P P
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.77%
5000
104.0
0 38,0 5%0 6?\0 7?\0 91.0 | 1170
m/z--> 40 60 80 100 120 140 160 180 720 7.0 7.60 7.80 8.00
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Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036406.D

Aca On : 24 Aug 2018 9:52

Operator : JU/SJ

Sample : J4568-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
15.99 2.29 ng 75264 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 78
3 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 50
4 3-Chloro2-fluorobenzoic acid. 3-... 370 C21H32CIF02 1000338-64-6 50
5 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32CIF02 1000338-64-9 42
Abundance Scan 2161 (15.988 min): BG036406.D (-2156) (-) m/z 157.10 100.00%
157.1
5000 1151
43.1 e
87.1 203.1 15.60 15.80 16.00 16.20 16.40
o R VSN VEOU | NN U N N —— m/z 115.10 36.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
5000 R U SRR BRI B
430 115.0 15.60 15.80 16.00 16.20 16.40
' 203.0 m/z 43.10 19.47%
87.0
Ot rrr e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #159225: O-Acetylcitric acid triethyl ester
157.0
43.0 R VAR SRR BRI BN
15.60 15.80 16.00 16.20 16.40
5000 203.0 m/z 203.10 12.48%
115.0
0 15.0 | 85 0 L Ll ‘ | 231 0 273 0
m/z--> 25 45 60 ab 100 120 140 160 1éo 200 220 240 260
Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecy! ester L
157.0 15.60 15.80 16.00 16.20 16.40
m/z 111.00 10.91%
5000
210.0
69.0 97.0
N i T v -1 S S W -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082418\

Data File : BG036406.D

Acg On : 24 Aug 2018 9:52

Operator : JU/SJ

ﬁ?ggle i J4568-03 081718-SIDI-E-U-B
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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? .60 7.60 67.5 ng 1049850 1 8.07 311269 20.0
Triethyl citrate 15.99 2.3 ng 75264 3 14.69 655955 20.0
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