LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\

Data File : BG035544.D

Aca On : 30 Jun 2018 16:08 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J3758-03 0&n1&ﬂPgF4»B
ALS Vial : 28 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-BG060718 .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 5.643 394 401 411 rBV 144156 240023 8.19% 2.341%
2 7.223 662 670 681 rBV 101321 179301 6.12% 1.749%
3 7.599 726 734 744 rBV 272132 474433 16.20% 4.627%
4 8.063 807 813 823 rVB2 96565 165609 5.65% 1.615%
5 8.386 859 868 877 rVB 405447 701858 23.96% 6.845%

9.227 1002 1011 1022 rBV 331133 609455 20.81% 5.944%
10.866 1283 1290 1301 rVB 124248 218598 7.46% 2.132%
994545 1569489 53.58% 15.306%
14.132 1841 1846 1854 rBV 19701 31184 1.06% 0.304%
14.684 1933 1940 1949 rBV2 229446 381549 13.03% 3.721%

=
QOO ~NO®
=
w
W
o
©
=
)]
©
\l
=
\l
o
()]
=
\l
=
)]
=
os]
<

11 15.964 2154 2158 2162 rBV 40618 52114 1.78% 0.508%
12 16.164 2186 2192 2207 rBV 569358 891078 30.42% 8.690%
13 17.421 2400 2406 2413 rBV2 329149 522004 17.82% 5.091%
14 20.030 2843 2850 2862 rBV 2314009 2929024 100.00% 28.565%
15 21.692 3125 3133 3141 rBV 386771 653179 22.30% 6.370%

16 23.372 3412 3419 3424 rBV 31476 56882 1.94% 0.555%
17 24.917 3671 3682 3693 rBvV2 207356 578154 19.74% 5.638%

Sum of corrected areas: 10253934
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063018\

BG035544.D

30 Jun 2018 16:08

JussJ

J3758-03

28 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG035544.D

8.39
7.60 9.23

5.64 7.22 8.06

10.87

Time--> 3.50

e e —

4.00 4.50 500 550 6.00

650 7.00 7.50 8.00 8.50

9.00 9.50 10.00 10.50 1100 1150 1200 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG035544.D

13.31

16.16

17.42
14.68

14.13 15.9

2003

21.69

Time-->

Ol
1350 14.00 14.50 15.00 1550 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
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Abundance

2000000

1500000

1000000

500000

TIC: BG035544.D

24.92

23.37

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

8270-BG060718.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035544.D

Aca On : 30 Jun 2018 16:08

Operator : JU/SJ

Sample : J3758-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 57.30 ng 474433 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 734 (7.599 min): BG035544.D (-726) (-) m/z 132.15 100.00%
132.2
5000 68.2
40.1 %02 7.20 7.40 7.60 7.80 8.00
ol 1133 219.9 m/z 68.15 49_95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L RS L
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.15 31.12%
510 0 ||
) B v N . |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 31.03%
69.0
39.0
0 89.0 106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.50%
5000
150 390 O30 g7 1000
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035544.D

Aca On : 30 Jun 2018 16:08

Operator : JU/SJ

Sample : J3758-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
15.96 2.73 ng 52114 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 64
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
4 1-Naphthalenamine. N-methvl- 157 C11H11N 002216-68-4 45
5 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 37
Abundance Scan 2157 (15.959 min): BG035544.D (-2154) (-) m/z 157.10 100.00%
157.1
5000
115.2
43.1 88.2 ‘ 203.1 15,60 15.80 16.00 16.20
Obrrrprrre et B2 bbb e e bt a3 m/z 115.15  32.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
5000 115.0 '|""|""w"{\""|'
430 : 15.60 15.80 16.00 16.20
' 203.0 m/z 43.10 11.81%
‘ ‘ 870
A R A L A S AR A RAR A S SR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
157.0
15.60 15.80 16.00 16.20
5000 43.0 203.0 m/z 111.05 11.11%
115.0
o 15.0 84.0 231.0 273.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0 15.60 15.80 16.00 16.20
m/z 203.05 9.68%
5000 43.0 115.0
87.0
‘ 188.0
SN YA SN SR Y T S N SRS | NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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\BG063018\
Data File : BG035544.D

Acq On : 30 Jun 2018 16:08

Operator : JU/SJ

Sample - J3758-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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 57.3 ng 474433 1 8.06 165609 20.0
Triethyl citrate 15.96 2.7 ng 52114 3 14.68 381549 20.0
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