LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\

Data File : BG036219.D

Aca On : 9 Aug 2018 5:54 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J4350-04 0&m1&03415u5
ALS Vial : 23 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

5.597 387 393 408 rBv2 143292 280391 10.18% 2.878%
7.183 657 663 676 rBvV 84989 189523 6.88% 1.945%
rBv 285803 541882 19.68% 5.561%
8.011 796 804 813 rBV 94333 167966 6.10% 1.724%
8.328 851 858 871 rvB 397859 708810 25.75% 7.274%
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9.174 993 1002 1016 rBV 309144 646613 23.49% 6.636%
10.813 1272 1281 1293 rBVY 87414 202917 7.37% 2.082%
13.257 1690 1697 1714 rBV 911148 1545582 56.14% 15.862%
14.637 1925 1932 1947 rBV2 177156 335862 12.20% 3.447%
15.930 2147 2152 2157 rBV 23305 34057 1.24% 0.350%

=
QO ~NO®

11 16.124 2178 2185 2207 rBV 451088 849016 30.84% 8.713%
12 17.381 2391 2399 2412 rBV 256521 462098 16.79% 4.742%
13 19.983 2836 2842 2854 rBV 1939472 2753005 100.00% 28.253%
14 21.640 3118 3124 3139 rBvV2 279352 546488 19.85% 5.608%
15 24.823 3656 3666 3680 rBvV2 137594 479885 17.43% 4._.925%

Sum of corrected areas: 9744095
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080818\

Data File : BG036219.D

Aca On : 9 Aug 2018 5:54

Operator : JU/SJ

ﬁ?ggle i J4350-04 080218-DBRI-E-U-S
ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BG036219.D
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Abundance TIC: BG036219.D
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Abundance TIC: BG036219.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080818\

Data File : BG036219.D

Aca On : 9 Aug 2018 5:54

Operator : JU/SJ

ﬁ?ggle i J4350-04 080218-DBRI-E-U-S
ALS Vial : 23 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 unknown7.55 Concentration Rank 2

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

7.55 64 .52 ng 541882 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 726 (7.553 min): BG036219.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 %.2 205.3 7.20 7.40 7.60 7.80
0 S m/z 68.15 50.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A LA I R L I
7.20 7.40 7.60 7.80
70.0 m/z 66.15 32.81%
310 510
0 T 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
7.20 7.40 7.60 7.80
5000 m/z 134.15 31.75%
69.0
39.0
ok L 222
0...|.. \‘Hm\ “‘..‘.‘h‘.....l....l....l....l...
m/z--> 20 40 100 120 140 160 180 200
Abundance #14503. lH Benzimidazole, 2-methy!- B e R
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22 .60%
5000

63.0 104.0
15.0 39\0 m Al 79'0 Iy L, ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036219.D

Aca On > 9 Aug 2018 5:54

Operator : JU/SJ

Sample = J4350-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2.03 ng 34057 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 5-Chloro-2.6-dimethvl-4-pvrimidi... 157 C6H8CIN3 002858-20-0 50
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 39
4 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIFO2 1000338-64-4 36
5 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32CIF02 1000338-64-9 36
Abundance Scan 2152 (15.930 min): BG036219.D (-2147) (-) m/z 157.15 100.00%
157.2
5000 1152
81 g 2032 15160 1580 1600 1620
Ol rrrr bttt et et perrebt e ea e | m/z 115.15  35.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123853: Triethyl citrate
157.0
5000
430 115.0 15.60 15.80 16.00 16.20
' 203.0 m/z 203.15 12.61%
810
Ot e e e e e e e
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #29340: 5-Chloro-2,6-dimethyl-4-pyrimidinylamine
157.0
B e
15.60 15.80 16.00 16.20
5000 m/z 43.15 10.46%
75.0 117.0
Y | N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #73862: Ethylmalonic acid dipropy! ester
157.0 15.60 15.80 16.00 16.20
m/z 87.05 7.30%
5000 430 1150
87.0
| 188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BG080818\

Data File : BG036219.D

Acg On : 9 Aug 2018 5:54

Operator : JU/SJ

ﬁ?ggle i J4350-04 080218-DBRI-E-U-S
ALS Vial : 23 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? .55 7.55 64.5 ng 541882 1 8.01 167966 20.0
Triethyl citrate 15.93 2.0 ng 34057 3 14.63 335862 20.0
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