LSC Area Percent Report

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

Data File : BG036227.D

Aca On : 9 Aug 2018 11:06 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

agmple : J4330-08 orm1&ﬂPgF{>s
isc :

ALS Vial : 31 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 5.600 386 393 409 rBV 142231 270154 10.47% 2.775%
2 7.186 657 663 676 rBV 83577 188136 7.29% 1.932%
3 7.544 718 724 737 rVB 291112 518187 20.08% 5.322%
4 8.008 797 803 812 rBV2 107244 183442 7.11% 1.884%
5 8.331 850 858 868 rBV 387182 695002 26.93% 7.138%

9.171 993 1001 1016 rBV 323004 641962 24.87% 6.593%
10.810 1273 1280 1295 rBV 101774 226888 8.79% 2.330%
13.254 1689 1696 1709 rBV 924451 1510187 58.51% 15.510%
14.635 1924 1931 1945 rBV2 204286 356155 13.80% 3.658%
15.921 2145 2150 2158 rBV 31573 46331 1.80% 0.476%

=
QO ~NO®

11 16.121 2178 2184 2195 rBV 486903 852552 33.03% 8.756%
12 17.378 2390 2398 2413 rBV2 302437 508920 19.72% 5.227%
13 19.986 2836 2842 2853 rBV 1998977 2580989 100.00% 26.507%
14 21.519 3099 3103 3111 rVB2 20270 38148 1.48% 0.392%
15 21.643 3116 3124 3135 rBV 313069 586617 22.73% 6.025%

16 24.821 3656 3665 3681 rBV2 166426 533200 20.66% 5.476%

Sum of corrected areas: 9736870
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LSC Report - Integrated Chromatogram

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

Data File : BG036227.D

Aca On 9 Aug 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J4330-08 073018-TIPC-F-D-S
ALS Vial : 31 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 :
2000000 TIC: BG036227.D

1500000

1000000

500000
7.54 533 9.17

5.60 719 8.01 10.81

Time--> 350 4.00 450 500 550 600 650 700 750 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50 12.00 1250

Abundance 5
2000000 TIC: BG036227.D Lolss

1500000

1000000113.25

500000 16.12

17.38 21.64
14.63

15.9 L 21,

(O e e L o o B o o B L I i o o o AL B i B i o e

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: BG036227.D

1500000

1000000

500000

24.82

O B A B L e R AEERERERE BARREEEEES Lo s Lo o s e

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\BG080818\

Data File : BG036227.D

Aca On : 9 Aug 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J4330-08 073018-TIPC-F-D-S
ALS Vial : 31 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 unknown7.54 Concentration Rank 2

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

7.54 56.50 ng 518187 1,4-Dichlorobenzene-d4 8.01
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 25
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 723 (7.538 min): BG036227.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\\
40.1 %62 7.20 7.40 7.60 7.80
0 115.1 189.1 207.2 m/z 68.15  49.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A L L IR
7.20 7.40 7.60 7.80
310 510 m/z 66.15 32.80%
0"'I”lﬂﬁh"'lJTJI”"l”"I”I'I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
A pPrr
7.20 7.40 7.60 7.80
5000 m/z 134.10 28.26%
15.0 m 3%9 1 ?O 79'0 1y 10?.0 ‘
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T T
132.0 7.20 7.40 7.60 7.80
m/z 69.15 23.94%
97.0 /k
5000
70.0
31.0
51.0
0"'I”L'ILH'P”HJI“'”I”Q§P”"I”"I”"I”"I”" A L L IR
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 : BG036227.D

Aca On : 9 Aug 2018 11:06

Operator : JU/SJ

Sample = J4330-08

Misc :

ALS Vial : 31 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.
15.92 2.60 ng 46331 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 Acetonitrile. 2-(pvridoll.2-alim... 157 C9H7N3 057892-77-0 47
3 Quinoline. 2.4-dimethvl- 157 C11H11IN 001198-37-4 40
4 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 38
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 38

Abundance Scan 2150 (15.921 min): BG036227.D (-2145) (-) m/z 157.15 100.00%
157.2
5000
115.1
43;'1 62.0 672 1391 1850 2033 15.60 15.80 16.00 16.20
O e B B L e m/z 115.05 33.24%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #123853: Triethyl citrate
157.0
5000 U SRR SR IR SR
430 115.0 15.60 15.80 16.00 16.20
’ 203.0 m/z 203.25 12.77%
o 270 60 80 ,139.0 185.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #29520: Acetonitrile, 2-(pyrido[1,2-a]imidazol-2-yl)-
157.0
15.60 15.80 16.00 16,20
5000 m/z 43.15 12.05%
79.0
51.0 131.0
H ‘ 104.0 ‘
0 |....‘Hi..‘..l“l‘..‘l‘lu.“..|”l‘...|..‘..|....|....|....|....|
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #29213: Quinoline, 2,4-dimethyl-
157.0 15.60 15.80 16.00 16.20
m/z 111.15 10.10%
5000
115.0
270 510 770 ¢go | 1400
miz-> 20 40 i 80 100 120 140 160 180 200 ' 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 : BG036227.D

Acg On : 9 Aug 2018 11:06

Operator : JU/SJ

ﬁ?ggle i J4330-08 073018-TIPC-F-D-S
ALS Vial : 31 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? .54 7.54 56.5 ng 518187 1 8.01 183442 20.0
Triethyl citrate 15.92 2.6 ng 46331 3 14.63 356155 20.0
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