LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036958.D

Aca On : 25 Sep 2018 20:54

Operator : JU/SJ

Sample : J4774-06

Misc :

ALS Vial : 12 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-BG092018 .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

5.151 309 317 329 rVB 84128 142463 4.12% 0.861%
5.615 390 396 414 rBV 654296 1156931 33.49% 6.996%
rBv 555175 1113301 32.22% 6.732%
7.577 722 730 745 rBV 668989 1291575 37.38% 7.810%
8.041 803 809 825 rBV 149474 285443 8.26% 1.726%

abrwWNPEF
\l
N
o
=
()}
a
©
(o))
(o))
(9}
(o)}
(o0}
©

8.364 856 864 880 rBV 555467 1040985 30.13% 6.295%
9.205 999 1007 1024 rBV 426496 888682 25.72% 5.374%
10.844 1277 1286 1297 rBV 190128 380727 11.02% 2.302%
13.288 1695 1702 1719 rBV 1117385 1924157 55.69% 11.635%
14.669 1930 1937 1947 rBV2 322857 551013 15.95% 3.332%

=
QO ~NO®

11 16.155 2183 2190 2208 rBV 1032389 1712544 49.57% 10.356%
12 17.413 2397 2404 2425 rBV 490274 779237 22.55% 4.712%
13 20.021 2841 2848 2863 rBV 2538477 3455052 100.00% 20.892%
14 21.678 3123 3130 3141 rBV2 525249 921228 26.66% 5.571%
15 24.886 3665 3676 3691 rBv2 298830 894166 25.88% 5.407%

Sum of corrected areas: 16537504
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092518\
Data File : BG036958.D

Aca On : 25 Sep 2018 20:54

Operator : JU/SJ

Sample : J4774-06

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG036958.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036958.D

Aca On : 25 Sep 2018 20:54

Operator : JU/SJ

Sample : J4774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 9.98 ng 142463 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 317 (5.151 min): BG036958.D (-309) (-) m/z 43.10 100.00%
43.1
59.1
5000
| er me 4B 500 520 50 |
1 m/z 59.10 57.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L L L UL IR B
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0"'l“L'|“'W”“'””“"|“"|“"|“"F%q'|”"J“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.10 15.57%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
54.0 480 5.00 5.20 5.40

m/z 41.10 8.70%

5000 41.0
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69.0 87.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036958.D

Aca On : 25 Sep 2018 20:54

Operator : JU/SJ

Sample : J4774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 2 unknown7.58 Concentration Rank 1

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

7.58 90.50 ng 1291580 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 730 (7.577 min): BG036958.D (-722) (-) m/z 132.10 100.00%
130.1
5000 68.1 {
40.1 %.1 1151 J 207 2 7.20 7.40 7.60 7.80 8.00
0 L e = m/z 68.10 48.92%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 33.83%
L[5t 0 eso | ||
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0 104.0 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 66.10 32.65%
31.0 510
0"Lﬁulw'l'yﬁwﬁ"'lf'”l""I”"I"'W""I'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.09%
97.0
5000
70.0
31.0
51.0
0--‘--|l-‘l-l‘--‘--‘|-‘---‘|--1-1§'|0-- L e L e o ‘LL*’V
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092518\
Data File : BG036958.D

Acq On : 25 Sep 2018 20:54

Operator : JU/SJ

Sample : J4774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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]
2-Pentanone, 4-hy... 5.15 10.0 ng 142463 1 8.04 285443 20.0
unknown7 .58 7.58 90.5 ng 1291580 1 8.04 285443 20.0
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