LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028827.D

Aca On : 20 Sep 2017 11:59

Operator : SJ/JU

Sample : PB102430TB

Misc :

ALS Vial : 5 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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

5.391 300 307 315 rBV 73237 118793 4_.03% 0.985%
5.856 379 386 400 rBV 479468 810685 27.48% 6.724%
rBv 469621 844077 28.61% 7.001%
7.824 710 721 730 rBV 455652 823240 27.90% 6.828%
8.288 793 800 809 rBvV 91622 163518 5.54% 1.356%
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8.617 846 856 863 rBvV 331141 611782 20.74% 5.074%
9.457 990 999 1012 rBV 267965 510578 17.31% 4_.235%
11.108 1273 1280 1292 rVB 117069 224822 7.62% 1.865%
13.529 1684 1692 1700 rBV 855323 1366879 46.33% 11.337%
14.910 1920 1927 1937 rBV2 212418 363729 12.33% 3.017%

=
QO ~NO®

11 16.396 2173 2180 2193 rBV 790940 1327427 44.99% 11.009%
12 17.659 2387 2395 2407 rBV 374711 589559 19.98% 4 _.890%
13 20.245 2829 2835 2843 rBV 2200186 2950276 100.00% 24.469%
14 21.984 3124 3131 3144 rBV 400558 721227 24 _.45% 5.982%
15 25.456 3711 3722 3738 rBv2 191570 630724 21.38% 5.231%

Sum of corrected areas: 12057316
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028827.D

Aca On : 20 Sep 2017 11:59

Operator : SJ/JU

Sample : PB102430TB

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028827.D
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1500000

1000000

500000 5.86 7.44 7.82

8.62 9.46
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Time--> 4.00 4.50 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 1100 11.50 12.00 1250 1300
Abundance TIC: BG028827.D
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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: BG028827.D
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25.46
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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:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028827.D

Aca On : 20 Sep 2017 11:59

Operator : SJ/JU

Sample : PB102430TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.39 14.53 ng 118793 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 36
3 1.2-Butanediol 90 C4H1002 000584-03-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 25

Abundance Scan 307 (5.391 min): BG028827.D (-300) (-) m/z 43.10 100.00%
43.1
5000
101.1

| 293.1 5.00 5.20 5.40 5.60 5.80
e e e e m/z 59.10 73.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS L L L L L L L L B L
5.00 5.20 5.40 5.60 5.80
m/z 101.10 24 .28Y%
15.0 ‘ 101.0 b
Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R R e e  EEEE
5.00 5.20 5.40 5.60 5.80
5000 101.0 m/z 58.10 17.86%
159.0
29.0 128.0 199.0 2440

mmmwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2296: 1,2-Butanediol
.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.08%

5000
31.0

89.0 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028827.D

Aca On : 20 Sep 2017 11:59

Operator : SJ/JU

Sample : PB102430TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1

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

7.82 100.69 ng 823240 1,4-Dichlorobenzene-d4 8.29
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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 720 (7.818 min): BG028827.D (-710) (-) m/z 132.10 100.00%
132.1
5000 68.1 /\
01 %1 750 750 780 580 820
54.1 . . . . .
S TR ,.-.'.'.|,..7.Ef,1....,...|~.,.]1??.1,1.1.“?.1,....,~'...,.. m/z 68.10 45.72%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 RN RSN SRS R
7.40 7.60 7.80 8.00 8.20
310 70.0 m/z 134.10 33.48%
[ M mo“‘ 86.0 | 106.0116.0 ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 31.82%
69.0
390 o7 89.0 103.0
""I""I""I'"'I'"'I"?gf{"';""l":'l%%Q{%""I""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132.0 7.40 7.60 7.80 8.00 8.20
69.0 m/z 69.10 21.14%
104.0
5000
31.0 51.0 75“'0 |
‘ I H l !
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
Data File : BG028827.D

Acq On : 20 Sep 2017 11:59

Operator : SJ/JU

Sample : PB102430TB

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.39 14.5 ng 118793 1 8.29 163518 20.0
unknown? .82 7.82 100.7 ng 823240 1 8.29 163518 20.0
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