LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033364.D

Aca On : 27 Mar 2018 16:27

Operator : SJ/JU

Sample : PB107684BL

Misc :

ALS Vial : 4 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-BG031918.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

5.773 418 423 430 rBvV 33263 57370 1.33% 0.305%
6.284 503 510 528 rBV 660576 1311930 30.50% 6.980%
rBv 672618 1475175 34.30% 7.849%
8.376 857 866 895 rBvV 648844 1392725 32.38% 7.410%
8.869 941 950 960 rBV 99362 231866 5.39% 1.234%
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9.198 995 1006 1020 rBV 507093 1035218 24.07% 5.508%
10.068 1146 1154 1172 rBV 364974 860828 20.01% 4 _580%
11.748 1431 1440 1455 rBV 151837 345126 8.02% 1.836%
14.110 1835 1842 1861 rBV 1324194 2238723 52.05% 11.912%
15.485 2068 2076 2089 rBV2 320547 564649 13.13% 3.004%
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11 16.954 2318 2326 2350 rBV 1214615 2129960 49.52% 11.333%
12 18.211 2533 2540 2560 rBV2 487463 849610 19.75% 4.521%
13 20.732 2963 2969 2981 rBV 3054156 4301178 100.00% 22.885%
14 22.559 3273 3280 3293 rBV2 526383 1017670 23.66% 5.415%
15 26.331 3909 3922 3936 rBvV 273981 982519 22.84% 5.228%

Sum of corrected areas: 18794547
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033364.D

Aca On - 27 Mar 2018 16:27

Operator : SJ/JU

Sample : PB107684BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033364.D
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Abundance TIC: BG033364.D
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Abundance TIC: BG033364.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033364.D

Aca On : 27 Mar 2018 16:27

Operator : SJ/JU

Sample : PB107684BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.77 4.95 ng 57370 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 Acetone 58 C3H60 000067-64-1 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetamide 59 C2H5NO 000060-35-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 423 (5.773 min): BG033364.D (-418) (-) m/z 43.00 100.00%
43
59
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101 v shepiterd Mgt o
| 83 540 5.60 5.80 6.00 6.20
S MNSSSNSMSSS T FSRRRNTIS | NS /e S m/z 59.00 67.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA IS L L
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 24 .42%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 580 6.00 6.20
5000 m/z 58.10 16.84%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #257: Guanidine
43 59 540 5.60 5.80 6.00 6.20
m/z 41.00 8.47%
5000
28
0'”I”'W'”'P'JT”'W“”'P'”I”'W'”'P'”I”'W'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033364.D

Aca On : 27 Mar 2018 16:27

Operator : SJ/JU

Sample : PB107684BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.38 120.13 ng 1392730 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 867 (8.381 min): BG033364.D (-857) (-) m/z 132.00 100.00%
132
5000 68 /\\\-
20 54 % 800 820 840 8.60 8.80
o e lye 1% 20 | o ge 00 48.55%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRR NRASE RARSS LA RS
8.00 8.20 8.40 8.60 8.80
70 m/z 66.00 34.06%

31 60
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m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132 K

8.00 8.20 8.40 8.60 8.80

104

5000 m/z 134.00 32.24%
51 77
39 65 o1 115
oLty il e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EEE
132 800 820 840 860 880

m/z 69.00 20.59%

5000
33 44 o 105 ‘
60 ‘
0 ‘ M \\‘\86 115 |
....,....,....,....,....,.. e o I

m/z--> 40 60 80 100 120 140 160 180 200 220 8.00 820 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
Data File : BG033364.D

Acq On : 27 Mar 2018 16:27

Operator : SJ/JU

Sample : PB107684BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 5.77 5.0 ng 57370 1 8.87 231866 20.0
unknown8 .38 8.38 120.1 ng 1392730 1 8.87 231866 20.0
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