LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038945.D

Aca On : 5 Jan 2019 1:02

Operator : JU/SJ

Sample : PB116172BL

Misc :

ALS Vial : 18 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-BG121218 .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

5.130 341 347 357 rVB2 22774 39095 1.66% 0.401%
5.600 421 427 442 rBvY 423898 699609 29.68% 7.170%
rBv 436205 773387 32.81% 7.926%
7.574 756 763 776 rBV 414300 747470 31.71% 7.661%
8.044 835 843 851 rVvB 74282 124772 5.29% 1.279%

abrwNPE
\l
N
o
©
()]
(0]
©
\l
(@]
=
\l
=
N

8.367 890 898 908 rvB 319901 562389 23.86% 5.764%
9.225 1036 1044 1054 rBvV 250836 463164 19.65% 4.747%
10.864 1316 1323 1331 rBV 88811 167337 7.10% 1.715%
13.302 1731 1738 1749 rBVY 729762 1200433 50.92% 12.303%
14.683 1966 1973 1984 rBV2 161964 267850 11.36% 2.745%

=
QO ~NO®

11 16.175 2220 2227 2247 rBV 663685 1111581 47.15% 11.392%
12 17.433 2434 2441 2458 rBV 251754 394751 16.74% 4.046%
13 20.036 2878 2884 2895 rBV 1749535 2357459 100.00% 24.161%
14 21.710 3163 3169 3180 rBV 247181 440035 18.67% 4_.510%
15 25.006 3719 3730 3745 rBvV 131847 407916 17.30% 4.181%

Sum of corrected areas: 9757248
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG010419\
Data File : BG038945.D

Aca On 5 Jan 2019 1:02

Operator : JU/SJ

Sample : PB116172BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038945.D
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Abundance TIC: BG038945.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038945.D

Aca On : 5 Jan 2019 1:02

Operator : JU/SJ

Sample : PB116172BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

5.13 6.27 ng 39095 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 347 (5.130 min): BG038945.D (-341) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I AN R L I
| 83.9 | 4.80 500 5.20 5.40
ot e e m/z 59.00 58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR
59.0 480 500 520 540
m/z 101.00 18.22%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 540
5000 m/z 58.00 15.64%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 500 5.20 5.40
m/z 41.00 8.51%
5000 41.0
31.0
69.0 870
15.0 M 11| svop||| ‘ 98.0
L U SR I SIS UL RIS S SULI S WAL IS NARAN SR U AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038945.D

Aca On : 5 Jan 2019 1:02

Operator : JU/SJ

Sample : PB116172BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.57 Concentration Rank 1

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

7.57 119.81 ng 747470 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 762 (7.568 min): BG038945.D (-756) (-) m/z 131.90 100.00%
131.9
96.0 S TR S
400 540 7.20 7.40 7.60 7.80 8.00
ottt il ggo | agee | 600 39000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 SRRRRR RSN RNRAE RARRS
7.20 7.40 7.60 7.80 8.00
310 70.0 m/z 133.90 31.26%
. o e 860 | 1160
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69,0 - 750 740 7ko 70 800
5000 ' m/z 66.00 31.09%
31.0 51.0
OIIIII""‘l‘l'l"IH"'l"''I""7'bl(?"'l'"'I""I""I""I ""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A B R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.03%
5000
69.0
390 o ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘” |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| e WL TSR 5 SIS
m/z--> 30 80 90 100 110 120 130 140 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\BG010419\
Data File : BG038945.D

Acq On : 5 Jan 2019 1:02

Operator : JU/SJ

Sample : PB116172BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.13 6.3 ng 39095 1 8.04 124772 20.0
unknown? .57 7.57 119.8 ng 747470 1 8.04 124772 20.0
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