LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101818\
Data File : BM017208.D

Acq On : 19 Oct 2018 00:21

Operator : MJ/SJ

Sample : PB113966BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 height area % max. total
1 4.840 310 315 323 rBv 149470 203212 2.06% 0.303%
2 5.287 383 391 405 rBV 3661424 5333274 53.96% 7.965%
3 6.851 648 657 670 rBVY 3643861 5618632 56.85% 8.391%
4 7.204 710 717 727 rBV 3698619 5767483 58.36% 8.613%
5 7.669 789 796 807 rVB 1244471 1911040 19.34% 2.854%

7.987 842 850 858 rBvV 2808487 4465574 45.18% 6.669%
8.822 984 992 1004 rBV 2082694 3424188 34.65% 5.114%
10.445 1260 1268 1280 rBVY 1502707 2542807 25.73% 3.797%
12.927 1682 1690 1702 rBV 5543821 8119632 82.16% 12.126%
14.310 1918 1925 1935 rBV2 2192869 3314916 33.54% 4_.951%

=
QO ~NO®

11 15.804 2172 2179 2192 rBV 4068142 5764923 58.33% 8.609%
12 17.062 2386 2393 2403 rBV 2658637 3864703 39.10% 5.772%
13 19.698 2835 2841 2851 rBV 7970471 9883072 100.00% 14.759%
14 21.250 3100 3105 3115 rBV 2946792 3697784 37.42% 5.522%
15 23.462 3475 3481 3490 rVB2 1692686 3049953 30.86% 4 _555%

Sum of corrected areas: 66961193
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101818\
Data File : BM017208.D

Acq On : 19 Oct 2018 00:21

Operator : MJ/SJ

Sample : PB113966BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance :
8000000 TIC: BM017208.D
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Abundance TIC: BM017208.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101818\
Data File : BM017208.D

Acq On : 19 Oct 2018 00:21

Operator : MJ/SJ

Sample : PB113966BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.84 2.13 ng 203212 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 315 (4.840 min): BM017208.D (-310) (-) m/z 43.00 100.00%
43
59
5000
T ko ak0 5ho sk
83 : : : :
0....,....',':..-!l,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.10 58.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR R UL U
4.60 4.80 5.00 5.20
59 m/z 101.10 21.30%
2\7\ Il H 70 83 i
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 m/z 58.00 14.21%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R e e RARRa R
59 4.60 4.80 5.00 5.20

m/z 40.95 9.80%

5000 41

73 126 142

0""I""‘N""l‘i'"'I'"'I'"'I""I""I""I""I""

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101818\
Data File : BM017208.D

Acq On : 19 Oct 2018 00:21

Operator : MJ/SJ

Sample : PB113966BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 60.36 ng 5767480 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 716 (7.198 min): BM017208.D (-710) (-) m/z 132.00 100.00%
32
5000 68
40 %6 6.80 7.00 7.20 7.40 7.60
54 . . . : :
o g8 L yesnr | 207 7y 68.10  42.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRRANNRARSRARAS RARSE RN
6.80 7.00 7.20 7.40 7.60
3 m/z 134.00 32.28%
1
0I"LN\lﬂhl'l”j?'”'l""ﬁ'"I"”I""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 27 .36%
33 aa . 105
o 60 '~ g0 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE P e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 18.04%
5000
92
65
0 27 39 5\-} A 7\\7 | il 117 “
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101818\
Data File : BM017208.D

Acq On : 19 Oct 2018 00:21

Operator : MJ/SJ

Sample : PB113966BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 2.1 ng 203212 1 7.67 1911040 20.0
unknown?7 .20 7.20 60.4 ng 5767480 1 7.67 1911040 20.0
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