LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG060917\

Data File : BG027353.D

Acq On 9 Jun 2017 18:48 Instrument :
Operator : SJ/MA BNA_G

Sample - 13526-03 ClientSampleld :
Misc : BU-01-060717
ALS Vial : 6 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:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 5.705 336 343 354 rvVB 264319 444021 9.69% 1.988%
2 6.145 410 418 427 rBvY 988344 1699578 37.09% 7.609%
3 7.691 673 681 697 rBY 919614 1712109 37.37% 7.665%
4 8.090 741 749 758 rBV 1017383 1857548 40.54% 8.316%
5 8.554 821 828 837 rBv 151607 286160 6.25% 1.281%

8.883 875 884 894 rVB 668195 1238776 27.04% 5.546%
9.718 1015 1026 1036 rBV 604272 1158483 25.28% 5.187%
11.375 1300 1308 1315 rBV 251236 471836 10.30% 2.112%
13.760 1706 1714 1722 rBV 1835259 2951968 64.43% 13.216%
15.135 1940 1948 1956 rBV2 401288 684075 14.93% 3.063%

=
QO ~NO®

11 16.616 2193 2200 2219 rBV 1544053 2521229 55.03% 11.288%
12 17.885 2409 2416 2427 rBV 547255 892236 19.47% 3.995%
13 20.464 2848 2855 2862 rBV 3344219 4581808 100.00% 20.513%
14 22.268 3155 3162 3173 rVB 508184 947528 20.68% 4.242%
15 25.952 3778 3789 3803 rBV3 261948 888437 19.39% 3.978%

Sum of corrected areas: 22335792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027353.D

Acq On : 9 Jun 2017 18:48

Operator : SJ/MA

Sample - 13526-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027353.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027353.D

Acq On : 9 Jun 2017 18:48

Operator : SJ/MA

Sample - 13526-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.70 31.03 ng 444021 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 342 (5.699 min): BG027353.D (-336) (-) m/z 43.00 100.00%
a3
59
5000
ot 540 560 580 600
0...,....,....,....',':...‘?.1.-!'1,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.00 61.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S LN R A
59 540 560 580 6.00
m/z 101.00 18.13%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 560 580 600
5000 m/z 57.95 17.92%
a1 101
o 15 31 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R AR R
59 5.40 5.60 5.80 6.00
m/z 41.00 8.74%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027353.D

Acq On : 9 Jun 2017 18:48

Operator : SJ/MA

Sample - 13526-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.09 Concentration Rank 1

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

8.09 129.83 ng 1857550 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 749 (8.090 min): BG027353.D (-741) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 % 780 8.00 820 8.40
54 103 - : : :
0..,....,....,...:I'!.‘.W:," .6?:.'.|,....,..5.‘.7,...~.,.':..,.1.1.5.,....,'...,.. m/z 68.00 50.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L I UL
7.80 8.00 8.20 8.40
3 78 m/z 134.00 32.59%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
780 800 820 8.40
5000 m/z 66.00 31.63%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L e

132 7.80 8.00 8.20 8.40
m/z 69.00 19.49%
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33 44 g7 105

ae e | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027353.D

Acq On 9 Jun 2017 18:48

Operator : SJ/MA

Sample - 13526-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 31.0 ng 444021 1 8.55 286160 20.0
unknown8 .09 8.09 129.8 ng 1857550 1 8.55 286160 20.0
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