LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG062117\

Data File : BG027591.D

Acq On : 22 Jun 2017 11:40 Instrument :
Operator : SJ/JU BNA_G

Sample - 13799-05 ClientSampleld :
Misc : SB-04-14.5-15.0
ALS Vial : 32 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-BG062117 .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

5.641 292 298 311 rBV 93805 153643 7.33% 1.569%
6.087 367 374 387 rVB 419025 705280 33.67% 7.200%
rBv 417820 773249 36.91% 7.894%
8.038 698 706 714 rBV 413997 734704 35.07% 7.501%
8.502 779 785 797 rVB2 76084 139663 6.67% 1.426%

abrwWNPEF
\l
(o2}
D
N
(9}
W
o
(9}
W
©
(o))
a0
=

8.831 833 841 850 rVvB 275784 494077 23.59% 5.044%
9.665 975 983 993 rBV 237679 448334 21.40% 4._.577%
11.322 1258 1265 1273 rVB 107661 205086 9.79% 2.094%
13.714 1663 1672 1680 rBVY 668066 1053551 50.29% 10.756%
14.518 1803 1809 1817 rBV 81106 121476 5.80% 1.240%
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11 15.088 1898 1906 1915 rvB2 181932 299862 14.31% 3.061%
12 16.569 2151 2158 2167 rBV 636178 1011374 48.28% 10.325%
13 17.838 2367 2374 2381 rBvV2 285157 458566 21.89% 4.682%
14 18.672 2512 2516 2527 rBV2 19758 34056 1.63% 0.348%
15 20.412 2806 2812 2821 rBV 1608883 2094802 100.00% 21.387%

16 21.757 3036 3041 3049 rBV5 16642 34929 1.67% 0.357%
17 22.204 3109 3117 3124 rVB 283758 525398 25.08% 5.364%
18 25.840 3723 3736 3749 rVvB2 161108 506909 24.20% 5.175%

Sum of corrected areas: 9794959
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG062117\

BG027591.D

22 Jun 2017 11:40

SJ/JuU

13799-05

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027591.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027591.D

Acq On : 22 Jun 2017 11:40

Operator : SJ/JU

Sample : 13799-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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.

5.64 22.00 ng 153643 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 298 (5.641 min): BG027591.D (-292) (-) m/z 43.00 100.00%
43
59
5000
as 540 560 580 6.00
o...,....,....,....l,':...??.-rl,...‘??....,?.3..,....-,|....,....,....,....,...., m/z 59.00 61.33%
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 59 540 560 580 6.00
m/z 101.00 19.22%
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 6.00
5000 M m/z 58.00 17.70%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43 540 5.60 5.80 6.00
m/z 41.00 9.62%
5000
101
15 31 % 60 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY LS SRS IR LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027591.D

Acq On : 22 Jun 2017 11:40

Operator : SJ/JU

Sample : 13799-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 105.21 ng 734704 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 706 (8.038 min): BG027591.D (-698) (-) m/z 132.00 100.00%
32
5000 68
% 780 8.00 8.20 840
104 . . .
o..,....,....,...!ll!.‘.‘? " 61",..':-.,.?‘?.,..Iu,.'!..,....,...., - m/z 68.00 50.11%
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 S s R A LA
7.80 8.00 8.20 8.40
2 78 m/z 66.00 33.62%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
780 8.00 8.20 840
5000 97 m/z 134.00 33.26%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- e B R R
132 7.80 8.00 8.20 8.40
m/z 69.00 22.27%
5000
63
Lo o om 2 @B 7 e o, |
R B R e B o e SRR RRRES B B Rmams B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027591.D

Acq On : 22 Jun 2017 11:40

Operator : SJ/JU

Sample : 13799-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 22.0 ng 153643 1 8.51 139663 20.0
unknown8.04 8.04 105.2 ng 734704 1 8.51 139663 20.0
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