LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026013.D

Acq On : 1 Mar 2017 1:43

Operator : SJ/MA

Sample : PB97225BL

Misc :

ALS Vial : 16 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-BG021717 .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 5.172 306 312 322 rBY 556309 841027 11.23% 2.139%
2 5.648 384 393 402 rBV 1757511 2761453 36.86% 7.022%
3 7.234 654 663 673 rBVY 1716977 2903746 38.76% 7.384%
4 7.610 719 727 736 rBV 1690688 2858249 38.15% 7.268%
5 8.080 799 807 815 rBV 361753 625774 8.35% 1.591%

8.403 854 862 871 rvB 1172388 2047978 27.34% 5.208%
9.232 993 1003 1015 rBV 952172 1687762 22.53% 4.292%
10.877 1272 1283 1291 rBV 572862 1001290 13.37% 2.546%
2959936 4461241 59.55% 11.345%
14.678 1923 1930 1938 rVB2 962309 1549842 20.69% 3.941%
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11 16.159 2174 2182 2190 rBV 2471807 3934115 52.52% 10.004%
12 17.410 2387 2395 2404 rBV 1461371 2207254 29.46% 5.613%
13 20.007 2830 2837 2844 rBV 5331214 7491383 100.00% 19.050%
14 21.652 3110 3117 3129 rBV 1511864 2484051 33.16% 6.317%
15 24.854 3651 3662 3676 rVB2 853321 2469178 32.96% 6.279%

Sum of corrected areas: 39324343
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG022817\

BG026013.D

1 Mar 2017 1:43

SJ/MA

PB97225BL

16 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA_G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NIST11.L
LSCINT.P
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TIC: BG026013.D
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TIC: BG026013.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026013.D

Acq On : 1 Mar 2017 1:43

Operator : SJ/MA

Sample : PB97225BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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.

5.17 26.88 ng 841027 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36
3 3-Octanol 130 C8H180 000589-98-0 36
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 312 (5.172 min): BG026013.D (-306) (-) m/z 43.10 100.00%
a3 5o
5000
101 S B W —
4.80 5.00 5.20 5.40 5.60
83
..,....,....,....-,':...?.1.'.'~.|,~...‘??....,.'...,....-,....,....,....,.... m/z 59.10 78.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I I R I
4.80 5.00 520 5.40 5.60
m/z 101.10 22.76%
31 101
'WH'W'Wﬁh“ﬁ““w'”w'“'w”'f%'ﬁa'$“'w'“w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540 560
5000 m/z 58.10 21.14%
a1 101
15 31 51 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol T
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.20%
5000 29 41 83
101
"I"'W""I""P"'?}"W"'§?""P"'?4"'I“"}%?"I"}?g"' AR RN AN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026013.D

Acq On : 1 Mar 2017 1:43

Operator : SJ/MA

Sample : PB97225BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 unknown7.61 Concentration Rank 1

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

7.61 91.35 ng 2858250 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 727 (7.610 min): BG026013.D (-719) (-) m/z 132.10 100.00%
132
5000 68
05 l] T e T8 e 250 7 Tho 780 8bo
e A e e b e e m/z 68.10 39.99%
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 SRR AR AR RRREN
7.20 7.40 7.60 7.80 8.00
78 m/z 134.10 32.36%
1, | 1
> 1 % % b m B o 8 % 0 110 130 1 1%
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 26.19%
41 97
53 2 117
34 60 89 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LSS LA BN LN N
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 15.27%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026013.D

Acq On : 1 Mar 2017 1:43

Operator : SJ/MA

Sample : PB97225BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 26.9 ng 841027 1 8.08 625774 20.0
unknown7 .61 7.61 91.3 ng 2858250 1 8.08 625774 20.0
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