LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\

Data File : BG027841.D

Acq On = 3 Jul 2017 20:52 Instrument :
Operator : SJ/JU BNA_G

Sample - 13997-03 ClientSampleld :
Misc - MW13-8.5-9-GRAB
ALS Vial : 13 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-BG062817 .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

3.666 8 13 19 rBV 32061 58590 2.54% 0.509%
5.575 333 338 348 rVvB 66232 110448 4._.80% 0.960%
rBv 449655 792146 34 .40% 6.886%
7.597 674 682 698 rBvV 468367 869703 37.76% 7.560%
7.984 740 748 760 rBV 460962 826842 35.90% 7.187%
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8.454 820 828 836 rBV 89689 163031 7.08% 1.417%
8.778 874 883 892 rBV 312308 567320 24.63% 4.932%
9.618 1018 1026 1037 rBV 270249 505893 21.97% 4 _.398%
11.269 1299 1307 1323 rVB 141151 266683 11.58% 2.318%
13.666 1706 1715 1723 rBV 797291 1271472 55.21% 11.052%

=
QO ~NO®

11 14.477 1846 1853 1859 rBvV 147495 238653 10.36% 2.075%
12 15.041 1939 1949 1957 rBV2 241302 400926 17.41% 3.485%
13 16.527 2195 2202 2215 rBV 810212 1264424 54.90% 10.991%
14 16.698 2226 2231 2242 rBV 15019 28519 1.24% 0.248%
15 17.791 2410 2417 2426 rBv2 357175 564882 24.53% 4_.910%

16 20.370 2849 2856 2863 rBV 1718978 2303061 100.00% 20.020%
17 22.138 3150 3157 3172 rVB 338079 646451 28.07% 5.619%
18 25.728 3753 3768 3782 rBVv3 191961 624917 27.13% 5.432%

Sum of corrected areas: 11503961
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027841.D

Acq On > 3 Jul 2017 20:52

Operator : SJ/JU

ﬁ?ggle i 13997-03 MW13-8.5-9-GRAB
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027841.D
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Abundance TIC: BG027841.D
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8270-BG062817.M Wed Jul 05 01:24:35 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70317\

Data File : BG027841.D

Acq On = 3 Jul 2017 20:52

Operator : SJ/JU

ﬁ?ggle i 13997-03 MW13-8.5-9-GRAB
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.58 13.55 ng 110448 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 40
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 339 (5.581 min): BG027841.D (-333) (-) m/z 43.10 100.00%
a3
59
5000
1o 520 540 560 580 6.00
oo s | /7 59,10 65.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RN U L
520 5.40 5.60 5.80 6.00
m/z 101.10 17.23%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580 6.00
5000 m/z 58.10 17.22%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 520 5.40 5.60 5.80 6.00
m/z 41.10 9.91%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70317\

Data File : BG027841.D

Acq On = 3 Jul 2017 20:52

Operator : SJ/JU

ﬁ?ggle i 13997-03 MW13-8.5-9-GRAB
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 3 unknown7.98 Concentration Rank 1

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

7.98 101.43 ng 826842 1,4-Dichlorobenzene-d4 8.45
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 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (7.978 min): BG027841.D (-740) (-) m/z 132.10 100.00%
5000 68
96 T T T
40 _ 54 75 103 7.60 7.80 8.00 8.20 8.40
A5 & 15 m/z 68.10  39.48%
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 A
7.60 7.80 8.00 8.20 8.40
0
3638 iT 78 m/z 134.00 30.98%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 28 .59%
104
66
14 27 37 44 51 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R o e e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.06%
117
5000
29 91
51 g5 ‘
27 105
B AN A OO N N GO |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 760 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70317\

Data File : BG027841.D

Acq On = 3 Jul 2017 20:52

Operator : SJ/JU

ﬁ?ggle i 13997-03 MW13-8.5-9-GRAB
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.58 13.6 ng 110448 1 8.45 163031 20.0
unknown7 .98 7.98 101.4 ng 826842 1 8.45 163031 20.0
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