LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077206.D

Acq On : 6 Feb 2015 17:27

Operator : TP/1Z

Sample - G1238-01

Misc :

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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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

1.001 9 10 30 rvB3 83895 193178 13.41% 2.080%
1.298 35 36 41 rVvv 94658 164384 11.41% 1.770%
rvB 757819 1440480 100.00% 15.512%
2.635 148 153 159 rBV 304751 647355 44 .94% 6.971%
3.687 243 245 255 rBV 22749 65095 4._.52% 0.701%
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4.658 328 330 344 rBV 130143 324257 22.51% 3.492%
7.059 537 540 544 rBV 75855 157972 10.97% 1.701%
7.127 544 546 556 rVB 379506 720414 50.01% 7.758%
7.642 589 591 600 rBvV 96313 170072 11.81% 1.831%
7.962 616 619 627 rBvV 409770 667564 46.34% 7.189%
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11 8.945 702 705 719 rVB 284309 515845 35.81% 5.555%
12 10.556 843 846 851 rBV 139042 232576 16.15% 2.505%
13 13.208 1074 1078 1081 rBV 704778 1058046 73.45% 11.394%
14 14.671 1203 1206 1212 rBV 155502 259019 17.98% 2.789%
15 16.408 1356 1358 1365 rVB 409823 609840 42.34% 6.567%

16 17.540 1454 1457 1461 rBV 235695 275153 19.10% 2.963%
17 19.791 1651 1654 1656 rVB 810097 1133854 78.71% 12.210%
18 21.049 1760 1764 1769 rBV 265931 367410 25.51% 3.957%
19 22.695 1905 1908 1913 rVB 164160 258193 17.92% 2.780%
20 23.312 1957 1962 1964 rBV4 8397 25381 1.76% 0.273%

Sum of corrected areas: 9286088
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077206.D

Acq On : 6 Feb 2015 17:27

Operator : TP/1Z

Sample : G1238-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77206.D
800000 1.37

600000

7.96
400000 7.13

2.64 8.94

200000

1.00 1. 7.64
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Time--> 1.00 150 200 250 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BFO77206.D
800000

13.21

600000

16.41
400000

17.54

200000
10.56 14.67

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance TIC: BFO77206.D
800000 1d.79

600000
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21.05
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Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077206.D

Acq On : 6 Feb 2015 17:27

Operator : TP/1Z

Sample : G1238-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 5 unknown3.69 Concentration Rank 7

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

3.69 7.65 ng 65095 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
2 Acetone 58 C3H60 000067-64-1 9
3 2-Nonanone 142 C9H180 000821-55-6 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 Hexane, 4-ethyl-2,2-dimethyl- 142 C10H22 052896-99-8 9

Abundance Scan 245 (3.687 min): BFO77206.D (-243) (-) m/z 43.00 100.00%
43
59
5000
101 USRI SRR U
| 84 | 3.40 3.60 3.80 4.00
SRRSO I SSESSSESSUS | SBHBESSSBMSSDMSASS.. 0. SMSSMSMSMSES MM m/z 59.10 74.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I L
59 340 360 3.80 4.00
m/z 58.00 20.43%
15 31 101
| 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
340 360 380 4.00
5000 m/z 101.00 20.30%
58
15 27 4
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19134: 2-Nonanone e Emmanil R D
43 3.40 3.60 3.80 4.00
m/z 41.00 12.06%
5000
58 -
84
"'P'”I'”'I”'Ml*”I'MMP"WM'”IJ“'P"W"%?”" USRI SR U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077206.D

Acq On : 6 Feb 2015 17:27

Operator : TP/1Z

Sample : G1238-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 6 unknown7.13 Concentration Rank 2

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

7.13 84.72 ng 720414 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 546 (7.127 min): BF077206.D (-544) (-) m/z 132.00 100.00%
5000 68
0,5 || B g % a0 6.80 7.00 7.20 7.40
! m/z 68.10 38.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U L L L
6.80 7.00 7.20 7.40
0
3638 iT 78 m/z 134.00 32.29%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.00 29.64%
33 44 97 105

70 78
51 60 86 115
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole R Eae e ARy

132 6.80 7.00 7.20 7.40

m/z 69.10 16.74%
5000
104
51 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115

T e e e e e e R EARRN R m

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077206.D

Acq On : 6 Feb 2015 17:27

Operator : TP/1Z

Sample - G1238-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .69 3.69 7.7 ng 65095 1 7.64 170072 20.0
unknown7 .13 7.13 84.7 ng 720414 1 7.64 170072 20.0
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