LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096407.D

Acq On : 2 Jul 2017 11:07

Operator : SJ/MA

Sample : PB100306BL

Misc :

ALS Vial : 4 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_F\METHODS\8270-BF070117 .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 4.939 480 485 496 rVB 527830 711836 19.47% 2.241%
2 5.357 550 556 559 rBV 3337363 3378113 92.37% 10.636%
3 6.369 722 728 731 rBV 3109125 3656970 100.00% 11.514%
4 6.504 746 751 754 rBV 3693209 3608060 98.66% 11.360%
5 6.733 786 790 793 rBVY 951832 856767 23.43% 2.698%

6.892 812 817 820 rBV 2854144 2748114 75.15% 8.653%
7.292 879 885 888 rBV 2266729 2303452 62.99% 7.253%
8.016 1002 1008 1011 rBV 1095036 1101978 30.13% 3.470%
9.092 1185 1191 1194 rBV 3480506 3613615 98.81% 11.378%
9.769 1300 1306 1309 rBV 1149711 1186599 32.45% 3.736%

=
QO ~NO®

11 10.551 1433 1439 1443 rBV 1978244 2125513 58.12% 6.692%
12 11.245 1551 1557 1560 rBV 1348911 1162674 31.79% 3.661%
13 12.833 1820 1827 1830 rBV2 3178625 3454151 94.45% 10.876%
14 13.874 1996 2004 2007 rBV 1248072 1120136 30.63% 3.527%
15 15.286 2239 2244 2248 rBV 625215 732450 20.03% 2.306%

Sum of corrected areas: 31760428
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF070217\

BF096407 .D
2 Jul 2017 11:07
SJ/MA
PB100306BL
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096407.D

50
5.36

6.37
6.89

7.29

6.73

4.94

0
Time-->

5.00

5.50

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.02

1000000

500000

TIC: BF096407.D

12.83

10.55

11.24

Or——
Time-->

10.00 10.50 11.00 11.50

12.00 12.50 13.00

9.50 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF096407.D

13.87

15.29

Time-->

14.00

17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50 17.00

8270-BF070117.

M Mon Jul 03 18:38:25 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096407.D

Acq On 2 Jul 2017 11:07

Operator : SJ/MA

Sample : PB100306BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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.

4.94 16.62 ng 711836 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 485 (4.939 min): BF096407.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101 BESSEDENRERI NN
460 4.80 5.00 5.20
e St B39 88 | h/z 59.00  52.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 14 .43%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 14 .05%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-  BEamaa e e
59 460 4.80 5.00 5.20
m/z 41.00 8.29%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096407.D

Acq On 2 Jul 2017 11:07

Operator : SJ/MA

Sample : PB100306BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknown6.50 Concentration Rank 1

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

6.50 84.23 ng 3608060 1,4-Dichlorobenzene-d4 6.73
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF096407.D (-746) (-) m/z 132.00 100.00%
32
5000 68
6 R A e
75 104 6.20 6.40 6.60 6.80
..,....,....,...:I'!.‘.‘?," 54 |.|....,..f.‘?,....,.-:..,.1.1:‘3.,...., - m/z 68.10 41.15%
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 IR LR L S
6.20 6.40 6.60 6.80
78 m/z 134.00 31.90%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.66%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R
132 6.20 6.40 6.60 6.80

m/z 69.10 15.61%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096407.D

Acq On : 2 Jul 2017 11:07

Operator : SJ/MA

Sample : PB100306BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.94 16.6 ng 711836 1 6.73 856767 20.0
unknown6 .50 6.50 84.2 ng 3608060 1 6.73 856767 20.0
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