LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096571.D

Acq On 7 Jul 2017 20:52

Operator : SJ/MA

Sample : PB100474BL

Misc :

ALS Vial : 9 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 4.893 472 477 487 rBVY 350931 484664 15.94% 1.891%
2 5.310 543 548 552 rBV 2767510 3040914 100.00% 11.863%
3 6.334 717 722 725 rBV 2730028 2959660 97.33% 11.546%
4 6.463 740 744 748 rBV 2805093 2895277 95.21% 11.295%
5 6.693 780 783 787 rBV 754751 609711 20.05% 2.379%

6.851 806 810 813 rBV 2477773 2220823 73.03% 8.664%
7.257 873 879 882 rBV 1789032 1907787 62.74% 7.443%
7.975 997 1001 1005 rBV 978052 845726 27.81% 3.299%
9.051 1179 1184 1188 rBV 2718200 3039993 99.97% 11.860%
9.628 1278 1282 1294 rVB3 14330 32917 1.08% 0.128%

=
QO ~NO®

11 9.728 1294 1299 1302 rBV 949034 886572 29.15% 3.459%
12 10.133 1363 1368 1377 rVB 38344 56522 1.86% 0.221%
13 10.510 1427 1432 1436 rBV 1560037 1695880 55.77% 6.616%
14 11.204 1546 1550 1554 rBV 969393 833364 27.41% 3.251%
15 12.792 1815 1820 1823 rBV 2651981 2691040 88.49% 10.498%

16 13.833 1992 1997 2000 rBV 816317 760165 25.00% 2.966%
17 15.227 2229 2234 2240 rBV 443648 570534 18.76% 2.226%

18 15.280 2240 2243 2249 rVB2 23445 30606 1.01% 0.119%

19 16.145 2386 2390 2397 rVB6 23341 37797 1.24% 0.147%

20 16.692 2478 2483 2491 rVB6 14944 32855 1.08% 0.128%
Sum of corrected areas: 25632807
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096571.D

Acq On 7 Jul 2017 20:52

Operator : SJ/MA

Sample : PB100474BL

Misc :

ALS Vial : 9 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

Abundance TIC: BF096571.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096571.D

Acq On 7 Jul 2017 20:52

Operator : SJ/MA

Sample : PB100474BL

Misc :

ALS Vial : 9 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.

4.89 15.90 ng 484664 1,4-Dichlorobenzene-d4 6.69
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 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 477 (4.893 min): BF096571.D (-472) (-) m/z 42.95 100.00%
a3
5000 %9
101 PSSR SSRRE SRR
4.60 4.80 5.00 5.20
e Sl S8 w/z 59.10  51.50%
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 .52%
15 31 101
\ 25 7 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 #8344: 3-Hexanol, 4-methyl- A R e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.36%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096571.D

Acq On 7 Jul 2017 20:52

Operator : SJ/MA

Sample : PB100474BL

Misc :

ALS Vial : 9 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 unknown6.46 Concentration Rank 1

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

6.46 94 .97 ng 2895280 1,4-Dichlorobenzene-d4 6.69
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 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 743 (6.457 min): BF096571.D (-740) (-) m/z 132.00 100.00%
32
5000 68
40 54 | 6 620 640 660 680
75 104 . . . .
..,....,....,...:,".'.‘.‘?.,!!..?%:.-.',..'..,..?‘.7,....,.-:..,.1.1.5.,...., b | m/z 68.10  41.30%
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 3
5000 U A RN I
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 31.63%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 6.80
5000 67 m/z 66.00 26.78%
41 97
53 2 117
34 60 89 105 124
wmwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R L B A
132 6.20 6.40 6.60 6.80
m/z 69.10 15.83%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096571.D

Acq On 7 Jul 2017 20:52

Operator : SJ/MA

Sample : PB100474BL

Misc :

ALS Vial : 9 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... 4.89 15.9 ng 484664 1 6.69 609711 20.0
unknown6 .46 6.46 95.0 ng 2895280 1 6.69 609711 20.0
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