LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092585.D

Acq On : 27 Jan 2017 19:37

Operator : SJ/MA

Sample : PB96416BL

Misc :

ALS Vial : 27 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-BF012417 .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_533 212 214 222 rVB 48914 63618 1.16% 0.141%
2 5.173 267 270 277 rVB 1346696 1986499 36.08% 4.418%
3 5.596 304 307 310 rBV 3585927 4710229 85.56% 10.475%
4 6.624 394 397 399 rBV 4154652 4588990 83.36% 10.206%
5 6.750 405 408 410 rBV 4535522 4778912 86.81% 10.628%

6.967 425 427 430 rBvV 930549 1003760 18.23% 2.232%
7.127 439 441 444 rBV 3294443 3427112 62.25% 7.622%
7.539 474 477 480 rBV 2611136 2860204 51.96% 6.361%
961349 1340208 24.34% 2.981%
9.356 632 636 638 rBY 3502819 5505120 100.00% 12.243%

=
QO ~NO®

(00]

N

al

©

)]

w

(00]

a1

A

o

)]

fSS

w

=

s9)

<

11 10.030 692 695 697 rBV 1693504 1587158 28.83% 3.530%
12 10.830 761 765 767 rBV 2572680 3171636 57.61% 7.054%
13 11.528 823 826 828 rBV 1319044 1643004 29.85% 3.654%
14 13.116 962 965 967 rBV 4874772 5183784 94.16% 11.529%
15 14.168 1054 1057 1059 rBV 1722284 1682391 30.56% 3.742%

16 15.654 1184 1187 1195 rVB 980481 1431741 26.01% 3.184%

Sum of corrected areas: 44964366
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092585.D

Acq On : 27 Jan 2017 19:37

Operator : SJ/MA

Sample : PB96416BL

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092585.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092585.D

Acq On : 27 Jan 2017 19:37

Operator : SJ/MA

Sample : PB96416BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 39.58 ng 1986500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
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 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 270 (5.173 min): BF092585.D (-267) (-) m/z 43.05 100.00%
43
59
5000
101 RS LR LS SRR
480 5.00 520 5.40 5.60
e 3l S e 88 | 759010 56.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS L S IR
480 5.00 520 5.40 5.60
m/z 101.10 15.64%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 58.10 14 .54%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
59 480 5.00 520 5.40 5.60
m/z 41.05 8.92%
5000 41
31
| LT
N N . Y - S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092585.D

Acq On : 27 Jan 2017 19:37

Operator : SJ/MA

Sample : PB96416BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 2 unknown6.75 Concentration Rank 1

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

6.75 95.22 ng 4778910 1,4-Dichlorobenzene-d4 6.97
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 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 408 (6.750 min): BF092585.D (-405) (-) m/z 132.10 100.00%
132
5000 68
6 rTrTTTTTTT rTTTTTTTTT
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
S — .6?:.'.| ot b el .| M/Z 68.10 40 69%
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 LSRRI RS U SR
6.40 6.60 6.80 7.00
78 m/z 134.10 33.23%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 26.34%
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 A
Abundance #14006: 5-Aminoindole B e R
132 6.40 6.60 6.80 7.00

m/z 69.10 15.82%

5000
104
51 66 77
14 27 37 4491 58 . 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092585.D

Acq On : 27 Jan 2017 19:37

Operator : SJ/MA

Sample : PB96416BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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]
2-Pentanone, 4-hy... 5.17 39.6 ng 1986500 1 6.97 1003760 20.0
unknown6.75 6.75 95.2 ng 4778910 1 6.97 1003760 20.0
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