LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084256.D

Aca On : 5 Jan 2016 00:51

Operator : UM/SJ

Sample : PB87631TB

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF123115.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 heiaht area % max. total

2.224 10 12 19 rvB 114820 162812 2.04% 0.244%
3.904 156 159 162 rVB 82701 111258 1.40% 0.167%
rBvV 1783584 2302111 28.92% 3.450%
5.504 296 299 302 rBV 5250658 7613072 95.62% 11.409%
6.533 386 389 391 rBV 7092743 7745815 97.29% 11.608%
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6.659 397 400 403 rBV 7237554 6965492 87.49% 10.438%
6.887 417 420 422 rBV 2191047 1807069 22.70% 2.708%
7.047 431 434 436 rVB 5945100 5953883 74.78% 8.922%
7.447 466 469 472 rBV 3544371 4920062 61.80% 7.373%
8.179 530 533 535 rvB 1799969 2355652 29.59% 3.530%

=
QO ~NO®

11 9.253 623 627 629 rBV 7566746 7961588 100.00% 11.931%
12 9.928 683 686 689 rBV 2426651 2494986 31.34% 3.739%
13 10.716 752 755 758 rBV 4292876 4763479 59.83% 7.138%
14 11.414 814 816 818 rBV 2761173 2328553 29.25% 3.489%
15 13.002 952 0955 957 rBV 6666846 6137215 77.09% 9.197%

16 14.054 1044 1047 1049 rBV 1183046 1637937 20.57% 2.455%
17 15.483 1169 1172 1175 rBV 936278 1469351 18.46% 2.202%

Sum of corrected areas: 66730335
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010416\

BF084256.D

5 Jan 2016 00:51

UM/SsJ

PB87631TB

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084256.D

Aca On : 5 Jan 2016 00:51

Operator : UM/SJ

Sample : PB87631TB

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
5.09 25.48 ng 2302110 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 263 (5.093 min): BF084256.D (-261) (-) m/z 43.10 100.00%
43
59
5000
101 480 5.00 520 540
el e | AT w7y BS.10 . 57.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.10 17.11%
15 4 101
'"W'Thﬂh"*I”"?i"“'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 m/z 58.10 15.41%
a1 101
15 27 71 83
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- T
59 480 5.00 5.20 5.40
m/z 41.10 9.67%
5000 41
ZT
87
"}?I""I' "'ﬁq'l"'??""l""l' R S S S AN RS LR RS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

8270-BF123115.M Tue Jan 05 18:29:30 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084256.D

Aca On : 5 Jan 2016 00:51

Operator : UM/SJ

Sample : PB87631TB

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.66 Concentration Rank 1

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

6.66 77.09 ng 6965490 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 400 (6.659 min): BF084256.D (-397) (-) m/z 132.00 100.00%
5000 68
0 s s P "k 5o 6k 7ho
e SRl i S e b el M/Z 68.10  46.17%
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 A
5000 U I IR UL L
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.00 34 .19%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 30.94%
33 44 97 105
51 60 7078 g 115
wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole L R i)
132 6.40 6.60 6.80 7.00
m/z 69.10 19.98%
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 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084256.D

Acq On : 5 Jan 2016 00:51

Operator : UM/SJ

Sample : PB87631TB

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.09 25.5 ng 2302110 1 6.89 1807070 20.0
unknown6 .66 6.66 77.1 ng 6965490 1 6.89 1807070 20.0
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