LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090278.D

Aca On : 28 Sep 2016 14:13

Operator : UM/SJ

Sample : PB93644BL

Misc :

ALS Vial : 7 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-BF092016.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
1 1.644 4 5 49 rVB 1535986 4050055 100.00% 13.314%
2 4 _.558 257 260 272 rBV 335233 589124 14.55% 1.937%
3 5.039 299 302 304 rBVY 2404356 2700250 66.67% 8.877%
4 6.136 395 398 400 rBVY 2483335 2752127 67 .95% 9.047%
5 6.239 405 407 410 rvVv 2430737 2700143 66.67% 8.876%

6.479 425 428 430 rBvV 435946 626488 15.47% 2.060%
6.627 439 441 444 rBV 2130240 2194803 54.19% 7.215%
7.050 475 478 480 rBV 1797914 1907618 47.10% 6.271%
7.759 538 540 543 rBV 810696 832849 20.56% 2.738%
8.845 632 635 637 rBV 3441276 3754258 92.70% 12.342%

=
QO ~NO®

11 9.496 690 692 695 rBvV 973943 968913 23.92% 3.185%
12 10.285 758 761 764 rBV 1862580 1902611 46.98% 6.255%
13 10.971 818 821 823 rBV 856992 939617 23.20% 3.089%
14 12.559 957 960 962 rBV 2181038 3167822 78.22% 10.414%
15 13.576 1046 1049 1055 rBV 728761 704629 17.40% 2.316%

16 14.902 1162 1165 1167 rBV 419776 627927 15.50% 2.064%

Sum of corrected areas: 30419234
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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:\HPCHEM1I\BNA F\DATA\BF092816\

BF090278.D

28 Sep 2016 14:13

UM/SsJ

PB93644BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1.64

1500000

1000000

500000

TIC: BF090278.D

5.04

4.56

T4

L

6.63

6.48

7.05

-

0
Time-->

4.00

T
4.50 5.00

5.50

6.00

6.50

7.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

7.76

TIC: BF090278.D

10.28

9.50
10.97

12.56

Time-->

9.00 9.50

10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

A

0

TIC: BF090278.D

14.90

Time-->

14.00 14.50

15.00 15.50 16.00 16.50 17.00

17.50

18.00

18.50

19.00

8270-BF092016.

M Thu Sep 29 17:21:33 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090278.D

Aca On : 28 Sep 2016 14:13

Operator : UM/SJ

Sample - PB93644BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 18.81 ng 589124 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 260 (4.558 min): BF090278.D (-257) (-) m/z 43.05 100.00%
43
59
5000
101 DU S
420 4.40 4.60 4.80
| || N 51 i | | 8|3 | 0
G R N R RN AR AN AR RRARA RARAN EARN LAASN SARS RSN EARRY m/z 59.10 63.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL L
420 4.40 4.60 4.80
59 m/z 101.10 24.12%
27 ‘ g3 o, 101
0 "v"'l“'“ﬂ'?ﬁuw‘“?}"w"q?v"'|'“'?}'”|t"'v"'|“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 16.98%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R .
59 420 440 460 4.80
31 m/z 41.10 9.04%
5000 41 /K
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l"”%Q?"P"'I”"I"”I"'W A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090278.D

Aca On : 28 Sep 2016 14:13

Operator : UM/SJ

Sample - PB93644BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknowné6.24 Concentration Rank 2

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

6.24 86.20 ng 2700140 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 407 (6.239 min): BF090278.D (-405) (-) m/z 132.10 100.00%
5000 68
96 ISR LR LR A
40 54 || - | 06 6.00 6.20 6.40 6.60
Y SN IO MROPY | AN . - R | NN m/z 68.05 44.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 RSN RS A R
6.00 6.20 6.40 6.60
2 51 m/z 134.10 32 .55%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 6.00 620 6.40 6.60
5000 m/z 66.05 27 .03%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e ERRmE mam i
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.23%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN 1 G A E—
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF092016.-M Thu Sep 29 17:21:35 2016

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092816\
Data File : BF090278.D

Acq On : 28 Sep 2016 14:13

Operator : UM/SJ

Sample : PB93644BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.56 18.8 ng 589124 1 6.48 626488 20.0
unknown6 .24 6.24 86.2 ng 2700140 1 6.48 626488 20.0
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