LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031215\
Data File : BF077728.D

Acq On : 12 Mar 2015 16:03

Operator : TP/1Z

Sample : PB82093BL

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-BF031115.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

1.344 37 40 43 rBV 5647775 6372993 100.00% 33.011%
4.933 352 354 363 rBV 140139 168380 2.64% 0.872%
rBV 1145575 1198002 18.80% 6.205%
6.739 509 512 514 rBV 1309273 1255096 19.69% 6.501%
6.876 522 524 527 rBV 1250973 1250824 19.63% 6.479%
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7.173 547 550 552 rVvB 244828 314950 4.94% 1.631%
7.356 563 566 568 rBV 1116480 1029619 16.16% 5.333%
7.859 608 610 613 rBvV 815133 723602 11.35% 3.748%
8.739 685 687 690 rBvV 351219 422823 6.63% 2.190%
10.088 803 805 808 rBV 1818131 1588036 24.92% 8.226%

=
QO ~NO®

11 10.911 875 877 880 rBvV 533337 509789 8.00% 2.641%
12 11.894 960 963 965 rBV 775444 897516 14.08% 4.649%
13 12.751 1035 1038 1040 rBV 555787 535022 8.40% 2.771%
14 14.740 1210 1212 1215 rBV 1500732 1861527 29.21% 9.642%
15 16.043 1323 1326 1329 rBV 558405 583676 9.16% 3.023%

16 17.848 1481 1484 1492 rBV 379525 593921 9.32% 3.076%

Sum of corrected areas: 19305776
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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\BF031215\

BFO77728.D

12 Mar 2015 16:03

TP/1Z

PB82093BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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\BF031215\
Data File : BFO77728.D

Acq On : 12 Mar 2015 16:03

Operator : TP/1Z

Sample : PB82093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.34 404.70 ng 6372990 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 40 (1.344 min): BFO77728.D (-37) (-) m/z 73.10 100.00%
73
43
5000
89
rTTTTTTTTT T T T T T T
55 1.00 1.20 1.40 1.60
O g L L8 80 m/z 43.05 55.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSRS SSABE SRR S
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 33.43%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.10 11.15%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide B e A
30 78 1.00 1.20 1.40 1.60
m/z 45.10 8.95%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR ANSEBE SR A SRR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031215\
Data File : BFO77728.D

Acq On : 12 Mar 2015 16:03

Operator : TP/1Z

Sample : PB82093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 10.69 ng 168380 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 354 (4.933 min): BFO77728.D (-352) (-) m/z 43.10 100.00%
a3
59
5000
T o ako 500 5ho
83 : : : :
o...,....,....,....','::..?.1.:],....,....,.~...,...:,|....,....,....,....,...., m/z 59.10 54.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR IR I I
59 460 480 500 520
m/z 101.10 20.47%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 M m/z 58.10 15.60%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4106: Acetamide, N-(aminocarbonyl)- A e
43 460 4.80 5.00 5.20
m/z 41.10 9.66%
5000 5o
15 - 70
T ‘\‘ 8 102
S R R S AN ARAR ARARA RARRA RARAN SARAN LALA RALRS RS RARRY ISR ERE URE RAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031215\
Data File : BFO77728.D

Acq On : 12 Mar 2015 16:03

Operator : TP/1Z

Sample : PB82093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 3 unknown6.88 Concentration Rank 2

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

6.88 79.43 ng 1250820 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 524 (6.876 min): BF077728.D (-522) (-) m/z 132.00 100.00%
5000 68
96 R U S U
40 g4 7 &7 5 6.60 6.80 7.00 7.20
o} B R R m/z 68.10 42 .58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R U S R L
6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 31.64%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 660 680 7.00 7.20
5000 gg 116 m/z 66.10 27.32%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B ma e
132 6.60 6.80 7.00 7.20
m/z 69.10 17.12%
117
5000
29 91
7 1R er ey )
0 |‘|||‘||‘N|‘l|||“||‘ﬁ|“i‘:::‘:l‘ : —— —— —— N —
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031215\
Data File : BF077728.D

Acq On : 12 Mar 2015 16:03

Operator : TP/1Z

Sample : PB82093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Propane, 2,2-dime... 1.34 404.7 ng 6372990 1 7.17 314950 20.0
2-Pentanone, 4-hy... 4.93 10.7 ng 168380 1 7.17 314950 20.0
unknown6 .88 6.88 79.4 ng 1250820 1 7.17 314950 20.0
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