LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.413 43 46 49 rVB 5921806 7031257 100.00% 28.927%
2 1.710 70 72 80 rBv 223001 353587 5.03% 1.455%
3 1.835 80 83 102 rVB 405956 901238 12.82% 3.708%
4 5.013 359 361 367 rVB 248973 314208 4_47% 1.293%
5 5.527 403 406 409 rBV 1390083 1468728 20.89% 6.042%

6.796 515 517 520 rBV 1640741 1472582 20.94% 6.058%
6.945 528 530 533 rBV 1521367 1555614 22.12% 6.400%
7.242 553 556 558 rBvV 365083 416837 5.93% 1.715%
7.425 569 572 574 rBV 1295142 1136781 16.17% 4.677%
7.928 613 616 618 rBvV 945638 820093 11.66% 3.374%

=
QO ~NO®

11 8.808 691 693 696 rBvV 403614 544053 7.74% 2.238%
12 10.168 809 812 814 rBV 1269201 1720948 24.48% 7.080%
13 10.991 882 884 886 rBvV 674539 650333 9.25% 2.675%
14 11.962 967 969 972 rBv2 803421 1030853 14.66% 4.241%
15 12.831 1042 1045 1047 rBvV 734914 678713 9.65% 2.792%

16 14.831 1217 1220 1222 rBV 1945034 2085318 29.66% 8.579%
17 16.123 1331 1333 1336 rBvV 616041 875983 12.46% 3.604%

18 17.906 1486 1489 1492 rBV 655995 867056 12.33% 3.567%
19 19.803 1650 1655 1668 rvVB2 69521 383112 5.45% 1.576%

Sum of corrected areas: 24307294
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF030315\
Data File : BFO77543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/I1Z

Sample : PB81931BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77543.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.41 337.36 ng 7031260 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 46 (1.413 min): BFO77543.D (-43) (-) m/z 73.10 100.00%
73
43
5000
89
55 1.00 1.20 1.40 1.60 1.80
O b L 68 080 m/z 43.10 55.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
78
5000 43 NARSNARRRARAS RARES R
1.00 1.20 1.40 1.60 1.80
a1 89 m/z 89.10 33.34%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32 SR S SRR
58 89 1.00 1.20 1.40 1.60 1.80
5000 18 m/z 41.05 11 .54%
27 53 72
e S L S SR L LIS S SIS FUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- T e
43 1.00 1.20 1.40 1.60 1.80
33 m/z 45.10 9.05%
5000
27
59 74
0 ”I""I"'“""H'P"I”wnu""l'l”l'"'I""I [T T T
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.01 15.08 ng 314208 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 361 (5.013 min): BF077543.D (-359) (-) m/z 43.05 100.00%
a3
59
5000
101 SRR SN SRR R L
51| 83 | 4.60 4.80 5.00 5.20 5.40
S M m/z 59.10 54.21%
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 SRR SN SRS R L
59 4.60 4.80 5.00 520 5.40
m/z 101.10 17.39%
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
460 480 500 520 540
5000 41 m/z 58.10 15.98%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B .
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.62%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

8270-BF021915.M Wed Mar 04 12:32:28 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 5 unknown6.94 Concentration Rank 2

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

6.94 74.64 ng 1555610 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 530 (6.945 min): BF077543.D (-528) (-) m/z 132.00 100.00%
132
5000 68
40 96 '6.60 6.80 7.00 7.20
54 78 | 106 6.60 6.80 7.00 7.20
01 i m/z 68.10 43.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 I SR U
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.57%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20
5000 m/z 66.10 27 .61%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB L e e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 17 .54%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN WY SR
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077543.D

Aca On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 7 Dibenzylidene 4,4"-biphenyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.80 8.84 ng 383112 Perylene-di12 17.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 46
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
Abundance Scan 1655 (19.803 min): BF077543.D (-1650) (-) ; m/z 360.20 100.00%
360
5000 152
179
e
77 103 127 202 228 2 281 19.40 19.60 19.80 20.00 20.20
0 ....%{HJ.tﬂu.ﬁl'H..nﬂ'"..ﬂ: h.:u.,.. A m/z 152.05 49_41%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 152 19.40 19.60 19.80 20.00 20.20
47 77 179 m/z 179.10 29.66%
ol s d BT .‘l\ 2002828
m/z--> 50 100 150 200 250 300 350
Abundance
360
19.40 19.60 19.80 20.00 20.20
5000 m/z 361.20 28.52%
207
332
oL15 39 67 93 123 153 B0 o 257 285 g1
m/z--> " 50 100 150 200 250 300 350
Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- R e
360 19.40 19.60 19.80 20.00 20.20
m/z 359.20 24 .50%
5000
28 51 78 109129 151 }?0 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030315\
Data File : BF077543.D

Acq On : 3 Mar 2015 14:03

Operator : TP/1Z

Sample : PB81931BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.41 337.4 ng 7031260 1 7.24 416837 20.0
2-Pentanone, 4-hy... 5.01 15.1 ng 314208 1 7.24 416837 20.0
unknown6 .94 6.94 74.6 ng 1555610 1 7.24 416837 20.0
Dibenzylidene 4,4_... 19.80 8.8 ng 383112 6 17.91 867056 20.0
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