LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77563.D

Aca On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial : 20 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 rBY 5833835 6928032 100.00% 30.523%
2 1.835 79 83 92 rvB 50721 110636 1.60% 0.487%
3 5.013 359 361 368 rVB 179801 212981 3.07% 0.938%
4 5.527 404 406 409 rBV 1382510 1387021 20.02% 6.111%
5 6.796 514 517 519 rBVY 1612341 1388129 20.04% 6.116%

6.944 528 530 533 rVvB 1623996 1470233 21.22% 6.478%
7.230 553 555 558 rBvV 426379 484414 6.99% 2.134%
1194871 1224223 17.67% 5.394%
7.927 613 616 618 rBVY 1026677 899171 12.98% 3.962%
8.808 691 693 696 rBvV 596808 633591 9.15% 2.791%
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11 10.156 809 811 814 rBV 1477549 1662613 24.00% 7.325%
12 10.991 881 884 886 rBV 640846 657649 9.49% 2.897%
13 11.962 967 969 972 rBV 798612 865225 12.49% 3.812%
14 12.831 1042 1045 1047 rBV 743318 710121 10.25% 3.129%
15 14.831 1217 1220 1222 rBV 1506990 1949790 28.14% 8.590%

16 16.111 1330 1332 1335 rBV 781744 864508 12.48% 3.809%
17 17.814 1478 1481 1484 rBV 577976 897245 12.95% 3.953%
18 19.426 1616 1622 1635 rVB 74879 351848 5.08% 1.550%

Sum of corrected areas: 22697430
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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\BF030315\

BFO77563.D

4 Mar 2015 00:30

TP/1Z

PB81951BL

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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\BF030315\
Data File : BF077563.D

Aca On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
Quant Title : 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.

1.41 286.04 ng 6928030 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 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 46 (1.413 min): BFO77563.D (-43) (-) m/z 73.10 100.00%
73
43
5000
89
55 1.00 1.20 1.40 1.60 1.80
O g L L8 e m/z 43.10 56.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 SRS RN
1.00 1.20 1.40 1.60 1.80
a1 89 m/z 89.10 32.52%
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 1.80
5000 m/z 41.05 11.37%
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 e e
30 78 1.00 1.20 1.40 1.60 1.80
m/z 45.10 8.99%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
miz--> 10 20 30 40 50 60 70 8 9 | | 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077563.D

Aca On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 8.79 ng 212981 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 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 361 (5.013 min): BF077563.D (-359) (-) m/z 43.10 100.00%
43
59
5000
1 460 480 5.00 520 5.40
83 - : : : :
0 ...,....I,':..':|,....,'....~,|....,....,....,....,....,?0.7.. m/z 59.10 54.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SN SRR R L
4.60 4.80 500 5.20 5.40
m/z 101.10 18.27%
31 g3 101
L L s I W S B N WA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 5.00 520 5.40
5000 41 m/z 58.10 14 .84%
29
87
15 70 98
G L S S S B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B AR,
59 4.60 4.80 500 5.20 5.40
m/z 41.10 8.97%
5000 41
o Il s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BF077563.D

Aca On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
Quant Title : 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 4 unknown6.94 Concentration Rank 2

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

6.94 60.70 ng 1470230 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 530 (6.944 min): BF077563.D (-528) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTT T T T T T T T T T
40 _ s | 75 104 6.60 6.80 7.00 7.20
0 ..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':.,.f.‘?.,...|.,.':..,.1.1:‘3.,...., b m/z 68.10  40.22%
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 N
5000 IS SRS S AR
6.60 6.80 7.00 7.20
78 m/z 134.00 33.24%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 |
5000 67 m/z 66.10 25.36%
41 97
53 117
79
ol 34 60 89 | 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole i am e
132 6.60 6.80 7.00 7.20
m/z 69.10 15.99%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF077563.D

Aca On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
Quant Title : 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 6 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.43 7.84 ng 351848 Perylene-di12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 1.10-Phenanthroline. 2.9-dimethv... 360 C26H20N2 004733-39-5 47
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43
Abundance Scan 1622 (19.426 min): BF077563.D (-1616) (-) ; m/z 360.20 100.00%
360
5000 152
179
51 77 103 127 s0p 228 224 281 19.20 19.40 19.60 19.80
SRS Y iR NP oMY S G m/z 152.05 46.89%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 LR SULILN SULN SN B
152 19.20 19.40 19.60 19.80
47 77 179 m/z 361.20 29.41%
ol lpn d BN h\,zloz, 282t
m/z--> 50 100 150 200 250 300 350
Abundance
360
10120 19.40 19.60 19.80
5000 m/z 179.05 28.20%
207
332
NECHE 67 o3 123 153 80 o 257 285 314
m/z--> " s0 100 150 200 250 300 350
Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- et e o
360 19.20 19.40 19.60 19.80
m/z 359.20 24 _.81%
5000
158 180
0 44 71 96115 138 .|| 214 240258 283 316 342
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030315\
Data File : BFO77563.D

Acq On : 4 Mar 2015 00:30

Operator : TP/1Z

Sample : PB81951BL

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : 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... 1.41 286.0 ng 6928030 1 7.24 484414 20.0
2-Pentanone, 4-hy... 5.01 8.8 ng 212981 1 7.24 484414 20.0
unknown6 .94 6.94 60.7 ng 1470230 1 7.24 484414 20.0
Dibenzylidene 4,4_.. 19.43 7.8 ng 351848 6 17.82 897245 20.0
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