LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 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-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 heiaht area % max. total
1 1.344 37 40 42 rBY 2728056 3468999 100.00% 19.171%
2 1.458 46 50 54 rvB 25112 54600 1.57% 0.302%
3 1.790 78 79 86 rBv 30270 49894 1.44% 0.276%
4 4.933 352 354 362 rVB 166558 221827 6.39% 1.226%
5 5.459 397 400 402 rBV 976974 1302373 37.54% 7.197%

6.727 509 511 514 rBV 941001 1291868 37.24% 7.139%
6.876 522 524 527 rBV 1433661 1375266 39.64% 7.600%
7.173 547 550 552 rVvB 265089 321107 9.26% 1.775%
1248670 1134038 32.69% 6.267%
7.859 608 610 613 rBvV 880266 800111 23.06% 4.422%
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11 8.739 685 687 690 rBvV 354019 438349 12.64% 2.423%
12 10.088 803 805 808 rBV 2006493 1810753 52.20% 10.007%
13 10.911 875 877 880 rvB 557880 536852 15.48% 2.967%
14 11.894 960 963 965 rBV 973474 1063262 30.65% 5.876%
15 12.751 1036 1038 1040 rBV 644319 590643 17.03% 3.264%

16 14.751 1210 1213 1215 rBV 1810408 2218386 63.95% 12.260%
17 16.031 1322 1325 1327 rBV 520182 600765 17.32% 3.320%

18 17.734 1471 1474 1477 rBV 486321 584117 16.84% 3.228%
19 19.094 1585 1593 1601 rBV 53381 231656 6.68% 1.280%

Sum of corrected areas: 18094866
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl.34 Concentration Rank 1

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

1.34 216.07 ng 3469000 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 40 (1.344 min): BFO77703.D (-37) (-) m/z 73.10 100.00%
73
5000 43
89
. - 100 120 140 160
o) SEESEEEESESEI 7/ 11 S S EESAB S PSS m/z 43.05 47.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 ANSEBESSABE SRR S
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 31.32%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43 ANSEBE SR A SRR
55 1.00 1.20 1.40 1.60
5000 m/z 41.10 9.20%
29
0 s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl- N E A Emman
7B 1.00 1.20 1.40 1.60
m/z 45.10 7.27%
5000
41
% wl
G S S UL UL UL I I SIS SRS S ANSEBESUEBESUAE SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4

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

4.93 13.82 ng 221827 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 354 (4.933 min): BFO77703.D (-352) (-) m/z 43.10 100.00%
43
59
5000
s k0 4k sho 520
83 : : - :
0...,....,....,....','::..‘?.1.!.|,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 56.73%
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 59 4.60 480 500 520
m/z 101.10 19.99%
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 16.83%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A e R
43 4.60 4.80 5.00 5.20
m/z 41.10 8.53%
5000
101
15 31 % 60 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY ISR SERE URE RAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.88 Concentration Rank 2

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

6.88 85.66 ng 1375270 1,4-Dichlorobenzene-d4 7.17
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 524 (6.876 min): BFO77703.D (-522) (-) m/z 132.00 100.00%
32
5000 68
5 — e
40 _ s | 75 104 6.60 6.80 7.00 7.20
o R 1 ??...' S/ M S N m/z 68.10 41.83%
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
5000 L L LU I IR
6.60 6.80 7.00 7.20
2 78 m/z 134.00 32.48%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 6.80 7.00 7.20
5000 m/z 66.10 26 .40%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13680: 4-Chloro-2-fluoro-pyrimidine T Wit e ERama

132 6.60 6.80 7.00 7.20
m/z 69.10 16.96%

97
5000
70
31 52

o) AN NI VM S IPUMBEA S AN -GMMMTIND [| B, SRNRRMENES ¥ U B

m/z--> 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\BF031115\
Data File : BFO77703.D

Aca On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample : PB82075BL

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.09 7.93 ng 231656 Perylene-di12 17.73
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 46
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 43
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 38
Abundance Scan 1593 (19.094 min): BF077703.D (-1585) (-) ; m/z 360.20 100.00%
360
5000 152
179
e
51 77 103 127 i oog 254 g1 18.80 19.00 19.20 19.40
o/ ,'..'-.-.,....'|..'. L i w— m/z 152.10 49.92%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 LN UL SULULN SULLLN B
152 18.80 19.00 19.20 19.40
47 77 179 m/z 179.10 29.97%
ol lpn d BN h\,zloz, 282t
m/z--> 50 100 150 200 250 300 350
Abundance
360
18.80 19.00 19.20 19.40
5000 m/z 361.20 27 .39%
207
332
NECHE 67 o3 123 153 10 o 257 285 a4
m/z--> " 50 100 150 200 250 300 350
Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- R
360 18.80 19.00 19.20 19.40
m/z 359.20 24 .15%
5000
158 180
0 44 71 96115 138 .|| 214 240258 283 316 342
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031115\
Data File : BFO77703.D

Acq On : 11 Mar 2015 23:50

Operator : TP/1Z

Sample - PB82075BL

Misc W

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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]
unknownl .34 1.34 216.1 ng 3469000 1 7.17 321107 20.0
2-Pentanone, 4-hy... 4.93 13.8 ng 221827 1 7.17 321107 20.0
unknown6 .88 6.88 85.7 ng 1375270 1 7.17 321107 20.0
Dibenzylidene 4,4_.. 19.09 7.9 ng 231656 6 17.73 584117 20.0
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