LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084281.D

Aca On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

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: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.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 2.178 6 8 14 rVB 93375 134273 1.72% 0.211%
2 5.070 258 261 269 rBVY 1296570 2032564 25.96% 3.192%
3 5.481 294 297 300 rBVY 5658806 6228703 79.56% 9.782%
4 6.510 384 387 389 rBVY 6194347 6218757 79.43% 9.766%
5 6.636 395 398 401 rBY 6030685 6120117 78.17% 9.611%

6.864 416 418 421 rBV 1945319 1602642 20.47% 2.517%
7.024 429 432 434 rVB 5877198 5167618 66.01% 8.115%
7.436 465 468 470 rBV 4029420 4721429 60.31% 7.415%
8.156 528 531 533 rBV 2029414 2164060 27.64% 3.399%
9.230 622 625 627 rBVY 7780102 7507873 95.90% 11.791%

=
QO ~NO®

11 9.905 681 684 686 rBY 2731063 2431285 31.05% 3.818%
12 10.693 750 753 755 rBV 4891741 4698711 60.02% 7.379%
13 11.391 811 814 816 rBV 2607032 2507106 32.02% 3.937%
14 12.979 950 953 955 rBV 7619861 7829112 100.00% 12.295%
15 14.019 1042 1044 1047 rBV 2439892 2208278 28.21% 3.468%

16 15.448 1166 1169 1172 rBV 1376450 1717720 21.94% 2.698%
17 16.111 1223 1227 1240 rVB2 95037 386568 4.94% 0.607%

Sum of corrected areas: 63676816
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084281.D

Aca On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084281.D
7000000
6000000 5.48
5000000
4000000 i

3000000

2000000 6.86
5.07

1000000

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084281.D

7000000
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5000000 1069
4000000
3000000 9.90 11.39

2000000

1000000

1 1 R .,

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084281.D

7000000
6000000
5000000
4000000
3000000

14.02

2000000
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16.11

R e B I LB i i O D L

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084281.D

Aca On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 25.37 ng 2032560 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 261 (5.070 min): BF084281.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
s "Tiho 500 550 540
83 : : : :
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 59.26%
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 59 480 500 520 540
m/z 101.10 20.30%
15 31 101
0 ‘ 1 N 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
43
- 480 500 520 540
5000 m/z 58.10 15.98%
29 101
o 15 73 83
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 L R
59 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084281.D

Aca On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2 unknown6.64 Concentration Rank 1

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

6.64 76.38 ng 6120120 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 398 (6.636 min): BF084281.D (-395) (-) m/z 132.00 100.00%
5000 68
‘ 75 % 104 640 6.60 6.80 7.00
o..,....,....,...!,".'.‘.‘7," Shdl o 87 L A8 L m/z 68.10 47.28%
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 R R I L R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.62%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.40 6.60 6.80 7.00
5000 m/z 66.10 31.15%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine AR I E
132 6.40 6.60 6.80 7.00
m/z 69.10 20.64%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B L e man s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084281.D

Aca On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.11 4.50 ng 386568 Perylene-di12 15.45
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-dimethyv... 360 C26H20N2 004733-39-5 43
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
Abundance Scan 1227 (16.111 min): BF084281.D (-1223) (-) ; m/z 360.20 100.00%
360
5000 192
179
R RS
77 254 15.80 16.00 16.20 16.40
51 101 127 \ 228 281
I ¥ il ~,I w202 50 b S b Tm/z 152.10 51.27%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 152 15.80 16.00 16,20 16.40
47 77 179 m/z 361.15 28.15%
ol s d BT .‘lw,zlozl 228 294 |
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.80 16.00 16,20 16.40
5000 m/z 179.05 27 .78%
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- A
360 15.80 16.00 16.20 16.40
m/z 359.20 24 .08%
5000
28 51 78 109129 151 }?0 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084281.D

Acq On : 6 Jan 2016 11:15

Operator : SJ/UM

Sample : PB87639BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
2-Pentanone, 4-hy... 5.07 25.4 ng 2032560 1 6.86 1602640 20.0
unknown6 .64 6.64 76.4 ng 6120120 1 6.86 1602640 20.0
Dibenzylidene 4,4_.. 16.11 4.5 ng 386568 6 15.45 1717720 20.0
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