LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample : PB82148BL

Misc :

ALS Vial : 10 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 1.333 36 39 41 rBV 893135 1031484 38.84% 5.647%
2 1.435 45 48 52 rvB 11806 28118 1.06% 0.154%
3 1.790 77 79 84 rBvV 30171 43849 1.65% 0.240%
4 4.213 279 291 305 rBV3 218137 1374595 51.76% 7.525%
5 4.922 351 353 356 rBV 600926 751859 28.31% 4.116%

5.447 396 399 401 rBV 655900 695850 26.20% 3.809%
5.493 401 403 408 rVB 105730 213283 8.03% 1.168%
5.984 441 446 450 rBvYV 414267 758636 28.57% 4_.153%
508 511 513 rBV 754161 684512 25.78% 3.747%
6.865 521 523 526 rBV 556286 693465 26.11% 3.796%

=
QO ~NO®
(9}
\l
N
\l

11 7.116 542 545 547 rBV 407795 514262 19.37% 2.815%
12 7.162 547 549 551 rVB 261654 244388 9.20% 1.338%
13 7.345 563 565 568 rBvV 848967 750793 28.27% 4_.110%
14 7.848 607 609 612 rBvV 423731 535857 20.18% 2.933%
15 8.419 656 659 661 rBv 243960 325776 12.27% 1.783%

16 8.739 685 687 689 rBvV 346019 328891 12.39% 1.800%
17 10.019 797 799 802 rBV 1273105 1142524 43.02% 6.254%
18 10.088 802 805 807 rVB 1163734 1195554 45.02% 6.545%
19 10.876 872 874 875 rBV 359727 371319 13.98% 2.033%
20 10.911 875 877 879 rvVB 336897 369693 13.92% 2.024%

21 11.882 959 962 965 rBvV 759185 990243 37.29% 5.421%
22 12.739 1035 1037 1040 rBV 579828 785059 29.56% 4.298%
23 14.751 1210 1213 1215 rBV 1868437 2655556 100.00% 14.537%
24 16.054 1324 1327 1330 rBV 811005 884755 33.32% 4.843%
25 17.871 1483 1486 1489 rBV 715204 897036 33.78% 4.911%

Sum of corrected areas: 18267357
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

Abundance TIC: BFO77776.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

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 unknownl.44 Concentration Rank 10

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

1.44 2.30 ng 28118 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 45
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 33
3 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 9
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 9
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 9

Abundance Scan 48 (1.435 min): BFO77776.D (-45) (-) m/z 56.10 100.00%
56
41 84
5000
69 78
51 U RS I R I
| || || 1.20 1.40 1.60 1.80
S A Ly LA AR AN LAt AL AR SRR ALY SRl LA SR AL kel AL A Il kel m/z 84.05 68.28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 1-Pentene, 2-methyl-
56
41
5000 R R I R I
27 69 84 120 1.40 1.60 1.80
m/z 41.10 65.45%
o 15 3137, 51 6165 7377
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 120 140 160 180
5000 m/z 55.10 33.40%
69
27 84
o 1 15 3337 51 | 6165 77
BLALRLLL LAt LALS) AL AR LALAN LA ALY LARE) RALRI LA LA AL MRS RALSI ARA) AL AL AL AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1477 1-Butene, 3,3—dimethy|— TTT T T |rl\l LI LN
41 69 1.20 1.40 1.60 1.80

m/z 69.10 28 .33%

5000
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84
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5357
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I IT
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

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 unknown4.21 Concentration Rank 1

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

4.21 112.49 ng 1374600 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Methvl-4-octanolide 156 C9H1602 039638-67-0 22
2 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 18
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 18
5 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 12

Abundance Scan 291 (4.213 min): BF077776.D (-279) (-) m/z 99.10 100.00%
99
132
5000
3.80 4.00 4.20 4.40 4.60
ol 35“|h -”' 4|“"...,....,..!.-:.%‘."?,....,....,.'...,....,....,.. m/z 132.00  75.20%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27643: cis-3-Methyl-4-octanolide
99
41

5000 | SLILILI INLIL LI N L L LI L B
3.80 4.00 4.20 4.40 4.60
‘ 87 m/z 71.10 29.32%
N O O = T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 99
T B A
3.80 4.00 4.20 4.40 4.60
5000 m/z 68.10 29.00%
71
56
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e R

132 380 4.00 420 4.40 4.60
m/z 134.00 24 .67%

69
104
5000
78
31 55 Sl
0 ‘ R

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 380 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.92 61.53 ng 751859 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 353 (4.922 min): BFO77776.D (-351) (-) m/z 43.10 100.00%
43
59
5000
ot 460 4.80 500 520
83 : : : :
o...,....,....,....','::..?.1.~:.|,...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 53.74%
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 L I I L
59 460 480 500 520
m/z 101.10 19.19%
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
59
460 480 500 520
5000 M m/z 58.10 16 .54%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one L L L L B L L L BN
43 4.60 4.80 5.00 5.20
m/z 41.10 8.29%
5000
55
0 20| | esm 8 98
R I IR IR UL I I IR LR RIS SN LA B SRS BARRY SRR SR LA SRR
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\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

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 unknown6.86 Concentration Rank 7

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

6.86 56.75 ng 693465 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 523 (6.865 min): BF077776.D (-521) (-) m/z 132.00 100.00%
32
5000 68
96 P SARDY RS SRS B
40 47 54 o1 ‘| B o | 103 ‘ 6.60 6.80 7.00 7.20
Ob e s o b e et m/z 68.10 44.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 BN LR L S
6.60 6.80 7.00 7.20
3, 5 78 m/z 134.00 30.75%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 660 680 7.00 7.20
5000 67 m/z 66.10 28.39%
41 97
53 . 117
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A
132 6.60 6.80 7.00 7.20
m/z 69.10 18.37%
117
5000
39 91
51 65
A - R SN - N B PR G | IS
m/z--> 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\BF031715\
Data File : BFO77776.D

Aca On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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

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 10 1,1"-Biphenyl, 2-fluoro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.02 61.81 ng 1142520 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-(2-HvdroxvphenvD)pvrimidine 172 C10H8N20 068535-55-7 42
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
5 5-(4-Hydroxyphenyl)pyrimidine 172 C10H8N20 069491-51-6 37

Abundance Scan 799 (10.019 min): BF077776.D (-797) (-) m/z 172.10 100.00%

172
5000

9.60 9.80 10.00 10.20 10.40
m/z 171.10 34.97%

39 51 63 75 85 g9 109 120 133 146 157

01
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37557: 1,1'-Biphenyl, 2-fluoro-

172

5000 R EEREsmmams s
960 980 100010201040

‘ m/z 170.10 24 .05%

27 39 51 63 75 85 g4 107 120 133 146 157

O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
172
R e s e s ]
9.60 9.80 10.00 10.20 10.40
5000 m/z 173.10 13.42%

28 30 51 63 73 % g4 105 120 133 151

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37415: 4-(2-Hydroxyphenyl)pyrimidine e R EmmmrmaE B
172 9.60 9.80 10.00 10.20 10.40
m/z 85.00 6.74%
5000
0 39 52 63 72 8‘6 104 118 14‘15
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 9.60 980 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031715\
Data File : BFO77776.D

Acq On : 17 Mar 2015 17:21

Operator : TP/1Z

Sample - PB82148BL

Misc :

ALS Vial : 10 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 .44 1.44 2.3 ng 28118 1 7.16 244388 20.0
unknown4 .21 4.21 112.5 ng 1374600 1 7.16 244388 20.0
2-Pentanone, 4-hy... 4.92 61.5 ng 751859 1 7.16 244388 20.0
unknown6 .86 6.86 56.8 ng 693465 1 7.16 244388 20.0
1,1*-Biphenyl, 2-_.. 10.02 61.8 ng 1142520 3 10.91 369693 20.0
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