LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator =: SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 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-BF020116.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 4.110 175 177 183 rBvV 44253 72008 1.48% 0.182%
2 4.830 236 240 247 rVB 1049006 1831719 37.66% 4.625%
3 5.276 276 279 281 rBV 3409447 4863347 100.00% 12.279%
4 5.676 312 314 317 rBV 59009 59761 1.23% 0.151%
5 6.327 368 371 374 rBVY 3797145 4216843 86.71% 10.646%
6 6.442 378 381 384 rBVY 4056392 4362613 89.70% 11.014%
7 6.670 399 401 403 rBV 946361 822939 16.92% 2.078%
8 6.830 412 415 417 rBV 4058688 3542768 72.85% 8.944%
9 7.242 448 451 454 rBVY 2410354 2830841 58.21% 7.147%
10 7.367 457 462 468 rVB 66530 95089 1.96% 0.240%

11 7.962 512 514 516 rBV 1287276 1122978 23.09% 2.835%
12 9.036 606 608 611 rBV 3546227 4767571 98.03% 12.037%
13 9.436 641 643 646 rBvV 743690 670083 13.78% 1.692%
14 9.711 664 667 669 rBV 1299595 1103853 22.70% 2.787%
15 10.156 705 706 708 rvB 106705 75975 1.56% 0.192%

16 10.499 733 736 738 rBV 2872563 2680499 55.12% 6.767%
17 10.625 745 747 754 rVB 114284 140652 2.89% 0.355%

18 11.071 785 786 792 rVB 62772 94635 1.95% 0.239%
19 11.185 794 796 800 rVvB 890991 931449 19.15% 2.352%
20 12.397 900 902 904 rBV 75364 70426 1.45% 0.178%

21 12.625 918 922 923 rBV 55511 100204 2.06% 0.253%
22 12.774 933 935 938 rvB 2879822 2925961 60.16% 7.387%
23 13.688 1012 1015 1021 rVB 99662 162932 3.35% 0.411%
24 13.814 1024 1026 1028 rVVv 758835 820338 16.87% 2.071%
25 15.185 1144 1146 1149 rBV 533098 784103 16.12% 1.980%

26 18.454 1422 1432 1442 rBV3 64899 459012 9.44% 1.159%

Sum of corrected areas: 39608599
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084847.D
4000000 6.38144 6/83
5.28
3000000
7.24
2000000
4.83
1000000 6.67
4.11 5.68 7.37
0 T I e e e o e B e I I B e e e o L LA B m S s B AT
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: BF084847.D
4000000
9.04
3000000 10.50 12.77
2000000
r.96 9.71
1000000 11.18
9.44
13.6
Y| U WY SR .0 o G W . |
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: BF084847.D
4000000
3000000
2000000
1000000i3 g1
15.19
A 18.45
O L S s e e o e L e L S ML S
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\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4
R.T. EstConc Area Relative to ISTD R.T.
483 4452109 1831720  1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 240 (4.830 min): BF084847.D (-236) (-) m/z 43.05 100.00%

43
59
5000
101

440 460 480 500 520

83 |
o Y| N YN . m/z 59.10 61.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LN AL BN L L L L L L LB
440 4.60 4.80 5.00 5.20
m/z 101.10 21.28%
3‘1 83 o3 101
o} SN AP | A AU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
e
57 4.40 460 4.80 500 520
5000 m/z 58.10 15.00%
29 101
o 2 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 R RREE . -
59 440 460 480 500 520

m/z 41.05 8.76%

5000 41
68
0 || s0, 126 142 A

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.44 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.44 106.03 ng 4362610 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 381 (6.442 min): BF084847.D (-378) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 % 104 620 640 6.60 6.80
o..,....,....,...:,“.'.‘.‘?," Sh. '|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 47.07%
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 IRRBE USSR RN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.13%
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
620 640 6.60 6.80
5000 m/z 66.10 30.28%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14006: 5-Aminoindole R s

132 6.20 6.40 6.60 6.80
m/z 69.10 19.76%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 2

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

9.04 86.38 ng 4767570 Acenaphthene-d10 9.71
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 93
3 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 50
4 4-Amino-6-hvdroxv-2-mercapto-5-n... 172 C4H4N402S 001672-48-6 43
5 5-Hydroxy-2-phenylpyrimidine 172 C10H8N20 066739-85-3 43

Abundance Scan 608 (9.036 min): BF084847.D (-606) (-) m/z 172.05 100.00%
112

5000

8.80 9.00 9.20 9.40

63 75 85

39 51 99107 120 133 146

01 m/z 171.10 36.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37560: 1,1'-Biphenyl, 2-fluoro-
172
5000 LI B L L L L L L LN L LB

8.80 9.00 9.20 9.40
m/z 170.10 24 .43%

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

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance

172

8.80 9.00 9.20 9.40
5000 m/z 173.10 13.95%

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 #37405: 4-Pyrimidinol, 5-phenyl- T
172 8.80 9.00 9.20 9.40
m/z 85.00 8.16%
5000
89 144
63
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.62 3.02 ng 140652 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 747 (10.625 min): BF084847.D (-745) (-) m/z 57.10 100.00%
4357
5000
" 1040 1060 1080 1160
(o} m/z 43.10 78.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 RN BRI BULN UL B
85 mmmmmmnm
29 m/z 71.10 56.69%
Lo e e
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
HRRRA SURILN SO AR BN
71 10.40 10.60 10.80 11.00
5000 o m/z 85.10 36.37%
29
o 99113127141155169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane e T
57 10.40 10.60 10.80 11.00
43 m/z 41.10 33.14%
71
5000 85
29 9%
o \ ‘ | ‘ 113127141155169183 212
m/z--> 25 4b eb 85 160 120 150 160 180 200 220 240 2éo 2éo 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 6 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.03 ng 94635 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 786 (11.071 min): BF084847.D (-785) (-) m/z 57.10 100.00%
57
43
5000
6o 192 10,80 11.00 11.20 1140
0 m/z 43.05 66 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 57
5000 n L B B I B
a5 10.80 11.00 11.20 11.40
29 m/z 71.10 50.19%
0 | M L, 99113127141155169183197 226
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 240
Abundance
57
43 AR AU BN BN B
71 10.80 11.00 11.20 11.40
5000 g5 m/z 85.10 32.78%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane B AR REEEEE LR o B
57 10.80 11.00 11.20 11.40
43 71 m/z 41.10 27 .57%
85
5000
29 7P 113
Oﬁwdkw | 112127 141155 169 183 197 211 m
m/z--> 20 40 60 éo 160 150 110 1éo 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 8 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

1369 3.97ng 162032  Chrysene-d12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

2 1-Tricosene 322 C23H46 018835-32-0 91
3 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 91
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1015 (13.688 min): BF084847.D (-1012) (-) m/z 57.10 100.00%
g7
83
5000 4
HBSR DUASR PR N SN
29 151167 203 223239 275 13.40 13.60 13.80 14.00
Ol el 291 m/z 55.10 91.83%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 SR DA R N SN
13.40 13.60 13.80 14.00
m/z 43.10 81.65%
139155 182 210

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57 g3
R I e e
M 13.40 13.60 13.80 14.00
5000 m/z 83.05 77.08%
111
139 169 106 224 252 204 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127053: 2- Chloropropionic acid, pentadecy! ester T T
7 83 13.40 13.60 13.80 14.00

-

m/z 97.10 68 .59%

5000

-

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084847.D

Aca On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 9 Rubicene- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.45 11.71 ng 459012 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Rubicene- 326 C26H14 000197-61-5 93
2 Benzene. 1.3-bis(4-phenvl-1.3-bu... 326 C26H14 037902-13-9 90
3 Acenaphtholl.2-i1l1fluoranthene 326 C26H14 000193-21-5 70
4 2-(4-BiphenvlivDimidazol2.1-blbe... 326 C21H14N2S 038956-29-5 52
5 Bis(pentamethylcyclopentadienyl)... 326 C20H30Fe 012126-50-0 47
Abundance Scan 1432 (18.454 min): BF084847.D (-1422) (-) m/z 326.10 100.00%
326
5000 J/V\
i I8 1540 1860 1880
298 376 : : : :
o5 82 . 12414p | 184203222 249 216 °° Ll 3% | “nm/z 327.05  27.23%
m/z--> 50 100 150 200 250 300 350
Abundance #131025: Rubicene-
326
5000 UL UL BRI BN S
mmmmmmmm
163 m/z 324.05 22.40%
ol 39 74 108 136 ‘H 182200 222 248 272 298
m/z--> §0 160 150 260 2%0 360 3%0
Abundance
326
" 1820 18.40 18.60 18.80
5000 m/z 163.00 20.79%
0 63 98 122 163 198 222 248 272 2% //Vﬁ“wxv\r///ﬂ\\VJAAVJ«\\/N
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #131026: Acenaphtho[1,2-j]fluoranthene R B B S
326 18.20 18.40 18.60 18.80
m/z 162.10 19.20%
- M
163
ol27 50 74 108 136 | 198 222 246 272 298
m/z--> 5'0 1(')0 150 200 250 3c')o 3&1,0 18. 20 18. 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020416\
Data File : BF084847.D

Acq On : 4 Feb 2016 23:56

Operator : SJ/1Z

Sample : H1320-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.83 44.5 ng 1831720 1 6.67 822939 20.0
unknown6 .44 6.44 106.0 ng 4362610 1 6.67 822939 20.0
1,1"-Biphenyl, 2-__. 9.04 86.4 ng 4767570 3 9.71 1103850 20.0
Eicosane 10.62 3.0 ng 140652 4 11.19 931449 20.0
Hexadecane 11.07 2.0 ng 94635 4 11.19 931449 20.0
Trichloroacetic a... 13.69 4.0 ng 162932 5 13.81 820338 20.0
Rubicene- 18.45 11.7 ng 459012 6 15.20 784103 20.0
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