LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050916_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 height area % max. total
1 1.735 12 13 52 rVB 2524901 5398484 100.00% 21.636%
2 4.741 273 276 286 rBvY 42242 91290 1.69% 0.366%
3 5.198 314 316 329 rBV 1087471 1432391 26.53% 5.741%
4 6.284 408 411 418 rBV 1150668 1413533 26.18% 5.665%
5 6.387 418 420 433 rVB 1470269 1511675 28.00% 6.059%
6 6.616 437 440 442 rBVY 331623 440253 8.16% 1.764%
7 6.764 451 453 456 rBV 1249449 1123534 20.81% 4.503%
8 7.187 488 490 492 rBV 827652 844184 15.64% 3.383%
9 7.896 550 552 555 rBVY 498927 555344 10.29% 2.226%
10 8.982 644 647 649 rBV 1265471 1375187 25.47% 5.512%
11 9.382 680 682 685 rvB 112852 104805 1.94% 0.420%
12 9.507 692 693 696 rBV 62699 61486 1.14% 0.246%
13 9.587 699 700 703 rBv 49910 65408 1.21% 0.262%
14 9.645 703 705 708 rBVY 565133 543151 10.06% 2.177%
15 10.090 742 744 746 rVB 93300 74317 1.38% 0.298%

16 10.433 772 774 777 rBV 688026 706363 13.08% 2.831%
17 10.559 783 785 789 rVB 87244 101599 1.88% 0.407%
18 10.742 798 801 806 rBvV2 22616 54391 1.01% 0.218%
19 11.119 832 834 839 rBv2 337737 694073 12.86% 2.782%
20 11.199 839 841 843 rVB 120140 111807 2.07% 0.448%

21 11.622 876 878 880 rBvV 57317 82154 1.52% 0.329%
22 11.656 880 881 883 rvv 73153 77069 1.43% 0.309%
23 11.702 883 885 886 rvv 61457 57347 1.06% 0.230%
24 11.736 886 888 893 rvB2 156002 206527 3.83% 0.828%
25 11.919 900 904 908 rBV 53716 98891 1.83% 0.396%
26 12.171 924 926 928 rBV 71594 89121 1.65% 0.357%
27 12.205 928 929 932 rVB3 35586 66456 1.23% 0.266%
28 12.262 932 934 938 rvB2 47661 71573 1.33% 0.287%
29 12.331 938 940 943 rBV 1023532 928721 17.20% 3.722%
30 12.433 947 949 950 rBV 52391 72722 1.35% 0.291%

31 12.559 957 960 962 rBV 804086 915268 16.95% 3.668%
32 12.708 969 973 977 rBV 1193592 1226083 22.71% 4.914%
33 12.776 977 979 982 rVvv3 71497 142409 2.64% 0.571%
34 12.891 985 989 991 rvv 177635 267680 4._.96% 1.073%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.959 991 995 996 rvv 118840 189536 3.51% 0.760%
36 12.994 996 998 1002 rvVv 96448 172617 3.20% 0.692%
37 13.508 1041 1043 1044 rBV 68656 83315 1.54% 0.334%
38 13.748 1061 1064 1069 rBV2 785626 1641452 30.41% 6.579%
39 14.754 1150 1152 1155 rBV 365053 613608 11.37% 2.459%
40 15.062 1177 1179 1182 rBVY 263549 495608 9.18% 1.986%

41 15.119 1182 1184 1191 rVB2 446030 749587 13.89% 3.004%

Sum of corrected areas: 24951019
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF051416\

BF087068.D

15 May 2016 14:30

UM/SsJ

H2968-07 2X

87 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.74 4_.15 ng 91290 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Propylamine 59 C3HON 000107-10-8 9
4 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 276 (4.741 min): BF087068.D (-273) (-) m/z 43.10 100.00%
43
5000 59
| o 101 440 460 480 500
e e et Bl TmZz 59.10  47.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B I I UL L
4.40 4.60 4.80 5.00
59 m/z 58.00 14.14%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 59 m/z 101.10 12.45%
73
101
28 37 51 67 79 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #236:Propy|amine L L L L L LN L N B
30 4.40 4.60 4.80 5.00
m/z 41.05 8.90%
5000
15 | 4 5 5?
mz-> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknown6.39 Concentration Rank 2

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

6.39 68.67 ng 1511680 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BFO87068.D (-418) (-) m/z 132.10 100.00%
132
5000 68 jL
40 96 J RS RARSE AR RALN
54 6.00 6.20 640 6.60 6.80
qrer | Asus g o m/z 68.10  43.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RS ARE RARSE RN B
6.00 6.20 6.40 6.60 6.80
a1 70 m/z 134.00 32.61%
M % | 86 0616
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 6.60 6.80
5000 gg 116 m/z 66.10 30.22%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17 .59%
5000
33 44 o 105 ‘
\I‘T’\&IO\I‘HSI |

m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 Hexadecane Concentration Rank 11

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

9.59 2.41 ng 65408 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 83
3 Tridecane 184 C13H28 000629-50-5 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 78

Abundance Scan 700 (9.587 min): BF087068.D (-699) (-) m/z 57.10 100.00%

g7
5000 71
85

99 113 9.20 9.40 9.60 9.80 10.00

m/z 43.10 92 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

SN

w
o
~

5000 71 NI LI L L L L L L L
a5 9.20 9.40 9.60 9.80 10.00
29 m/z 41.10 48.31%
| L L w 99113127141155169183197 226
T [ T T P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
P e
- 9.20 9.40 9.60 9.80 10.00
5000 m/z 71.10 43.84%
85
29 o
113127141155169 282
wwwﬂwmmwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane
43 57 9.20 9.40 9.60 9.80 10.00
m/z 85.10 31.72%
71
5000
85
29
15 | L)) SousieTaes 1o
e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.09 2.74 ng 74317 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetradecane 198 C14H30 000629-59-4 72
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72

Abundance Scan 744 (10.090 min): BF087068.D (-742) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40
m/z 43.10 77.60%

99 113127141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L L L
85 980 10. 00 10. 20 10 40
29 m/z 71.10 41.76%
| L L w 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
N R e e e
71 9.80 10.00 10.20 10.40
5000 m/z 41.10 39.34%
85
29
15 99113127141155 184
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane A B
43 57 9.80 10.00 10.20 10.40
m/z 85.10 30.37%
71
5000
85
29
| L | %0113127141185160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.93 ng 101599 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetradecane, l-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 785 (10.559 min): BF087068.D (-783) (-) m/z 57.10 100.00%
g7
5000
85
113 169 10.20 10.40 10.60 10.80
b g Mo, A m/z 43.10 84.56Y%
m/z--> 50 100 150 200 250 300 350
Abundance #45544: Tridecane
57
5000 USSR IR
85 10.20 10.40 10.60 10.80
29 ‘ m/z 71.10 49.09%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10,60 10.80
5000 m/z 41.05 42 .51%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R e EEaE L
57 10.20 10.40 10.60 10.80
m/z 85.05 30.75%
5000
85
29 (113 141 169 107 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 8 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.37 ng 82154 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 878 (11.622 min): BF087068.D (-876) (-) m/z 192.10 100.00%

192

5000

165

11.40 11.60 11.80 12.00
m/z 191.10 59.91%

105115 126 139 150

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50627: Phenanthrene, 2-methyl-
192
5000 ||||||||||||||||||||||
11.40 11.60 11.80 12.00
165 m/z 189.10  32.81%
27 30 51 63 82 % q5ig 30152 | 176 ||
L e B o o e e T LA A A e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 193.10 18.99%
165

27 39 50 63 74 86 96 115126 139 152 176

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-

192 11.40 11.60 11.80 12.00

m/z 190.10 17.64%
5000
165
27 39 51 63 73 83 96106115126 139 152 | 176 \\
i e L H e B e o R EaanDbos s e eeRs S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 9 5H-Dibenzo[a,d]cycloheptene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.22 ng 77069 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
Abundance Scan 881 (11.656 min): BF087068.D (-880) (-) m/z 192.10 100.00%
192
5000 q V\
s 55 71 82 96107 126 139150 165 e . 11.40 11.60 11.80 12.00
N S e M i o i AR m/z 191.10 66.42%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene
192
5000 A UL L SR B
11.40 11.60 11.80 12.00
165 m/z 189.10 32.05%
28 39 51 63 83 ° 115156139152 | 176 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11,40 11,60 11.80 12.00
5000 m/z 190.15 17 .14%
96 165
63 &8 115 139150 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl- R
192 11.40 11.60 11.80 12.00
m/z 193.15 16.70%
5000
gy 94 165
27 39 51 63 8 ' 115126 139 152 | 176 ||
miz-> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.74 5.95 ng 206527 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl103S 036155-87-0 52
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 35

Abundance Scan 888 (11.736 min): BF087068.D (-886) (-) m/z 189.10 100.00%
149
5000
94
163 11.40 11.60 11.80 12.00
o 39 50 63 74 g4 110 122 139150 177 n/z 190.10 99 _18%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 AL SUN U IR
o4 11.40 11.60 11.80 12.00
m/z 191.10 30.99%
27 39 50 63 8L | 110122 137 150 163 178 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189
11.40 1160 11.80 12.00
m/z 192.10 26 .72%
5000
94
81 163

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
19

45 0 11.40 11.60 11.80 12.00
146 m/z 187.10 21.66%
5000 82
117
57
s o ||
oLl l s MR WL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 11 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.85 ng 98891 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl1l6H12 006572-60-7 92
2 2-Phenylnaphthalene 204 Cl6H12 035465-71-5 86
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 78
4 1,2,4-Triazolo[2,3-c]thieno[3,2-... 204 C9H8N4S 113246-88-1 49
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 49
Abundance Scan 904 (11.919 min): BF087068.D (-900) (-) m/z 204.10 100.00%
204
5000
A

B e EERE R ES e
101 11.60 11.80 12.00 12.20

m/z 202.10 39.79%

39 51 63 76 89 1143126 139150 164176 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58976: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13,15...
204
5000 LA L L L L LB L B LN |
11.60 11.80 12.00 12.20
101 m/z 203.10 32.04%

l m | Uil

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

ﬂ%ﬂ%mwhmmmmmﬂ

204

%

11.60 11.80 12.00 12.20
5000 m/z 101.10 15.54%

101
28 39 51 63 76 89 | 115126 139150 163 176 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58963: Naphthalene, 2-phenyl- R A aEaL
204 11.60 11.80 12.00 12.20

m/z 205.05 14.20%

L

5000

=

101
27 39 51 63 76 89 101 115126 139 152 165176 102 M\ A

S Ll S N N il o S il | S S S A N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12.00 12.20

8270-BF050916.M Mon May 16 19:22:22 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 12 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.17 2.57 ng 89121 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 94
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
3 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 93
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 93
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90
Abundance Scan 926 (12.171 min): BF087068.D (-924) (-) m/z 206.20 100.00%
6
5000
89 101 180 1200 1290 1240
51 63 76 1 152 165178 11.80 12.00 12.20 12.40
% L3 m/z 191.10  39.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 191 AU BAREE
11/80 12.00 12.20 12.40
g9 101 m/z 205.15 29.38%
27 39 51 63 76 || M 115127139 152 165178 M M
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance
206
1180 12,00 12.20 12.40
5000 m/z 189.10 27.61%
191
27 39 51 63 76 89 102115127139152165173
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206 11.80 12.00 12.20 12.40
m/z 207.15 16.31%
5000 191
15 27 39 51 63 ?F || || 115127139152165178 “ MM
m/z--> 20 40 60 80 100 120 140 160 180 260 220 1180 12.00 12.20 12.40

8270-BF050916.M Mon May 16 19:22:23 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 13 Cyclopenta(def)phenanthrenone Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.26 2.06 ng 71573 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 4(equat)-(but-3-en-1-ynyl)-2(axi... 219 C14H21NO 038423-22-2 47
3 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 43
4 1-Methyl-4-ethyl 2-phenylsuccinate 236 C13H1604 132545-36-9 43
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 43
Abundance Scan 934 (12.262 min): BF087068.D (-932) (-) m/z 204.10 100.00%
2

5000

i

12.00 12.20 12.40 12.60
m/z 176.10  40.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58950: Cyclopenta(def)phenanthrenone
204
\
5000 |||||||||||||||||||
176 12.00 12.20 12.40 12.60
88 m/z 191.10 29.36%

62 > | 102 1p WO

m/z--> 20 40 60 80 100 120 140 160 180 200 220

?

Abundance
204
e
12.00 12.20 12.40 12.60
5000 m/z 206.20 25.87%
176
148 62
57 g3 0 o4 110 124136 | 1 190 219
L A L o L manan
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58605: 6-Cyanophenanthridine T T
204 12.00 12.20 12.40 12.60
m/z 205.10 21.87%
- w
63 76 88 102 151
28 39 50 113 126138 151 164 /' ‘
i b B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. OO 12. 20 12. 40 12 60

8270-BF050916.M Mon May 16 19:22:24 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 15 Fluoranthene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.26 ng 267680 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 989 (12.891 min): BF087068.D (-985) (-) m/z 216.10 100.00%
216
5000 i ! (Q !
43 57 74 9 e 125139 163 189 240254 273 302 12.60 12.80 13.00 13.20
m/z 215.10 80.78%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67036: Fluoranthene, 2-methyl-
[ kA‘UV\\/m
5000
12.60 12.80 13.00 13.20
108 m/z 213.10 21.57%
49 63 77 % | 120139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
1260 12.80 13.00 13.20
5000 m/z 217.10 16.25%
108 189
41 63 80 947 122137 163
mﬁmmﬁwmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67033: 11H-Benzo[a]fluorene B mmma mam e b
216 12.60 12.80 13.00 13.20
m/z 107.80 13.17%
5000
108
49 63 77 9 | 120137 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF050916.M Mon May 16 19:22:25 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 11H-Benzo[b]fluorene

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.96 2.31 ng 189536 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 68
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 59

Abundance Scan 995 (12.959 min): BF087068.D (-991) (-) m/z 216.15 100.00%
216
5000

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

107

41 57 87 123140 163 189

236 253267 283 300

Abundance

5000

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

#67030: 11H-Benzo[b]fluorene
216

107
39 63 81 122139 163 189

Abundance

5000

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

216

108

63 94 137 163 189

Abundance

5000

#67037: Fluoranthene, 2-methyl-
216

108
39 74 94 | 123139 163 1§9

12.60 12.80 13.00 13.20

m/z 215.15 89.74%

12.60 12.80 13.00 13.20

m/z 213.10 22 .52%

12.60 12.80 13.00 13.20

m/z 217.10 16.26%

12.60 12.80 13.00 13.20

m/z 107 .40 13.16%

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

12.60 12.80 13. 00 13. 20

8270-BF050916.M Mon May 16 19:22:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 17 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.10 ng 172617 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 64
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 60
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 55

Abundance Scan 998 (12.994 min): BF087068.D (-996) (-) m/z 216.20 100.00%

216

5000

189

108 12.60 12.80 13.00 13.20 13.40

248264 285303319

126 144 163

(0} m/z 215.10 55.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67022: Pyrene, 2-methyl-
216
5000
12.60 12.80 13.00 13.20 13.40
m/z 232.20 46.76%
39 63 87, | 134 163 T |
T T e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
R e ARERE RS
12.60 12.80 13.00 13.20 13.40
5000 m/z 231.10 23.11%
95 189
14 39 63 111 134 163
Wmmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67031: 11H-Benzo[a]fluorene T
216 12.60 12.80 13.00 13.20 13.40

m/z 217.10 18.34%

5000

107
27 44 63 81 | | 123139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. 00 13 20 13. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087068.D

Acq On : 15 May 2016 14:30

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 87 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.74 4.2 ng 91290 1 6.62 440253 20.0
unknown6 .39 6.39 68.7 ng 1511680 1 6.62 440253 20.0
Hexadecane 9.59 2.4 ng 65408 3 9.64 543151 20.0
Tridecane 10.09 2.7 ng 74317 3 9.64 543151 20.0
Heptacosane 10.56 2.9 ng 101599 4 11.13 694073 20.0
Phenanthrene, 2-m... 11.62 2.4 ng 82154 4 11.13 694073 20.0
5H-Dibenzo[a,d]cy... 11.66 2.2 ng 77069 4 11.13 694073 20.0
4H-Cyclopenta[def... 11.74 6.0 ng 206527 4 11.13 694073 20.0
Tricyclo[8.2.2.2(... 11.92 2.9 ng 98891 4 11.13 694073 20.0
Phenanthrene, 2,5... 12.17 2.6 ng 89121 4 11.13 694073 20.0
Cyclopenta(def)ph... 12.26 2.1 ng 71573 4 11.13 694073 20.0
Fluoranthene, 2-m... 12.89 3.3 ng 267680 5 13.76 1641450 20.0
11H-Benzo[b]fluorene 12.96 2.3 ng 189536 5 13.76 1641450 20.0
Pyrene, 2-methyl- 12.99 2.1 ng 172617 5 13.76 1641450 20.0
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