LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

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-BF050416.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 4.921 245 248 254 rBV 75879 145406 2.72% 0.300%
2 5.333 281 284 286 rBVY 4697730 4922535 92.24% 10.151%
3 6.384 373 376 378 rBVY 4313005 4771244 89.40% 9.839%
4 6.510 384 387 389 rBVY 5091605 5336911 100.00% 11.005%
5 6.579 389 393 400 rVB 44572 96774 1.81% 0.200%
6 6.739 405 407 409 rBVY 1078708 1019125 19.10% 2.102%
7 6.899 418 421 423 rBVY 3136626 3745091 70.17% 7.723%
8 7.310 454 457 459 rBV 3044825 3488550 65.37% 7.194%
9 7.344 459 460 462 rVB 97800 95968 1.80% 0.198%
10 7.767 494 497 501 rBvV2 40494 104616 1.96% 0.216%
11 7.859 501 505 507 rvB4 20416 54698 1.02% 0.113%
12 8.019 517 519 522 rBVY 1051705 1309574 24.54% 2.700%
13 8.316 543 545 549 rBV4 22905 56666 1.06% 0.117%
14 8.453 555 557 562 rVB2 50539 84726 1.59% 0.175%
15 8.625 570 572 574 rBV 123101 118749 2.23% 0.245%
16 8.842 588 591 594 rBV4 31741 64112 1.20% 0.132%
17 9.059 605 610 611 rBV 44440 65104 1.22% 0.134%

18 9.105 611 614 616 rvV 4550146 4197866 78.66% 8.656%
19 9.185 619 621 624 rVvV 90888 121990 2.29% 0.252%
20 9.436 639 643 646 rBvV3 45043 95741 1.79% 0.197%

21 9.493 646 648 650 rBvV 418933 515161 9.65% 1.062%
22 9.722 666 668 670 rvB 168043 169234 3.17% 0.349%
23 9.779 670 673 674 rBvV 965458 1188477 22.27% 2.451%
24 9.802 674 675 678 rVB 107997 117189 2.20% 0.242%
25 9.950 684 688 689 rBvV3 35333 70105 1.31% 0.145%

26 9.973 689 690 692 rVB 51413 65402 1.23% 0.135%
27 10.213 709 711 713 rVB 210270 202274 3.79% 0.417%
28 10.316 719 720 724 rBV 90724 103435 1.94% 0.213%
29 10.430 727 730 733 rBvV2 80529 143060 2.68% 0.295%
30 10.568 739 742 744 rBV2 1837252 2461329 46.12% 5.075%

31 10.693 751 753 757 rVB 182828 307302 5.76% 0.634%
32 10.888 767 770 774 rVB5 25983 77020 1.44% 0.159%
33 11.139 788 792 797 rVB3 114916 272209 5.10% 0.561%
34 11.253 800 802 803 rBvV 963212 912771 17.10% 1.882%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.333 806 809 811 rVvB 140997 185415 3.47% 0.382%

36 11.493 820 823 827 rBvV2 53627 117859 2.21% 0.243%
37 11.562 827 829 830 rvv2 56752 58891 1.10% 0.121%
38 11.756 844 846 847 rBV 123551 124309 2.33% 0.256%
39 11.791 847 849 851 rvv2 167007 246673 4.62% 0.509%
40 11.871 854 856 860 rvB 148546 293882 5.51% 0.606%

41 11.962 860 864 868 rBv2 39040 100558 1.88% 0.207%
42 12.076 870 874 877 rVB2 74938 142160 2.66% 0.293%

43 12.202 882 885 886 rBv2 42268 60810 1.14% 0.125%
44 12.305 892 894 895 rBvV 81302 87586 1.64% 0.181%
45 12.339 895 897 900 rvB3 42103 93151 1.75% 0.192%
46 12.385 900 901 904 rBV2 59243 76249 1.43% 0.157%

47 12.465 906 908 910 rBV 1198476 1113432 20.86% 2.296%
48 12.693 925 928 930 rBV 823847 1122800 21.04% 2.315%
49 12.728 930 931 936 rVB3 47870 87922 1.65% 0.181%
50 12.808 936 938 939 rBV 48339 55755 1.04% 0.115%

51 12.842 939 941 943 rVvV 2585105 2494140 46.73% 5.143%
52 12.911 945 947 951 rvv3 63545 115361 2.16% 0.238%
53 13.014 954 956 958 rVvB 99063 152656 2.86% 0.315%
54 13.082 960 962 964 rvVv 103749 99295 1.86% 0.205%
55 13.116 964 965 969 rBvV2 83525 155506 2.91% 0.321%

56 13.208 972 973 975 rBV 51091 64427 1.21% 0.133%
57 13.425 990 992 993 rBV 56693 58973 1.11% 0.122%
58 13.528 999 1001 1003 rBV 63682 84556 1.58% 0.174%

59 13.631 1008 1010 1012 rBV 89619 168987 3.17% 0.348%
60 13.745 1017 1020 1024 rVB2 125616 251800 4.72% 0.519%

61 13.882 1029 1032 1039 rBV2 958803 1985752 37.21% 4_.095%
62 14.888 1118 1120 1124 rBV 375677 700963 13.13% 1.445%
63 15.162 1142 1144 1147 rVV 184892 259574 4._86% 0.535%
64 15.219 1147 1149 1152 rVV 281358 405553 7.60% 0.836%
65 15.277 1152 1154 1164 rVB 595415 1029359 19.29% 2.123%

Sum of corrected areas: 48494768
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050416\

BF086688.D

4 May 2016 20:39

UmM/sJ

H2715-03

10 Sample Multiplier: 1

C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF086688.D

5.33 51

6.38

6.90 7.31

6.74

4.92

Time-->

5.00

I
5.50

Abundance
5000000

4000000
3000000
2000000

8.02
1000000

I

Time--> 8.00

TIC: BF086688.D

9.10

12.84

10.57

12.46

11.25 12.69

9.78

9.49
& 10 1
8.38.455,62 884 9818 o4y °PB9gy "if0E4

8.50

0.69 211347580,
!

4

|
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A

PV R

13.00

Prage s

ASAN
12.00

1.1

AN\

0891

9.00 9.50 10.00 10.50 11.00 11.50 12.50 13.50
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5000000

4000000

3000000

2000000

13.88

1000000

TIC: BF086688.D

0—
Time--> 14.

I I T I T I T I T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.92 5.71 ng 145406 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane 58 C4H10 000106-97-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Formic acid, chloro-, (3,4,4-tri... 194 C7H11ClIO4 107323-92-2 9

Abundance Scan 248 (4.921 min): BF086688.D (-245) (-) m/z 43.05 100.00%
43.0
5000 59.1
460 480 500 520
101.1 m/z 59.10 48.76%
L0l 1, 83.'1
e S I S SULIULS SUSI IS IULIULS SULILS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
460 480 500 520
5000 m/z 58.10 13.56%
59.0
15.0 101.0
31.0 83.0
0"w"“|'“”““"ﬁ'“|'”'|“"w"w"“|'“*|“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 ——
Abundance 460 480 500 520
43.0 m/z 101.10 13.52%
5000 20.0
150 .0 % 1k 560 5k
e S S S SULIURS SURIILS IS IULIULS SULILS SIS I m/z 41.05 8. 78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43.0
L e m E R
5000 460 4.80 5.00 5.20
101.0
180 mo L %0 eso  se0
A VUM USSR SR [TTTrprr T T T
m@—BF0504E6 WOTh$OMay0055Q7 86:4® 20306 90 100 110
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 2 unknown6.51 Concentration Rank 1

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

6.51 209.47 ng 5336910 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 387 (6.510 min): BF086688.D (-384) (-) m/z 132.10 100.00%
13R.1
5000 68.1
061 620 640 6.60 6.80
401 540 ' m/z 68.10 47.70%
o 1.0 115.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
oo 550 640 660 680 |
5000 ' m/z 134.10 33.40%
31.0 510
0 ‘ | “‘ 1 “‘ \‘ |
LR S LI S UL UL IR DU WAL
m/z--> 40 60 80 100 120 140 160 180 I | G
Abundance 620 6.40 6.60 6.80
132.0 m/z 66.05 33.00%
97.0
5000
70.0 |/¥|||
310 440 6.20 6.40 6.60 6.80
T N S - — m/z 69.10 19.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 ogo 1160 620 6.40 6.60 6.80
oL |||||||‘|‘|‘|‘||‘|‘MI ....|....|...|..EL5.8|.0....|].-8.9..0.
82mM@~-BF050416QM Thu Ma8p 0510407 :36218 2016 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Dodecane Concentration Rank 16

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

9.18 4_.11 ng 121990 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 621 (9.185 min): BF086688.D (-619) (-) m/z 57.10 100.00%
57.1
5000
85.0 8.80 9.00 9.20 9.40 9.60
m/z 43.10 87 .83%
o oo 412211372 193.2
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 250 210 2éo 2éo '
Abundance #36158: Dodecane
57.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 48.12%
85.0
29.0
J 1 ‘ | M20 1410 1790
O o R f TS s no o e
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 250 210 2éo 2éo ' .
Abundance 8.80 9.00 9.20 9.40 9.60
57.0 m/z 71.05 42 .21%
5000
29.0 85.0 e e
113.0 8.80 9.00 9.20 9.40 9.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115580: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 8.80 9.00 9.20 9.40 9.60
85.0
o Ll ‘ (11301410 1830 211.0  253.0 2810
S AN AR LN S SRR SRS RSN SRS LSRN KA AARAS AN LARRS AR I
82W—BF050291640M 60hBoOMEY 128 127 186 180 2002H 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 Hexadecane Concentration Rank 11

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

9.72 5.70 ng 169234 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Undecane 156 Cl11H24 001120-21-4 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 668 (9.722 min): BF086688.D (-666) (-) m/z 57.10 100.00%
57.1
5000 ,\_‘/J\NL/\A/\AJ
85.1 AR R AR
9.40 9.60 9.80 10.00
39) | m/z 43.10 79.94Y%
o | A | 1131 1412 1631
m/z--> ﬁo 45 éo 86 160 150 150 1éo 1éo 260 250
Abundance #73964: Hexadecane
57.0
AR RN AR
9.40 9.60 9.80 10.00
5000 m/z 71.10 48 .44%
85.0
29.0
0 \‘ L ‘ |, 1130 1410 169.0 226.0 ,\J\LA/\MJ
m/z--> ' b éo 86 160 150 150 1&0 1é0 260 250 s AAL
%WMMQ 9.40 9.60 9.80 10.00
57.0 m/z 41.10 39.93%
29.0 85.0 it St
113.0 9.40 9.60 9.80 10.00
Ol e 0 A8 . m/z 85.10 32.06%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #27121: Undecane
57.0
5000 '9.40 9.60 9.80 10.00
29.0 850
0 “ \‘ ‘\ | \‘ 1l 1130 1560
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII""I""IIIII
827@-BF03204168QM Fhu Bay 106 17¢ 36460101680 200 220




82nG-8 F050291@Q Mear WQ Jmayzooso 160 2186 2(502229456260 280 300 320

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.69 13.47 ng 307302 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane 170 C12H26 000112-40-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 753 (10.693 min): BF086688.D (-751) (-) m/z 57.10 100.00%

51.1
5000

10.40 10.60 10.80 11.00
m/z 43.10 71.18%

113.2140.1 169.1 196.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544; Tridecane
57.0
10.40 10.60 10.80 11.00
5000 m/z 71.10 57.09%
85.0
29.0
o \“d 113.0141.0 mm
m/z--> 20 40 60 80 100120140160180200220240260280300320
Abundance 10,40 10.60 10.80 11.00
57.0 m/z 41.10 35.28%
5000
85.0
290 lll|llll|llll|llll|llll
113.0 141.0 170.0 10.40 10.60 10.80 11.00
OWW‘WWWWWWWWWWWWWWWWW m/Z 85-10 32-46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane
57.0
5000 10.40 10.60 10.80 11.00
85.0
29.0
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Library Search Compound Report

82M@~-BFO524 16 M6 heo Mg OB

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.14 11.93ng 272209  Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 87

2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 792 (11.139 min): BF086688.D (-788) (-) m/z 57.10 100.00%

517.1
5000

10.80 11.00 11.20 11.40
m/z 43.10 75.39%

1131 1391 184.1 509 1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
R R I REEmERmEee )
10.80 11.00 11.20 11.40
5000 m/z 71.10 53.27%
85.0
29.0
o | 130 1ao 1690 282.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Rethiaimalil e S
Abundance 10,80 11.00 11.20 11.40
57.0 m/z 85.10 36.46%
- m
29.0 85.0
T T T

113.0 0 84.0 10.80 11.00 11.20 11.40
o D 141 184. m/z 41.10 35.14%

ﬁmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 10.80 11.00 11.20 11.40
85.0
29.0
o oLl Hw‘ﬂwlmomwlwonm
T ,,,,,,,,,,,,

14Pp-B6:-5D 2013820 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 10 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.76 5.45 ng 124309 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 96
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
Abundance Scan 846 (11.756 min): BF086688.D (-844) (-) m/z 192.10 100.00%
19%.1
5000 v d
11.40 11.60 11.80 12.00
94.8 165.1 m/z 191.10 57.98%
ol 39.0 630 79 115.1 134.2150.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 189.10 33.44%
83.0 165.0
ol150 390 630 "7 9801150 1390 | 1l
mes O H e o e o e o L ML
Abundance 11,40 11.60 11.80 12.00
192.0 m/z 190.10 16.59%
- M_/L
165.0 LA U SUNN S
11.40 11.60 11.80 12.00
Obrrrr 220 630 810909 1150 1390 | “m/z 193.10  16.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000 11.40 11.60 11.80 12.00
165.0
TTTTTTTT IIIII""I""IIIII T T[T T T T T T T T T
82W—BF05041€6 M4Thu ePlay 805 1U0 36262 21016160 180 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 11 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.79 10.81 ng 246673 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 95
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 92
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 849 (11.791 min): BF086688.D (-847) (- m/z 192.10 100.00%

192.1

5000

11.40 11.60 11.80 12.00 12.20
m/z 191.10 60.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50626: Phenanthrene, 2-methyl-
192.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 43.10 49.41%
165.0
0 39.0 63.0 96.0 1150 139.0 W ‘\
I T L e e A
miz-> 20 40 60 80 100 120 140 160 180 200 220 S —
Abundance 11/40 11.60 11.80 12.00 12.20
192.0 m/z 60.00 42 .27%
5000
165.0 |----|---'\-|----|----|--
300 630 96.0 1150 1300 11.40 11.60 11.80 12.00 12.20

m/z 41.10 41.63%

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

Abundance #50623: Phenanthrene, 1-methyl-
192.0
5000 11.40 11.60 11.80 12.00 12.20
165.0
ol 300 630  %0ms0 130 | I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.87 12.88 ng 293882 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
4 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 40
5 Benzo[1,2-b:4,3-b"]dithiophene 190 C10H6S2 000210-80-0 12
Abundance Scan 856 (11.871 min): BF086688.D (-854) (-) m/z 190.10 100.00%
196.1

5000
11.60 11.80 12.00 12.20
165.1 m/z 189.10 99.84%
o 111.1 139.1 209.2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190.0
11.60 11.80 12.00 12.20
5000 m/z 192.10 46 .86%
95.0
o 270 430 630 790 M 1o 17 1630
,,,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance 11.60 11.80 12.00 12.20
189.0 m/z 191.10 40.07%
5000
94.0
163.0 11.60 11. 80 12. OO 12.20
Ot e e e | W/Z 94.60  23.09%

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0

91.0 R e o
5000 65.0 115.0 133.0 161.0 11. 60 11. 80 12. OO 12 20

82@0—8F05@4164M Tﬂm M@Q 05“17135 BQOZOEB 180 200 Page: 12




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 13 Pentadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.96 4.41 ng 100558 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 64
2 Pentacosane 352 C25H52 000629-99-2 49
3 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 49
4 Eilcosane 282 C20H42 000112-95-8 47
5 Heptacosane 380 C27H56 000593-49-7 47

Abundance Scan 864 (11.962 min): BF086688.D (-860) (-) m/z 57.10 100.00%
5%.1
5000
85.1 180.1 R DAL PURIRA SIS BN I
11.60 11.80 12.00 12.20
m/z 43.10 81.44%
0 ———
m/z--> 50 100 150 200 2éo 360 3éo
Abundance #64571: Pentadecane
57.0
11.60 11.80 12.00 1220
5000 m/z 71.10 46 .85%
85.0
29.0
0 \‘ \L‘ ‘\ \‘\ I8 ‘\‘11?.0‘\14:\['0‘169'0 212'0
m/z--> §o 160 1%0 260 2éo 360 3%0 S
Abundance 11,60 11.80 12.00 12.20
57.0 m/z 41.10 40.10%
5000 85.0
200 1130141 01600 21109000 1760 1180 1200 1220
Ol L T 7299.0267.0295.0328.03920 1 Tz 85.10  35.19%
m/z--> 50 100 150 200 250 300 350
Abundance #64579: Tetradecane, 2-methyl-
57.0
11.60 11.80 12.00 12.20
5000 850
113.0 169.0
| [ 10 | 1970
171
82M@~-BF0504165M Thuloblay (05017:38Q254 ZEQG 300 350
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82W—BF050)41@QM Thu Bay 108 1120 361485 1201680 200 220

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 14 9,10-Anthracenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.08 6.23 ng 142160 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
3 9.10-Phenanthrenedione 208 C14H802 000084-11-7 60
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 49
5 1,4-Anthracenedione 208 C14H802 000635-12-1 47
Abundance Scan 874 (12.076 min): BF086688.D (-870) (-) m/z 208.10 100.00%
180.1  208.1
152.1
5000
760 R AR AR B
50.0 11.80 12.00 12.20 12.40

1051 1260 o241 m/z 180.10 92 .25%
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61654: 9,10-Anthracenedione
152.0 180.0 208.0

%

11.80 12.00 12.20 12.40

5000 76.0 m/z 152.05  77.85%
50.0
126.0
b 20
mz-> 20 40 60 80 100 120 140 160 180 200 220 N
Abundance 1180 12.00 12.20 12,40
180.0 m/z 151.10 41 .06%
5000
152.0
76.0 Satiuniintod it d
11.80 12.00 12.20 12.40
126.0
ob2ro %00 e e | M/Z 76.00  35.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61658: 9,10-Phenanthrenedione
180.0
5000 152.0 11.80 12.00 12.20 12.40
6.0 208.0
mo 00| | w0 %0 | |
iy MMM | MMM AN -
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82@0—8F05041@QM thu 8fay 106 12p: 389561620160 200 220

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 15 unknownl2.34 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.34 4.08 ng 93151 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-PhenvInaphthalene 204 C16H12 035465-71-5 42
2 Acephenanthrvlene. 4.5-dihvdro- 204 C16H12 006232-48-0 42
3 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 35
4-(Trifluoromethoxv)benzoic acid 206 C8H5F303 000330-12-1 30
5 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 30
Abundance Scan 897 (12.339 min): BF086688.D (-895) (-) m/z 189.10 100.00%
180.1206.1

5000
12.00 12.20 12.40 12.60
40 118.1 138.1 162.1 m/z 204.10 91.26%
of :
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58952: 2-Phenylnaphthalene
204.0
12.00 12.20 12.40 12.60
5000 m/z 206.10 88.34%
101.0
280 510 760 | 1260 1500 1760 |
e L i T e T e P R L i mae e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance 12.00 12.20 12.40 12.60
204.0 m/z 202.10 45 _95%
5000
101.0 12.00 12.20 12.40 12.60
176.0
ol 20 820 4 Meeo 100 S m/z 203.10  42.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58964: Naphthalene, 1-phenyl-
204.0
5000 12.00 12.20 12.40 12.60
101.0
510 ‘ 760 1 126.0 150.0 176.0 ‘w
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIII
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 16 Pentafluoropropionic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.75 5.07 ng 251800 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 83
2 1-Docosene 308 C22H44 001599-67-3 60
3 Cvcloeicosane 280 C20H40 000296-56-0 58
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 55
5 17-Pentatriacontene 491 C35H70 006971-40-0 52

Abundance Scan 1020 (13.745 min): BF086688.D (-1017) (-) m/z 57.10 100.00%

5000 83.1

13.40 13.60 13.80 14.00
m/z 43.10 85.60%

0 | 257.1 290.2 319.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
. B R e e R
830 13.40 13.60 13.80 14.00
5000 m/z 55.10 62.83%

|

210.0 238.0

139.0 168.0 283.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ——
Abundance 13.40 13.60 13.80 14.00
57.0 97.0 m/z 41.10 48 .43%

|

5000

29.0 125.0 308.0
B e

153.0 13.40 13.60 13.80 14.00
181.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #106397: Cycloeicosane
55.0
83.0
5000 13.40 13.60 13.80 14.00
29.0
ol || 139.0 168.0 196.0 224.0 252.0 280.0
e

7i2-BFO0502018Q MeOT 1801 10420080 160-136 266220 2406260 280 300 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086688.D

Aca On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 17 Benzo[e]pyrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.16 10.09 ng 259574 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Benzolalpvrene 252 C20H12 000050-32-8 90
4 Benzolilfluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 1144 (15.162 min): BF086688 D (-1142) (-) m/z 252.10 100.00%
25p.
5000
1251 14.80 15.00 15.20 15.40
' m/z 250.10 28 .44%
0l39.0 740 | | 165 1 2221 281.1 33213654 4135
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
14.80 15.00 15.20 15.40
5000 m/z 253.20 20.82%
125.0
0, 50.0 830 , | 174.0 2230
m/z--> 50 100 150 200 250 300 350 400 A A S
Abundance 14.80 15.00 15.20 15.40
252.0 m/z 125.10 16.65%
5000
126.0 RSN AR S BN I
14.80 15.00 15.20 15.40
o0 870 4 tr40 2230 4 o m/z 126.10  12.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89817: Benzo[a]pyrene
252.0
5000 14.80 15.00 15.20 15.40
126.0
ol 570 870 g 1740 222.0 |
P T e e e e
82m0—BF050ﬂQ6 Mlmhu May 05Zm7 383567 ZEQG 350 400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086688.D

Acq On : 4 May 2016 20:39

Operator : UM/SJ

Sample : H2715-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Title :

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... 4.92 5.7 ng 145406 1 6.74 1019130 40.0
unknown6.51 6.51 209.5 ng 5336910 1 6.74 1019130 40.0
Dodecane 9.18 4.1 ng 121990 3 9.78 1188480 40.0
Hexadecane 9.72 5.7 ng 169234 3 9.78 1188480 40.0
Tridecane 10.69 13.5 ng 307302 4 11.25 912771 40.0
Eicosane 11.14 11.9 ng 272209 4 11.25 912771 40.0
Anthracene, 2-met... 11.76 5.5 ng 124309 4 11.25 912771 40.0
Phenanthrene, 2-m... 11.79 10.8 ng 246673 4 11.25 912771 40.0
4H-Cyclopenta[def... 11.87 12.9 ng 293882 4 11.25 912771 40.0
Pentadecane 11.96 4.4 ng 100558 4 11.25 912771 40.0
9,10-Anthracenedione 12.08 6.2 ng 142160 4 11.25 912771 40.0
unknownl12 .34 12.34 4.1 ng 93151 4 11.25 912771 40.0
Pentafluoropropio... 13.75 5.1 ng 251800 5 13.88 1985750 40.0
Benzo[e]pyrene 15.16 10.1 ng 259574 6 15.28 1029360 40.0
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