LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\

Data File : BF087079.D

Aca On : 16 May 2016 14:10 Instrument :
Operator - UM/SJ BNA_F

Sample : H2968-06 2X gyzgfiﬂgmemi
Misc : —

ALS Vial : 6 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-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 heiaht area % max. total
1 1.735 10 13 56 rVB 3694711 7940060 100.00% 27.488%
2 4.718 273 274 282 rBV 62208 118928 1.50% 0.412%
3 5.187 313 315 329 rBVY 1718717 1907959 24.03% 6.605%
4 6.273 407 410 417 rBV 1934216 2042275 25.72% 7.070%
5 6.376 417 419 422 rBV 2111792 1930777 24.32% 6.684%
6 6.604 436 439 441 rBV 579298 552661 6.96% 1.913%
7 6.753 450 452 455 rBV 1044811 1284410 16.18% 4_447%
8 7.176 487 489 491 rBV 1392967 1197675 15.08% 4.146%
9 7.896 549 552 554 rBV 626219 668798 8.42% 2.315%
10 8.970 644 646 648 rBVY 2034343 1662946 20.94% 5.757%

11 9.370 680 681 684 rBvV 226758 208633 2.63% 0.722%
12 9.645 702 705 707 rvv 543305 628038 7.91% 2.174%
13 10.433 771 774 776 rBV2 674505 893708 11.26% 3.094%
14 10.559 782 785 789 rVB 76175 112644 1.42% 0.390%
15 11.005 822 824 829 rvB2 48703 89473 1.13% 0.310%

16 11.119 831 834 835 rBV 627036 576023 7.25% 1.994%
17 11.188 838 840 842 rVB 64279 86725 1.09% 0.300%
18 11.371 853 856 859 rBvV2 82414 143942 1.81% 0.498%
19 11.668 881 882 886 rvv2 152205 199151 2.51% 0.689%
20 11.725 886 887 892 rvVB 131195 180018 2.27% 0.623%

21 11.828 892 896 900 rBV3 28961 80027 1.01% 0.277%
22 12.182 924 927 932 rBV3 261067 557511 7.02% 1.930%
23 12.319 937 939 942 rBV 496288 677666 8.53% 2.346%
24 12.422 946 948 949 rBV 88804 90145 1.14% 0.312%
25 12.548 956 959 962 rBv2 603227 689597 8.69% 2.387%

26 12.696 971 972 975 rVvV 887400 1213705 15.29% 4.202%
27 12.776 975 979 982 rvv2 53285 86107 1.08% 0.298%
28 12.879 985 988 990 rvB2 141891 197584 2.49% 0.684%
29 12.948 992 994 995 rvv 114763 113967 1.44% 0.395%
30 12.982 995 997 999 rvv 85968 96929 1.22% 0.336%

31 13.074 1001 1005 1006 rBVZ2 75643 169615 2.14% 0.587%
32 13.131 1006 1010 1014 rVV5 56955 183869 2.32% 0.637%
33 13.496 1040 1042 1043 rBV2 88053 117592 1.48% 0.407%
34 13.748 1061 1064 1068 rBV2 705458 1313901 16.55% 4._.549%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.062 1177 1179 1182 rBV 253560 424385 5.34% 1.469%

36 15.120 1182 1184 1187 rVB 377755 447709 5.64% 1.550%

Sum of corrected areas: 28885153
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF051616\

BF087079.D

16 May 2016 14:10

UM/SsJ

H2968-06 2X

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.72 4_.30 ng 118928 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propylamine 59 C3HO9N 000107-10-8 7

Abundance Scan 274 (4.718 min): BF087079.D (-273) (-) m/z 43.05 100.00%
3.0
5000 59.1
T TTrr T T T
1011 4.40 4.60 4.80 5.00
Obr et 2RO 830 m/z 59.10 44.58%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L R U
59.0 440 460 480 500
m/z 58.10 12.27%
31.0 830 o930 1010
O L T o e e e e
mz-> 20 30 40 50 60 70 8 9 100 110
Abundance
31.0
59.0 440 460 4.80 500
5000 m/z 101.10 11.06%
39.0 85.0
51.0 71.0
S S L UL SO B SR SR LI
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide R B R
43.0 440 4.60 4.80 5.00
m/z 41.05 8.90%
5000 59.0
73.0
101.0
0 28.0 || 510 86.0
mz-> 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 3 unknown6.38 Concentration Rank 2

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

6.38 69.87 ng 1930780 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 419 (6.376 min): BF087079.D (-417) (-) m/z 132.10 100.00%
132.1
5000 68.1
01 % s o0 650 o 6k ok
o} L m/z 68.10 48.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SRAASE SR AR R
6.00 6.20 6.40 6.60 6.80
70.0 m/z 66.10 33.93%
310 59
0 '"I'J'Wl'u'I“”'JI“"”I'}}gp"“I""I""I"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.0 6.40 6.60 6.80
5000 9go 1160 m/z 134.00 32.15%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e N mam e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.30%
5000
15.0 " 3?9 I 6:7\\\0 7§'O I 10ﬁ.0 |
m/z--> 20 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\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.56 3.91 ng 112644 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane 282 C20H42 000112-95-8 81
3 Heptadecane 240 C17H36 000629-78-7 74
4 Octacosane 394 C28H58 000630-02-4 74
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 785 (10.559 min): BF087079.D (-782) (-) m/z 57.10 100.00%

51.1

5000

113.1 140.1 169.2 10.20 10.40 10.60 10.80

(o} m/z 43.10 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544; Tridecane
57.0
5000 LA L L L L L LB L L B
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.10 52 .55%
ol L | | 1130 1410 1840
R LA R o R A Eaa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
L e R
10.20 10.40 10.60 10.80
5000 m/z 85.10 33.18%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane B
57.0 10.20 10.40 10.60 10.80
m/z 41.10 31.68%
5000 85.0
29.0
. L) JA30 1410 1690 1960  240.0
..w.”.P”.P.”,”.WH.W.H.P.”..” e EAmEass T AR e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 7 Cyclododecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.37  5.00ng 143942  Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclododecane 168 Cl2H24 000294-62-2 98

2 1-Tetradecene 196 C14H28 001120-36-1 97
3 2-Tetradecene. (E)- 196 C14H28 035953-53-8 96
4 Cvclotetradecane 196 C14H28 000295-17-0 92
5 7-Tetradecene, (E)- 196 C14H28 041446-63-3 91
Abundance Scan 856 (11.371 min): BF087079.D (-853) (-) m/z 43.10 100.00%
11,00 11,20 11.40 11.60
(o m/z 55.05 94 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34708: Cyclododecane
55.0
83.0
5000 R DR R UL I
29.0 11. OO 11. 20 11. 40 11.60
1110 m/z 41.10 79.92%
b LT e
0"w"'w"" |N'“1"“|'l“|"“|"“|
m/z--> 100 120 140 160 180 200
Abundance
43.0
. 1700 1170 1140 a0
5000 m/z 57.10 78.33%
97.0
27.0
. 125.0 154.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53627: 2-Tetradecene, (E)- LA L L L L B L N N B
55.0 11.00 11.20 11.40 11.60
m/z 69.05 66.66%
5000 29.0 w
83.0
111.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11. OO 11. 20 11. 40 11. 60

8270-BF050916.

M Tue May 17 14:58:59 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 6.91 ng 199151 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 882 (11.668 min): BF087079.D (-881) (-) m/z 43.10 100.00%
431 730
5000
129.1 M
ol 157.1 1852 2132 956.3 11.40 11.60 11.80 12.00
(o} m/z 41.10 87 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LR BN SR B B
nmnmnmnm
1290 256.0 m/z 60.00 84.72%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
43.0 | 73.0
11.40 11.60 11.80 12.00
5000 m/z 73.00 81.67%
1290 242.0
97.0 199.0
o 152 0171 0
m/z--> 25 Jo 65 éo 160 150 140 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid A i S
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.10 76.12%
5000 129.0 /LMMNJ\AVVAJFNA\\d$\¢N“»JH’J
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.72 6.25 ng 180018 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 2-Naphthaldehvde. 1.2.3.4-tetrah... 190 C12H1402 002472-02-8 11
3 1-Methvl-2-phenvilpiperidin-4-one 189 C12H15NO 091640-05-0 10
4 Medgastiamatrienone 190 C13H180 038818-55-2 9
5 Pyrazol-5(4H)-one, 3-(4-methoxyp... 190 C10H10N202 001578-89-8 9

Abundance Scan 887 (11.725 min): BF087079.D 88@() m/z 189.10 100.00%
5000
___,_/v-\/\/\
50.0 74.0 113.0 11.40 11.60 11.80 12.00
ol 1390 L0268 777190.10  97.54%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000 LA '/$" NUARRE
94.0 1140 11.60 11.80 12.00
' m/z 192.05 43 .24%
oL 390 630 | 1130 1370 1630 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
121.0 190.0
11.40 11,60 11.80 12.00 |
5000 91.0 144.01620 m/z 191.10 39.66%
39.0
RN A RS A S A RS SRS RSN SRR WAREE RN
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48647: 1-Methyl-2-phenylpiperidin-4-one
118.0 189.0 11.40 11.60 11.80 12.00
42.0 m/z 94.60 33.48%
5000 700 146.0
0|-- “H\H‘MH hu\‘ ‘. H‘...|.‘...|1.7.0.9.“..........|....|. R R
mz--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 10 unknownl11.83 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.78 ng 80027 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 46
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 43
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 43
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 43
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43

Abundance Scan 896 (11.828 min): BF087079.D (-892) (-) m/z 57.10 100.00%

51.1

5000

2

1 q1851 18122082 11.60 11.80 12.00 12.20

o m/z 43.10 89.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55018: Tridecane, 2-methyl-
57.0
5000 LA L B B L L L LB
85.0 11/60 11.80 12.00 12.20
29.0 155.0 m/z 71.10 45.99%
1130 183.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N e e e E EERE
11.60 11.80 12.00 12.20
5000 m/z 41.10 39.80%
29.0 85.0
126.0 155.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- B s B e
57.0 11.60 11.80 12.00 12.20
m/z 85.10 29.92%
1130 154.0
o I Lo . 1183.0 211 o 239.0 2810
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 11 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.18 19.36 ng 557511 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 94
2 E-14-Hexadecenal 238 C16H300 330207-53-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 927 (12.182 min): BF087079.D (-924) (-) m/z 55.10 100.00%
58.1
83.1
5000
LIRS N SRR BN B
1401 11.80 12.00 12.20 12.40 12.60
Obrrrrrhles 10%.2 3621 "m/z 43.10 99.90%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106397: Cycloeicosane
55.0
83.0
5000 LIRS N SRR BN B
29.0 11.80 12.00 12.20 12.40 12.60
m/z 57.10 79.97%
o | 139.0 168.0 196.0 224.0 252.0 280.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
83.0 11:80 12.00 12,20 12.40 12.60
5000 m/z 41.10 79.25%
111.0

140.0 168.0 210.0 238.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98170: 1-Nonadecene e B B o TR ]
41,0 11.80 12.00 12.20 12.40 12.60
m/z 83.10 62.87%
o] A s~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 13 11H-Benzo[a]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.88 3.01 ng 197584 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 96
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 96
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 988 (12.879 min): BF087079.D (-985) (-) m/z 216.20 100.00%

2

5000

12.60 12.80 13.00 13.20

39.0 67.1 135.1 163. 253.2 288.3 326.2

0! m/z 215.10 84_.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67035: 11H-Benzo[a]fluorene
216.0
5000
12.60 12.80 13.00 13.20
108.0 m/z 213.10 22.65%
163.0189.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
AR RS
12.60 12.80 13.00 13.20
5000 m/z 217.10 18.92%
108.0
0 57.0 163.0189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67023: Pyrene, 1-methyl- R s B L
216.0 12.60 12.80 13.00 13.20

m/z 107 .80 18.53%

5000

95.0 89.0

1
27.0 63.0 122.0 163.0
B R e A EREE e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 14 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.07 2.58 ng 169615 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 95
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 76

Abundance Scan 1005 (13.074 min): BF087079.D (-1001) (-) m/z 216.10 100.00%

216.1

5000

189.1
108.0
o 551 811 135.1161.1 . 327.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67024: Pyrene, 1-methyl-

12.80 13.00 13.20 13.40
m/z 215.10 56.16%

5000
12.80 13.00 13.20 13.40

m/z 189.10 17.08%

63.0 163.0

122.0

27.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
R B
12.80 13.00 13.20 13.40
5000 95.0 m/z 213.10 14.51%
189.0
0 53.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67031: 11H-Benzo[a]fluorene e
216.0 12.80 13.00 13.20 13.40
m/z 255.25 13.91%
5000

107.0
140 440 810, | 1wommﬂ%0\{

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087079.D

Aca On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 15 _beta.-iso-Methyl ionone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.80 ng 183869 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 60
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 38
3 Anthracene. 9-(3-butenvl)- 232 C18H16 097451-55-3 35
4 Acetamide. N-I3-IT(2.5-dioxo-1-p... 303 C16H21IN303 027550-64-7 30
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 30
Abundance Scan 1010 (13.131 min): BF087079.D (-1006) (-) m/z 191.15 100.00%
191.2
55.1
95.1
5000 1231
231.2
163.2 267.2 303.3 12.80 13.00 13.20 13.40
o} m/z 55.10 76.92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000{28.0 SR UL BN R
12.80 13.00 13.20 13.40
950 1350 163.0 m/z 95.10 60.85%
69.0 } ‘
o,nnp.npﬂnp.ﬂph.ﬂ”.“i..”:.J..”..”..”..”w.”..”w”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0 191.0
450 12.80 13.00 13.20 13.40
5000 " 670 m/z 81.10 52 .50%
135.0
o 161.0 236.0 264.0  303.0 M
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77597: Anthracene, 9-(3-butenyl)- R R mEEE
191.0 12.80 13.00 13.20 13.40
m/z 41.10 50.89%
5000 v“ﬁ\fVJLJNVJ\’ANAjf«/NP~A/va
232.0
ol 390 750 1010 139016;‘30
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051616\
Data File : BF087079.D

Acq On : 16 May 2016 14:10

Operator : UM/SJ

Sample : H2968-06 2X

Misc :

ALS Vial : 6 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... 4.72 4.3 ng 118928 1 6.60 552661 20.0
unknown6 .38 6.38 69.9 ng 1930780 1 6.60 552661 20.0
Tridecane 10.56 3.9 ng 112644 4 11.12 576023 20.0
Cyclododecane 11.37 5.0 ng 143942 4 11.12 576023 20.0
n-Hexadecanoic acid 11.67 6.9 ng 199151 4 11.12 576023 20.0
4H-Cyclopenta[def... 11.72 6.3 ng 180018 4 11.12 576023 20.0
unknownll.83 11.83 2.8 ng 80027 4 11.12 576023 20.0
Cycloeicosane 12.18 19.4 ng 557511 4 11.12 576023 20.0
11H-Benzo[a]fluorene 12.88 3.0 ng 197584 5 13.75 1313900 20.0
Pyrene, l-methyl- 13.07 2.6 ng 169615 5 13.75 1313900 20.0
-beta.-iso-Methyl... 13.13 2.8 ng 183869 5 13.75 1313900 20.0
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