LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\

Data File : BF083419.D

Aca On : 2 Dec 2015 15:41 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4582-17 ek
Misc i DUP2-112415
ALS Vial : 8 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-BF113015.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 3.127 123 126 131 rBvV 68020 135959 2.42% 0.220%
2 4 .659 257 260 271 rVB 1018209 1938833 34.46% 3.136%
3 4.933 281 284 292 rBV 481511 703833 12.51% 1.139%
4 5.047 292 294 299 rBV 173763 288221 5.12% 0.466%
5 5.139 299 302 304 rBVY 3965982 5206354 92.52% 8.422%
6 5.333 316 319 323 rVB 98251 113148 2.01% 0.183%
7 6.213 393 396 399 rBVY 4540934 5305799 94.29% 8.583%
8 6.316 403 405 407 rBV 5485231 5221828 92.80% 8.447%
9 6.533 422 424 427 rBV 667678 914751 16.26% 1.480%
10 6.693 436 438 443 rBV 3409560 3858828 68.58% 6.242%

11 6.796 445 447 450 rBvV 599393 695211 12.35% 1.125%
12 7.116 472 475 477 rBV 3307109 3656893 64.99% 5.915%
13 7.253 484 487 492 rVB 44331 63134 1.12% 0.102%
14 7.608 517 518 525 rVB3 60032 120547 2.14% 0.195%
15 7.848 535 539 542 rBV 3835784 5116301 90.92% 8.276%

16 7.905 542 544 548 rVB 101787 137717 2.45% 0.223%
17 8.545 597 600 602 rvVv 139166 155447 2.76% 0.251%
18 8.636 606 608 611 rVB 112150 103349 1.84% 0.167%
19 8.785 619 621 624 rVB 74274 80828 1.44% 0.131%
20 8.911 629 632 634 rVV 5467800 5626984 100.00% 9.102%

21 9.002 638 640 643 rvv 114616 117552 2.09% 0.190%
22 9.311 665 667 669 rBV 1142927 1010820 17.96% 1.635%
23 9.436 672 678 680 rvB 85766 124491 2.21% 0.201%
24 9.528 684 686 688 rBvV 193634 199229 3.54% 0.322%
25 9.573 688 690 692 rvv 1538800 1473130 26.18% 2.383%

26 9.608 692 693 695 rvB 95932 72134 1.28% 0.117%
27 9.756 704 706 708 rBvV2 37378 72459 1.29% 0.117%
28 9.836 710 713 716 rVV3 128424 251516 4._.47% 0.407%
29 9.893 716 718 722 rVB3 56622 97677 1.74% 0.158%

30 10.031 724 730 732 rBV 295381 324440 5.77% 0.525%

31 10.122 736 738 742 rVB2 54173 78910 1.40% 0.128%
32 10.248 746 749 752 rBV 95802 159277 2.83% 0.258%
33 10.362 756 759 762 rVB 3251177 3347405 59.49% 5.415%
34 10.511 770 772 776 rBV 214701 355601 6.32% 0.575%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\

Data File : BF083419.D

Aca On : 2 Dec 2015 15:41 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4582-17 ek
Misc i DUP2-112415
ALS Vial : 8 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-BF113015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.716 787 790 792 rBV2 36475 57311 1.02% 0.093%

36 10.785 794 796 798 rBV 78027 103309 1.84% 0.167%
37 11.002 813 815 816 rBv2 116086 142966 2.54% 0.231%
38 11.105 822 824 829 rBv2 1119097 1707450 30.34% 2.762%
39 11.196 829 832 838 rvB3 92426 166006 2.95% 0.269%
40 11.288 838 840 843 rBVvV2 40113 63295 1.12% 0.102%

41 11.711 872 877 879 rBv2 190270 286023 5.08% 0.463%
42 11.814 883 886 889 rBvV 705860 983313 17.47% 1.591%
43 12.145 913 915 920 rVB2 82506 153221 2.72% 0.248%
44 12.362 930 934 937 rBV 49878 88430 1.57% 0.143%
45 12.454 939 942 944 rvV 85090 155498 2.76% 0.252%

46 12.499 944 946 950 rVB 54256 88750 1.58% 0.144%
47 12.637 956 958 961 rVB 127093 149367 2.65% 0.242%
48 12.774 966 970 974 rVvv3 90021 205701 3.66% 0.333%
49 12.888 977 980 982 rBV 311873 420652 7.48% 0.680%
50 12.945 982 985 987 rvv2 210286 400881 7.12% 0.648%

51 12.991 987 989 996 rVB3 39817 127354 2.26% 0.206%
52 13.208 1004 1008 1010 rBV 3642522 5210965 92.61% 8.429%
53 13.448 1026 1029 1033 rBV3 46460 105449 1.87% 0.171%
54 13.928 1068 1071 1074 rBV 34292 78972 1.40% 0.128%
55 14.637 1130 1133 1138 rBV2 184872 356862 6.34% 0.577%

56 14.728 1138 1141 1144 rBV 938381 1313445 23.34% 2.125%
57 16.214 1268 1271 1274 rBV 898623 1254030 22.29% 2.028%
58 16.786 1318 1321 1327 rBV 589092 934838 16.61% 1.512%

59 20.009 1600 1603 1609 rBV6 23083 68236 1.21% 0.110%
60 21.883 1763 1767 1775 rVB9 17114 69915 1.24% 0.113%
Sum of corrected areas: 61820845
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 3

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

4._.66 42 .39 ng 1938830 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 260 (4.659 min): BF083419.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 4.40 4.60 4.80 5.00
IR ¥ P R . A NN B 7 =" o 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I L R
59 440 460 480 500
m/z 101.10 17.56%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
43
- 440 460 480 500
5000 m/z 58.10 13.97%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.40 4.60 4.80 5.00
m/z 41.10 9.06%
5000
41
0 "'l""|"JHN"'J|J”"|??"i""l??"l"qql'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, 1,3-dimethyl- Concentration Rank 8

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

5.05 6.30 ng 288221 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 91
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 294 (5.047 min): BF083419.D (-292) (-) m/z 91.10 100.00%
q1
5000 106
39 51 65 7|7 | 480 5.00 5.20 5.40
S O SN NI TN | NSO | R m/z 106.10  45.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
9
106
5000
4.80 5.00 5.20 5.40
m/z 105.10 21.30%
o N AN .- P PR O TR 300 - | R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
480 5.00 520 540
5000 106 m/z 77.10 12.96%
39 51 77
S A RN U0 - S- —
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1
Abundance #4960:0—Xy|ene LI B B B L B B
o 4.80 5.00 5.20 5.40
m/z 39.10 12.08%
5000 106
51 7
o 15 2t Pyl B e | e ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.32 Concentration Rank 1

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

6.32 114.17 ng 5221830 1,4-Dichlorobenzene-d4 6.54
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 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 405 (6.316 min): BF083419.D (-403) (-) m/z 132.10 100.00%
132
68
5000
40 54 ‘ 75 % 6.00 620 640 6.60
104 . . . .
Obrr e b Sl i - &L e e S b | m/Z 68.05  52.68%
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 USSR SR AR SR
6.00 6.20 6.40 6.60
78 m/z 134.10 33.47%
31 49 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60
5000 m/z 66.10 31.98%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 A
Abundance #2744: 2-Cyclohexen-1-one R e RRa
68 6.00 6.20 6.40 6.60

m/z 69.10 20.37%

5000

96
40

27 55

18 | ”H Ll Al 81

e 8 O B S ST ey

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Indene Concentration Rank 6

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

6.80 15.20 ng 695211 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 91
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91

Abundance Scan 447 (6.796 min): BF083419.D (-445) (-) m/z 115.05 100.00%
115
5000
63 89 RS R L L
39 51 74 6.40 6.60 6.80 7.00 7.20
Obrrrrrrrr e 85l T 98 108l h/7116.10  88.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene

5000

6.I40 6.60 6.I80 7.00 7.20
m/z 63.10  14.80%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

115
R B e e S
6.40 6.60 6.80 7.00 7.20
5000 m/z 89.10 13.74%
o 27 39 51 63 75 89 g5 o
T T T T T T T T e T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8173: Benzene, 1,2-propadienyl-

rv—v—v—v—rv—v—v—v—rv—r
6.40 6.60 6.80 7.00 7.20
m/z 39.05 8.74%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 1,3-Phenylene, bis(3-phenyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

984 3.41ng 251516  Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Phenvlene. bis(3-phenvlprope... 370 C24H1804

1000259-62-4 90

2 4-Methvlcoumarine-7-cinnamate 306 C19H1404 300829-05-4 83
3 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 83
4 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 74
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 64
Abundance Scan 713 (9.836 min): BF083419.D (-710) (-) m/z 131.10 100.00%
131
5000 77 103 \“\
51 R IR SRR BN B
160 9.60 9.80 10.00 10.20
0 el 9 | m/z 103.10 42.81%
m/z--> 50 100 150 200 250 300 350
Abundance #148449: 1,3-Phenylene, bis(3-phenylpropenoate) k\
131
5000 77 103 LIS I IR SN SURR
9.60 9.80 10.00 10.20
51 m/z 77.05 42 .66%
0 33M‘h W | | 152171189207 240 283301 326 370
m/z--> 50 100 150 200 250 300 350
Abundance
131
9.60 9.80 10.00 10.20
5000 m/z 51.10 20.74%
+7 103
51
o 176 306
m/z--> 50 100 150 200 250 300 350
Abundance #75581: Propanedioic acid, nitrile, hydrazide, N2-(1-oxo-3...
131 9.60 9.80 10.00 10.20
m/z 50.10 12.16%
5000 103
77
51
L33, “‘ | | 161 195 229
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.03 4.40 ng 324440 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 730 (10.031 min): BF083419.D (-724) (-) m/z 57.10 100.00%
57
5000
4 85
U3 1 165 " '9.80 10.00 10.20 10.40
0! m/z 43.10 73.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 L L SRR BN
9.80 10.00 10 20 10. 40
4 m/z 71.10 56.89%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance
57
" '9.80 10.00 10.20 10.40
5000 al o m/z 85.10 37.63%
ol 26 113 141 169 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane e AR RREE EE e
57 9.80 10.00 10.20 10.40
m/z 41.10 30.39%
5000 85
4
0 ‘ L | 113 141 169184 22
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2§0 300 950 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.16 ng 159277 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 749 (10.248 min): BF083419.D (-746) (-) m/z 57.10 100.00%
57
5000
85 M Do) A
113 10.00 10.20 10.40 10.60
o..-.|,‘.'..J.",.'.t.lﬁ‘l,.l‘?g..,.... | M/Z  43.10  47.61%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 R SN SUNLIR BUULRA B
85 10.00 10.20 10.40 10.60
m/z 71.10 45.27%
0 %9‘ | || (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,00 10,20 10.40 10,60 _
5000 85 m/z 85.10 23.68%
0 13 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane T T
57 10.00 10.20 10.40 10.60
m/z 41.10 21.66%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
NI L UL SRR UL UL LR SRR R SN SUNLIR BUULRN B
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 12 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.51 4_.17 ng 355601 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 772 (10.511 min): BF083419.D (-770) (-) m/z 57.10 100.00%

g7

4

10.20 10.40 10.60 10.80

113 139 154 182

YS!/ | N GOVIIPE N — m/z 43.10 69.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
5000 LA L L L L L LN |
4 85 10.20 10.40 10.60 10.80
m/z 71.10 59.02%
o I IS SO T 282
P T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
AR
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 36.38%
41
1139 155 193 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane o A e R
57 10.20 10.40 10.60 10.80
m/z 41.10 28.62%
5000 85
4
0 18\‘ \‘ Il lls \‘ 113 L 141 169184 212
R RARE A L o e R A RRASA samas s a e S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Cyclopentadecanone, 2-hydroxy- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.71 3.35 ng 286023 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 62
2 1.9-Tetradecadiene 194 C14H26 112929-06-3 59
3 1-Hexadecanol 242 C16H340 036653-82-4 53
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 53
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 49
Abundance Scan 877 (11.711 min): BF083419.D (-872) (-) m/z 55.10 100.00%

5000

H-

11.40 11.60 11.80 12.00
m/z 41.10 82.39%

110

123 137 151 165 179

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82445: Cyclopentadecanone, 2-hydroxy-
41 55
69
83
5000 97 N AL i e |

11.40 11.60 11.80 12.00

110 0
agm L, m/z 43.10  70.90%
0 .,....i.‘..“.“l‘.‘.U.‘; LN 100, L9az07 222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
41 LN L L L L L |
67 81 11.40 11.60 11.80 12.00
0
5000 o m/z 69.10 54.62%
29
109 23
o 123 137 152 166178 194
SRS} NN/ AT P NS A -Gl £
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol A R
43 55 11.40 11.60 11.80 12.00
69 83 m/z 83.10 49.65%
97
5000
29 111
0 h‘mmmmm 224
m/z--> 20 40 60 100 120 140 160 180 200 220 240 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.81 11.52 ng 983313 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 886 (11.814 min): BF083419.D (-883) (-) m/z 43.10 100.00%
48 60 73
5000
97 129 LRI DR SN RN B
115 157 171 185 ;g 213 11.40 11.60 11.80 12.00 12.20
143 199 | 227 256
o,....|,|'..- m/z 73.10 92.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 11.40 11.60 11.80 12.00 12.20
5727 213 m/z 60.10 87.46%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00 12.20
5000 29 129 m/z 41.10 76.65%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid T
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 57.10 73.78%
29
5000
T 1 \'/\/JLJLJ\_/_\/_\
01115 143 199
ol [ | woamranass e | 1 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 16 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.89 4.93 ng 420652 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 980 (12.888 min): BF083419.D (-977) (-) m/z 43.10 100.00%

57 73

5000

12.60 12.80 13.00 13.20

24
199913227

0! m/z 57.10 86.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid
60
5000 41 TTT LI L L L TTTT
129 12. 60 12. 80 13. 00 13. 20
2( m/z 73.05 82.75%
101 143 172
N il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.60 12.80 13.00 13.20
5000 129 m/z 60.05 77.31%
29 185 228

87
101115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 5 73 12.60 12.80 13.00 13.20
m/z 55.10 70.20%
129
5000 29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20

8270-BF113015.M Thu Dec 03 19:05:44 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 17 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.64 5.43 ng 356862 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 1133 (14.637 min): BF083419.D (-1130) (-) m/z 57.10 100.00%
' 14.40 14.60 14.80 15.00
Obrrprergll m/z 43.10 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 LR B UL SR BUL
mmmmmmmm
29 125 m/z 55.10 90.20%
ol1s | | 139154168182196210224238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 U SRR B SURIUR SUM
97 14.40 14.60 14.80 15.00
5000 m/z 83.05 83.08%
29 111

25
0 139153167182196210224 252 280

W‘mﬁwmwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- S BaER e LS
14.40 14.60 14.80 15.00
m/z 69.10 73.64%

BN

97

5000

125

5

139153168182196210224 252 280
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083419.D

Aca On : 2 Dec 2015 15:41

Operator : UM/I1Z

Sample : 64582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 18 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.21 26.83 ng 1254030 Perylene-d12 16.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72

Abundance Scan 1271 (16.214 min): BF083419.D (-1268) (-) m/z 69.10 100.00%
89
5000
41 e
95
137 15.80 16.00 16.20 16.40 16.60
Oyt L A4, 175203 231 273200 341367 sz 81.10  52.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 41
15.80 16.00 16.20 16.40 16.60
9 m/z 41.10 26.11%
5 137
ol by | a7 ) 161 101217 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
15.80 16.00 16,20 16.40 16.60
5000 m/z 95.10 13.06%
41
95 137
o 117 | 161 191 217 244 273 299 341 367 410
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance #126274: 4,9,13,17—Tetramethyl—4,8,lZ,lG—octadecatetraenal LI L L B
69 15.80 16.00 16.20 16.40 16.60
m/z 68.10 11.60%
50007 41
9% 137
ol ‘,JIJ\J,J d ,thmll, de1 TP g 27273 36 N A S
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60

8270-BF113015.M Thu Dec 03 19:05:46 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120215\
Data File : BF083419.D

Acq On : 2 Dec 2015 15:41

Operator : UM/1Z

Sample - G4582-17

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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 .66 42.4 ng 1938830 1 6.54 914751 20.0
Benzene, 1,3-dime... 5.05 6.3 ng 288221 1 6.54 914751 20.0
unknown6 .32 6.32 114.2 ng 5221830 1 6.54 914751 20.0
Indene 6.80 15.2 ng 695211 1 6.54 914751 20.0
1,3-Phenylene, bi... 9.84 3.4 ng 251516 3 9.57 1473130 20.0
Heneicosane 10.03 4.4 ng 324440 3 9.57 1473130 20.0
Heptacosane 10.25 2.2 ng 159277 3 9.57 1473130 20.0
Eicosane 10.51 4.2 ng 355601 4 11.11 1707450 20.0
Cyclopentadecanon... 11.71 3.4 ng 286023 4 11.11 1707450 20.0
n-Hexadecanoic acid 11.81 11.5 ng 983313 4 11.11 1707450 20.0
n-Decanoic acid 12.89 4.9 ng 420652 4 11.11 1707450 20.0
1-Nonadecene 14 .64 5.4 ng 356862 5 14.73 1313450 20.0
Squalene 16.21 26.8 ng 1254030 6 16.79 934838 20.0
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