LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 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-BF112115.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 4.776 242 244 255 rVB 1208481 2137936 47 .38% 3.438%
2 5.244 283 285 300 rBY 2952544 3916531 86.79% 6.299%
3 6.319 376 379 381 rBVY 4166123 4512560 100.00% 7.258%
4 6.422 386 388 391 rBVY 4176852 3930875 87.11% 6.322%
5 6.650 406 408 410 rBV 1163139 1178852 26.12% 1.896%
6 6.730 413 415 419 rBV 554219 588108 13.03% 0.946%
7 6.810 419 422 424 rVB 2141417 2861886 63.42% 4.603%
8 7.222 455 458 460 rBVY 2723842 2770592 61.40% 4 .456%
9 7.347 467 469 474 rVB 45455 57815 1.28% 0.093%
10 7.576 487 489 491 rBV 70833 67878 1.50% 0.109%
11 7.713 499 501 508 rvB 28565 60845 1.35% 0.098%
12 7.942 518 521 523 rBY 1084474 1437827 31.86% 2.312%
13 8.685 584 586 587 rBV 71573 64063 1.42% 0.103%
14 8.719 587 589 591 rVB 62215 61959 1.37% 0.100%
15 8.902 597 605 608 rBV 43420 95246 2.11% 0.153%

16 9.016 612 615 617 rBV 4741070 4155685 92.09% 6.684%
17 9.302 637 640 642 rBvV 916166 1010539 22.39% 1.625%
18 9.416 648 650 653 rBVY 1004278 878597 19.47% 1.413%

19 9.519 657 659 663 rBvV3 24547 49787 1.10% 0.080%
20 9.633 667 669 671 rBvY 85783 72666 1.61% 0.117%
21 9.679 671 673 675 rBV 1136227 1473082 32.64% 2.369%
22 9.713 675 676 680 rvB2 57858 60828 1.35% 0.098%
23 9.953 696 697 699 rBv2 42554 49258 1.09% 0.079%
24 10.102 707 710 711 rBV2 50470 90174 2.00% 0.145%
25 10.136 711 713 714 rVvV 123832 116577 2.58% 0.187%
26 10.228 718 721 725 rVB2 58681 87081 1.93% 0.140%
27 10.353 729 732 734 rBV 57673 85383 1.89% 0.137%

28 10.468 740 742 745 rBV 2172255 2182158 48.36% 3.510%
29 10.605 752 754 758 rBv2 167709 238479 5.28% 0.384%
30 10.662 758 759 761 rBV 67876 99111 2.20% 0.159%

31 10.696 761 762 764 rvv2 91279 123145 2.73% 0.198%
32 10.731 764 765 769 rvVv 105993 148233 3.28% 0.238%
33 10.799 769 771 773 rVvv2 54086 80796 1.79% 0.130%
34 10.845 773 775 777 rVB3 84311 119612 2.65% 0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 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:\HPCHEMI\BNA F\METHODS\8270-BF112115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.879 777 778 779 rBVY 82075 85986 1.91% 0.138%

36 10.925 780 782 784 rVB2 90181 122528 2.72% 0.197%
37 11.051 788 793 795 rBV3 96371 168394 3.73% 0.271%
38 11.165 800 803 806 rvv 911904 1867696 41.39% 3.004%
39 11.233 806 809 811 rVvB 156729 172796 3.83% 0.278%

40 11.279 811 813 815 rBV2 26850 49096 1.09% 0.079%
41 11.416 821 825 828 rBV3 86693 213762 4.74% 0.344%
42 11.576 837 839 842 rVB 67195 64661 1.43% 0.104%
43 11.634 842 844 845 rBV 36500 56979 1.26% 0.092%
44 11.656 845 846 847 rvVv 67355 70023 1.55% 0.113%

45 11.714 847 851 854 rvv2 618456 747032 16.55% 1.201%

46 11.771 854 856 860 rvB2 168215 235721 5.22% 0.379%
47 11.976 870 874 878 rBv3 101978 188659 4.18% 0.303%
48 12.102 884 885 887 rBv2 42998 53278 1.18% 0.086%
49 12.148 887 889 892 rvv3 33964 79330 1.76% 0.128%
50 12.205 892 894 895 rBvV 97260 105595 2.34% 0.170%

51 12.239 895 897 901 rVvB3 37808 85467 1.89% 0.137%
52 12.365 906 908 910 rBV 1401070 1283047 28.43% 2.064%
53 12.411 910 912 917 rVvVv3 268703 391140 8.67% 0.629%
54 12.491 917 919 922 rVvV2 567062 721193 15.98% 1.160%
55 12.594 925 928 930 rvVv 799318 1171984 25.97% 1.885%

56 12.639 930 932 935 rvB2 77842 116061 2.57% 0.187%
57 12.742 939 941 944 rVvV 2892105 2850506 63.17% 4._.584%
58 12.811 944 947 949 rvVvv3 54248 102302 2.27% 0.165%
59 12.925 954 957 959 rvv3 153435 252377 5.59% 0.406%
60 12.982 960 962 964 rvv 149121 220619 4_89% 0.355%

61 13.028 964 966 969 rvv3 80049 184447 4._.09% 0.297%
62 13.119 972 974 975 rVV 67613 86461 1.92% 0.139%
63 13.325 990 992 997 rBV5 157523 274923 6.09% 0.442%
64 13.428 999 1001 1003 rVB 104198 114091 2.53% 0.183%
65 13.531 1008 1010 1012 rBV 108934 205619 4._56% 0.331%

66 13.657 1020 1021 1024 rVB 188983 262126 5.81% 0.422%
67 13.782 1029 1032 1037 rBV3 1586321 2906666 64.41% 4._.675%
68 13.885 1039 1041 1043 rBV2 111704 144293 3.20% 0.232%
69 14.125 1061 1062 1065 rBV 296288 321199 7.12% 0.517%
70 14.285 1073 1076 1081 rBV3 447834 1012851 22.45% 1.629%

71 14.571 1099 1101 1103 rBV 118778 187666 4.16% 0.302%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.697 1110 1112 1114 rVB 423759 480900 10.66% 0.773%
73 14.777 1117 1119 1123 rBV 435604 853222 18.91% 1.372%
74 14.868 1125 1127 1129 rBV 946243 1209661 26.81% 1.945%
75 15.040 1140 1142 1145 rVB 284162 370186 8.20% 0.595%

76 15.097 1145 1147 1150 rVvVv 428551 591303 13.10% 0.951%
77 15.154 1150 1152 1158 rVB 787521 1099708 24.37% 1.769%
78 15.371 1168 1171 1174 rBV 1077341 1514722 33.57% 2.436%
79 15.577 1186 1189 1191 rBV 400167 545652 12.09% 0.878%
80 15.622 1191 1193 1199 rVB4 170963 373307 8.27% 0.600%

81 16.251 1245 1248 1253 rVB 683997 1228229 27.22% 1.975%
82 16.411 1260 1262 1267 rVB2 120297 270385 5.99% 0.435%
83 16.788 1293 1295 1299 rVB 94633 179253 3.97% 0.288%
84 16.925 1304 1307 1312 rVB4 130924 318698 7.06% 0.513%
85 17.085 1319 1321 1324 rBV2 71509 108248 2.40% 0.174%

86 17.303 1336 1340 1342 rBV 139407 381120 8.45% 0.613%
87 17.588 1362 1365 1373 rVB8 100875 409021 9.06% 0.658%
88 18.080 1406 1408 1413 rVB4 81936 203096 4 _50% 0.327%

Sum of corrected areas: 62177449
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083187.D

6.%242
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5.24
3000000 792
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2000000

4.78 6.65 7.94
1000000

L7'35 7’.\58.71
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083187.D
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4000000
12.74
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Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083187.D
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Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.78 36.27 ng 2137940 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 244 (4.776 min): BF083187.D (-242) (-) m/z 43.10 100.00%
431
59.1
5000
| 710 831 10|1.1 440 4.60 4.80 5.00 5.20
ot e e e e m/z 59.10 54.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL R
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 15.43%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 5.20
5000 m/z 58.10 13.59%
41.0
29.0 101.0
0 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 440 4.60 4.80 500 5.20

m/z 41.10 8.81%

5000

41.0 101.0
15.0 O 11500, | 690 830

e Y N Nt s N S RARR RS R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.42 Concentration Rank 1

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

6.42 66 .69 ng 3930880 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 388 (6.422 min): BF083187.D (-386) (-) m/z 132.10 100.00%
1321
68.1
5000
96.1 SEEE SRR RS LA SR
40.1 | 115.1 2070 6.00 6.20 640 6.60 6.80
ol s s MMSUMMMHEESHMMHMM S L0 m/z 68.10 55.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132.0
5000 NSNS RS R N
600 6.20 6.40 6.60 6.80
104.0 m/z 134.10 33.05%
66.0
0 270 500 "/ 880 | |
m/z--> 25 Jo eb éo 160 150 140 1éo 1éo 260
Abundance
132.0
6.00 620 640 6.60 6.80
5000 m/z 66.10 32.73%
51.0 70.0 86.0
e S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 Ik
Abundance #2742: 2—Cyc|0hexen—l—one | BRI B LA B B
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.21%
5000
39.0 96.0
0"'|ﬂ'”M““h|““'|'”'|'”'|'“'|"“|"”|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Hexanol, 2-ethyl- Concentration Rank 8

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

6.73 9.98 ng 588108 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 72
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 56
4 1-I1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 50
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 45

Abundance Scan 415 (6.730 min): BF083187.D (-413) (-) m/z 57.10 100.00%
57.1
5000 a1
70.1 AW"”I'”'I”"P"W
|' 87'1 98.1 1101 6.40 6.60 6.80 7.00
o} et e S m/z 41.10 36.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13212: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.40 6.60 6.80 7.00
27.0 70.0 m/z 43.10 34.56%
o | mowonpe
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
430 6.40 6.60 6.80 7.00
5000 ' m/z 55.05 24 .90%
71.0
Oy ???'I T '|"'9?F"' UL '}ﬁ%q S SN
m/z--> 20 40 60 80 100 120 140 160
Abundance #65768: Heptane, 1,1'-oxybis-
57.0 6.40 6.60 6.80 7.00
m/z 56.10 19.63%
5000
70.0
‘ ‘ 97.0
O e 40 170 1710
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 2-Ethylhexyl mercaptoacetate Concentration Rank 7

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

9.30 13.72 ng 1010540 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 87
2 Heptane. 3-T(ethenvloxv)methvIl1- 156 C10H200 000103-44-6 53
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 50
4 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 50
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 47

Abundance Scan 640 (9.302 min): BF083187.D (-637) (-) m/z 57.10 100.00%
571.1

5000 a1h
112.2

83.1 9.00 9.20 9.40 9.60

ol e 12922450 1782 s 1T 0 63, 760
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58150: 2-Ethylhexyl mercaptoacetate
57.0
43.0
5000

9.00 9.20 9.40 9.60
112.0 m/z 43.10 59.56%

27.0 83.0 '
0 ‘ \‘\ “ “\ “u\ ‘\ 97'0 ‘ 129.0 145'0 161.0
B L e o L LA I i o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 57.0

9.00 9.20 9.40 9.60

5000 m/z 41.10 38.11%
210 83.0
: . 141.0
o 97.0 1120 156.0
L o o e o e o B I o LA I e e e o s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45592: Undecane, 2,5-dimethyl-
57.0 9.00 9.20 9.40 9.60

m/z 55.10 29.24%

5000 43.0
112.0
L L L L L L L L BB L | T | LN B LB | LNLINLINL I L B L _'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—l
mz--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.71 8.00 ng 747032 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecane 156 Cl11H24 001120-21-4 11
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 851 (11.714 min): BF083187.D (-847) (-) m/z 73.10 100.00%
431 731
5000
129.1 4A¥_
97.1 T T
| 1571 1852 2132 0562 1140 11.60 11.80 12.00
O i m/z 43.10 96.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 UL AL U SRR SR
129.0 nmumnmnm
97.0 o , m/z 60.10 81.90%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11140 11.60 11.80 12.00
5000 m/z 57.10 71.69%
129.0 242.0
97.0 199.
0 15201710 2230
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 240 260
Abundance #65562: Tridecanoic acid e
430 | 730 11.40 11.60 11.80 12.00
: m/z 55.10 65.57%
5000
‘ o 129.0 1710 214.0
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:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.49 4.96 ng 721193 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Undecane 156 Cl11H24 001120-21-4 35
3 Decane 142 C10H22 000124-18-5 18
4 Hexadecane 226 C16H34 000544-76-3 18
5 Tridecane 184 C13H28 000629-50-5 14
Abundance Scan 919 (12.491 min): BF083187.D (-917) (-) m/z 43.10 100.00%
431 731
5000 AﬁwN_AHVM,AVA\~A~w-~f“/
129.1
e 1952 s %0 a0 260 80
0 k32 7 2 Tmzz 73.10 0 87.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0
12.20 12.40 12.60 12.80
m/z 57.10 75.42%
o?ﬁﬂduw”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
12.20 12.40 12.60 12.80
5000 m/z 60.10 70.41%
85.0
29.0

113.0 156.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18419: Decane

43.0 12.20 12.40 12.60 12.80

m/z 55.10 67 .24%
5000
71.0
o 150w J 99.0 142.0
”.P.u,.u,u.q.nq.n.v.”P.”,””,”.w”...”..”.P.”P.. s R LA e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

8270-BF112115.M Tue Nov 24 10:32:07 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 6.97 ng 1012850 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 1076 (14.285 min): BF083187.D (-1073) (-) m/z 57.10 100.00%
57.1
5000
‘97-1 "I2700 1420 1440 1460
127.1 240.1 : : : :
o — y .J~.'||, Ly 2092 2081702703 309.4 3543 3974 ns7 43.10  69.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 L S UL R I
14.00 14.20 14.40 14.60
99.0 m/z 71.10 66 .34%
o “ A H‘ | 1410 1830 240.0
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
14.00 14,20 14.40 14.60
5000 m/z 85.10 47 . 76%
99.0
O e e e e T T T T T T
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #151555: Heptacosane T
57.0 14.00 14.20 14.40 14.60
m/z 55.10 27 .41%
99.0
Oszjjjdmmlmqnmzmom% 380.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF112115.M Tue Nov 24 10:32:08 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Concentration Rank 20

9 Eicosane, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.41 ng 187666 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 92
2 Nonadecane 268 C19H40 000629-92-5 60
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 58
4 Heneicosane 296 C21H44 000629-94-7 55
5 Tridecane 184 C13H28 000629-50-5 55
Abundance Scan 1101 (14.571 min): BF083187.D (-1099) (-) m/z 57.10 100.00%
57.1
O P 1420 1440 1460 1450
Ol : . ' : m/z 43.10 73.97%
m/z--> 0 50 100 150 200 250 300 350
Abundance #115572: Eicosane, 2-methyl-
57.0
5000 RSN B SR SUN I
14.20 14.40 14.60 14.80
99.0 253.0 m/z 71.10 66.40%
0 27\\‘0\“\ ‘“ u‘ \‘h \\‘ “ ‘14:‘[0‘16‘90‘ 211'0 m. \296'0
m/z--> 6 55 160 1%0 260 2%0 360 3%0
Abundance
57.0
14.20 14.40 14.60 14.80
5000 m/z 55.10 58.14%
L 270 90 14101600 2010 2680 M
mz-> 0 50 100 150 200 250 300 350
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethylbutyl)- R R RREEEEa
43.0 14.20 14.40 14.60 14.80
m/z 85.10 41 .24%
5000 85.0 L\L]L
13.0
L L LA O 101830 0 2810 7o
m/z--> c') 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 14.'20 14.'40 14.|60 14.|80 '

8270-BF112115.M Tue Nov 24 10:32:09 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Tetradecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.70 8.75 ng 480900 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 93
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 14-Octadecenal 266 C18H340 056554-89-3 91
4 16-Octadecenal 266 C18H340 056554-87-1 91
5 13-Octadecenal 266 C18H340 056554-90-6 87
Abundance Scan 1112 (14.697 min): BF083187.D (-1110) (-) m/z 57.10 100.00%
57.1
24.1 268.1 14.40 14.60 14.80 15.00
ol |, 1781207.1230.22501 3073  356.3 m/z 43.10 89.56%
m/z--> 50 100 150 200 250 300 350
Abundance #64478: Tetradecanal
5000 U DAL B B U
mmmmmmmm
0
270 136.0168.0 m/z 82.10 81.61%
0 ‘\\H\\Hmﬂ,l‘\\”|21|2-|0”|””|””||”
m/z--> 200 250 300 350
Abundance
82.0
43.0 LA NI N S
14.40 14.60 14.80 15.00
5000 m/z 55.10 66.99%
111.0
S50 140.0168.0 22402520 m
m/z--> §o 160 1éo 260 250 360 3éo
Abundance #98128: 14-Octadecenal R BRI B
82.0 14.40 14.60 14.80 15.00
43.0 m/z 83.10 52.68%
0 147.0 221.0 252.0
ol15:0 T,m,.,\”18,2-9",;“”1””
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. oo

8270-BF112115.M Tue Nov 24 10:32:09 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 22.00 ng 1209660 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 1127 (14.868 min): BF083187.D (-1125) (-) m/z 57.10 100.00%
57.1
99.1 14,60 14.80 15.00 15.20
141. 1 252.1 : . . .
ol b g JAML 1832 2232700 307.2336.23654_ | 77 43.10 | 64.58%
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57.0
5000 LI B SRS BULI SR
14,60 14.80 15.00 15.20
9.0 m/z 71.10 63.30%
: 154.0
Ol b U830 2890 2810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 44 .51%
99.0 169.0
ol 280 T awso
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R s B AR
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.55%
o N\/\—/\‘A\‘/\J
27,0 990 1410
oL 200 L T, 1410 1830 2250 267.0 3230 3800 S ——
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20

8270-BF112115.M Tue Nov 24 10:32:10 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.37 27.55 ng 1514720 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Tetracosanal 352 C24H480 057866-08-7 91
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 Hexadecanal 240 C16H320 000629-80-1 90

Abundance Scan 1171 (15.371 min): BF083187.D (-1168) (-) m/z 57.10 100.00%

15.00 15.20 15.40 15.60

- w
[12;? 1,, 1662 20812392 2783 3143
T —T T T T T T L B

ol —i : ; 304 ' 'm/z 43.10 90.55%
m/z--> 150 250 300 350
Abundance #107629: Oxnane, heptadecyl-
43.0
5000 LA L L L L L L L LB B
15.00 15.20 15.40 15.60
110 m/z 82.10 81.78%
oL bbbl H\ i 220 20
m/z--> 200 250 300 350
Abundance
43.0 82.0
e R REEEE R
15.00 15.20 15.40 15.60
5000 m/z 55.10 60.80%
111.0
0 152.0 208.0 250.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #142104: Tetracosanal R R RREEEEa
43.0 82.0 15.00 15.20 15.40 15.60
334.0 m/z 96.10 53.59%
5000
11.0
{ | 1520 1940 236.0 2780
o N WG S R G PSS St i
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF112115.M Tue Nov 24 10:32:11 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknownl5.62 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.62 6.79 ng 373307 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 43
2 Cvclohexanecarboxvlic acid. 3-pe... 338 C22H4202 1000280-60-0 43
3 1-Docosanol 326 C22H460 000661-19-8 38
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 38
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 38

Abundance Scan 1193 (15.622 min): BF083187.D (-1191) (-) m/z 83.10 100.00%
43.1
5000
IR UL BN BN B
190 1 264.1 15.40 15.60 15.80 16.00
N 2211 /29183333 LA w7z 57.10 69.88%
miz--> 0 50 100 150 200 250 300 350
Abundance #90869: 13-Tetradecen-1-ol acetate
43.0
5000 L UL B BN B
mmmmmmmm
250 m/z 97.10 68.70%
11 \H | n me moms
miz--> 0 5 260 2%0 360 3%0
Abundance
83.0
o 50 15160 19180 1600
5000 129.0 m/z 55.10 61.03%
° e wJ\qv\A_V
miz--> 0 55 160 1éo 260 250 300 3%0
Abundance #131002: 1-Docosanol L I o R R T
43.0 15.40 15.60 15.80 16.00
m/z 43.10 55.85%
h I ‘\J\—\Aw
ol230l, |l A ‘JL 1250 1680 210.0 249.0278.0308.0
miz--> 0 55 160 1éo 260 2%0 360 3%0 1520 1560 1580 1600

8270-BF112115.M Tue Nov 24 10:32:12 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 _gamma.-Sitosterol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.93 5.80 ng 318698 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
2 .beta.-Sitosterol 414 C29H500 000083-46-5 83
3 Kauren-18-o0l. acetate. (4.beta.)- 330 C22H3402 072150-74-4 70
4 Chola-5.22-dien-3-o0l. (3.beta..2... 342 C24H380 057597-08-7 62
5 Stigmastane, 23,24-epoxy-, (5.al... 414 C29H500 054411-91-5 22
Abundance Scan 1307 (16.925 min): BF083187.D (-1304) (-) m/z 43.10 100.00%
431
107.1
161.1
5000
303.3
2 saLaalila 16.60 16.80 17.00 17.20 '
0 m/z 55.10 82.76%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 81.0 AU N S
16.60 16.80 17.00 17.20
m/z 41.10 75.16%
o) — \‘I 1 IM' y “‘l‘”.
m/z--> 0 50 1
Abundance
43.0
16.60 16.80 17.00 17.20 |
5000 81.0 m/z 57.10 64 .48%
145.0 Jiao 414.0
- 329.0
o 1130, | 1780 2950 589.0 381.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #132898: Kauren-18-ol, acetate, (4.beta.)- A BEmma B R
43.0 16.60 16.80 17.00 17.20
m/z 107.10 64 .08%
5000 1.0
23.0
159.0 550 257.0 330.0
OIII\UIHIMI\ .“il‘!.”.“.lhu.‘..l‘.l‘..lu‘...|....|... R RS e e
mz-> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF112115.M Tue Nov 24 10:32:12 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 6,7,8,9-Tetrahydrodibenzo[b... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.30 6.93 ng 381120 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.7.8.9-Tetrahvdrodibenzolb.d1fu... 260 C15H1604 1000196-34-3 64
2 Quinolin-8-amine. 5.6-dimethoxv-... 218 C12H14N202 064992-95-6 59
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 59
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 58
5 4,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2 1000280-67-7 47
Abundance Scan 1340 (17.303 min): BF083187.D (-1336) (-) m/z 218.20 100.00%

218.2
5000
. : _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—l

257 3287.1 325.1 411.4 17.00 17.20 17.40 17.60
o o AL 3B A4 003,15 77.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94416: 6,7,8,9-Tetrahydrodibenzo[b,d]furan, 2-acetoxy-3-m...
218.0

5000 LA L L LB L L LN |
260.0 17.00 17.20 17.40 17.60
' m/z 95.10 26.13%
R e e Tt o It e
m/z--> 50 100 150 200 250 300 350 400
Abundance
203.0
R B AR
17.00 17.20 17.40 17.60
5000 m/z 69.10 25.35%
9 160.0
o 40.0 "~ 1300
m/z--> 50 100 150 200 250 300 350 400
Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline R  ERmmaT B
18.0 17.00 17.20 17.40 17.60

m/z 219.15 20.84%

5000
1040 160.0
51.0 \ ﬂ

L

O A i, ey

m/z--> 50 100 15 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF112115.M Tue Nov 24 10:32:13 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 19 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.59 7.44 ng 409021 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 70
2 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 42
3 1R.3Z.95-2.6.10.10-Tetramethvlbi... 204 C15H24 1000140-07-4 38
4 Eudesma-4(14).11-diene 204 C15H24 1000152-04-3 38
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 35
Abundance Scan 1365 (17.588 min): BF083187.D (-1362) (-) m/z 95.10 100.00%
1
5000
17.20 17.40 17.60 17.80 18.00
o’ m/z 93.10 90.39%
m/z--> 50 100 150 200 250 300 350
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189.0
93.0
41.0
5000 133.0 T
67.0 161.0 17.20 17.40 17.60 17.80 18.00
‘ ‘ m/z 207.10 88.55%
o ‘..‘.}l ‘\ \I l\l‘l —— N —
m/z--> 50 100 150 200 250 300 350
Abundance
41.0 107.0
o 17120 1740 17160 1750 18,00
79.0 135.0 . . . . .
5000 204.0 m/z 81.10 81.43%
N s L L WL WL L
m/z--> 50 100 150 200 250 300 350
Abundance #58759: 1R,32,9S-2,6,10,10-Tetramethylbicyclo[7.2.0]undeca... A ERmEa mEa S
81.0 17.20 17.40 17.60 17.80 18.00
41.0 m/z 69.10 77 .26%
5000
133.0 189.0
{} ‘ 161.0
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083187.D

Aca On : 23 Nov 2015 5:01

Operator : UM/I1Z

Sample : G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 20 Cobalt, [(1,2,3,4,5-.eta.)-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.08 3.69 ng 203096 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobalt. I(1.2.3.4.5-_eta.)-1-ace... 274 C15H19Co0 092467-88-4 53
2 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 50
3 1-Tp-Nitrophenvl1-3-I2-pvrimidvl... 259 C11H9N503 023656-31-7 42
4 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 35
5 1-l1sopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 27

Abundance Scan 1408 (18.080 min): BF083187.D (-1406) (-) m/z 95.10 100.00%

1 259.3

:

5000 173.2 205.2

2992 3433 17.80 18.00 18.20 18.40
(o} m/z 259.30 85.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102850: Cobalt, [(1,2,3,4,5-.eta.)-1-acetyl-2,4-cyclopent...

17.80 18.00 18.20 18.40
m/z 69.10 70.98%

5000

F

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
259.0
R A
17.80 18.00 18.20 18.40
55.0
5000 81.0 219.0 m/z 55.10 68.30%
135.0
107.0
191.0
161.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #93644: 1-[p-Nitrophenyl]-3-[2- pyrlmldyl]urea B A RRREE R
95.0 17.80 18.00 18.20 18.40
m/z 43.10 66 .95%
5000
68.0 138.0
N G l ‘ 1650 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18 00 18. 20 18. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083187.D

Acq On : 23 Nov 2015 5:01

Operator : UM/1Z

Sample - G4475-05

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.78 36.3 ng 2137940 1 6.65 1178850 20.0
unknown6 .42 6.42 66.7 ng 3930880 1 6.65 1178850 20.0
1-Hexanol, 2-ethyl- 6.73 10.0 ng 588108 1 6.65 1178850 20.0
2-Ethylhexyl merc... 9.30 13.7 ng 1010540 3 9.68 1473080 20.0
n-Hexadecanoic acid 11.71 8.0 ng 747032 4 11.16 1867700 20.0
Octadecanoic acid 12.49 5.0 ng 721193 5 13.78 2906670 20.0
Heptadecane 14.29 7.0 ng 1012850 5 13.78 2906670 20.0
Eicosane, 2-methyl- 14 .57 3.4 ng 187666 6 15.15 1099710 20.0
Tetradecanal 14.70 8.8 ng 480900 6 15.15 1099710 20.0
Eicosane, 10-methyl- 14.87 22.0 ng 1209660 6 15.15 1099710 20.0
Oxirane, heptadecyl- 15.37 27.6 ng 1514720 6 15.15 1099710 20.0
unknownl15.62 15.62 6.8 ng 373307 6 15.15 1099710 20.0
-.gamma.-Sitosterol 16.93 5.8 ng 318698 6 15.15 1099710 20.0
6,7,8,9-Tetrahydr... 17.30 6.9 ng 381120 6 15.15 1099710 20.0
Naphthalene, 1,2,... 17.59 7.4 ng 409021 6 15.15 1099710 20.0
Cobalt, [(1,2,3,4... 18.08 3.7 ng 203096 6 15.15 1099710 20.0
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