LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09 Instrument :

Operator : TP/UM BNA_F

Sample - 63210-01 ClientSampleld :

Vi : 670UNDERCLIFF-1
isc :

ALS Vial : 28 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-BF080715.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 4.293 191 193 197 rvVB 33281 43952 2.14% 0.150%
2 4_.373 197 200 211 rBvV2 12609 33593 1.64% 0.115%
3 4.979 249 253 259 rBV 935333 1329491 64.76% 4 .543%
4 5.413 287 291 293 rBV 1424096 1888752 91.99% 6.454%
5 5.813 324 326 328 rVB 38913 38045 1.85% 0.130%
6 6.453 379 382 384 rVB 1724982 1881789 91.66% 6.431%
7 6.579 390 393 395 rBVY 1916908 1769416 86.18% 6.047%
8 6.807 411 413 415 rBV 483440 385077 18.76% 1.316%
9 6.899 417 421 425 rBV3 13705 51381 2.50% 0.176%
10 6.967 425 427 429 rVB 1632656 1435448 69.92% 4 .905%
11 7.219 446 449 451 rvVB 60681 55807 2.72% 0.191%
12 7.379 459 463 465 rBV 1147938 1350886 65.80% 4.616%
13 7.470 468 471 474 rVB 29162 41080 2.00% 0.140%
14 7.825 501 502 505 rVB 19107 22255 1.08% 0.076%
15 8.088 523 525 528 rVB 349527 473217 23.05% 1.617%
16 9.070 608 611 617 rBV3 9373 24729 1.20% 0.085%
17 9.173 617 620 622 rBY 2329738 2053104 100.00% 7.016%
18 9.505 648 649 651 rVB 33596 24913 1.21% 0.085%
19 9.562 652 654 656 rVB 329637 315473 15.37% 1.078%
20 9.699 662 666 669 rVB3 30682 46239 2.25% 0.158%

21 9.848 676 679 681 rBvV 562817 659095 32.10% 2.252%
22 9.893 681 683 689 rvv 54689 198082 9.65% 0.677%

23 9.973 689 690 695 rvv2 20804 35117 1.71% 0.120%
24 10.053 695 697 700 rvB 32640 37500 1.83% 0.128%
25 10.259 713 715 716 rBV 21788 23670 1.15% 0.081%
26 10.282 716 717 718 rvV 36110 26353 1.28% 0.090%
27 10.499 734 736 738 rBV 17093 23128 1.13% 0.079%
28 10.636 745 748 750 rBV 1095394 1256655 61.21% 4.294%
29 10.751 757 758 761 rBV 54971 74440 3.63% 0.254%
30 10.842 763 766 768 rvB2 19790 25272 1.23% 0.086%
31 11.002 777 780 782 rBV 39917 50502 2.46% 0.173%
32 11.196 796 797 799 rBV 42433 50633 2.47% 0.173%
33 11.288 803 805 806 rBvV 55758 79698 3.88% 0.272%

34 11.322 806 808 812 rvv2 617354 630646 30.72% 2.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09 Instrument :

Operator : TP/UM BNA_F

Sample - 63210-01 ClientSampleld :

Vi : 670UNDERCLIFF-1
isc :

ALS Vial : 28 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-BF080715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.391 812 814 817 rVB3 42154 85968 4._.19% 0.294%
36 11.436 817 818 820 rBV 27545 24924 1.21% 0.085%
37 11.551 826 828 830 rBV3 21947 25023 1.22% 0.086%
38 11.642 830 836 838 rvv2 70529 124555 6.07% 0.426%
39 11.722 840 843 846 rVB3 29304 47937 2.33% 0.164%

40 11.791 846 849 850 rBvV2 83665 115373 5.62% 0.394%

41 11.825 850 852 854 rvv 300014 477300 23.25% 1.631%
42 11.871 854 856 860 rvB2 874869 1067279 51.98% 3.647%
43 12.031 869 870 875 rvB2 85407 200808 9.78% 0.686%
44 12.111 875 877 880 rBvV 79442 106995 5.21% 0.366%
45 12.248 887 889 892 rvVvB3 21269 45618 2.22% 0.156%

46 12.294 892 893 896 rvB2 19496 26514 1.29% 0.091%
47 12.351 896 898 901 rBV2 58190 110644 5.39% 0.378%
48 12.419 901 904 906 rBV2 71993 132385 6.45% 0.452%
49 12.534 911 914 915 rVvVv 272876 322265 15.70% 1.101%
50 12.568 915 917 921 rVvwV 144591 355230 17.30% 1.214%

51 12.648 921 924 929 rvv3 315880 626842 30.53% 2.142%
52 12.774 929 935 939 rvv2 289128 888274 43.26% 3.035%
53 12.842 939 941 943 rVvV 42342 66054 3.22% 0.226%
54 12.877 943 944 945 rVvV 38965 49320 2.40% 0.169%
55 12.911 945 947 949 rVB 1662726 1535267 74.78% 5.246%

56 13.014 955 956 958 rvB2 37976 33405 1.63% 0.114%
57 13.082 958 962 966 rBV3 35046 108318 5.28% 0.370%
58 13.151 966 968 970 rBV 81813 124327 6.06% 0.425%
59 13.277 977 979 981 rVB2 56028 72530 3.53% 0.248%
60 13.345 981 985 986 rBv4 29013 87279 4._.25% 0.298%

61 13.368 986 987 993 rVB5 89965 201711 9.82% 0.689%
62 13.482 995 997 1000 rBV 211682 290107 14.13% 0.991%

63 13.608 1005 1008 1010 rBVZ2 51826 84407 4.11% 0.288%
64 13.665 1012 1013 1015 rBV2 40497 62337 3.04% 0.213%
65 13.711 1015 1017 1020 rBV3 59215 82951 4._.04% 0.283%

66 13.837 1025 1028 1034 rVB2 275020 499438 24.33% 1.707%
67 13.951 1035 1038 1043 rVB 995980 1260867 61.41% 4 _.309%
68 14.134 1052 1054 1055 rvVv 124546 115822 5.64% 0.396%
69 14.157 1055 1056 1059 rVB2 33584 56830 2.77% 0.194%
70 14.431 1076 1080 1082 rBV 159274 260388 12.68% 0.890%

71 14.477 1082 1084 1087 rVvVv 145827 244754 11.92% 0.836%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09 Instrument :

Operator : TP/UM BNA_F

Sample - 63210-01 ClientSampleld :

Vi : 670UNDERCLIFF-1
isc :

ALS Vial : 28 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-BF080715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.728 1104 1106 1109 rBV 135469 155108 7 .55% 0.530%
73 14.957 1124 1126 1130 rVB 111694 246229 11.99% 0.841%
74 15.048 1132 1134 1137 rVB2 220975 254113 12.38% 0.868%
75 15.105 1137 1139 1145 rBv4 67024 160221 7 .80% 0.548%

76 15.243 1149 1151 1154 rVB 86542 106859 5.20% 0.365%
77 15.300 1154 1156 1159 rBV 100718 128391 6.25% 0.439%
78 15.357 1159 1161 1163 rVV 212186 337360 16.43% 1.153%
79 15.403 1163 1165 1167 rVB2 117358 169460 8.25% 0.579%
80 15.585 1179 1181 1183 rBV2 61752 78769 3.84% 0.269%

81 15.814 1198 1201 1203 rBV 172719 277306 13.51% 0.948%
82 15.905 1206 1209 1211 rBVZ2 58564 137539 6.70% 0.470%
83 15.951 1211 1213 1217 rVB3 96263 143921 7.01% 0.492%
84 16.031 1217 1220 1221 rBV2 57264 121650 5.93% 0.416%
85 17.323 1329 1333 1339 rBV3 110393 356732 17.38% 1.219%

86 17.929 1383 1386 1389 rBV 54731 133807 6.52% 0.457%

Sum of corrected areas: 29262949
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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: BF080946.D

2000000 6.58

6.45
6.97

1500000 5.41
7.38
1000000 4.98
6.81

500000 8.09

4.2%7 5.81 6. p 12211747 7.82

L. L . e ot Sl M L A bt SR

Time--> 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: BF080946.D
9|17

2000000
12.91

1500000

13.95

10.64
1000000

500000
9.56

9.0 09.708-8097030 28 0.5

A DN L =
0---------------------------------------------------

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: BF080946.D

2000000

1500000

1000000

500000

V.

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:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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.

4.98 69.05 ng 1329490 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-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 32

Abundance Scan 253 (4.979 min): BF080946.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SRS SR
4.60 4.80 5.00 5.20 5.40
e 3l 83l e 8 | "hm/z 59.10  57.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS SR
4.60 4.80 5.00 5.20 5.40
m/z 58.10 15.39%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.10 14 .65%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e R B )
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000
a1 101
"|'%§'| "”“ﬁ%"'\t‘J"l??H”i "'éﬁ" "|§?"| URELR B B AR RS AR AR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknown6.58 Concentration Rank 1

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

6.58 91.90 ng 1769420 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
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)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 393 (6.579 min): BF080946.D (-390) (-) m/z 132.10 100.00%
132
5000 68
75 ¥ 620 6.40 6.60 6.80 7.00
104 . . . . .
..,....,....,...:,“.'.‘.‘? " b '|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 50.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 AR ERE EE SE
6.20 6.40 6.60 6.80 7.00
m/z 66.10 33.48%
15 28 39 52 % 77 0 104 4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R R e e  Eamanm)
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.71%
33 44 97 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #2742: 2-Cyclohexen-1-one i s )
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.94%
5000
39 96
27
L R RS m e R R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 7-Heptadecene, 17-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.83 15.14 ng 477300 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecene. 17-chloro- 272 C17H33CI 056554-79-1 60
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 58
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 55
4 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 50
5 15-Tetracosenoic acid, methyl es... 380 C25H4802 002733-88-2 49

Abundance Scan 852 (11.825 min): BF080946.D (-850) (-) m/z 55.10 100.00%

5000

-

83

192

0 123141 160 230 272 303 11.60 11.80 12.00 12.20
3. "m/z 41.10 48.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #101858: 7-Heptadecene, 17-chloro-

55

-

5000

29 11.60 11.80 12.00 12.20
m/z 69.10 36.84%
W 31147 173 202219 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
A B B e
11.60 11.80 12.00 12.20
5000 83 m/z 83.10 24 .74%

29

111
138 165 194 219236254

L B L B L L B N B L R SRR R EARRNRRRRRRRERI RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #99349: 9-Hexadecenoic acid, methyl ester, (2)- T T
55 11.60 11.80 12.00 12.20
m/z 56.10 24 .45%
74
5000
29 ’
...,.‘.‘..‘,r..‘.”,.‘.iﬁ‘.‘ i et ATt .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 33.85 ng 1067280 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
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 76
Abundance Scan 856 (11.871 min): BF080946.D (-854) (-) m/z 43.10 100.00%
43 73
5000
129
97 U NS BN BN
115 157171 185 1 oo 213 11.60 11.80 12.00 12.20
143 199777227 256
e m/z 60.00 93.76%
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 L S B L BULRLE
nmnmnmnm
21 m/z 73.10 89.39%
m/z--> "éb” 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- '11.60 11.80 12.00 12.20
5000 m/z 57.10 84.87%
o 129 242
199
101115 143157171185 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #75072: Tetradecanoic acid i
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 75.73%
5000 129
29
.?ﬁﬂk. u‘l R A A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

Sample : 63210-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Eicosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.03 6.37 ng 200808 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 870 (12.031 min): BF080946.D (-869) (-) m/z 57.10 100.00%
g7
IR SO SO BN B
113 181 11.80 12.00 12.20 12.40
1o T 208 m/z 43.10  71.84%
miz--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LRI SN BN BN B
85 11.80 12.00 12.20 12.40
29 m/z 71.10 48.44%
e M 160 282
miz--> 50 100 150 200 250 300 350
Abundance
57
"' 11/80 12.00 12.20 12.40
5000 m/z 41.10 36.15%
85
29 113 141 169 197 205 253 281 323 351 380
miz--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane e AR AR
57 11.80 12.00 12.20 12.40
m/z 55.10 29.73%
85
29
J“ L J 113 141 169 197 226
miz--> 50 100 150 200 250 300 350 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 9.94 ng 626842 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 64
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 59
Abundance Scan 924 (12.648 min): BF080946.D (-921) (-) m/z 43.10 100.00%
43 57
73
129
T s 195, 00713227240 10 1760 1780 1300
143157171 | 199213227 284 : : : :
— =l 255 m/z 57.10 88.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
435
5000 129 "' 1240 12,60 12.80 13.00
115 185 228 m/z 60.00 84.07%
01 143,171
||||||| II?T H\ H‘ ulw” ‘::%:57”:: I‘”llgglg:ll'?”w” S RRREREEAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
A DR SUNIA BN B
29 57 12.40 12.60 12.80 13.00
5000 m/z 73.05 81.37%
129 242
87

101115 | 1431571711859,

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

%

Abundance #92226: n-Hexadecanoic acid B T e e
43 12.40 12.60 12.80 13.00
5 m/z 55.10 73.75%
- 1 w/w
256
Ll ‘ 14315717118519921357
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

8270-BF080715.M Mon Aug 10 19:48:59 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Tridecane, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.48 4.60 ng 290107 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 53
2 2.2-Dimethvlpropionic acid. pent... 312 C20H4002 1000278-93-8 52
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 50
4 Propanoic acid. 2.2-dimethvl-. 2... 214 C13H2602 016387-18-1 50
5 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 49
Abundance Scan 997 (13.482 min): BF080946.D (-995) (-) m/z 57.10 100.00%
g7
5000
4 85 i —

1 | 03 13.20 13.40 13.60 13.80
126 154 235
e Al 10, 126 184 182 200 235 257 R T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55024: Tridecane, 3-methyl-
57
5000 LA L L L L L L L
29 13.20 13.40 13.60 13.80
85 m/z 71.10 25.70%
) ‘\ ‘ ‘ 18 140 1?9 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R BN
103 13.20 13.40 13.60 13.80
5000 m/z 85.10 24 .42%
41
85
26 125 182 210 255 312
Wmmwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55017: 3,5-Dimethyldodecane e e ERRES BE s
5[7 13.20 13.40 13.60 13.80
m/z 41.10 22.02%
5000
4 85
15 | ‘L | 100 120141 169 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13.80

8270-BF080715.M Mon Aug 10 19:49:00 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 9 1-Docosene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.84 7.92 ng 499438 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 91

Abundance Scan 1028 (13.837 min): BF080946.D (-1025) (-) m/z 55.10 100.00%
55
83
5000
111
139 285 13.60 13.80 14.00 14.20
Ay 57 168190 217285257 285 | 77 57.10  93.55%
m/z--> 50 100 150 200 250 300
Abundance #121981: 1-Docosene
55
97
5000 LI L LU UL UL
29 13.60 13.80 14.00 14.20
125 m/z 43.10 89.85%
ALl \ Dmam s
m/z--> 50 100 150 200 250 300
Abundance
55 g3
13.60 13.80 14.00 14.20
5000 m/z 83.10 76 .88%
- 111
139 168 210 238
m/z--> 50 100 150 200 250 300 '
Abundance #137330: 1-Heneicosyl formate T
57 83 13.60 13.80 14.00 14.20
m/z 69.10 67.72%
} I ’ LA 167 196 220 266 294 39934
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14.20

8270-BF080715.M Mon Aug 10 19:49:01 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 9.20 ng 155108 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 83
4 Hexadecane 226 Cl16H34 000544-76-3 81
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 1106 (14.728 min): BF080946.D (-1104) (-) m/z 57.10 100.00%
g7
85
UL B SUNILE SR
113 14.40 14.60 14.80 15.00
bk b L 77133090176 204226247267 “m/z 43.10 60.52%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LR DL LN SUULLE BURR R
85 14.40 14.60 14.80 15.00
m/z 71.10 48.25%
290 | | | 113 141 160 107 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
14.40 1460 14.80 15.00
5000 g5 m/z 85.10 34.32%
29
113 141 169 197 225 253 281 309 337 365 394 \ﬁhﬁjx\nvﬂfﬁﬂbvﬂ\AaJAJ\\_
m/z--> 50 100 150 200 250 300 350 '
Abundance #45563: Dodecane, 2—methy|— LA L L L L BN |
57 14.40 14.60 14.80 15.00
m/z 55.10 20.33%
85
5000
29 141
A
O
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF080715.M Mon Aug 10 19:49:02 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

Sample : 63210-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.05 15.06 ng 254113 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
4 1-lodoundecane 282 C11H231 004282-44-4 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1134 (15.048 min): BF080946.D (-1132) (-) m/z 57.10 100.00%
57
IR SR SUNIU SRR B
113 141 14.80 15.00 15.20 15.40
ol,l Uy, 160 204224 252 285 | "m/z 43.10 59.70%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R NI SURIL SR B
85 14,80 15.00 15.20 15.40
29 m/z 71.10 49_.58%
e M aee  m
m/z--> 50 100 150 200 250 300 350
Abundance
57
1480 15.00 15.20 15.40
5000 g5 m/z 85.10 40.05%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #55023: Tridecane, 2-methyl- R AR RRRES T
57 14.80 15.00 15.20 15.40
m/z 55.10 21.35%
5000
85
29
[J Ly M8 1% s
m/z--> 50 100 150 200 250 300 350 ' 14,80 15.00 15.20 15.40

8270-BF080715.M Mon Aug 10 19:49:03 2015

670UNDERCLIFF-1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

Sample : 63210-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 12 17-Pentatriacontene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.11 9.50 ng 160221 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 74
2 1-Heptadecene 238 C17H34 006765-39-5 64
3 1-Eicosene 280 C20H40 003452-07-1 64
4 1-Tetracosanol 354 C24H500 000506-51-4 58
5 1-Hexacosanol 382 C26H540 000506-52-5 58

Abundance Scan 1139 (15.105 min): BF080946.D (-1137) (-) m/z 57.10 100.00%
o7
5000
14,80 15.00 15.20 1540
— m/z 55.10 90.58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 UL SRR UL SRR BARRE
mmmmmmmm
111 m/z 43.10 87.32%
M‘Md \ ﬁ39167196224 267292 321 462 490
miz--> 0 5 150 200 250 300 350 460 4%0 '
Abundance
41
83 LU DU U B
14.80 15.00 15.20 15.40
5000 m/z 69.10 65.35%
14 140168 210238
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #106395: 1-Eicosene o B o LI,
43 14.80 15.00 15.20 15.40
m/z 97.10 63.93%
97
5000 69
J l | 154182210 252280
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 14. 80 15. oo 15 20 15'40 !

8270-BF080715.M Mon Aug 10 19:49:04 2015

670UNDERCLIFF-1

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Perylene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.24 6.34 ng 106859 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
Abundance Scan 1151 (15.243 min): BF080946.D (-1149) (-) m/z 252.15 100.00%

252
5000
125 15.00 15.20 15.40 15.60
41 67 99 ) | 144 174 198 224 287 365 : : : :

LSS IO~ Eeo Tl it a0 N[ S—— & m/z 250.10 29.19%

m/z--> 50 100 150 200 250 300 350
Abundance #89813: Perylene JU\/L
252

5000 LI L L L L B BN
15. 00 15 20 15. 40 15. 60
125 m/z 253.10 21.59%
17 30 74 99 f M 150 174 200 224
S e L e o
m/z--> 50 100 150 200 250 300 350
Abundance
252
T T
15.00 15.20 15.40 15.60
5000 m/z 125.10 15.04%
125
50 74 99 146 174 200 224
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #89823: Benzo[K]fluoranthene e RARREEE RS
252 15.00 15.20 15.40 15.60
m/z 126.00 14 _.56%
5000
126
74 99, | 200 224
——— T T L et = S
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15. 40 15. 60

8270-BF080715.M Mon Aug 10 19:49:04 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknownl5.59 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.59 4_.67 ng 78769 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tetradecvn-1-ol acetate 252 C16H2802 033925-72-3 25
2 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 15
3 4H-Pvran-4-one. 2-(chloromethvl)... 174 C7H7CI03 040838-34-4 14
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 12
5 Z,Z-5,16-0Octadecadien-1-ol acetate 308 C20H3602 1000130-95-8 12
Abundance Scan 1181 (15.585 min): BF080946.D (-1179) (-) m/z 43.10 100.00%
48
5000
15.20 15.40 15.60 15.80 16.00
e m/z 57.10 78 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #89675: 11-Tetradecyn-1-ol acetate
5000 R BRI UL SRR B
mmmmmmmmmm
109 194 m/z 55.10 67.12%
.H M\ p3T w8 | oy
m/z--> 50 100 150 200 250 300 350
Abundance
43
15,20 15.40 15.60 15.80 16.00
5000 82 m/z 95.10 54 _.85%
110
138 166 104 222 254 282
m/z--> o '55' - 160" "1éo" "260" ' 550" ' 560" ' ééd o
Abundance #38931: 4H-Pyran-4-one, 2-(chloromethyl)-5-methoxy- AR e
95 15.20 15.40 15.60 15.80 16.00
39 m/z 81.10 50.00%
5000
139
174
I:I-SIJIIJINIJ“I“IIIIIVL‘]I'QIIIIIJJIIIIIII — T R N R A AREREs
m/z--> 50 100 150 200 250 300 350 15. 20 15. 40 15. 60 15. 80 16 00

8270-BF080715.M Mon Aug 10 19:49:05 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.81 16.44 ng 277306 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1201 (15.814 min): BF080946.D (-1198) (-) m/z 57.10 100.00%
57
5000 a5 _JA~.,,\,___j\\fy\//,/////N
LRI DR ML AL B
113 15.40 15.60 15.80 16.00 16.20
141
ol ,I.! AT, 100 107 228 285 280 | Fhnzz 43.10  55.34%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LSRR SRR AL AL B
15.40 15.60 15.80 16.00 16.20
29 m/z 71.10 50.32%
M e M g s e
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 39.27%
197
13 141
29 169 225
m/z--> " 50 100 150 200 250 300 350
Abundance #155178: Octacosane A BREEE B e
57 15.40 15.60 15.80 16.00 16.20
m/z 55.10 20.94%
- 1 wm/
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00 16.20

8270-BF080715.M Mon Aug 10 19:49:06 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 3-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.91 8.15 ng 137539 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 83
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 80
3 l17-Pentatriacontene 491 C35H70 006971-40-0 72
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 59
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 58
Abundance Scan 1209 (15.905 min): BF080946.D (-1206) (-) m/z 57.10 100.00%

57

83
5000

S

15.60 15.80 16.00 16.20
m/z 55.10 75.48%

139164188 223250 287

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-

ul
~

83

5000 RS e T
29 111 1560 15.80 16.00 16.20
m/z 43.10 71.05%
| ] “ M‘ ‘ L 139 1167 196 224 252 260
— e B
miz—-> 0 50 250 300 350 400 450
Abundance
57
83 RS e T
15.60 15.80 16.00 16.20
5000 m/z 83.10 57.76%
111

29
139 168 210 238 283

m/z--> 0 50 100 150 200 250 300 350 400 450

S

Abundance #168065: 17-Pentatriacontene e EEman B R
57 15.60 15.80 16.00 16.20
97 m/z 97.10 57.62%
5000
29 125
153
l, |, JJ|; }§129923e267292320348376406434462490
P T T [T e ] A AR AR REE
mz-> 0 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20

8270-BF080715.M Mon Aug 10 19:49:07 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknownl15.95 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.95 8.53 ng 143921 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dicarbadodecaborane(12) 146 C2H12B10 016986-24-6 18
2 Benzene. [(l-methvlethvlidene)cv... 158 C12H14 024524-55-8 18
3 2-Amino-4-chloro-5-methvlpvrimidine 143 C5H6CIN3 020090-58-8 14
4 3-Heptvne. 7-chloro-2.2-dimethvl- 158 C9H15CI 055402-10-3 11

5 Thiazol-4(6H)-one, 2-(4-morpholy... 275 C13H13N302S 108539-93-1 11

Abundance Scan 1213 (15.951 min): BF080946.D (-1211) (-) m/z 135.10 100.00%

5000

15.60 15.80 16.00 16.20
m/z 143.10 99.36%

m/iz--> 0 50 100 150 200 250 300 350
Abundance #20785: 1,7-Dicarbadodecaborane(12)
143
5000 LA L L L L L LB L L B

15.60 15.80 16.00 16.20
m/z 119.10 69.97%

13 37 58 79 ‘1(30‘ dﬂh

%

m/z--> 0 50 100 150 200 250 300 350
Abundance
143
R AR REREE R
15.60 15.80 16.00 16.20
5000 m/z 81.10 61.05%
115
39 g3 01
T e T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #19353: 2-Amino-4-chloro-5-methylpyrimidine R e EEaE L
143 15.60 15.80 16.00 16.20
m/z 149.15 60.65%
108
81
5000
m/z--> 0 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknownl16.03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.03 7.21 ng 121650 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 27
2 Benzonitrile. 4-(4"-ethvil1.1"-b... 313 C21H28FN 100822-13-7 25
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 22
4 9-Undecenal. 2.6.10-trimethvl- 210 C14H260 000141-13-9 20
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 18

Abundance Scan 1220 (16.031 min): BF080946.D (-1217) (-) m/z 191.15 100.00%

191

5000

.

15.80 16.00 16.20 16.40
m/z 43.10 90.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41 69
95
5000 LA L B L LB L L B B
15. 80 16. 00 16 20 16. 40
137 m/z 57.10 78.70%
177
Bl B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69
R N IER S S
15.80 16.00 16.20 16.40
soool 4 1 m/z 69.10 73.87%
134 313
95 160 ;445203 284
mmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R AR RRRES T
191 15.80 16.00 16.20 16.40

m/z 95.10 68 .90%

5000

{5

43 149

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 _.beta.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.32 21.15 ng 356732 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 94
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 74
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 42
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 38
Abundance Scan 1333 (17.323 min): BF080946.D (-1329) (-) m/z 43.10 100.00%
48
5000
17.00 17.20 17.40 17.60
m/z 55.10 69.21%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 LR BN BRI B B
81 105 " 17.00 17,20 17.40 1760
18 m/z 57.10 56.68%
i R e | |
.‘.‘ H H | H IL\MLI ““.“ ‘u P4 \ 276 I“' ; ‘; |3|5‘|"| ) 'Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 81 4107 m/z 81.10 50.76%
145 414
213 303
173 255 329 381
234 | 276 354
miz--> 0 55 160 1%0 200 250 360 3éo 460
Abundance #159291: Stigmasterol, 22,23-dihydro- R R mEEE
43 17.00 17.20 17.40 17.60
m/z 174.20 45 _.34%
5000
414
69 105
’ L m \m MJ U\ p mlism 1\718 213 246 273 303 329 354 381 I
miz--> 0 5'0 100 150 2(')0 250 3(')0 3&'30 4(')0 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\

Data File : BF080946.D

Aca On : 8 Aug 2015 3:09

Operator : TP/UM

a?ggle i G3210-01 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknownl17.93 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.93 7.93 ng 133807 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo [fl-1.5-diazabicvclol3.2.2... 174 C11H14N2 007092-76-4 43
2 N-(n-PropvD)-1-phenvlcvclohexvla... 217 C15H23N 018949-81-0 43
3 6-Indolizinecarboxamide. 2-methvl- 174 C10H10N20 022380-20-7 43
4 5-Methvl-5.8-dihvdro-1.4-naphtho... 174 C11H1002 086759-40-2 43
5 8-Amino-6-methoxyquinoline 174 C10H10N20 000090-52-8 43

Abundance Scan 1386 (17.929 min): BF080946.D (-1383) (-) m/z 174.10 100.00%
174
5000] 44
91
67 134,k | 201 229 | 410 17.60 17.80 18.00 18.20
e o e B B A m/z 43.10 38.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38625: Benzo [f]-1,5-diazabicyclo[3.2.2]nonene
174
5000 A DA AR SN SN
145 17.60 17.80 18.00 18.20
o1 118 m/z 161.10 31.77%
aes T ]
'Nf'““mlhw L L W IS WU WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
174
17.60 17.80 18.00 18.20 |
5000 m/z 187.10 29.18%
91
217
58 117940
mz-> 50 100 150 200 250 300 350 400
Abundance #38451: 6-Indolizinecarboxamide, 2-methy!l- R e AR E
174 17.60 17.80 18.00 18.20
m/z 91.05 22.62%
e 10 «VV“NA/A¢~va/\kﬁwf\wﬂ\w,xv\
51 77 103
'4“” L'ﬁ"L'WL'M L U DU UL B DA A DA AR SN B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080715\

Data File : BF080946.D

Acq On > 8 Aug 2015 3:09 Instrument :
Operator : TP/UM BNA_F

Sample - G3210-01 ClientSampleld :
Misc - 670UNDERCLIFF-1
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715_.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._.98 69.0 ng 1329490 1 6.81 385077 20.0
unknown6 .58 6.58 91.9 ng 1769420 1 6.81 385077 20.0
7-Heptadecene, 17... 11.83 15.1 ng 477300 4 11.32 630646 20.0
n-Hexadecanoic acid 11.87 33.9 ng 1067280 4 11.32 630646 20.0
Eicosane 12.03 6.4 ng 200808 4 11.32 630646 20.0
Tetradecanoic acid 12.65 9.9 ng 626842 5 13.95 1260870 20.0
Tridecane, 3-methyl- 13.48 4.6 ng 290107 5 13.95 1260870 20.0
1-Docosene 13.84 7.9 ng 499438 5 13.95 1260870 20.0
Heptacosane 14.73 9.2 ng 155108 6 15.37 337360 20.0
Octacosane 15.05 15.1 ng 254113 6 15.37 337360 20.0
17-Pentatriacontene 15.11 9.5 ng 160221 6 15.37 337360 20.0
Perylene 15.24 6.3 ng 106859 6 15.37 337360 20.0
unknownl15.59 15.59 4.7 ng 78769 6 15.37 337360 20.0
Pentadecane, 8-he... 15.81 16.4 ng 277306 6 15.37 337360 20.0
3-Eicosene, (E)- 15.91 8.2 ng 137539 6 15.37 337360 20.0
unknown15.95 15.95 8.5 ng 143921 6 15.37 337360 20.0
unknown16.03 16.03 7.2 ng 121650 6 15.37 337360 20.0
-beta.-Sitosterol 17.32 21.1 ng 356732 6 15.37 337360 20.0
unknownl17.93 17.93 7.9 ng 133807 6 15.37 337360 20.0
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