LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample : H3948-03

Misc :

ALS Vial : 5 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-BF063016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.644 3 5 7 rvB 930438 1325708 52.09% 3.765%
2 1.678 7 8 17 rVB 182116 275536 10.83% 0.783%
3 1.793 17 18 26 rBv 1296491 2545158 100.00% 7.228%
4 2.101 43 45 60 rvB2 44000 117816 4.63% 0.335%
5 2.867 110 112 130 rvVvB 17788 58297 2.29% 0.166%
6 4.867 284 287 291 rVB 75889 113638 4 _.46% 0.323%
7 5.302 322 325 327 rBVY 1466915 1420661 55.82% 4.035%
8 6.353 414 417 419 rVB 1477227 1466403 57.62% 4.165%
9 6.479 425 428 430 rBVY 1722367 1600741 62.89% 4 .546%
10 6.707 446 448 451 rBV 456699 403698 15.86% 1.147%

11 6.867 459 462 464 rBV 1516978 1284001 50.45% 3.647%
12 7.279 495 498 500 rBV 1052463 1106782 43.49% 3.143%
13 7.999 558 561 563 rBvV 501960 564129 22.16% 1.602%
14 8.433 597 599 603 rVvB 22698 31193 1.23% 0.089%
15 8.570 609 611 617 rBv2 133823 239664 9.42% 0.681%

16 8.708 620 623 625 rVB 50110 46096 1.81% 0.131%
17 8.810 629 632 634 rVvB2 23681 43640 1.71% 0.124%
18 9.073 653 655 657 rVB 1995564 1674910 65.81% 4._.757%
19 9.165 660 663 665 rBv 51365 60951 2.39% 0.173%
20 9.336 675 678 680 rBvV 33124 55422 2.18% 0.157%
21 9.405 680 684 685 rvv 47981 55258 2.17% 0.157%
22 9.473 688 690 692 rvv 253382 332177 13.05% 0.943%
23 9.508 692 693 699 rvB2 25955 49589 1.95% 0.141%
24 9.599 699 701 705 rBV 39384 53204 2.09% 0.151%
25 9.691 708 709 711 rVB 45642 35776 1.41% 0.102%
26 9.748 711 714 715 rBV 498996 5562532 21.71% 1.569%
27 9.771 715 716 718 rvV 90669 99205 3.90% 0.282%
28 9.851 721 723 726 rBV2 22023 36726 1.44% 0.104%
29 9.942 729 731 733 rVB 57062 60948 2.39% 0.173%
30 10.159 745 750 751 rBV3 12341 30089 1.18% 0.085%
31 10.193 751 753 754 rVB 45403 39324 1.55% 0.112%
32 10.285 759 761 764 rVB 123185 102310 4.02% 0.291%
33 10.353 764 767 770 rBv2 19390 32335 1.27% 0.092%
34 10.411 770 772 774 rVB3 30763 41140 1.62% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample : H3948-03

Misc :

ALS Vial : 5 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.445 774 775 778 rVB2 30068 33711 1.32% 0.096%

36 10.525 780 782 784 rVvV 864751 866288 34.04% 2.460%
37 10.662 792 794 798 rBV 68497 106374 4.18% 0.302%
38 10.833 806 809 810 rBV 31886 35729 1.40% 0.101%
39 10.948 818 819 821 rBV2 20597 31510 1.24% 0.089%
40 11.108 831 833 835 rBv2 114718 123392 4._.85% 0.350%

41 11.222 840 843 844 rBV 435422 540998 21.26% 1.536%
42 11.245 844 845 846 rvV 672617 467867 18.38% 1.329%
43 11.291 846 849 851 rVB 270325 252959 9.94% 0.718%

44 11.325 851 852 854 rBvV2 24907 32845 1.29% 0.093%
45 11.371 854 856 859 rvB4 16551 29490 1.16% 0.084%
46 11.451 861 863 865 rBvV 42663 33428 1.31% 0.095%
47 11.531 867 870 873 rvB2 80054 112303 4.41% 0.319%
48 11.634 877 879 881 rvVB 29943 34412 1.35% 0.098%
49 11.725 884 887 888 rBvV 60306 98987 3.89% 0.281%
50 11.748 888 889 891 rvB 133786 98348 3.86% 0.279%
51 11.794 891 893 894 rVvB 64781 47408 1.86% 0.135%
52 11.828 894 896 900 rvB 202610 255458 10.04% 0.726%
53 11.908 901 903 905 rBV3 28888 52383 2.06% 0.149%
54 11.942 905 906 908 rvB2 31135 34728 1.36% 0.099%
55 12.011 908 912 918 rBV3 69965 139852 5.49% 0.397%
56 12.194 927 928 931 rVB 42050 59657 2.34% 0.169%
57 12.262 932 934 936 rBV 63896 88718 3.49% 0.252%
58 12.297 936 937 940 rBV2 26388 58129 2.28% 0.165%
59 12.354 940 942 946 rVB4 29429 71027 2.79% 0.202%

60 12.422 946 948 950 rBV 747793 771293 30.30% 2.191%

61 12.479 950 953 955 rBvV2 88506 128012 5.03% 0.364%
62 12.571 958 961 962 rBV 40454 60655 2.38% 0.172%
63 12.651 965 968 970 rBV 806418 900457 35.38% 2.557%
64 12.697 970 972 977 rVvV 701974 1205718 47.37% 3.424%
65 12.799 979 981 984 rVvB 1010827 1153588 45.32% 3.276%

66 12.868 984 987 991 rVB3 57045 111824 4_.39% 0.318%
67 12.982 993 997 999 rVB 149647 205358 8.07% 0.583%
68 13.051 999 1003 1004 rBV 109365 159754 6.28% 0.454%
69 13.085 1004 1006 1010 rBV 97386 136265 5.35% 0.387%
70 13.177 1012 1014 1015 rVB 57227 62502 2.46% 0.178%

71 13.199 1015 1016 1018 rBV 69083 84988 3.34% 0.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample : H3948-03

Misc :

ALS Vial : 5 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.394 1028 1033 1035 rBV3 43967 133116 5.23% 0.378%
73 13.588 1048 1050 1052 rBV 92463 146483 5.76% 0.416%
74 13.645 1052 1055 1058 rVvv3 77939 202159 7.94% 0.574%
75 13.714 1058 1061 1064 rVB3 97278 199016 7.82% 0.565%

76 13.839 1069 1072 1074 rBV2 623138 1008751 39.63% 2.865%
77 13.942 1079 1081 1083 rVV2 109054 139407 5.48% 0.396%
78 14.034 1087 1089 1090 rvVv 63638 76884 3.02% 0.218%
79 14.091 1092 1094 1096 rVB 257391 253031 9.94% 0.719%
80 14.228 1104 1106 1108 rBV 94942 108667 4.27% 0.309%

81 14.342 1113 1116 1120 rVV3 185848 309365 12.16% 0.879%
82 14.697 1145 1147 1149 rVB2 71424 74275 2.92% 0.211%
83 14.845 1157 1160 1166 rBV 297522 671954 26.40% 1.908%
84 14.937 1166 1168 1171 rVB 877993 905081 35.56% 2.571%
85 15.108 1181 1183 1185 rVB 253374 276448 10.86% 0.785%

86 15.165 1185 1188 1190 rBV 261251 339940 13.36% 0.965%
87 15.223 1190 1193 1194 rBV 229557 277597 10.91% 0.788%
88 15.657 1228 1231 1234 rBV 609513 951549 37.39% 2.702%
89 16.503 1302 1305 1308 rBV2 114343 218629 8.59% 0.621%
90 16.617 1312 1315 1318 rVV 79590 157662 6.19% 0.448%

91 16.891 1336 1339 1343 rVB 89851 202897 7.97% 0.576%
92 16.983 1343 1347 1349 rBV 109994 263354 10.35% 0.748%
93 17.040 1349 1352 1353 rBV 172127 358895 14.10% 1.019%
94 17.223 1366 1368 1371 rVB3 97146 180706 7.10% 0.513%
95 17.303 1372 1375 1379 rVV 96254 237330 9.32% 0.674%

96 17.463 1383 1389 1392 rVV2 310954 1135047 44.60% 3.224%
97 17.520 1392 1394 1399 rVB3 145139 319546 12.56% 0.908%
98 17.737 1409 1413 1421 rBV3 215214 841148 33.05% 2.389%
99 17.863 1421 1424 1427 rVV 71485 147245 5.79% 0.418%
100 18.846 1505 1510 1520 rVB4 113010 432544 16.99% 1.228%

Sum of corrected areas: 35210198
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO071116\

BF088901.D

11 Jul 2016 16:03

UM/SsJ

H3948-03

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000
1500000
1.64

1000000

500000

1.79

TIC: BF088901.D

5.30

4.87

2.10 287
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Time-->

T
4.50 5.00

5.50

T
2.00

2.50

3.00

3.50

4.00

T
6.00

I
6.50
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2000000

1500000

1000000

500000

0

TIC: BF088901.D

9

07

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
2000000

1500000

1000000

500000

TIC: BF088901.D

168062 16l
NA y

Time-->

16.50 17.00 17.50

14.00 14.50
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18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.48 Concentration Rank 3

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

6.48 79.30 ng 1600740 1,4-Dichlorobenzene-d4 6.71

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9

5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 428 (6.479 min): BF088901.D (-425) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 7 5 : : : :
ol Qe [ Meus W Wiz 68.10 43.66W
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LI L L L L LB LB LN
6.20 6.40 6.60 6.80
33 44 . 105 m/z 134.00 32.83%
0 ‘ M 6\9 Q ‘ ‘\ 115 \‘
T e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R
69 104 6.20 6.40 6.60 6.80
5000 m/z 66.10 28.22%
31 5l 8
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.06%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Phenol, p-tert-butyl- Concentration Rank 20

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

8.57 8.50 ng 239664 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 95
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 87
3 Phenol. 2-(1.1-dimethvlethvIl)- 150 C10H140 000088-18-6 58
4 Thvmol 150 C10H140 000089-83-8 50
5 1-(4-Hydroxymethylphenyl)ethanone 150 C9H1002 075633-63-5 50

Abundance Scan 611 (8.570 min): BF088901.D (-609) (-) m/z 135.10 100.00%
5000 107
Wy e 7P|, i 550 540 550 550 900
Obrrprrrrprrrr ettt ek m/z 107.10 45.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23712: Phenol, p-tert-butyl-
135 J

5000 R A BRBRRAR

107 8.20 8.40 8.60 8.80 9.00
150 m/z 150.10 16.83%
41 77 95
15 27 | 51 §5 i 119
T T T R T R T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
R e
8.20 8.40 8.60 8.80 9.00
5000 m/z 95.10 15.38%
107 150
41 77 95
oL 15 27 51 65 85 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)- T e o
135 8.20 8.40 8.60 8.80 9.00
107 m/z 77.10 12.13%
5000
150
91
41 115
7
Y O/ PR 2 TN A (| SO LSOUS NIt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8. 60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.83 9.44 ng 255458 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 37
5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 17
Abundance Scan 896 (11.828 min): BF088901.D (-894) (-) m/z 189.10 100.00%
1

5000

11.60 11.80 12.00 12.20

1
39 51 63 74 110122 139150 208 224

o m/z 190.10 99.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 49 _.99%
0 27 3950 63 8L || 110122 137150163 178 ||
LA o o e e o e BB EEE S

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

Abundance
190

11.60 11.80 12.00 12.20

5000 m/z 191.10 43.36%
63
133144 172
o1z 20 49 | T4 g | an 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.60 11.80 12.00 12.20

m/z 94.60 27 .05%

5000
94
81 163 “

o) | || N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.94 65.21 ng 905081 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1168 (14.937 min): BF088901.D (-1166) (-) m/z 57.10 100.00%
57
85
5000
113 252 N U BN
141 169 14.60 14.80 15.00 15.20
o] 14 l|, L~ 19,197 224 | 281 323 365 m/z 71.10 76.27%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 VNN A IR
14.60 14.80 15.00 15.20
29 m/z 85.10 58.72%
0 | ‘L H “\ i d‘ 1%‘\-3 ! 14\.1 ) 169 197 226
m/z--> éo 160 1%0 260 250 360 3%0
Abundance
43
- 14,60 14.80 15.00 1520
5000 m/z 43.10 57 .80%
o 9 127 155 14y 210 239 267 296 323
m/z--> éo 160 1%0 260 250 300 3%0
Abundance #194493: Hexacosane LI L L B R L
57 14.60 14.80 15.00 15.20
m/z 55.10 22.90%
5000 85
. 2?“ } || M2 ,191 169 197 205 253 205 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 14.I60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.11 19.92 ng 276448 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 1183 (15.108 min): BF088901.D (-1181) (-) m/z 252.10 100.00%
252
5000
41 63 81 10 1T5 149 177 198 224 273 295313 365 395 14.80 15.00 15.20 15.40
03 QL 199 177198 57 | 273295313  9P> 39! m/z 250.10  29.15%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
125 m/z 253.10 21.26%
ol 50 74 99, | 146 174 200 224 |
m/z--> 50 100 150 200 250 300 350 '
Abundance
252
14.80 15.00 15,20 15.40
5000 m/z 125.00 15.12%
126
ol 50 74 100 149 174 200 224
LA L L (LAY WU SR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #104226: Benzo[K]fluoranthene R e R RR B
252 14.80 15.00 15.20 15.40
m/z 126.00 11.86%
5000
126
oL_51 75 100, A 150 174 200 224
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.66 68.56 ng 951549 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 1231 (15.657 min): BF088901.D (-1228) (-) m/z 57.10 100.00%

57
85
5000

15.40 15.60 15.80 16.00

(141 169 197
ol A, 'I L 7217239 266 292 323 351 m/z 71.10 76.65%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L L LB

15.40 15.60 15.80 16.00

m/z 85.10 57.33%
0 T h | M‘\J | |1 169 197 225 253 282
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57
e e
a5 15.40 15.60 15.80 16.00
5000 m/z 43.10 56.74%
29 113
0 141 169 197 225 253 296
e T e B e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R R ma
57 15.40 15.60 15.80 16.00
m/z 55.10 22.76%
29
. | j | i J11}3J 141160 197 225 253 205 323 367
L e I e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF063016.-M Tue Jul 12 17:31:43 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.62 11.36 ng 157662 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1315 (16.617 min): BF088901.D (-1312) (-) m/z 57.10 100.00%
57
141 169 245 363 16.40 16.60 16.80 17.00
 — ,I i .ll L e omotals o A s ey m/z T71.10 72.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LRI BRI S SR B
16,40 16.60 16.80 17.00
13 m/z 43.10 51.83%
o 29| h I H |41 169 197 225 _ 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
o ' 16.40 16,60 16.80 17.00
5000 m/z 85.10 51.55%
29 113
o 141 169 197 225 253 296 \,_A_VJ\_N,V/V/\n~V»V\vv_¢/r\v
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane R A BEREE R
57 16.40 16.60 16.80 17.00
m/z 55.10 21.41%
5000 8 v~J\LVA¥~JVJ\fV‘V»J\VN/V/4L
113 1m
0 ‘ H 1 J1§9 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 ' 16,40 16.60 16.80 17.00

8270-BF063016.-M Tue Jul 12 17:31:44 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl16.98 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.98 18.97 ng 263354 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-1sopropvl-5-methvlamino-2.4.6... 225 C14H15N3 014204-00-3 35
2 (BEY-4-Nitrostilbene 225 C14H11NO2 001694-20-8 25
3 Cvclotetrasiloxane. 2.4.6.8-tetr... 240 C4H1604Si4 002370-88-9 25
4 4-Amino-8-methoxvbenzolal-1.5-na... 225 C13H11N30 026660-50-4 25
5 Drometrizole 225 C13H11N30 002440-22-4 22

Abundance Scan 1347 (16.983 min): BF088901.D (-1343) (-) m/z 225.20 100.00%

295

5000

16.60 16.80 17.00 17.20 17.40

253 279343319

0 m/z 199.15 61.11%
m/z--> 50 100 150 200 250 300 350
Abundance #81893: (3-1sopropyl-5-methylamino-2,4,6-cycloheptatrienyl...
225
5000 LA L B L L B L L L
16 60 16. 80 17. 00 17. 20 17. 40
m/z 377.30 50.58%
120 157 183
RSy YR A N R ——
m/z--> 50 100 150 200 250 300 350
Abundance
225
178 IIIIIIIIIIIIIIIIIIIIII
16.60 16.80 17.00 17.20 17.40
5000 m/z 213.10 38.31%
152
07 51 89 108
e L e A e e e o e e N B
m/z--> 50 100 150 200 250 300 350
Abundance #94385: Cyclotetrasiloxane, 2,4,6,8-tetramethyl- A EREEEEEE s
225 16.60 16.80 17.00 17.20 17.40
m/z 155.10 31.56%
5000
179
73 119
T A T 3 R — S —
m/z--> 50 100 150 200 250 300 350 16 60 16. 80 17. 00 17. 20 17. 40

8270-BF063016.-M Tue Jul 12 17:31:45 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 _gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.04 25.86 ng 358895 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 97
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 14
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 12
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 11
Abundance Scan 1352 (17.040 min): BFO88901.D (-1349) (-) m/z 43.10 100.00%

105
81 145

I LS

5000

255 303 329 3g] 414

16.80 17.00 17.20 17.40

0 m/z 105.10 68.77%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81107 LA L B L LB L L B B
145 414 16.80 17.00 17.20 17.40
o B s a4y m/z 55.10  68.34%
L LU AENNE NS
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
e e A
16.80 17.00 17.20 17.40
5000 81 105 m/z 107.10 67 .68%
18 145 " 414
173 255__ 303329
0 234" 276 354 381
B e e e e B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R AR RRRES T
a1 107 394 16.80 17.00 17.20 17.40
283 m/z 145.10 66.72%
- ’W/\W
0 o S UMM
m/z--> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF063016.-M Tue Jul 12 17:31:46 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 14 2H-1-Benzopyran-2-one, 6-ac... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.22 13.02ng 180706  Perylene-di2 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2H-1-Benzopvran-2-one. 6-acetvl-... 260 C14H1205 129812-31-3 62

2 6H-T1.21Dioxetol3" .47 :4.51furol3... 260 C14H1205 129812-24-4 62
3 Indolizine. l-acetvl-2-methvl-6-... 218 C11H10N203 1000071-33-1 58
4 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 58
5 BH-Oxazolo[3,2-a]pyridine-8-carb... 218 C12H14N202 1000337-58-3 53
Abundance Scan 1368 (17.223 min): BF088901.D (-1366) (-) m/z 218.20 100.00%
218
5000
%5 135
_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
85105 77" 161 1T9 039260 22310 361 409 17.00 17.20 17.40 17.60
0! HHLJ = m/z 203.20 85.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110555: 2H—l—Benzopy|‘a£—2—one, 6-acetyl-7-(acetyloxy)-4-m...
203
43
5000 R RN R BARRRR
17. OO 17. 20 17. 40 17. 60
175 m/z 55.10 28 .34%
J 65 % mour || 20
mz-> %0 100 1% 200 2% ado sk o
Abundance
43 218
~17.00 17.20 17.40 17.60
5000 m/z 57.10 22.83%
175
65 91 119 147 260
(O o L e o e e e e T L e e o o
m/z--> 5|0 l(I)O léO 200 250 300 35|0 4(I)O
Abundance #75361: Indolizine, 1-acetyl-2-methyl-6-nitro- R B e o
218 17.00 17.20 17.40 17.60
m/z 135.10 20.87%
5000 157
l ‘ 102 129
ok \H”JWM O e — e
m/z--> 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60

8270-BF063016.-M Tue Jul 12 17:31:47 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 (3-Isopropyl-5-methylamino-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.30 17.10 ng 237330 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-1sopropvl-5-methvlamino-2.4.6... 225 C14H15N3 014204-00-3 52
2 4-Chloro-1.3-dimethvl-1H-pvrazol... 225 C9H8CIN302 1000293-90-4 35
3 11H-Indolol3.2-alindolizine. 1.2... 240 C16H20N2 1000264-72-5 30
4 4-Amino-8-methoxvbenzolal-1.5-na... 225 C13H11N30 026660-50-4 27
5 Methyl 4-(1,2,3,4,6,7,12,12b-oct... 326 C20H26N202 1000137-91-3 27
Abundance Scan 1375 (17.303 min): BF088901.D (-1372) (-) m/z 225.15 100.00%
199
5000

17.00 17.20 17.40 17.60

0 m/z 199.15 59.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81893: (3-1sopropyl-5-methylamino-2,4,6-cycloheptatrienyl...
225
5000 LA L L LB L L LN |
17.00 17.20 17.40 17.60
m/z 377.30 44 _06%
120 157 183
0 S Y R —
m/z--> 50 100 150 200 250 300 350 400
Abundance
225
BN e e REEEEmE |
17.00 17.20 17.40 17.60
5000 m/z 213.15 37.30%
157
. 43 76 112 147 197
B i e e LA B e e e e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #94308: 11H-Indolo[3,2-g]indolizine, 1,2,3,5,6,11b-hexahyd... R  ERmmaT B
225 17.00 17.20 17.40 17.60
m/z 155.10 26.64%
5000

41
ol il 88 %, \L32154 183204 | |

T
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60

8270-BF063016.-M Tue Jul 12 17:31:48 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl7.46 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.46 81.78 ng 1135050 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H.6H-Benzoll.2-b:5.4-b"1dipvran... 404 C25H2405 004449-55-2 37
2 2H-1-Benzopvran-2-one. 7-(2H-nap... 389 C25H15N302 003333-62-8 27
4-(4-Methoxv-phenv)-6-phenvl-2-. .. 345 C22H23N30 1000294-75-8 25
4 3.4-Dihvdroisoauinolin-7-ol. 6-m... 389 C24H23N04 113332-62-0 12
5 (2-Methoxy-1,3,2-thiozin)[5,10,9... 389 C21H27N04S 101635-66-9 12
Abundance Scan 1389 (17.463 min): BF088901.D (-1383) (-) m/z 389.20 100.00%
389
345
5000
R R et
17.20 17.40 17.60 17.80
o 251 218 315 m/z 345.20  57.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213810: 2H,6H-Benzo[1,2-b:5,4-bdipyran-6-one, 5—hydro><y...93
389
5000 LR SRR BN UL S
17,20 17.40 17.60 17.80
m/z 135.10 38.12%
0 167187 333 361 |
m/z--> 50 100 150 ~ éoo"' 250 500"' 350 400
Abundance
389
17.20 17.40 17.60 17.80
5000 m/z 213.10 32.87%
207
oL 51 76 102 107 152 178 235 304 332 361 A/L\ﬂvaJf\_J/\\V~,«_\_vg_w~
m/z--> ' 's0 100 150 200 250 300 350 400
Abundance #180623: 4-(4-Methoxy-phenyl)-6-phenyl-2-piperidin-1-yl-py... R B EERmE R
a4 345 17.20 17.40 17.60 17.80
m/z 91.10 27 .78%
316
5000 262 289
129 159 J
104
0 “LJ\.HJ‘H“““I".J‘LI. Il?3 J.{.“]‘..liulu‘l.‘.... R B
m/z--> 50 100 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF063016.-M Tue Jul 12 17:31:49 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 17 unknownl7.52 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.52 23.02 ng 319546 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (-)-l1solonaifolol. methvl ether 236 C16H280 1000333-80-8 38
2 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 38
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 30
5 Cyclohexane-1-methanol, 3,3-dime... 208 C14H240 1000196-01-5 27

Abundance Scan 1394 (17.520 min): BF088901.D (-1392) (-) m/z 205.20 100.00%
205
5000
245
313 409 LI e e L B |
266,45, | 341 368 17.20 17.40 17.60 17.80
0 m/z 109.10 86.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methy! ether
g1 109
41 135
5000 LA L L L L L L L L
189 17.20 17.40 17.60 17.80
161 m/z 95.10 80.18%
ol15 d%‘“m A‘élo e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
T T
123 17.20 17.40 17.60 17.80
5000 41 67 218 m/z 81.10 75.66%
147 175
S T T T e e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan T
109 17.20 17.40 17.60 17.80
a5 m/z 67.10 72.41%
137 218
5000
78
160
J l ‘ 189
ol N ] A S
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF063016.-M Tue Jul 12 17:31:50 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.74 60.60 ng 841148 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 91
2 Lupeol 426 C30H500 000545-47-1 49
3 Tetracvclol6.1.0.0(2.4).0(5.7)1In... 246 C18H30 078578-97-9 46
4 Guaia-9.11-diene 204 C15H24 1000374-19-8 45
5 6-epi-shyobunol 222 C15H260 1000374-18-3 44
Abundance Scan 1413 (17.737 min): BF088901.D (-1409) (-) m/z 81.10 100.00%

i

5000

17.40 17.60 17.80 18.00
m/z 95.10 99.76%

257 7gp 315 343

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
95
55
5000 135 LA L L L L |
162 17.40 17.60 17.80 18.00
m/z 93.10 89.22%
“ || P8 297 344 378 411
N 8 W
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 68
95 s R
121 17.40 17.60 17.80 18.00
5000 207 m/z 189.10 87.82%
147 175 426
234
o 257 286 315 344 370393
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #99289: Tetracyclo[6.1.0.0(2,4).0(5,7)]nonane, 3,6,9-triet... R ARRRREEE S
189 217 17.40 17.60 17.80 18.00
55 105 147 m/z 107.10  87.28%
5000
29 83 t
246
AERRRTUY 7YY 0 A I A
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF063016.-M Tue Jul 12 17:31:51 2016 Page: 18



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BFO071116\
BF088901.D

11 Jul 2016 16:03

UM/SJ

H3948-03

5 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.86 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.86 10.61 ng 147245 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 D-Homoandrostane. (5.alpha..13.a... 274 C20H34 054482-31-4 49

2 Phosphoric acid. 3-(1.1-dimethvl... 274 C12H1905P 094420-61-8 43
1-(4-Undecviphenvl)ethanone 274 C19H300 1000185-92-4 38
4 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 35
5 1,3-DIETHYL-2-HYDROXYBENZOTHIAZO. .. 274 C14H14N202S 1000227-15-3 30
Abundance Scan 1424 (17.863 min): BFO88901.D (-1421) (-) m/z 259.20 100.00%
259
95
5000
286307 332 | 17.60 17.80 18.00 18.20
o} m/z 95.10 63.06%
m/z--> 50 100 150 200 250 300 350
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)-
» % 259
5000 A R SRR BB R
121 217 17. 60 17. 80 18. 00 18. 20
‘ 177 m/z 134.10 54.38%
‘ dmm ‘\LH A\L\ ‘ |
0= T T T
m/z--> 250 300 350
Abundance
259
17.60 17.80 18.00 18.20
5000 m/z 109.10 53.09%
Lo 7 109133 165 195 219 *JA\/\Lx,U/\\\/\¥\J“h\va/\VA
m/z--> B ISIOI B IlCI)OI B IléOI B I2CI)OI B I250I B I300I B I3éOI !
Abundance #122922: 1-(4-Undecylphenyl)ethanone R L e
259 17.60 17.80 18.00 18.20
m/z 55.10 52.01%
5000 43
L
ol \ \‘ \‘ Jup u\ h55175 108231
m/z--> 100 150 200 250 3CI)O 3é0 ! 17. 60 17. 80 18. 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088901.D

Aca On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl18.85 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.85 31.16 ng 432544 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-T3-(4-Fluorobenzvloxv)propvll-... 234 C13H15FN20 1000311-87-2 45
2 Androst-4-ene-3.17-dione. 15-hyd... 302 C19H2603 000566-08-5 42
3 Cvclopentane. 1l-methvl-1-(2-meth... 138 C10H18 074764-47-9 38
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 35
5 2-Cyclohexene-1-methanol, 2,6,6-... 154 C10H180 006627-74-3 35
Abundance Scan 1510 (18.846 min): BF088901.D (-1505) (-) m/z 302.10 100.00%

=

5000 a1
18.60 18.80 19.00 19.20
0 m/z 69.10 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #88904: 4-[3-(4-Fluorobenzyloxy)propyl]-1H-imidazole
82 109
125
5000 LA I L L L L L L L L
54 18.60 18.80 19.00 19.20
m/z 95.10 94 _41%
234
0,,,“““”, N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
260 302
R EE e A BERRE R S
18.60 18.80 19.00 19.20
5000 79 109124 m/z 109.10 81.87%

55
147

%

173188 215 940 284

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

Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)- AN mEa T e S
8 123 18.60 18.80 19.00 19.20

M m/z 123.10 78.72%
5000
6
. 6 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 60 18. 80 19. OO 19. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088901.D

Acq On 11 Jul 2016 16:03

Operator : UM/SJ

Sample - H3948-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 79.3 ng 1600740 1 6.71 403698 20.0
Phenol, p-tert-bu... 8.57 8.5 ng 239664 2 8.00 564129 20.0
4H-Cyclopenta[def... 11.83 9.4 ng 255458 4 11.22 540998 20.0
Hexadecane 14 .94 65.2 ng 905081 6 15.22 277597 20.0
Benzo[e]pyrene 15.11 19.9 ng 276448 6 15.22 277597 20.0
Eicosane 15.66 68.6 ng 951549 6 15.22 277597 20.0
2-methyloctacosane 16.62 11.4 ng 157662 6 15.22 277597 20.0
unknownl16.98 16.98 19.0 ng 263354 6 15.22 277597 20.0
-gamma.-Sitosterol 17.04 25.9 ng 358895 6 15.22 277597 20.0
2H-1-Benzopyran-2... 17.22 13.0 ng 180706 6 15.22 277597 20.0
(3-Isopropyl-5-me... 17.30 17.1 ng 237330 6 15.22 277597 20.0
unknownl7 .46 17.46 81.8 ng 1135050 6 15.22 277597 20.0
unknownl7 .52 17.52 23.0 ng 319546 6 15.22 277597 20.0
Hop-22(29)-en-3.b... 17.74 60.6 ng 841148 6 15.22 277597 20.0
unknownl7 .86 17.86 10.6 ng 147245 6 15.22 277597 20.0
unknown18.85 18.85 31.2 ng 432544 6 15.22 277597 20.0
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