LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01 Instrument :
Operator : TP/I1Z BNA_F

Sample - 62649-01 ClientSampleld :
Misc : AST-TS-001

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 height area % max. total
1 5.556 213 216 218 rBVY 288759 297535 25.71% 1.775%
2 5.944 248 250 253 rBV 1017338 902624 78.00% 5.385%
3 6.344 283 285 287 rvVB 23345 22689 1.96% 0.135%
4 6.561 303 304 309 rBvY 17751 24971 2.16% 0.149%
5 6.939 335 337 339 rBV 1171526 986477 85.25% 5.886%
6 7.099 349 351 354 rVB 991436 941972 81.40% 5.620%
7 7.339 370 372 374 rVB 302544 240883 20.82% 1.437%
8 7.499 384 386 388 rBY 866640 731736 63.23% 4.366%
9 7.887 418 420 423 rBVY 541683 541884 46.83% 3.233%
10 8.630 483 485 487 rBVY 388858 324004 28.00% 1.933%
11 9.704 575 579 581 rBV 1292472 1045960 90.39% 6.241%
12 10.047 608 609 611 rBV 12257 13061 1.13% 0.078%
13 10.093 611 613 614 rvv 83422 84918 7 .34% 0.507%
14 10.287 625 630 634 rBvV2 23460 62598 5.41% 0.373%
15 10.402 638 640 642 rBVY 432847 379423 32.79% 2.264%
16 10.813 672 676 678 rvB3 7656 16363 1.41% 0.098%
17 10.950 686 688 691 rvB 22579 19931 1.72% 0.119%
18 11.190 706 709 711 rBVY 897471 777996 67.23% 4.642%
19 11.282 715 717 718 rBY 16980 17452 1.51% 0.104%
20 11.419 724 729 731 rBV 8180 16533 1.43% 0.099%
21 11.499 732 736 738 rBV 11606 17563 1.52% 0.105%
22 11.739 755 757 759 rBvV 17423 15316 1.32% 0.091%
23 11.899 769 771 775 rBV 467453 632885 54.69% 3.776%
24 11.979 775 778 779 rVV 52239 42894 3.71% 0.256%
25 12.013 779 781 782 rVV 17700 19381 1.67% 0.116%
26 12.093 786 788 790 rBvV 24130 22064 1.91% 0.132%
27 12.413 814 816 818 rBV 55059 69155 5.98% 0.413%
28 12.448 818 819 822 rVvv 93687 74653 6.45% 0.445%
29 12.493 822 823 825 rvv 17104 18586 1.61% 0.111%
30 12.539 825 827 831 rvB3 73525 133793 11.56% 0.798%
31 12.596 831 832 836 rBv2 8187 12804 1.11% 0.076%
32 12.722 841 843 844 rVV 25716 24154 2.09% 0.144%
33 12.756 844 846 849 rvB2 9055 15191 1.31% 0.091%
34 12.882 855 857 859 rBv2 13506 15073 1.30% 0.090%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01 Instrument :
Operator : TP/I1Z BNA_F

Sample - 62649-01 ClientSampleld :
Misc : AST-TS-001

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.916 859 860 862 rBvV 20518 24229 2.09% 0.145%
36 12.996 865 867 869 rBvV 46942 61157 5.28% 0.365%
37 13.042 869 871 874 rvv2 25715 52547 4._.54% 0.314%
38 13.099 874 876 881 rvB2 21594 41500 3.59% 0.248%
39 13.179 881 883 885 rBvV 321408 282122 24.38% 1.683%
40 13.362 896 899 901 rBV3 20133 28518 2.46% 0.170%
41 13.431 901 905 908 rBvV 246505 386919 33.44% 2.309%
42 13.488 908 910 913 rVB 21428 26159 2.26% 0.156%
43 13.579 916 918 921 rVvV 1170178 1157208 100.00% 6.904%
44 13.671 923 926 931 rBV3 30072 62923 5.44% 0.375%
45 13.808 933 938 939 rBV 45884 89803 7.76% 0.536%
46 13.876 942 944 946 rBV 31392 33418 2.89% 0.199%
47 13.922 946 948 950 rBV2 49475 61119 5.28% 0.365%
48 14.036 956 958 959 rBV 48828 41570 3.59% 0.248%
49 14.071 959 961 967 rVB 41965 61339 5.30% 0.366%
50 14.174 967 970 974 rBV3 15554 27245 2.35% 0.163%
51 14.242 974 976 977 rVvv2 11011 17447 1.51% 0.104%
52 14.299 980 981 985 rvB2 12346 16770 1.45% 0.100%
53 14.402 985 990 993 rBVvV2 24965 52206 4_.51% 0.311%
54 14.539 998 1002 1004 rBV3 24357 53104 4_59% 0.317%
55 14.574 1004 1005 1007 rVvVv 27204 24334 2.10% 0.145%

56 14.631 1007 1010 1015 rVV5 134497 241938 20.91% 1.443%
57 14.745 1018 1020 1022 rVV 17175 17546 1.52% 0.105%
58 14.848 1025 1029 1031 rVV2 524811 747604 64 .60% 4.461%
59 14.882 1031 1032 1036 rVvV 156111 142511 12.32% 0.850%

60 14.985 1040 1041 1044 rVvVv 15812 18424 1.59% 0.110%
61 15.042 1044 1046 1048 rVV3 21965 39367 3.40% 0.235%
62 15.122 1052 1053 1056 rBV2 10994 21016 1.82% 0.125%
63 15.294 1067 1068 1070 rBV 13710 21946 1.90% 0.131%
64 15.351 1070 1073 1075 rVvVv 42815 78678 6.80% 0.469%
65 15.385 1075 1076 1079 rVvVv 22284 35407 3.06% 0.211%
66 15.454 1079 1082 1085 rVV3 116980 180310 15.58% 1.076%
67 15.511 1085 1087 1088 rVvVv 29350 38596 3.34% 0.230%
68 15.534 1088 1089 1092 rVvVv 19078 30773 2.66% 0.184%
69 15.614 1092 1096 1098 rVB3 8297 21256 1.84% 0.127%
70 15.785 1109 1111 1115 rVB4 8817 21078 1.82% 0.126%
71 15.854 1115 1117 1119 rBV2 26236 45628 3.94% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01 Instrument :
Operator : TP/I1Z BNA_F

Sample - 62649-01 ClientSampleld :
Misc : AST-TS-001

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.957 1123 1126 1127 rVV2 22487 30318 2.62% 0.181%
73 16.059 1131 1135 1138 rVV5 9362 30653 2.65% 0.183%

74 16.185 1143 1146 1152 rBV 104039 284321 24.57% 1.696%
75 16.288 1152 1155 1161 rVB2 229557 376404 32.53% 2.246%

76 16.562 1176 1179 1183 rBV 65608 112077 9.69% 0.669%
77 16.642 1183 1186 1190 rVB 92616 139424 12.05% 0.832%
78 16.722 1190 1193 1196 rBV 334817 494520 42.73% 2.951%

79 16.768 1196 1197 1203 rVB4 29520 52221 4_.51% 0.312%
80 17.042 1218 1221 1223 rVB3 17109 25401 2.20% 0.152%
81 17.191 1231 1234 1239 rVB3 30207 69879 6.04% 0.417%
82 17.351 1244 1248 1251 rBV 114895 241636 20.88% 1.442%
83 17.397 1251 1252 1259 rVV7 33313 92731 8.01% 0.553%
84 17.545 1263 1265 1268 rVB3 17863 29424 2.54% 0.176%
85 17.682 1274 1277 1282 rVB2 50943 118367 10.23% 0.706%
86 17.865 1291 1293 1298 rVB5 12711 27431 2.37% 0.164%
87 18.368 1333 1337 1342 rBvV4 29293 69771 6.03% 0.416%
88 18.574 1352 1355 1362 rBV2 34591 98602 8.52% 0.588%
89 18.768 1368 1372 1375 rBV5 16742 48744 4.21% 0.291%

90 18.860 1376 1380 1390 rVB9 27280 124032 10.72% 0.740%

91 19.134 1401 1404 1413 rVB 36531 113769 9.83% 0.679%
92 19.374 1420 1425 1431 rBV3 84553 274061 23.68% 1.635%
93 19.477 1431 1434 1441 rVB5 34708 114851 9.92% 0.685%
94 19.648 1446 1449 1455 rVB3 46729 124124 10.73% 0.741%
95 19.785 1457 1461 1467 rBvV4 47055 132770 11.47% 0.792%

96 19.957 1473 1476 1480 rBV2 25058 67020 5.79% 0.400%
97 20.094 1484 1488 1496 rVB4 72792 272064 23.51% 1.623%
98 20.403 1510 1515 1518 rBV3 62753 203580 17.59% 1.215%

99 20.586 1529 1531 1536 rVB5 18223 44025 3.80% 0.263%
100 20.688 1536 1540 1545 rBV5 31237 82066 7.09% 0.490%
Sum of corrected areas: 16760523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

Sample : G2649-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AST-TS-001

Abundance TIC: BF080034.D

1200000 6.94

5.94 7.10

1000000

800000

600000

400000

5.56 7.34

200000

6.34 6.56

7.50

7.89

8.63

s Wl
6.00 6.50 7.00

T
7.50

4.00

T
4.50

T
5.00

Time--> 3.50 5.50

T
8.00

T
8.50

Abundance TIC: BF080034.D

9|70

1200000 13.58

1000000

11.19

800000

600000

400000

200000

Lamaz01L 741z

ol s Ao
11.50 12.00

Time--> 9.50 13.50

14.85

14.00

14.50

TIC: BF080034.D

Abundance

1200000
1000000
800000
600000
400000

200000

19.00 19.50

18.00 18.50

17.00 17.50

20.00

20.50

21.00

8270-BF061715.M Thu Jun 18 15:10:49 2015 S

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.56 24_.70 ng 297535 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 216 (5.556 min): BF080034.D (-213) (-) m/z 43.10 100.00%
43
59
5000
101 N IR L L
51 | 83 | 520 5.40 5.60 5.80
AR S U m/z 59.10 56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL B
59 520 540 560 580
m/z 101.10 19.91%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 M m/z 58.10 15.54%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A L I e o
43 520 5.40 5.60 5.80
m/z 41.10 8.30%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.10 Concentration Rank 1

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

7.10 78.21 ng 941972 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 351 (7.099 min): BF080034.D (-349) (-) m/z 132.10 100.00%
132
5000
U LR IS IR
75 104 6.80 7.00 7.20 7.40
0 ..,....,....,....,.'.‘.‘? !!..‘?.!M ....,.':..,.1.1:‘3.,...., - m/z 68.10 49.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 NSRS LARAR SRS RS
6.80 7.00 7.20 7.40
m/z 66.10 31.79%
oL 15 28 39 52 6 77 90 104 4
mizes b 2 30 4 5 8 7o 8 90 180 10 130 130 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 31.26%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e W
132 6.80 7.00 7.20 7.40
m/z 69.10 19.94%
5000
33 44 g7 105
0 |50 e | | us
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.29 3.30 ng 62598 Acenaphthene-d10 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Anhydro-._beta.-D-glucopyrano... 162 C6H1005 000498-07-7 64
2 Pentanoic acid 102 C5H1002 000109-52-4 40
3 3,4-Altrosan 162 C6H1005 1000129-76-4 40
4 Hexanoic acid 116 C6H1202 000142-62-1 40
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 38
Abundance Scan 630 (10.287 min): BF080034.D (-625) (-) m/z 60.00 100.00%
6o
5000 73
42 Y/ N
84 98 10.00 10.20 10.40 10.60
01 m/z 57.10 50.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000
73 10.00 10.20 10.40 10.60
m/z 73.10 38.42%
98
o.w””“”“h”ﬂMh”M‘”JML.??“”l””“”w””.”w””“”q””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
"w'“'w'“é“'Aw'A
10.00 10.20 10.40 10.60
5000 5 m/z 42.10 24 .14%
7 M
ol 15 51 87 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30824: 3,4—Altrosan LA L L L L L
60 10.00 10.20 10.40 10.60
m/z 55.10 21.24%
73
5000
43
98
0 ‘\ 51] \Hm B 15126 1 162
m/z--> 10 20 30 4'0 5'0 60 70 80 90 100 11'0 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.54 4.23 ng 133793 Phenanthrene-d10 11.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
3 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 18
4 la,9b-Dihydro-1H-cyclopropa[a]Jan... 192 C15H12 006109-24-6 14
5 4-Cyano-4-hydroxy-3-methyl-2-phe... 216 C13H16N20 1000216-11-7 14

Abundance Scan 827 (12.539 min): BF080034.D (-825) (-) m/z 190.10 100.00%
1
5000
63 81 12.20 12.40 12.60 12.80
Ol 2t 207 m/z 189.10 92.26%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 12.20 12.40 12.60 12.80
m/z 192.10 61.81%
o 27 3950 63 8L | 110122 137 150 163 178 |
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192
1220 12.40 12.60 12.80
5000 m/z 191.10 52.07%
96 165
28 39 51 63 83 115126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50636: 8,9-Dihydrocyclopenta[def]phenanthrene
191 12.20 12.40 12.60 12.80
m/z 94.60 24 _17%
5000
165
miz-> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.47 ng 241938 Chrysene-di12 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
3 1-Tetracosanol 354 C24H500 000506-51-4 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 87
Abundance Scan 1010 (14.631 min): BF080034.D (-1007) (-) m/z 57.10 100.00%

57 83

5000

-

14.40 14.60 14.80 15.00
m/z 43.10 92.31%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43

69

-

5000 LA L B L LB L L B B
14.40 14.60 14.80 15.00
125 m/z 55.10 88.37%
0 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
T T T
14.40 14.60 14.80 15.00
5000 11 m/z 83.10 84.80%
29

139 168 191210 238 65 205

a

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R ERaE LS p e
43 14.40 14.60 14.80 15.00
m/z 69.10 72.24%
5000 83
18
o LI s 140 168 196 238 266 308 336
s AR e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.45 4.82 ng 180310 Chrysene-di12 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tritetracontane 605 C43H88 007098-21-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 80
Abundance Scan 1082 (15.454 min): BF080034.D (-1079) (-) m/z 57.05 100.00%
57 n
5000
97 A A A
254 15.20 15.40 15.60 15.80
41
I ...M!".l.ll.-,-....2,0.7...4,4....,.... e || M7z 43.10  65.74%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82608: Heptadecane
57
5000 LI SR LI I
1520 15.40 15.60 15.80
99 m/z 71.10 64.71%
o Bl s 20
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
15.20 15.40 15.60 15.80
5000 m/z 85.10 47 .00%

99
26 141 183 226

%

O P T T T T e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57 15.20 15.40 15.60 15.80
m/z 55.10 34.43%
5000
97
0 1 141 183 225 267 323 379 421 463 505 547 604
IR e o e AR e B o e e R e e AN e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15. 60 15. 80

8270-BF061715.M Thu Jun 18 15:10:58 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.29 15.22 ng 376404 Perylene-d12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 1155 (16.288 min): BF080034.D (-1152) (-) m/z 57.10 100.00%

g7

5000 85

O

113 16.00 16.20 16.40 16.60
141 169 268
ol 3 LWL [ M 100 aenon 237 208 sa 20 67 gy,

T T
m/z--> 50 100 150 200 250 300
Abundance #99477: Nonadecane

-

5000 85
16.00 16.20 16.40 16.60

m/z 43.10 62.06%

29
0 \‘ “\ h H\ ( H‘ 1}3 | 1‘\11 L 169 197 225 2§8
— e
m/z--> 50 100 150 200 250 300
Abundance
57
T T e T
85 16.00 16.20 16.40 16.60
5000 m/z 85.10 48 .45%
29 113
o 141 169 197 225 253 296
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #123100: Pentadecane, 8-heptyl-
57 16.00 16.20 16.40 16.60
m/z 55.10 21.28%
5000 85
29 113 210
o } L 77,14 169 1037 239 266 309
— ettt R IR
m/z--> 50 100 150 200 250 300 16.00 16.20 16.40 16.60

8270-BF061715.M Thu Jun 18 15:11:01 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.35 9.77 ng 241636 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1248 (17.351 min): BF080034.D (-1244) (-) m/z 57.10 100.00%
57
5000 85 \
L NI IR UL BV I
113 141 449 266 17.00 17.20 17.40 17.60
ol l,“! L 72 m/z 71.10 65.62%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
85 17.00 17.20 17.40 17.60
29 m/z 43.10 57.71%
o) ‘ | | 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 §o 160 1éo 260 2%0 360 3%0 460
Abundance
57
17.00 17.20 17.40 17.60
5000 85 m/z 85.05 49 _.20%
29 113
o 141 169 197 225 253 281 311337 367 410435
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #115570: Heneicosane
57 17.00 17.20 17.40 17.60
m/z 55.10 22.26%
85
29 113
o | | | 1777241 160 197 225 253 296
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 17.00 17.20 17.40 17.60 '

8270-BF061715.M Thu Jun 18 15:11:03 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.40 3.75 ng 92731 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 55
2 12-Bromo-1-dodecanol 264 C12H25Br0 003344-77-2 50
3 1-Nonadecene 266 C19H38 018435-45-5 47
4 1-Eicosene 280 C20H40 003452-07-1 46
5 Chloroacetic acid, tetradecyl ester 290 C16H31CI02 018277-86-6 42

Abundance Scan 1252 (17.397 min): BF080034.D (-1251) (-) m/z 97.10 100.00%
5 g7
5000
3 207 231 AR EamE m e
26 17.00 17.20 17.40 17.60 17.80
o m/z 83.10 95.65%
m/z--> 50 100 150 200 250 300
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
3
280
5000 AL DA DU BURILIR B
17.00 17.20 17.40 17.60 17.80
125 251 m/z 57.10 79.50%
oL 28 \,\‘IMI \\H M L 0 M 003 | |
m/z--> 50 150 200 250 300
Abundance
69
97 LRI DA SN BURILR B
a1 17.00 17.20 17.40 17.60 17.80
5000 m/z 69.10 73.82%
148
oL 18 125 176 203220 247
m/z--> 50 100 150 200 250 300 '
Abundance #98171: 1-Nonadecene T
4 97 17.00 17.20 17.40 17.60 17.80
69 m/z 43.10 66.52%
5000
125
oL 2 “ w h , 154 182 210 238 266
m/z--> 50 160 150 200 250 300 ' 17.00 17.20 17.40 17.60 17.80

8270-BF061715.M Thu Jun 18 15:11:05 2015 S

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 Vitamin E Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.68 4.79 ng 118367 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 010191-41-0 95
2 Vitamin E 430 C29H5002 000059-02-9 93
3 4-Amino-3-methoxypyrazolo[3,4-d]... 165 C6H7N50 111375-22-5 53
4 Propanenitrile, 3-[methyl(4-nitr... 205 C10H11N302 097473-81-9 50
5 Isoxaben 332 C18H24N204 082558-50-7 47

Abundance Scan 1277 (17.682 min): BF080034.D (-1274) (-) m/z 165.10 100.00%
165
5000
43 430
69 o1 121 205 266 17.40 17.60 17.80 18.00
O S et S e m/z 164.10 35.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161942: Vitamin E
165
5000 A e
17,40 17.60 17.80 18.00
43 430 m/z 430.40 21.33%
69 136 205
oLy Stus P | L 26 288316344 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
17.40 17.60 17.80 18.00
5000 430 m/z 43.10 14.49%
3 205
. 71 g5 121,43 246 288 316 344 387
m/z--> 50 100 150 200 250 300 350 400
Abundance #32620: 4-Amino-3-methoxypyrazolo[3,4-d]pyrimidine T
165 17.40 17.60 17.80 18.00
m/z 166.10 13.71%
5000
67
43 | 1?8 1?6
0....‘“...."............................ R BRARE B aman e
m/z--> 50 100 150 200 250 300 350 400 17,40 17.60 17.80 18.00

8270-BF061715.

M Thu Jun 18 15:11:08 2015 S

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl8.86 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.86 5.02 ng 124032 Perylene-d12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 30
2 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 22
3 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 14
4 1-Eicosanol 298 C20H420 000629-96-9 11
5 1-Heptadecene 238 C17H34 006765-39-5 11
Abundance Scan 1380 (18.860 min): BF080034.D (-1376) (-) m/z 55.10 100.00%
g5
83
69
5000 4 -
133147 163 269 N
18.60 18.80 19.00 19.20
(o} m/z 57.10 84 .39%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61719: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis-
41 55

111

5000

18.60 18 80 19. 00 19. 20
208 m/z 83.10 71.93%

12438150165

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 IIIIIIIIIIIIIIIIIIIIIIII
83 1l 18.60 18.80 19.00 19.20
5000 m/z 43.10 68.31%
97
208
179
0 124138152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63061: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane R B A B
5 6 18.60 18.80 19.00 19.20

41

m/z 69.10 60.59%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18 80 19. 00 19. 20

8270-BF061715.M Thu Jun 18 15:11:10 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
n 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 unknownl19.37 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.37 11.08 ng 274061 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
2 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 32
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 22
4 Azuleno[5,6-c]furan-3(1H)-one, 8... 310 C17H2605 071305-64-1 12
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 10
Abundance Scan 1425 (19.374 min): BF080034.D (-1420) (-) m/z 43.10 100.00%
48
5000 81 107 145 213
19.00 19.20 19.40 19.60
0 m/z 55.10 65.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate
43
5000 U AR RS B
mmmmmmmm
107 147 396 m/z 57.10 59.34%
ol ,\ h I \\u H\M H\‘ Ll MH pT3 PO %5 215 34 | 428 456
m/z--> 150 200 250 300 350 400 450
Abundance
43
206 19.00 19.20 19.40 19.60
5000 m/z 145.10 50.10%
8l 105 147
miz-> 50 100 150 200 250 300 350 400 450
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43 19.00 19.20 19.40 19.60
m/z 107.10 49 .90%
5000 268
81 107
145 329 .
oL ‘H‘ 173 213 247 275 301
m/z--> ' éoll 100 150 200 250 300 350 400 450 1566 iééd iééd iééd""

8270-BF061715.

M Thu Jun 18 15:11:12 2015 S

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl19.48 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.48 4.64 ng 114851 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 35
2 1-(4-Pyridin-2-yl-piperazin-1-yl.._.. 205 C11H15N30 1000192-41-6 27
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 20
4 Azulene, 1,2,3,4,5,6,7,8-octahyd... 204 C15H24 003691-12-1 12
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 11
Abundance Scan 1434 (19.477 min): BF080034.D (-1431) (-) m/z 204.20 100.00%
107 204 285
69 133
147 300
B3 61 A"'I""I""I""I""
19.20 19.40 19.60 19.80
o} m/z 205.20 99.38%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58711: 1,3-Dimethyl-5-(propen-1-yl)adamantane
7 133 2

5000
19.20 19.40 19.60 19.80
m/z 107.10 85.22%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107
R RS R
19.20 19.40 19.60 19.80
5000 133 m/z 285.20 82.21%
56
& 205
28 162

190
0 147

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

Abundance #58867: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... e
105 204 19.20 19.40 19.60 19.80

m/z 133.05 75 .34%

5000

O T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80

8270-BF061715.M Thu Jun 18 15:11:14 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrene, hexadecahydro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.65 5.02 ng 124124 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 53
2 5-(1-NaphthyDtricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 53
3 4,4,9,9-Tetramethyl-4,9-disilatr... 218 C12H18Si2 1000280-67-7 53
4 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 53
5 2-Chloro-5,6-dimethyl-1-(2-propy... 218 C12H11CIN2 080276-20-6 50
Abundance Scan 1449 (19.648 min): BF080034.D (-1446) (-) m/z 218.20 100.00%
218
5000 /\
69 A
43 105 135 AR B RS eSSV,
172 189 I o7 292 355 19:40 19,60 19.80 20.00
0 WY TN N NN S AN m/z 203.20 88.58%
m/z--> 50 100 150 200 250 300 350
Abundance #68257: Pyrene, hexadecahydro-
218
175
5000 67
a1 o1 19.40 19.60 19.80 20.00
135 m/z 69.10 29.08%
oL “. I Ih‘lwl H“ ] Ilﬁ8\;“ .M. “‘I .“ .H. “l —— ——
m/z--> 50 100 150 200 250 300 350
Abundance
218
' 19:40 19.60 19.80 20.00
5000 m/z 55.10 25._35%
108
189
39 63 91 | qp7 192
o
m/z--> 50 100 150 200 250 300 350
Abundance #67964: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6... R B e B
203 19.40 19.60 19.80 20.00
m/z 204.20 23.15%
5000
43 83 159
0...““‘.6‘(?‘.‘.'llc‘?g‘.l?lu‘t .\I ?77.7‘. ‘.‘Izloll ——— ——— SN L W A VA (S— —
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BF061715.M Thu Jun 18 15:11:16 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-3a,7-Methanoazulene, oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.79 5.37 ng 132770 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 64
2 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 55
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 46
4 Guaia-3,9-diene 204 C15H24 000489-83-8 46
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 45
Abundance Scan 1461 (19.785 min): BF080034.D (-1457) (-) m/z 204.20 100.00%
204
5000
19.40 19.60 19.80 20.00 20.20
O'rprer m/z 135.15 69.36%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58858: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
4
161 204
N 121
67
5000 A UL LN UL B
1940 19.60 19.80 20.00 20.20
‘ m/z 55.10 64 .49%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
133 204
41 1940 19.60 19.80 20.00 20.20
5000 161 m/z 69.10 60.35%
67 91
117
o 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58922: 1H- Cycloprop[e]azulene decahydro-1,1,7-trimethyl-.. B A
161 19.40 19.60 19.80 20.00 20.20
m/z 41.10 52 .84%
5000
0 R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1940 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

Sample : G2649-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentenoic acid, 5-(decahy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.09 11.00 ng 272064 Perylene-d12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202 024470-48-2 58
2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 55
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 55
4 9-Cedranone 220 C15H240 1000156-23-2 46
5 1-l1sopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 38
Abundance Scan 1488 (20.094 min): BF080034.D (-1484) (-) m/z 95.10 100.00%

205

5000
245 290 T
313 T T T T
|| 27 | 31'1 19.80 20.00 20.20 20.40
0 T T e e m/z 205.20 96.12%
m/z--> 50 100 150 200 250 300
Abundance #119904: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...

5000
19.80 20.00 20.20 20.40

m/z 55.05 93.72%

04
m/z--> 50 100 150 200 250 300
Abundance
41 95
R o e AL e S
67 123 19.80 20.00 20.20 20.40
5000 m/z 81.10 92.80%
147 218
175
200
o7 T e T T T
m/z--> 50 100 150 200 250 300
Abundance #68220: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... A R
9 19.80 20.00 20.20 20.40
m/z 93.05 83.07%
123
5000 41 67 218
147 175
0 .||.JI,4\.‘t.42?b...,....,...., B
m/z--> 50 100 150 200 250 300 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8
R.T. EstConc Area Relative to ISTD R.T.
20.40 8.23 ng 203580 Perylene-di12 16.72
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 74
2 Patchoulene 204 C15H24 001405-16-9 64
3 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 62
4 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 004549-12-6 58
5 Solavetivone 218 C15H220 054878-25-0 55
Abundance Scan 1515 (20.403 min): BF080034.D (-1510) (-) m/z 95.10 100.00%
41 161 207
5000 175
229 NN LR BN
283 20.00 20.20 20.40 20.60 20.80
o m/z 81.05 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189
93 204

107

20.IOO 20.I20 20.I40 20!60 20.I80
m/z 189.20  97.65%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 121 19 204
o1 107 189 20.00 20.20 20.40 20.60 20.80
5000 67 m/z 55.10 91.37%
147
27
175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58780: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... L e e e
189 20.00 20.20 20.40 20.60 20.80
m/z  93.05 87.00%
93 107
5000 204

T I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01

Operator : TP/1Z

a?ggle ; G2649-01 AST-TS 001
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.69 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.69 3.32 ng 82066 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 27
2 Pyrazine, 2-methoxy-3-methyl- 124 C6H8N20 002847-30-5 22
3 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 18
4 3,6-Dimethyl-5-hepten-1-0l acetate 184 C11H2002 1000131-31-1 16
5 2,6,8-Trimethylbicyclo[4.2.0]Joct... 182 C11H1802 1000187-22-4 16
Abundance Scan 1540 (20.688 min): BF080034.D (-1536) (-) m/z 124.10 100.00%
124
43
5000
79 9 SN WSS LS ¥, S
| m L 173189 211 267 23 20.40 20.60 20.80 21.00
Y S— 1 m/z 43.10 52.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10112: 4H-Pyran-4-one, 2,6-dimethyl-
43 124
5000 69 LU SRR SRR BN U
o5 20.40 20.60 20.80 21.00
m/z 229.20 40.75%
0'”I””P'“P”'L“W'”W”'W””I””P'“P”'P”"”W”'W“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
20.40 2060 20.80 21.00
5000 109 m/z 55.10 35.13%
0 8 94
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9988: 2-Methyl-4,5-pyrimidinediamine B A RARES B S
124 20.40 20.60 20.80 21.00
m/z 148_.10 25.38%
5000
41 56 107
0"%”'¢LNM“'W”'MM""W”"”'W”'W”'W“'W”'W””I“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061715\

Data File : BF080034.D

Acq On 17 Jun 2015 21:01 Instrument :
Operator : TP/I1Z BNA_F

Sample - 62649-01 ClientSampleld :
Misc : AST-TS-001

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.56 24_.7 ng 297535 1 7.34 240883 20.0
unknown7 .10 7.10 78.2 ng 941972 1 7.34 240883 20.0
1,6-Anhydro-._beta... 10.29 3.3 ng 62598 3 10.40 379423 20.0
4H-Cyclopenta[def... 12.54 4.2 ng 133793 4 11.90 632885 20.0
Trichloroacetic a... 14.63 6.5 ng 241938 5 14.85 747604 20.0
Heptadecane 15.45 4.8 ng 180310 5 14.85 747604 20.0
Nonadecane 16.29 15.2 ng 376404 6 16.72 494520 20.0
Octacosane 17.35 9.8 ng 241636 6 16.72 494520 20.0
Cyclohexadecane, ... 17.40 3.8 ng 92731 6 16.72 494520 20.0
Vitamin E 17.68 4.8 ng 118367 6 16.72 494520 20.0
unknownl18.86 18.86 5.0 ng 124032 6 16.72 494520 20.0
unknown19 .37 19.37 11.1 ng 274061 6 16.72 494520 20.0
unknown19 .48 19.48 4.6 ng 114851 6 16.72 494520 20.0
Pyrene, hexadecah... 19.65 5.0 ng 124124 6 16.72 494520 20.0
1H-3a,7-Methanoaz... 19.79 5.4 ng 132770 6 16.72 494520 20.0
2-Pentenoic acid, ... 20.09 11.0 ng 272064 6 16.72 494520 20.0
Naphthalene, 1,2,... 20.40 8.2 ng 203580 6 16.72 494520 20.0
unknown20.69 20.69 3.3 ng 82066 6 16.72 494520 20.0
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