LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082515\

Data File : BF081207.D

Acq On : 25 Aug 2015 19:35 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63407-01 P002-TS01-01

ALS Vial : 11 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-BF081715_.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 3.876 171 174 178 rBvY 24307 41595 1.06% 0.113%
2 4.641 238 241 256 rvVB 922571 1856210 47.16% 5.058%
3 5.099 279 281 284 rBV 1691275 2504561 63.63% 6.825%
4 5.522 316 318 322 rVB 47288 45263 1.15% 0.123%
5 6.184 373 376 378 rBV 2161684 2393064 60.80% 6.521%
6 6.299 383 386 388 rvv 2436171 2531387 64.31% 6.898%
7 6.527 404 406 408 rBVY 557286 462799 11.76% 1.261%
8 6.687 417 420 422 rBvV 1788781 1870426 47.52% 5.097%
9 7.099 453 456 458 rBV 1445846 1448290 36.80% 3.947%
10 7.225 463 467 471 rBV 38447 50073 1.27% 0.136%

11 7.808 516 518 521 rVB 508792 544112 13.82% 1.483%
12 8.893 610 613 616 rBVY 1938527 1974640 50.17% 5.381%
13 9.293 646 648 651 rBvY 561883 494820 12.57% 1.348%
14 9.556 669 671 673 rBvV 666271 579598 14.73% 1.579%
15 10.345 737 740 742 rBV 1359038 1433496 36.42% 3.906%

16 10.482 749 752 758 rBV 46009 72345 1.84% 0.197%
17 11.031 796 800 801 rBvV 541829 739537 18.79% 2.015%
18 11.111 803 807 809 rvB2 67473 118045 3.00% 0.322%
19 11.282 819 822 827 rBV 131885 200531 5.09% 0.546%

20 11.442 831 836 840 rBv4 13044 44098 1.12% 0.120%
21 11.511 840 842 844 rBV 53083 82700 2.10% 0.225%
22 11.545 844 845 847 rvV 48729 72319 1.84% 0.197%
23 11.591 847 849 854 rvv 439298 550849 14.00% 1.501%
24 11.671 854 856 858 rvv 63077 67145 1.71% 0.183%
25 11.716 858 860 862 rvv 19736 40972 1.04% 0.112%
26 11.762 862 864 866 rvv 60801 83312 2.12% 0.227%
27 11.842 869 871 875 rvB2 25301 40714 1.03% 0.111%

28 12.105 892 894 896 rBvV 99322 150419 3.82% 0.410%
29 12.288 907 910 915 rBV3 43450 117359 2.98% 0.320%

30 12.368 915 917 920 rvVv 72474 77157 1.96% 0.210%
31 12.448 922 924 926 rVB2 35649 56097 1.43% 0.153%
32 12.517 926 930 933 rBVvV2 20030 50336 1.28% 0.137%
33 12.608 936 938 941 rBV 1261624 1560296 39.64% 4._.252%
34 12.848 957 959 963 rBV3 48113 71228 1.81% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082515\

Data File : BF081207.D

Acq On : 25 Aug 2015 19:35 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63407-01 P002-TS01-01

ALS Vial : 11 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-BF081715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.077 977 979 981 rvV 35889 55005 1.40% 0.150%
36 13.111 981 982 984 rVB 79969 83681 2.13% 0.228%
37 13.179 986 988 993 rvB2 31646 74713 1.90% 0.204%

38 13.522 1016 1018 1022 rBV 310844 488832 12.42% 1.332%
39 13.637 1026 1028 1034 rVB 417437 545181 13.85% 1.486%

40 13.854 1044 1047 1050 rBVZ2 33805 63448 1.61% 0.173%
41 14.162 1071 1074 1079 rBV 256130 429366 10.91% 1.170%
42 14.437 1096 1098 1102 rVV3 21583 62777 1.59% 0.171%
43 14.505 1102 1104 1106 rVvV 77806 77274 1.96% 0.211%
44 14.562 1107 1109 1112 rVB 48089 55007 1.40% 0.150%

45 14.620 1112 1114 1118 rBV 66643 139465 3.54% 0.380%

46 14.722 1121 1123 1131 rVB 156255 329951 8.38% 0.899%
47 14.871 1134 1136 1138 rVB2 33706 44590 1.13% 0.122%
48 14.928 1138 1141 1143 rBV2 63977 96792 2.46% 0.264%
49 14.974 1143 1145 1147 rBV 306382 335212 8.52% 0.913%
50 15.191 1162 1164 1170 rBV2 46975 147357 3.74% 0.402%

51 15.283 1170 1172 1177 rVB2 68738 131263 3.33% 0.358%
52 15.385 1178 1181 1183 rBV 70702 110198 2.80% 0.300%
53 15.431 1183 1185 1188 rVV 137885 250511 6.36% 0.683%
54 15.488 1188 1190 1192 rVV 86310 143497 3.65% 0.391%
55 15.591 1196 1199 1203 rVV 137460 236852 6.02% 0.645%

56 15.683 1205 1207 1211 rVB3 55496 94898 2.41% 0.259%
57 16.014 1233 1236 1239 rBV 52065 93179 2.37% 0.254%
58 16.185 1249 1251 1255 rVB 40747 83422 2.12% 0.227%
59 16.288 1258 1260 1262 rVV2 26111 46582 1.18% 0.127%
60 16.334 1262 1264 1266 rVV 34538 59626 1.51% 0.162%

61 16.403 1267 1270 1275 rVB4 63490 168223 4.27% 0.458%
62 16.620 1285 1289 1296 rBV 384651 1149416 29.20% 3.132%
63 16.780 1301 1303 1306 rVB 60209 93953 2.39% 0.256%
64 16.871 1307 1311 1314 rBV 180126 436390 11.09% 1.189%
65 16.974 1317 1320 1323 rBV2 55557 145882 3.71% 0.398%

66 17.054 1323 1327 1332 rVB2 241694 665279 16.90% 1.813%
67 17.168 1335 1337 1340 rVB 43014 80228 2.04% 0.219%
68 17.248 1340 1344 1346 rBV2 170088 490053 12.45% 1.335%
69 17.351 1351 1353 1356 rVvVv 163197 403279 10.25% 1.099%
70 17.420 1356 1359 1364 rVB 193338 472152 12.00% 1.287%

71 17.637 1375 1378 1381 rBV3 30422 71760 1.82% 0.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/1Z

Sample - G3407-01

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 17.831 1391 1395 1401 rVB3 73520 196222 4._.99% 0.535%
73 18.106 1412 1419 1425 rBV 437697 1523632 38.71% 4._.152%
74 18.266 1425 1433 1441 rVB 1170679 3936030 100.00% 10.726%
75 19.832 1565 1570 1575 rVB5 29087 101867 2.59% 0.278%

76 20.083 1588 1592 1602 rVBS8 12465 57576 1.46% 0.157%

Sum of corrected areas: 36696414
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081207.D

6.19

2000000

6.69
5.10

1500000 7.10

1000000 4.64

6.53
500000 781

3.88 | 552 | 7.22
e m———— e L e e o SRR | B

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081207.D

2000000 8.89

1500000
10.34 12.61

1000000

9.56
9.29

500000

10.48
L L Do~ - o s
e e v B L B — et

Time--> 8.50 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: BF081207.D

2000000

1500000
18.27

1000000

500000

19.8320.08

o e == e S e

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\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 5

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

4.64 80.22 ng 1856210 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 241 (4.641 min): BF081207.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 LA SRR SR A
440 4.60 4.80 5.00
el sell e 8 | h/z 59.05  57.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS I LR UL AR
59 440 460 480 5.0
m/z 58.10 15.14%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
'”'I”"P"W"”I'A
440 4.60 4.80 5.00
5000 m/z 101.10 15.06%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R ma e D
59 440 4.60 4.80 5.00
m/z 41.10 8.79%
5000 41
31
| LT
"|'}§'|""l|""“*t "|§§HL" "ﬂi""l' "'I"'gﬁ T RN SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown6.30 Concentration Rank 2

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

6.30 109.40 ng 2531390 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 386 (6.299 min): BF081207.D (-383) (-) m/z 132.10 100.00%
132
5000 68
20 54 % J 600 620 640 6.60
Qe |sus |l w7z 68.10 47.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 ISR SRS R
6.00 6.20 6.40 6.60
33 44 o 105 m/z 134.10 33.09%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 600 620 640 6.60
5000 gg 116 m/z 66.10 31.35%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e e
132 6.00 6.20 6.40 6.60
m/z 69.10 18.71%
5000
92
65
105
|'2?' ?E' ?%' fd” '?z EEnN ”--1}7- L AL AL SARL BN SRS R
m/z--> 20 40 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.59 14.90 ng 550849 Phenanthrene-d10 11.03
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 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 849 (11.591 min): BF081207.D (-847) (-) m/z 43.10 100.00%
48 60 45
5000
129 J M N SN
143157171185 199 213 11.20 11.40 11.60 11.80 12.00
— 199 L 2T 26 m/z 60.00  90.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000
11.20 11.40 11.60 11.80 12.00
m/z 73.00 81.76%
HJHWW%\Wmmmmmmm%
m/z--> 25 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
43 60 73
29 11.20 11.40 11.60 11.80 12.00
5000 m/z 57.10 77.02%
129 242
87 101115 | 143 185199
157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #46615: Undecanoic acid i A s
60 7 11.20 11.40 11.60 11.80 12.00
m/z 55.10 72 .20%
5000 43
29 129 143
101115 186
--1?.-‘-‘--‘.‘-‘--‘- | \ . \ A ,,\,IH \”,1;‘37,17,1, A S MV MA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 9-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.52 17.93 ng 488832 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
5 1-Tetracosanol 354 C24H500 000506-51-4 83

Abundance Scan 1018 (13.522 min): BF081207.D (-1016) (-) m/z 57.10 100.00%

43 7

83

97

5000

8

125 13.20 13.40 13.60 13.80
139154168 191 209 239 n/z 55 10 94 _46%

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

Abundance #106399: 9-Eicosene, (E)-

43 57 83

97

-

5000

13.20 13.40 13.60 13.80
m/z 43.10 94.04%

29

125

139153168182196210224 252 280
e o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

E

Abundance
41 55
B RS B
69 83 97 13.20 13.40 13.60 13.80
5000 m/z 83.10 65.62%
111
27 125
139153168 266
ﬁmﬁwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)- T T T T T
55 13.20 13.40 13.60 13.80
m/z 69.10 61.73%
4 69 83
5000 97
111
2 125
ﬁ N j‘ 139153167 182196210224 252 280
e D e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : 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 1-Docosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.16 15.75 ng 429366 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 17-Pentatriacontene 491 C35H70 006971-40-0 81
Abundance Scan 1074 (14.162 min): BF081207.D (-1071) (-) m/z 57.10 100.00%
57
83
5000
111
RN IR S BN I
3 139 13.80 14.00 14.20 14.40
A |4 d s I07 1082172 m/z 55.10 82.83%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 AU JORR UM SIS B
29 13.80 14.00 14.20 14.40
125 m/z 43.10 82.17%
| \,\ oL |7 A :L Ao es e S8
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 13.80 14.00 14.20 14.40
5000 m/z 83.10 66 .43%
111
29 139 4163 191210 238 283
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol L s
43 13.80 14.00 14.20 14.40
m/z 97.10 60.25%
5000 83
18 ﬂ ‘111
‘h‘{ G ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.72 19.69 ng 329951 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1123 (14.722 min): BF081207.D (-1121) (-) m/z 57.10 100.00%
57
2000 /\,J\JL
85
LA S BRI UG
113 175 14.40 14.60 14.80 15.00
— J,I.i. A I D s 288 m/z 43.10 60.92%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LR BN SULR S R
85 14,40 14.60 14.80 15.00
m/z 71.10 51.66%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
1440 14.60 14.80 1500
5000 g5 m/z 85.10 35.45%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane R B AR
57 14.40 14.60 14.80 15.00
m/z 41.10 19.96%
- M/’\/\/\/\M
85
29
||l ] (113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00

8270-BF081715.M Wed Aug 26 15:33:04 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Octadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.19 8.79 ng 147357 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 1,19-Eicosadiene 278 C20H38 014811-95-1 64
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 59
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 52
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 43
Abundance Scan 1164 (15.191 min): BF081207.D (-1162) (-) m/z 57.10 100.00%
43
5000
267 14.80 15.00 15.20 15.40 15.60
e m/z 43.10 77 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal
4357 8
5000 LA DA JUARUAME BRI B
14.80 15.00 15.20 15.40 15.60
110 250 m/z 82.10 62.09%

124
138152166180194208222 554

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 S
a1 9% 14.80 15.00 15.20 15.40 15.60
5000 m/z 55.10 54.10%
110124
27 138152166180194208222236250 278

mﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecy!- I RREEEEEES T
14.80 15.00 15.20 15.40 15.60

m/z 83.10 42 .64%

5000

110

124138

152166180194 211

236250 268
L e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60

8270-BF081715.M Wed Aug 26 15:33:05 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 9 1-Pentadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.43 14.95 ng 250511 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 80
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 62
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 58
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 55
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 53
Abundance Scan 1185 (15.431 min): BF081207.D (-1183) (-) m/z 57.10 100.00%
57 83
43 97
5000
15 ' 15.20 15.40 15.60 15.80
140 157 183 264 : : : :
S 24 222 2o 28l m/z 83.10 87.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63049: 1-Pentadecene
43 57 gq
5000 LRI I IR SIS I
29 15.20 15.40 15.60 15.80
125 m/z 55.10 79.97%
15 || || 140154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
a R AL SN B B
69 97 15.20 15.40 15.60 15.80
5000 m/z 97.10 77.13%
27
12 112
mmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester e IR mm s
57 15.20 15.40 15.60 15.80
43 83 o7 m/z 43.10 76.52%
o L/\/\M/\/\U\W\
29 125
‘ 140154168 196210 238 283
m/z--> "'56"25"60 80 100 120 140 160 180 200 220 240 260 280 ' 15.20 15.40 15.60 15.80

8270-BF081715.M Wed Aug 26 15:33:06 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Vitamin E Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.59 14.13 ng 236852 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 010191-41-0 97
2 Vitamin E 430 C29H5002 000059-02-9 91
3 .alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 83
4 Benzenamine, 3-methoxy-2,4,6-tri... 165 C10H15NO 034874-88-9 53
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 42
Abundance Scan 1199 (15.591 min): BF081207.D (-1196) (-) m/z 165.10 100.00%
165
5000
4.|3 g3 121 205 430 15.20 15.40 15.60 15.80 16.00
e b || M/Z 164.10  33.06%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161942: Vitamin E
165
5000
15.20 15.40 15.60 15.80 16.00
43 - 430 m/z 43.10 15.15%
| 81 136 246 283 304

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
165
e
15.20 15.40 15.60 15.80 16.00
5000 m/z 166.10 13.10%
57
91121 205 430
L e B B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172366: .alpha.-Tocopherol-.beta.-D-mannoside
165 430 15.20 15.40 15.60 15.80 16.00
m/z 430.40 12 .45%
5000
205
|, 8 136 | 235 274303 344 387 472 531561592
I i e AR aan e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 20 15. 40 15. 60 15.80 16.00

8270-BF081715.M Wed Aug 26 15:33:07 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 11 unknownl16.40 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.40 10.04 ng 168223 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 079254-46-9 25
2 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 25
3 2-Pentadecanone 226 C15H300 002345-28-0 22
4 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 000473-16-5 22
5 _delta.-Selinene 204 C15H24 028624-23-9 15

Abundance Scan 1270 (16.403 min): BF081207.D (-1267) (-) m/z 59.10 100.00%
59
43
5000 71 95 109 189
‘ 16.00 16.20 16.40 16.60 16.80
Frrpeeerpee i m/z 58.00 73.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71072: 2-Naphthalenemethanol, 1,2,3,4,4a,5,6,8a-octahydro...
59
109
5000 149
204 16.00 16.20 16.40 16.60 16.80
41 161 189 m/z 43.10 71.98%
12213
...|.2.9..|‘.... ‘\ \“ m\ ‘h HH\ .‘k i “‘1.7.5..‘.. .‘...25.2...“..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
43 16.00 16.20 16.40 16.60 16.80
5000 m/z 189.15 50.96%
82
21 O 125 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73904: 2-Pentadecanone A RREEE RS E ST
58 16.00 16.20 16.40 16.60 16.80
m/z 71.10 48 .55%
43
15 % | M A m\ 97111 127140 156168 183197211 226
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 250 240 16,00 16,20 16,40 16.60 16.80

8270-BF081715.M Wed Aug 26 15:33:07 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 12 _beta.-Sitosterol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.62 68.58 ng 1149420 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 60
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 52
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 38

Abundance Scan 1289 (16.620 min): BF081207.D (-1285) (-) m/z 43.10 100.00%
48
5000 a1 M7 g ,/\,LJ\J\MNvd/\\—»A\/\~f\/\v
235 303320 381 414 | 1620 16.40 16,60 16.80 17.00
i m/z 55.10 67 .53%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 U D UL B
81 105 " 1620 16.40 16.60 16.80 17.00
18 m/z 57.10 58.12%
| ‘ 3 A 255, 08I ag 0
.‘.‘ H H | H IL\MLI ““.‘ by ‘u P4 \ 276 I“' ; ‘; |3|5‘|"| ) 'Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
16.20 16.40 16.60 16.80 17.00
5000 81 107 m/z 107.10 48_.47%
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
43 16.20 16.40 16.60 16.80 17.00
m/z 95.10 45 _.27%
414
69 105
’ L m \m MJ U\ p mlism 1\718 213 246 273 303 329 354 381 i
miz--> 0 % 100 150 @ 250 %o @ 4& 1wmmm%mmmmo

8270-BF081715.M Wed Aug 26 15:33:08 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.87 26.04 ng 436390 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 64
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 58
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 49
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 43
5 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 41
Abundance Scan 1311 (16.871 min): BF081207.D (-1307) (-) m/z 204.20 100.00%
55 135 204
g1 107
5000 287
189
161 ,gy 269 | 302 N
a0 246 16.60 16.80 17.00 17.20
1 m/z 135.10 92 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58874: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

16.I60 16.I80 17.IOO 17.I20
m/z 55.10 88.30%

5000

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

Abundance

204
91 LA L L L L LN
41 107 133 189 16.60 16.80 17.00 17.20
5000 161 m/z 133.10 73.42%
69
26

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

Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... B A RRREE R
204 16.60 16.80 17.00 17.20

m/z 69.10 69.66%

5000

I T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20

8270-BF081715.M Wed Aug 26 15:33:09 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 14 unknownl7.05 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.05 39.69 ng 665279  Perylene-di2 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 7-Oxabicyclo[4.1.0Theptane, 2,2,... 218 C15H220 070038-20-9 44

2 1-1sopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 43
3 Longifolenaldehyde 220 C15H240 019890-84-7 43
4 Perhydrocyclopropaf[e]azulene-4,5... 254 C15H2603 1000197-87-8 38
5 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 30
Abundance Scan 1327 (17.054 min): BF081207.D (-1323) (-) m/z 109.10 100.00%
5000
245 B SIS B I
| | 273 313 424 16.80 17.00 17.20 17.40
—L I MV .,.... SRR m/z 95.10 94.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68231: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m
43
119
5000 LR SURIS UM IS I
218 16.80 17.00 17.20 17.40
147 175 ‘ m/z 81.10 89.23%
H \‘ m HMH‘HH\M“ “\ | —
m/z--> 50 100 200 250 300 350 400
Abundance
67 107
a1 ' 16.80 17.00 17.20 17.40
5000 m/z 55.10 88.71%
135
mz-> 50 100 150 200 250 300 350 400
Abundance #69487: Longifolenaldehyde T
5 16.80 17.00 17.20 17.40
m/z 205.20 88.57%
ar o7 135
5000 205
163
LJt,ﬂ”hlt e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF081715.M Wed Aug 26 15:33:10 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Spiro[4.5]dec-6-en-8-one, 1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.25 29.24 ng 490053 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro[4.5]dec-6-en-8-one, 1,7-di... 220 C15H240 039510-36-6 52
2 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 47
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 44
4 Cyclohexane, l-ethenyl-1-methyl-... 204 C15H24 003242-08-8 42
5 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 42
Abundance Scan 1344 (17.248 min): BF081207.D (-1340) (-) m/z 55.10 100.00%
5 135 189
79 119 207
5000 161
2% 257 Lo gs || 1700 1720 1740 1760
| m/z 95.10 95.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69555: Spiro[4.5]dec-6-en-8-one, 1,7-dimethyl-4-(1-methyl...
2 1

5000

17.00 17.20 17.40 17.60
m/z 135.10  93.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
119 R R E SRR
17.00 17.20 17.40 17.60
5000 91 m/z 93.10 93.70%
67 218
27 135 175 203
159

mﬂmmﬁﬂmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58894: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R R RmEEE R S
17.00 17.20 17.40 17.60

m/z 81.10 93.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17. 20 17. 40 17.60

8270-BF081715.M Wed Aug 26 15:33:10 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : 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 Bicyclo[3.1.1]hept-3-en-2-0... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.35 24 .06 ng 403279 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]hept-3-en-2-0l, 4,... 152 C10H160 000473-67-6 53
2 D-Homoandrostane, (6.alpha.,13.a... 274 C20H34 054482-31-4 43
3 Androstan-6-one, (5.alpha.)- 274 C19H300 003676-06-0 41
4 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 38
5 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 20
Abundance Scan 1353 (17.351 min): BF081207.D (-1351) (-) m/z 95.10 100.00%
55 3
41 69 119 259
5000 14
149 178 205 2rd
187 229 245 17.00 17.20 17.40 17.60

m/z 55.10 83.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #24142: Bicyclo[3.1.1]hept-3-en-2-0l, 4,6,6-trimethyl-
41 109
94
5000 8t
55 R e EEaE L
27 17.00 17.20 17.40 17.60
m/z 259.30 76.94%
134
152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 95
a1 109 259
17.00 17.20 17.40 17.60
0
5000 135149 974 m/z 69.10 69.53%
163 217
177
201
mmﬁmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103064: Androstan-6-one, (5.alpha.)- R e EEaE L
219 259 17.00 17.20 17.40 17.60
67 95 m/z 119.10 69.26%
274
5000 135
S 109
1 149
“..“...”..”..”.P.“..“,” R e EEaE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. OO 17. 20 17.40 17.60

8270-BF081715.M Wed Aug 26 15:33:11 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknownl7.42 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.42 28.17 ng 472152 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 49
2 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 46
3 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 38
4 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 38
5 Propanoic acid, 3-amino-3-(4-flu... 183 C9H10FNO2 000325-89-3 38
Abundance Scan 1359 (17.420 min): BF081207.D (-1356) (-) m/z 124.10 100.00%
4
5000
17.00 17.20 17.40 17.60 17.80
m/z 43.10 59.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 A P BN SN B
288 17.00 17.20 17.40 17.60 17.80
91 147 246 m/z 229.20 39.08%
203
L4, |
uU “:::::l‘:‘:::::l::::l::
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
43
17.00 17.20 17.40 17.60 17.80
5000 m/z 55.10 34 _.46%
91 147
67 191 229 72 314
mz-> 50 100 150 200 250 300 350 400
Abundance #10111: Benzenemethanol, 3-hydroxy- L REEaE B e
124 17.00 17.20 17.40 17.60 17.80
95 m/z 57.10 29.98%
5000
39
65
}?WH!NJ .JJL”..,.. N — N
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.83 11.71 ng 196222 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 55
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 50
3 Bicyclo[2.2_.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 42
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 42
5 Cyclohexane, 3,4-bis(l-methyleth... 192 C14H24 061142-74-3 38
Abundance Scan 1395 (17.831 min): BF081207.D (-1391) (-) m/z 95.10 100.00%

5000

.

17.60 17.80 18.00 18.20
m/z 69.10 92.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50526: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim...
69 95

41

-

5000

17.60 17.80 18.00 18.20
m/z 55.10 89.04%

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

E

Abundance
41 55
95 17.60 17.80 18.00 18.20
5000 81 m/z 109.10 72.75%
109123
138
Twwwwmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16390: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- Sl mama e
95 17.60 17.80 18.00 18.20
m/z 123.10 66.26%
55 109
41
5000 0
‘ 123138
‘ ‘ I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Longifolenaldehyde Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.11 90.91 ng 1523630 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longifolenaldehyde 220 C15H240 019890-84-7 50
2 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10H13F3N20 1000129-15-8 38
3 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 30
4 4-(2,2-Dimethyl-6-methylenecyclo... 194 C13H220 095452-13-4 25
5 o-Menth-8-ene 138 C10H18 015193-25-6 25
Abundance Scan 1419 (18.106 min): BF081207.D (-1412) (-) m/z 95.10 100.00%

5000

-

17.80 18.00 18.20 18.40

0 m/z 69.10 89.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69487: Longifolenaldehyde
9
67
4l 135
5000 205 IIIIIIIIIIIIIIIIIII
163 17.80 18.00 18.20 18.40
m/z 55.10 84.14%
‘H I
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
R R
17.80 18.00 18.20 18.40
5000 m/z 96.10 80.17%
42
68 136 165 234
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #51832: 3-Cyclopentylpropionic acid, but-3-yn-2-yl ester B
55 Bl 123 17.80 18.00 18.20 18.40

m/z 109.10 75.93%

5000

L

p 4 | 143165 194

m/z--> 50 100 150 200 250 300 350 400 17. 80 18 00 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081207.D

Acq On : 25 Aug 2015 19:35

Operator : UM/I1Z

Sample - G3407-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknownl18.27 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.27 234.84 ng 3936030 Perylene-di12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 49
2 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 42
3 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 42
4 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 41
5 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 38
Abundance Scan 1433 (18.266 min): BF081207.D (-1425) (-) m/z 69.10 100.00%
95
s000] 41 A \
| 18.00 18.20 18.40 18.60
el m/z 55.10 92.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41 9
67 123
5000 SR AR SR BRI U
218 18.00 18.20 18.40 18.60
147 m/z 95.10 90.15%
‘ 175
.l. .Mi”.“‘.h‘.‘l|‘.‘...|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 123
" o1 18.00 18.20 18.40 18.60
5000 69 m/z 81.10 T72.77%
163
mz-> 50 100 150 200 250 300 350 400
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... AR B EE ST S s
95 123 18.00 18.20 18.40 18.60
m/z 109.10 71.96%
41 191
5000 69
e
L SR LR UL BUNLELELA UL SR UL SR RN A BN IO
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082515\

Data File : BF081207.D

Acq On : 25 Aug 2015 19:35 Instrument :

Operator : UM/I1Z gﬁA{s el
- _ lentosampleld :

3?22'6 : 63407-01 P002-TS01-01

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.64 80.2 ng 1856210 1 6.53 462799 20.0
unknown6 .30 6.30 109.4 ng 2531390 1 6.53 462799 20.0
n-Hexadecanoic acid 11.59 14.9 ng 550849 4 11.03 739537 20.0
9-Eicosene, (E)- 13.52 17.9 ng 488832 5 13.64 545181 20.0
1-Docosene 14.16 15.8 ng 429366 5 13.64 545181 20.0
Heptacosane 14.72 19.7 ng 329951 6 14.97 335212 20.0
Octadecanal 15.19 8.8 ng 147357 6 14.97 335212 20.0
1-Pentadecene 15.43 14.9 ng 250511 6 14.97 335212 20.0
Vitamin E 15.59 14.1 ng 236852 6 14.97 335212 20.0
unknown16.40 16.40 10.0 ng 168223 6 14.97 335212 20.0
-beta.-Sitosterol 16.62 68.6 ng 1149420 6 14.97 335212 20.0
Azulene, 1,2,3,5,... 16.87 26.0 ng 436390 6 14.97 335212 20.0
unknownl17 .05 17.05 39.7 ng 665279 6 14.97 335212 20.0
Spiro[4.5]dec-6-e... 17.25 29.2 ng 490053 6 14.97 335212 20.0
Bicyclo[3.1.1]hep... 17.35 24.1 ng 403279 6 14.97 335212 20.0
unknownl17.42 17 .42 28.2 ng 472152 6 14.97 335212 20.0
Bicyclo[3.1.1]hep... 17.83 11.7 ng 196222 6 14.97 335212 20.0
Longifolenaldehyde 18.11 90.9 ng 1523630 6 14.97 335212 20.0
unknown18.27 18.27 234.8 ng 3936030 6 14.97 335212 20.0
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