LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

3?22'6 i H1754-12 170TH-SB-08(0.5-3.0
ALS Vial : 28 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-BF030316.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 4.493 190 193 196 rBvY 54774 73290 1.92% 0.189%
2 5.133 247 249 255 rBV 234174 285424 7.49% 0.737%
3 5.544 282 285 287 rBV 2601608 3579258 93.98% 9.237%
4 6.562 371 374 377 rBV 2637080 3397207 89.20% 8.767%
5 6.699 384 386 389 rBvV 2838424 3468443 91.07% 8.951%
6 6.939 404 407 409 rBVY 825516 884777 23.23% 2.283%
7 7.087 418 420 423 rBV 2106170 2850319 74.84% 7 .356%
8 7.499 453 456 458 rBV 2283472 2141950 56.24% 5.528%
9 8.219 517 519 522 rBV 1250166 1077710 28.30% 2.781%
10 9.305 611 614 616 rBV 3249434 3808465 100.00% 9.828%
11 9.693 646 648 650 rBY 335971 331566 8.71% 0.856%
12 9.910 664 667 669 rvB 67099 62088 1.63% 0.160%
13 9.979 671 673 675 rvvV 1235414 1028655 27.01% 2.655%
14 10.402 709 710 712 rVB 70104 91077 2.39% 0.235%
15 10.631 726 730 733 rBV 37012 66117 1.74% 0.171%

16 10.768 739 742 744 rBV 1948090 1859108 48.82% 4._.798%
17 10.882 749 752 757 rvv2 116213 150039 3.94% 0.387%

18 11.328 789 791 793 rBV 49915 48358 1.27% 0.125%
19 11.465 800 803 804 rBV 1011348 858536 22.54% 2.216%
20 11.488 804 805 806 rvv 117090 86544 2.27% 0.223%
21 11.522 806 808 811 rvB2 19415 39955 1.05% 0.103%
22 11.991 847 849 855 rvv 703731 683069 17.94% 1.763%
23 12.082 855 857 861 rvB 27186 48955 1.29% 0.126%

24 12.676 907 909 911 rBV 274763 245313 6.44% 0.633%
25 12.779 916 918 925 rBV 212056 346193 9.09% 0.893%

26 12.905 925 929 931 rBV 230060 239108 6.28% 0.617%
27 13.054 939 942 944 rVB 2684389 2518282 66.12% 6.499%
28 13.259 954 960 961 rBV2 40104 104649 2.75% 0.270%

29 13.419 970 974 976 rBV3 29784 60829 1.60% 0.157%
30 13.614 989 991 994 rBv4 18397 41841 1.10% 0.108%
31 13.739 1000 1002 1005 rBV 53734 56041 1.47% 0.145%
32 13.854 1009 1012 1013 rBV2 27434 44808 1.18% 0.116%

33 13.945 1018 1020 1024 rVvVv 567453 610562 16.03% 1.576%
34 14.082 1030 1032 1035 rBV3 1078602 1969909 51.72% 5.084%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

3?22'6 i H1754-12 170TH-SB-08(0.5-3.0
ALS Vial : 28 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-BF030316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.265 1046 1048 1052 rVB4 38597 59803 1.57% 0.154%
36 14.574 1073 1075 1082 rBV 383189 675631 17.74% 1.744%
37 14.734 1087 1089 1092 rVvVv 40098 48909 1.28% 0.126%
38 14.860 1098 1100 1102 rBV 224687 252080 6.62% 0.651%
39 14.951 1106 1108 1112 rVB3 38779 66487 1.75% 0.172%
40 15.020 1112 1114 1116 rBV2 45457 57073 1.50% 0.147%

41 15.145 1122 1125 1129 rBVY 138189 279570 7.34% 0.721%
42 15.214 1129 1131 1133 rVV 207550 349212 9.17% 0.901%
43 15.294 1137 1138 1140 rVB 42149 46452 1.22% 0.120%
44 15.442 1149 1151 1154 rBV 70869 85765 2.25% 0.221%
45 15.500 1154 1156 1159 rVvV 85458 129915 3.41% 0.335%

46 15.568 1159 1162 1171 rVB 533464 792143 20.80% 2.044%
47 15.797 1180 1182 1185 rBV 75359 129175 3.39% 0.333%
48 16.037 1200 1203 1205 rBV 101603 151215 3.97% 0.390%
49 16.082 1205 1207 1211 rVV 106911 171126 4._.49% 0.442%
50 16.277 1221 1224 1225 rBV3 38047 65617 1.72% 0.169%

51 16.448 1237 1239 1244 rVB5 32339 57399 1.51% 0.148%
52 16.825 1269 1272 1280 rBV3 53663 139473 3.66% 0.360%
53 17.031 1287 1290 1296 rBV2 45108 142267 3.74% 0.367%
54 17.134 1296 1299 1302 rVV3 24997 54584 1.43% 0.141%
55 17.214 1302 1306 1312 rVVv4 81056 244519 6.42% 0.631%

56 17.363 1315 1319 1325 rVB3 91461 255797 6.72% 0.660%
57 17.465 1325 1328 1333 rVB 46973 109564 2.88% 0.283%
58 17.614 1337 1341 1345 rBV3 106818 273825 7.19% 0.707%
59 17.706 1345 1349 1354 rVB3 111332 283419 7.44% 0.731%
60 17.957 1367 1371 1374 rBV2 68995 191844 5.04% 0.495%

61 18.426 1409 1412 1418 rBV7 32363 93469 2.45% 0.241%
62 18.654 1428 1432 1438 rVB3 43427 132254 3.47% 0.341%
63 19.523 1503 1508 1510 rBV3 84165 252987 6.64% 0.653%

Sum of corrected areas: 38750019
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085402.D

3000000 6.70
5.54 6.56

2500000
7.50

7.09
2000000

1500000

1000000 6.94

500000

5.13
. L uin

T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T T T T T I T T T T I T T T T I ILI T T I T T T T I

T 1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085402.D

3000000
13.05

2500000
2000000 10.77

1500000
8.22 9.98
1000000 11.46
11.99

500000 9.69 J 12891301
10.88 ' e
| A 9. 10.4010 6319 113 49, 2.08 13.263.4213.63

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085402.D

3000000

2500000

2000000

1500000

1000000

500000

15.80 1
il B

16.8317 pATE BB A7/ 6171 17 96
A P ~__ N\ a

. 18.4318,65 195

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 9

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

5.13 6.45 ng 285424 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (5.133 min): BF085402.D (-247) (-) m/z 43.05 100.00%
a3
59
5000
101 e g
4.80 5.00 5.20 5.40
83
o...,....,....,....I,'::..?.l.~:~.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S L RIS UL IR
59 480 500 520 540
m/z 101.10 22_.71%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 16.46%
41
o 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.58%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY UL S U UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.70 Concentration Rank 1

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

6.70 78.40 ng 3468440 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.699 min): BF085402.D (-384) (-) m/z 132.10 100.00%
132
5000 68
40 % J 6.0 6.60 680 7.00
54 : : : :
o Qe |sus | w7z 68.10 43.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR LA S R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 32.26%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 28.14%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 \
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.87%
117
5000
91
27 ¥ 8L e 77 ‘ 105 ‘ ‘
0I'h"h”'““Im"JW'“*'IM"lH'P"I""I""I"" ISR LA S LR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Pentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.88 3.50 ng 150039 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 752 (10.882 min): BF085402.D (-749) (-) m/z 57.10 100.00%

57
43 71

5000

99 10.60 10.80 11.00 11.20

113127141 155 169183

0! m/z 71.10 71.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64575: Pentadecane
57
43
71
5000 8 LA L L L L L L L
S 10.60 10.80 11.00 11.20
m/z 43.10 69.48%
29 99
0 | \ 1}3127141155169183 212
T = e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
e
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 50.06%
29 99
. 113127141 155169183197 211205 254
AR mam s =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane e L
57 10.60 10.80 11.00 11.20
43 | 4 m/z 41.10 30.39%
85
5000
29 % 113
s Ly | 11°127141155 169 183107211 240
”.“.“,”.w.“.“.”,”.W.H.P.” e RS R N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 15.91 ng 683069 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 849 (11.991 min): BF085402.D (-847) (-) m/z 73.05 100.00%
43 60 P
5000 129
97 115 213 A NN SRR SN
143157171185199 7 256 11.60 11.80 12.00 12.20 12.40
Ol i m/z 43.10 81.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 SRR DA
nmnmnmnmnm
21 m/z 60.10 81.00%
m/z--> "éb” 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.60 11!80 12)00 12!20 12!40
5000 29 m/z 57.10 66.33%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.10 66.13%
5000 129
29
Onlfsllwl\w\,” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.78 8.06 ng 346193 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 918 (12.779 min): BF085402.D (-916) (-) m/z 73.10 100.00%
3 P 1
129
5000
—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—|
12.40 12.60 12.80 13.00
Olrrrprrrrfie m/z 43.10 81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 R BUASR PNLR BN SUGE B
12.40 12.60 12.80 13.00
m/z 60.00 74 .46%
O.HP”JM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 72.30%
28 97 199 242
157
o 58 113 180 | 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75070: Tetradecanoic acid L EL L L m s B e
3 12.40 12.60 12.80 13.00
m/z 55.10 63.16%
5000
2
0 e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.'40 12.|60 12.|80 13.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.95 6.20 ng 610562 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 1020 (13.945 min): BF085402.D (-1018) (-) m/z 83.10 100.00%

97

5000

%

125

230 13.60 13.80 14.00 14.20

139154168182 200

252 280

o’ m/z 57.10 95.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4 97

5000

13.60 13.80 14.00 14.20
111 m/z 97.10  90.24%

125
139153167 182196210224 252 280

o
N
o~

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 g3 e
13.60 13.80 14.00 14.20
5000 97 m/z 55.10 86.76%
111

25
Zr 139153 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R
13.60 13.80 14.00 14.20

m/z 69.10 82.62%

=

5000

125

3

139154168182196210224238 266
A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 8 1-Octadecene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1457 6.86ng 675631  Chrysene-di2 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-octadecene 252 C18H36 000112-88-9 98
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95

3 Pentafluoropropionic acid, hepta... 402 C20H35F502
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702

1000283-04-2 90
1000282-97-3 90

5 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
Abundance Scan 1075 (14.574 min): BF085402.D (-1073) (-) m/z 57.10 100.00%
57
83
5000
111
R e e
139 168 254 14.20 14.40 14.60 14.80
ol L hy” 08190210 235757278 304 37| "m/z 43.10 80.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89783: 1-Octadecene
57
5000 LA L L L L L L L L L
29 111 14.20 14.40 14.60 14.80
m/z 55.10 69.23%
139
SRENIVENNCATSTEE. E—
m/z--> 50 200 250 300 350 400
Abundance
55
B REE e E
83 14.20 14.40 14.60 14.80
5000 m/z 83.10 64.68%
29 111
o 139 168 195 224 252
L L e e B e e e e B S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e e e e e N
57 14.20 14.40 14.60 14.80
83 m/z 69.10 57.56%
5000
111
2? | ‘ | |139 168 210 238 og3
e B REE e E
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF030316.M Mon Mar

14 09:48:20 2016

Page: 10



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 9-Octadecenamide, (Z)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14 .86 6.36 ng 252080 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 91
2 Octadecanamide 283 C18H37NO 000124-26-5 53
3 Tetradecanamide 227 C14H29NO 000638-58-4 45
4 Dodecanamide 199 C12H25NO 001120-16-7 43
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 35
Abundance Scan 1100 (14.860 min): BF085402.D (-1098) (-) m/z 59.10 100.00%
9
5000
140 14.60 14.80 15.00 15.20
o 170 198 220 250 277294 320337 n/z 72.10 73.920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
14.60 14.80 15.00 15.20
41 m/z 55.10 47 .53%
0 18 J H‘ H‘ \‘ | \H iy \\4 ;36154 184 220238 2642?1
m/z--> 2|0 4|0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
" 1460 14.80 15.00 15.20
5000 m/z 43.10 30.62%
41
oL15 86 119128 156 184 212 240 266283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74439: Tetradecanamide A B A B
59 14.60 14.80 15.00 15.20
m/z 41.10 29.80%
5000
4T ]_28 184 227
0 H\ \1\7% L al 149166 210 {
m/z--> 2|0 4|0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(|)O 320 340 14|60 14. 80 15. 00 15. 20

8270-BF030316.M Mon Mar 14 09:48:21 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Octadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

15.80 3.26 ng 129175 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 86
3 1,22-Docosanediol 342 C22H4602 022513-81-1 72
4 9-Octadecen-1-ol, (E)- 268 C18H360 000506-42-3 70
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68

Abundance Scan 1182 (15.797 min): BF085402.D (-1180) (-) m/z 57.10 100.00%

5000{ 4

:

123

15.40 15.60 15.80 16.00 16.20

138154 180 303

7 255272

3

0 m/z 43.10 83.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99446: Octadecanal
43
5000 TT T T[T T T T[T T T T[T T T T[T

15.40 15.60 15.80 16.00 16.20
m/z 82.10 74.35%

250

15218 194 222

268

0 ﬂuﬂn

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
a2 R N o N R
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.10 67.65%
29 97
124 45p 179100 222

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

Abundance #138153: 1,22-Docosanediol A B
15.40 15.60 15.80 16.00 16.20
m/z 96.05 64._.87%
5000
109124
o 152167 194 222 251 278 306

! T T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00 16.20

8270-BF030316.M Mon Mar 14 09:48:22 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Dodecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.82 ng 151215 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1203 (16.037 min): BF085402.D (-1200) (-) m/z 57.10 100.00%
57
85
5000
4 '~ 15.80 16.00 16.20 1640
141 - - - -
 I— ,|I, (A6 183 207221240208 267 814 1 “njsz 71.10 72.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45563: Dodecane, 2-methyl-
57
85
5000 M LI B UL SULLILN B
15,80 16.00 16.20 16.40
141 m/z 85.10 58.97%
113 169
M TR O o™
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
'~ 15.80 16.00 16.20 1640
5000 Al 85 m/z 43.10 55.78%
113 155
o 137 183 207225 JﬂwJ\,J\»wﬁbdﬂj\ﬁhvrw\,gmv/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane AN EEa TS e S
57 15.80 16.00 16.20 16.40
m/z 55.10 21.20%
85
= VWLM]\KM/M
113
0 ‘ Lol o7 1 1ee lo7 225 o83 2%
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 260 300 15.80 16.00 16.20 16.40

8270-BF030316.M Mon Mar 14 09:48:22 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 3-Eicosene, (E)-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.08 4.32 ng 171126 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 86
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 70
4 10-Heneicosene (c,t) 294 C21H42 095008-11-0 68
5 1-Eicosene 280 C20H40 003452-07-1 62
Abundance Scan 1207 (16.082 min): BF085402.D (-1205) (-) m/z 83.10 100.00%

57

5000

157 184 207 228 252 278297315 355

15.80 16.00 16.20 16.40
m/z 97.10  93.22%

350

111
\

| 139“168 196 224 252

04
m/z--> 50 100 150 200 250 300
Abundance #89783: 1-Octadecene
5000

%

15.80 16.00 16,20 16.40
m/z 57.10 89.85%

0! ——
m/z--> 50 200 250 300 350
Abundance
55
R S e o
83 15.80 16.00 16.20 16.40
5000 m/z 69.10 80.24%
29 111
0 139 167 196 223 252 280
M A A
m/z--> 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- T
15.80 16.00 16.20 16.40
m/z 43.10 76.13%
5000
111
0 \ ‘{ L1§9 167 196 224 252 280
- II IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF030316.M Mon Mar 14 09:48:23 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Oxirane, heptadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.83 3.52 ng 139473 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 80
2 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 70
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58
4 1,19-Eicosadiene 278 C20H38 014811-95-1 52
5 16-0Octadecenal 266 C18H340 056554-87-1 52
Abundance Scan 1272 (16.825 min): BF085402.D (-1269) (-) m/z 57.10 100.00%
I 1 \/\/\\W\/\f
5000
278292 R SR BRI SURIUR S
181 181197 219233249263 16.60 16.80 17.00 17.20
0 I m/z 43.10 85.19%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!-
5000 LI BRI UM SURURE B

16.60 16.80 17,00 17.20
110 m/z 82.10 81.06%

152166180194208222236250264 282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
Al BT S S
82 g¢ 16.60 16.80 17.00 17.20
5000 278 m/z 83.10 54 _.07%
110
27 124
o 1381521661801942082222362°0 AAJMwﬁ~\,px\JA\A¢bM/vf\/\h‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93393: 1,16-Hexadecanediol Al BT S S
55 16.60 16.80 17.00 17.20
m/z 96.10 52.96%
- i \Avw/JJVw/AvJ/\x/JvmV~\/q“f
110124
0 2% ‘ 138152166130194208222 240
e Al BT S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF030316.M Mon Mar 14 09:48:24 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 10-Heneicosene (c,t) Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.21 6.17 ng 244519 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c,t) 294 C21H42 095008-11-0 64
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 62
3 17-Pentatriacontene 491 C35H70 006971-40-0 49
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 49
Abundance Scan 1306 (17.214 min): BF085402.D (-1302) (-) m/z 57.10 100.00%
87 97
278
5000
315 16.80 17.00 17.20 17.40 17.60
O S m/z 55.10 95.92%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #114448: 10-Heneicosene (c,t)
55
5000 AR SRR B B B
29 111 16.80 17.00 17.20 17.40 17.60
m/z 97.10 95.90%
miz-> 0 50 200 250 300 350 400 450
Abundance
43
69 UL AN R B BN
97 16.80 17.00 17.20 17.40 17.60
5000 m/z 69.10 89.50%
123
o 153 181 224250 297
miz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R e
43 16.80 17.00 17.20 17.40 17.60
m/z 83.10 88.00%
5000 83
J 111
o \ | 139167196224 267292 321 462 490
miz-> 0 50 100 150 200 250 300 350 400 450 ' 16,80 17.00 17.20 17.40 17.60

8270-BF030316.M Mon Mar 14 09:48:25 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl7.36 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.36 6.46 ng 255797 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 46
2 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 44
3 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 42
4 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24 074806-55-6 35
5 Sesquirosefuran 218 C15H220 039007-93-7 30
Abundance Scan 1319 (17.363 min): BF085402.D (-1315) (-) m/z 95.10 100.00%
5000 » byxﬂu\\aﬂ/\fw/\\J\ﬂr/\JA\/»\
147 218 N
257 597 395 17.00 17.20 17.40 17.60
o T TR m/z 109.10 61.53%
m/z--> 50 100 150 200 250 300 350
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5
123
5000{ 41 67 218 N PR BRI B BULLILE B
17.00 17.20 17.40 17.60
147175 m/z 107.10 58.40%
. T9¥s 0 N
m/z--> 50 100 200 250 300 350
Abundance
81 107 161
17.00 17.20 17.40 17.60
5000 55 15 204 m/z 69.10 54.07%
28
L L L WL WL DA SRR
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan R R RREEEEa
109 17.00 17.20 17.40 17.60
45 m/z 121.10 52_.37%
137 218
5000
160
‘ “ 189
o I ﬂ,.uJH , A e
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60

8270-BF030316.M Mon Mar 14 09:48:26 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl7.61 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.61 6.91 ng 273825 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 49
2 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 35
3 3-.beta.-Acetoxy-bisnor-allochol... 390 C24H3804 1000226-91-3 25
4 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 22
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 18
Abundance Scan 1341 (17.614 min): BF085402.D (-1337) (-) m/z 43.10 100.00%
a3
5000
17.20 17.40 17.60 17.80 18.00
o m/z 55.10 56 .29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155644: Stigmastan-3,5-diene
43
396
5000 VAR B SRR SR B
17.20 17.40 17.60 17.80 18.00
105 147 m/z 107.10 53.83%
oL J H “‘ H‘ H\\ HH \‘\ M hl??: |2|]‘-3|| I2|5I5I\?8\I8| —— |3|5?| I\ : | T
m/z--> 150 200 250 300 350 400 450
Abundance
43
17.20 17.40 17.60 17.80 18.00
5000 m/z 145.10 53.01%
81
107 147 396
o 173 215 255 288 315 334 428 456
mz-> 50 100 150 200 250 300 350 400 450
Abundance #154179: 3-.beta.-Acetoxy-bisnor-allocholanic acid R e
43 17.20 17.40 17.60 17.80 18.00
m/z 57.10 48 .59%
215 330
5000
93 147
o 121
275
ok IlalilJJILHIuglllll '.“1.7"?'. |‘.hl?48'..i.%9|7.{.‘. 361 |39|0| R N
m/z--> 50 100 150 200 250 300 350 400 450 17.20 17.40 17.60 17.80 18.00

8270-BF030316.M Mon Mar 14 09:48:27 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl7.71 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.71 7.16 ng 283419 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 47
2 2-Ethyl-trans-4a,cis-4b,trans-8a... 276 C19H320 1000243-62-9 25
3 2,4(3H,5H)-Pyrimidinedione, 6-am... 276 C13H16N403 039265-99-1 25
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 25
5 Phenanthro[3,2-b]furan-7,11-dion... 276 C18H1203 020958-17-2 20
Abundance Scan 1349 (17.706 min): BF085402.D (-1345) (-) m/z 133.10 100.00%
133 4
276
300
5000
409 17.40 17.60 17.80 18.00
o A m/z 204.20 98.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000
95 161 17.40 17.60 17.80 18.00
a 123 m/z 276.10 76.47%
o el Lt ‘ ‘ S
m/z--> 50 100 150 200 250 300 350 400
Abundance
205 276
17.40 17.60 17.80 18.00
5000 5 o m/z 95.10 71.63%
123 243
29 151 177
L L L L WL U L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #103820: 2,4(3H,5H)-Pyrimidinedione, 6-amino-3-(dimethylam... e EEman B R
276 17.40 17.60 17.80 18.00
m/z 107.10 68.91%
5000 189
161 233
A NI I
0""“"“"N“M'JIJ"llﬂh"l""l""l""l" AU DU BN B
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.96 4.84 ng 191844 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 64
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 64
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 53
4 Farnesyl bromide 284 C15H25Br 006874-67-5 49
5 _beta.-Humulene 204 C15H24 000116-04-1 49
Abundance Scan 1371 (17.957 min): BF085402.D (-1367) (-) m/z 204.15 100.00%
135 204
69 107
5000 43 9 287
189 269 | 302
161 231
449 17.60 17.80 18.00 18.20
of m/z 135.10 82 .45%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

17.60 17.80 18.00 18.20
m/z 121.10 67.32%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

204
B R R R e e e
17.60 17.80 18.00 18.20
5000 m/z 133.05 65.19%
161
123 147
41 55 79 189

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

Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene R EARmE RS
204 17.60 17.80 18.00 18.20

91105 133 m/z 69.10 63.53%

41
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl8.65 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.65 3.3 ng 132254  Perylene-di2 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Testosterone 288 ClOH2802 000058-22-0 38

2 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 38
3 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 30

4 Hyoscyamine Hydrobromide 289 C17H23NO3 000306-03-6 27
5 Cyclohexane, 1,1"-(oxydi-2,1-eth... 266 C18H340 055044-32-1 25
Abundance Scan 1432 (18.654 min): BF085402.D (-1428) (-) m/z 57.10 100.00%

124

5000

229
289 B

327 355 18.40 18.60 18.80 19.00
m/z 124.10 76.32%

253271

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #111022: Testosterone
124

5000/ 41 79

18.40 18.60 18.80 19.00
m/z 43.10 54.09%

246

203
165185 | 228

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
124
s R B S
18.40 18.60 18.80 19.00
5000 m/z 55.10 51.99%
288
76 95
0,33 %0 150 177104 223241258
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #110774: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone R B B S
124 18.40 18.60 18.80 19.00
m/z 71.10 50.36%
5000
288
76 95
33 50 0P ‘1§° 177 198223241258
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 40 18. 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

Sample : H1754-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl19.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.52 6.39 ng 252987 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro[5.5]undecane 152 C11H20 000180-43-8 46
2 Naphthalene, decahydro-1,2-dimet... 166 C12H22 003604-14-6 46
3 1-Chloro-1-ethyl-3-methyl-1-germ... 206 C7H13CIlGe 026311-76-2 42
4 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 42
5 1,3,3-Trimethylcyclohex-1-ene-4-_._.. 152 C10H160 127128-60-3 30
Abundance Scan 1508 (19.523 min): BF085402.D (-1503) (-) m/z 95.10 100.00%
69 95109
123
55 165 VA,d\N,//“«_,kr\waJ__///\\\\
5000
41 : 137
191206 231 275 ABSSSNARSRARESSN RSB RARN
ml r8 257 19.1019.2019.3019.4019.50
o} m/z 69.10 90.29%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24292: Spiro[5.5]undecane
&7 96 152
81 | 109
5000 SRS RSB RARE
41 19/1019.2019.3019.4019.50
5 m/z 96.10 87 .26%
. 27 \ | 124
mz> % 40 8 80 100 130 140 160 180 250 230 240 260 2%
Abundance
&7 81 9509 166
41 BSOS AU
19.1019.2019.3019.4019.50
5000 151 m/z 109.10 84 .24%
28 137
> 123
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60442: 1-Chloro-1-ethyl-3-methyl-1-germacyclopent-3-ene R B R
9 19.1019.2019.3019.4019.50
m/z 81.10 76 .80%
5000 _\VN,,«/“\_V_AJ\,AVA//«\«‘
o} e e I
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19/1019.2019.3019.4019.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085402.D

Acq On : 12 Mar 2016 6:39

Operator : UM/SJ

3?22'6 i H1754-12 170TH-SB-08(0.5-3.0
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.13 6.5 ng 285424 1 6.94 884777 20.0
unknown6.70 6.70 78.4 ng 3468440 1 6.94 884777 20.0
Pentadecane 10.88 3.5 ng 150039 4 11.46 858536 20.0
n-Hexadecanoic acid 11.99 15.9 ng 683069 4 11.46 858536 20.0
Octadecanoic acid 12.78 8.1 ng 346193 4 11.46 858536 20.0
5-Eicosene, (E)- 13.95 6.2 ng 610562 5 14.11 1969910 20.0
1-Octadecene 14.57 6.9 ng 675631 5 14.11 1969910 20.0
9-Octadecenamide, ... 14.86 6.4 ng 252080 6 15.57 792143 20.0
Octadecanal 15.80 3.3 ng 129175 6 15.57 792143 20.0
Dodecane, 2-methyl- 16.04 3.8 ng 151215 6 15.57 792143 20.0
3-Eicosene, (E)- 16.08 4.3 ng 171126 6 15.57 792143 20.0
Oxirane, heptadecyl- 16.83 3.5 ng 139473 6 15.57 792143 20.0
10-Heneicosene (c,t) 17.21 6.2 ng 244519 6 15.57 792143 20.0
unknownl17 .36 17.36 6.5 ng 255797 6 15.57 792143 20.0
unknownl7.61 17.61 6.9 ng 273825 6 15.57 792143 20.0
unknownl7.71 17.71 7.2 ng 283419 6 15.57 792143 20.0
Naphthalene, 1,2,... 17.96 4.8 ng 191844 6 15.57 792143 20.0
unknownl18.65 18.65 3.3 ng 132254 6 15.57 792143 20.0
unknownl19 .52 19.52 6.4 ng 252987 6 15.57 792143 20.0
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