LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.553 168 172 178 rBB2 6695 16952 1.18% 0.125%
2 4.410 244 247 265 rVB 550376 839832 58.59% 6.202%
3 4.913 289 291 300 rBVY 1040862 1177017 82.12% 8.692%
4 6.033 387 389 392 rBVY 1275285 1149836 80.22% 8.492%
5 6.136 396 398 400 rBVY 1420653 1300004 90.70% 9.601%
6 6.364 416 418 421 rBV 429079 359947 25.11% 2.658%
7 6.525 430 432 434 rBV 997340 977868 68.22% 7.222%
8 6.947 466 469 471 rBV 627242 817062 57 .00% 6.034%
9 7.656 529 531 533 rBV 562030 469305 32.74% 3.466%
10 8.742 623 626 628 rBY 1570171 1433323 100.00% 10.585%

11 9.142 659 661 664 rBv 217492 179294 12.51% 1.324%
12 9.393 681 683 686 rvB 464947 448911 31.32% 3.315%
13 10.182 749 752 754 rBV 670371 739814 51.62% 5.464%
14 10.331 763 765 771 rVB 28652 31503 2.20% 0.233%
15 10.776 802 804 805 rBvV 26564 22073 1.54% 0.163%

16 10.856 809 811 814 rBV 408109 481631 33.60% 3.557%
17 11.439 860 862 871 rVB 96922 122334 8.53% 0.903%

18 12.057 914 916 918 rBV 68975 56757 3.96% 0.419%
19 12.274 933 935 940 rBV 59232 79449 5.54% 0.587%
20 12.445 948 950 952 rBV 1299993 1138641 79.44% 8.409%
21 12.708 969 973 975 rBV 18013 30824 2.15% 0.228%
22 13.005 996 999 1000 rBV 16024 16120 1.12% 0.119%

23 13.371 1028 1031 1037 rBV 104108 172661 12.05% 1.275%
24 13.462 1037 1039 1041 rBV 294515 353247 24.65% 2.609%

25 13.691 1057 1059 1064 rBV2 15318 20957 1.46% 0.155%
26 14.000 1083 1086 1092 rBV 45635 91949 6.42% 0.679%
27 14.411 1119 1122 1124 rBV 41142 49181 3.43% 0.363%
28 14.457 1124 1126 1130 rBV 20802 42666 2.98% 0.315%
29 14.571 1134 1136 1140 rBV2 47905 113683 7.93% 0.840%
30 14.685 1144 1146 1148 rVB 15992 19582 1.37% 0.145%
31 14.731 1148 1150 1152 rBV 16441 18009 1.26% 0.133%
32 14.777 1152 1154 1156 rBV 229888 243202 16.97% 1.796%
33 14.994 1171 1173 1175 rBV 24487 27221 1.90% 0.201%

34 15.165 1185 1188 1190 rBV 70152 101223 7.06% 0.748%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.737 1235 1238 1243 rBV2 22467 38234 2.67% 0.282%
36 15.851 1245 1248 1253 rBV2 9757 24604 1.72% 0.182%
37 15.954 1254 1257 1261 rBV 20705 45251 3.16% 0.334%
38 16.091 1266 1269 1274 rVB2 24185 51170 3.57% 0.378%
39 16.285 1282 1286 1291 rBV5 13547 37685 2.63% 0.278%
40 16.651 1316 1318 1323 rVB4 10556 26567 1.85% 0.196%
41 16.754 1323 1327 1331 rVB 10596 24184 1.69% 0.179%
42 16.857 1331 1336 1341 rBV6 7962 28813 2.01% 0.213%
43 16.994 1346 1348 1357 rVB6 10078 33540 2.34% 0.248%
44 17.211 1362 1367 1369 rBV5 6919 22917 1.60% 0.169%
45 17.726 1408 1412 1416 rBV2 14535 36413 2.54% 0.269%
46 18.011 1434 1437 1442 rVB4 10469 29539 2.06% 0.218%

Sum of corrected areas: 13540995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081408.D
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Abundance TIC: BF081408.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.41 46.66 ng 839832 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 247 (4.410 min): BF081408.D (-244) (-) m/z 43.05 100.00%
a3
59
5000
101 ISR SRR L R L
4.00 4.20 4.40 4.60 4.80
e Bl syl eo 88 | 75910 59.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR R R L
4.00 4.20 4.40 4.60 4.80
m/z 101.10 16.01%
25 3 37 | 83 g3 0%
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 4.60 4.80
5000 41 m/z 58.10 14 .44%
31
69 87
15 53 98
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T R B
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.85%
5000
a1 101
15 \\3\1 \H ‘ 53\\\‘\ 69 8\3 /
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2 unknown6.14 Concentration Rank 1

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

6.14 72.23 ng 1300000 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Xenon 132 Xe 007440-63-3 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 398 (6.136 min): BF081408.D (-396) (-) m/z 132.10 100.00%
5000 68
96 AR SRR SRR LR
40 54 -8 | 106 5.80 6.00 6.20 6.40
AN N A | N m/z 68.10 42.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RAREE SRR SRS RN
5.80 6.00 6.20 6.40
m/z 134.10 32.73%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
57 132
74 580 6.00 6.20 6.40
5000 og 116 m/z 66.10 28.69%
158 189
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14006: 5-Aminoindole A R Emam T
132 5.80 6.00 6.20 6.40
m/z 69.10 17.01%
5000
104
66
14 27 39 51 P 77 g9 \\ 115 ‘
m/z--> 20 40 60 80 100 120 140 160 180 580 6.00 6.0 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 4 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.44 5.08 ng 122334 Phenanthrene-d10 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 862 (11.439 min): BF081408.D (-860) (-) m/z 43.10 100.00%
43 60 73
5000
129
8 115 ‘ 157171 185 213 - I:I.;I. 2I0I I:I.IZI. 4I-0I I:I.;I. 6I0I I:|.;|.8I0I I
,....','..-'I i, ..“I b3 L T IA99 | 227 256 760,00 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 L BRI BN UL B
nmnmnmnm
m/z 73.10 91.11%

256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 > A\A
e AR M - e L W

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L BRI I UL B
11.20 11.40 11.60 11.80
5000 m/z 57.10 86.87%
129
29 185 228
87 101115 | 143,171
157 199 213

m/z--> 2I0 4I0 6IO 8I0 l(I)O 12IO 14I10 léO 180 2(I)O 220 2210 ZéO
Abundance #83683: Pentadecanoic acid . e R

43 60 73 11. 20 11. 40 11. 60 11. 80

m/z 55.10 77 .15%

29
5000
129 242
01115 ‘ 143 185199
‘\ ‘\ 1l ‘H \H H\ | 1§7171 ‘ 213226 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 5 17-Pentatriacontene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.37 9.78 ng 172661 Chrysene-di12 13.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Docosene 308 C22H44 001599-67-3 87
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 87
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 74
Abundance Scan 1031 (13.371 min): BF081408.D (-1028) (-) m/z 57.10 100.00%
57
y h 15100 1520 1540 1560
A 139 as20r e | M/Z 43.05  87.85%

mz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene

%

97
] l l 125 155 196224

5000 83 R I REEEEmR s
13.00 13.20 13.40 13.60
11 m/z 55.05 76.66%
M‘Md \ ﬁ39167196224 267292 321 462 490
T B e B
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
55
R R e o e e
97 13.00 13.20 13.40 13.60
5000 m/z 83.10 56.19%
29
125
153 181 308
L LALLM e e e e s e S R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43 13.00 13.20 13.40 13.60
m/z 97.10 51.72%
5000 69

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

13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.00 5.21 ng 91949 Chrysene-di12 13.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 80
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 80
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 80
4 1-Docosene 308 C22H44 001599-67-3 72
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 64
Abundance Scan 1086 (14.000 min): BF081408.D (-1083) (-) m/z 57.10 100.00%
g7
43
5000 1 g7
ts 13.60 13:80 14.00 14.20 14.40
179 239 : : : : :
SNBNBSSS| . m/z 43.10 67.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
43

71

5000

13. 60 13 80 14. OO 14. 20 14.40
11 : m/z 55.10 57.14%
139154168 10,196 )11 227 g

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
71 13.60 13.80 14.00 14.20 14.40
5000 m/z 71.10 44 . 38%
85
29 111
98 25
139154167182196210224 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65764: 2-Ethyl-1-dodecanol

43 57 13.60 13.80 14.00 14.20 14.40

m/z 97.10 40.30%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 7 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .41 4.04 ng 49181 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 83
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 72
3 Pentadecanal- 226 C15H300 002765-11-9 59
4 1.13-Tridecanediol. diacetate 300 C17H3204 042236-70-4 53
5 Tetradecanal 212 C14H280 000124-25-4 50

Abundance Scan 1122 (14.411 min): BF081408.D (-1119) (-) m/z 57.10 100.00%

5000

|y

14.00 14.20 14.40 14.60 14.80
m/z 43.10 84.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105306: 1,19-Eicosadiene
55
82
41
5000 LI L e
14.00 14.20 14.40 14.60 14.80
110 m/z 82.10 75.28%
27 w ‘ 124138152166180194208222236250 278
R Ra s SREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 82
96 14.00 14.20 14.40 14.60 14.80
5000 a1 m/z 55.10 67.39%
110124
27 138152166180194208222 240

mmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73898: Pentadecanal- A RREEE RS E ST
14.00 14.20 14.40 14.60 14.80
m/z 96.10 53.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 9 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 9.35 ng 113683 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1136 (14.571 min): BF081408.D (-1134) (-) m/z 57.10 100.00%
57
5000 85
113 111 14.20 14.40 14.60 14.80
e A m/z 43.10 56.82%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 L AR B UL SULRRE
14.20 14.40 14.60 14.80
29 m/z 71.10 55.76%
J‘L‘\‘N‘m H m341?1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14.20 14.40 14.60 14.80
5000 g5 m/z 85.10 39.79%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 55.10 23.40%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80

8270-BF090115.M Fri Sep 04 16:40:43 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 10 Pentadecanal- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.24 ng 27221 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 52
2 Z-2-Dodecenol 184 C12H240 069064-36-4 43
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 38
4 17-Pentatriacontene 491 C35H70 006971-40-0 38
5 Hexadecanal 240 C16H320 000629-80-1 38
Abundance Scan 1173 (14.994 min): BF081408.D (-1171) (-) 57.10 100.00%
43 57
82
96
5000
69
111 B B e e e
| 177 208 271 1460 1480 15.00 15.20 15.40
e 20 | Tw/z 43.10  89.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73898: Pentadecanal-
57 82
41
96

69 TTTT TTTT TTTT TTTT 1
5000] 29 1460 14.80 15.00 15.20 15.40
109 m/z 82.10 71.80%
124
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
M
14.60 14.80 15.00 15.20 15.40
s000| o m/z 96.10 55.30%
68 82
9%

108 138 166

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester

43 57 14.60 14.80 15.00 15.20 15.40

69 83 m/z 83.10 51.98%
97

5000
111

h“h 139 153 167 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 60 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 11 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.17 8.32 ng 101223 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1188 (15.165 min): BF081408.D (-1185) (-) m/z 57.05 100.00%

g7

o % VJLJJ\M

113 141 14,80 15.00 15.20 15.40
..J,}...‘.'“..'..,...l.gl....,2.6.6..,....,...., m/z 43.10 62.35%

m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57

5000 85 T e TR
14,80 15.00 15.20 15.40

m/z 71.10 51.83%

113 210
A ,M AT e T 239 266 309
m/z--> 50 100 150 200 250 300 350
Abundance
57

14. 80 15. OO 15. 20 15.40

5000 85 m/z 85.10 38.88%
29
113 141 169 197 225 253 281 309 337 365 394
L e e e L e o B L B I e e e e e e B R
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57 14.80 15.00 15.20 15.40

m/z 55.10 23.63%
5000 85
29

| ] | (M8 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 12 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.14 ng 38234 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 52
2 Octadecanal 268 C18H360 000638-66-4 47
3 17-Octadecenal 266 C18H340 056554-86-0 47
4 1.13-Tridecanediol. diacetate 300 C17H3204 042236-70-4 38
5 9-Undecenal, 2,10-dimethyl- 196 C13H240 1000131-85-9 35
Abundance Scan 1238 (15.737 min): BF081408.D (-1235) (-) m/z 57.10 100.00%
g7
43 82
5000
15.40 15.60 15.80 16.00
m/z 43.10 65.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
5000 AR U RN UL

15.40 15.60 15.80 16.00
124 m/z 82.10 58.62%
138
152166180194 211 236250 268

110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 15.40 15.60 15.80 16.00
5000 g m/z 55.10 49.93%
110

o 250
138152166180194208222 35 268

mmmwwwmmm

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

Abundance #98126: 17-Octadecenal R R RS S
15.40 15.60 15.80 16.00

m/z 83.05 37.90%

5000

110

124
138152 1681821962102242382°2 270
T

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

8270-BF090115.M Fri Sep 04 16:40:46 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 13 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.72 ng 45251 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Eicosane 282 C20H42 000112-95-8 59
5 Heneicosane 296 C21H44 000629-94-7 59
Abundance Scan 1257 (15.954 min): BF081408.D (-1254) (-) m/z 57.10 100.00%
57
5000 85
13135 207 15.60 15.80 16.00 16.20
....Il."|"|"""',....,'....,.... — m/z 43.10 63.06%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 PR IR SRR RN
15.60 15.80 16.00 16.20
29 m/z 71.10 54 .48%
i “M‘m H m341?1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 44 .24%
113133 > 183 211 239 281
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.10 26.87%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 14 unknownl16.09 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.09 4.21 ng 51170 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 18
2 2-Naphthalenemethanol. 1.2.3.4.4... 222 C15H260 001209-71-8 17
3 5-Azulenemethanol. 1.2.3.4.5.6.7... 222 C15H260 013822-35-0 12
4 Cvclohexanemethanol. 4-ethenvl-.... 222 C15H260 000639-99-6 10
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000192-43-5 10
Abundance Scan 1269 (16.091 min): BF081408.D (-1266) (-) m/z 59.10 100.00%
59
189
5000 43
79 10521 204 A
149163 231 S L S —
‘ || | |\ ‘l |‘ 135 | || | | - 15.80 16.00 16.20 16.40
A A e e m/z 58.10 72.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58882: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189

161

204

15.80 16.00 16.20 16.40
m/z 189.20  72.06%

5000
119133

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

Abundance
189
204 IIIIIIIIIIIIIIIIIIIIIII
161 15.80 16.00 16.20 16.40
5000 59 133 m/z 43.10 45.15%
41 g1 105
119 | 147
27 175 222
mmﬁwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71037: 5-Azulenemethanol, 1,2,3,4,5,6,7,8-octahydro-.alph... e e ERRmS R
59 161 15.80 16.00 16.20 16.40
m/z 177.20 43.21%
107
5000 41
7 93
, ‘ 121135 189204 .
LA 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

8270-BF090115.M Fri Sep 04 16:40:47 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 unknownl16.29 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.29 3.10 ng 37685 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 32
2 Humulen-(v1) 204 C15H24 1000159-39-4 12
3 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 013877-93-5 12
4 7-(1.3-Dimethvlbuta-1.3-dienvl)-... 234 C15H2202 1000190-22-7 12
5 Caryophyllene 204 C15H24 000087-44-5 12

Abundance Scan 1286 (16.285 min): BF081408.D (-1282) (-) m/z 43.10 100.00%
43
55 107 133
5000 9 93 121
69 161 191 213
‘ ‘ ‘|| ‘|| || | ‘ | ‘ ‘ ‘ 16.00 16.20 16.40 16.60
.,..”,...w...w....w...“...,”.., S B e NS m/z 133.10 65.00%
m/z--> 20 40 100 120 140 160 180 200
Abundance #58752: B|cyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93
41 69 79
5000 L B UL B ----
119 161 16.00 16.20 16.40 16.60
148 189 m/z 55.10 61.52%
H\\ LT
|.‘l‘..i“ ‘ ﬁl‘ul‘u‘u‘lhuu‘ul|||‘|||“|||h||||||l||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
93 105
119 133 L UL UL BN SUL
41 79 16.00 16.20 16.40 16.60
5000 . 161 m/z 107.10 58.66%
27 55 148 189
175 204
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58749: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
a1 69 93 16.00 16.20 16.40 16.60
- 133 m/z 57.10 53.39%
5000 55 105 161
- 119
O
.,.m..}“..‘l‘l‘,.“l‘..‘,“...Ha, ”..‘l“...llu‘l‘..l‘...‘ll ‘ |l"'| e B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60

8270-BF090115.M Fri Sep 04 16:40:48 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl6.65 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.65 2.18 ng 26567 Perylene-di12 14.78

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 32
2 1.2-Benzisothiazole-3-acetic aci... 207 C10H9NO2S 029876-70-8 25
3 Naphthalene. 6-chloro-1-nitro- 207 C10OH6CINO2 038396-29-1 16
4 Benzoic acid. 2.4.6-trichloro- 224 C7H3CI1302 000050-43-1 10
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 Cl14H24 062337-99-9 10
Abundance Scan 1318 (16.651 min): BF081408.D (-1316) (-) m/z 107.10 100.00%

107121
207
41 56 149 281
5000
135
| ||‘|| T ‘ | || | 16.40 16.60 16.80 17.00
SN S S 5 M | — m/z 121.10 97.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50910: Silane, chlorotripropyl-
149
79 107
121
5000

16.40 16.60 16.80 17.00
m/z 207.10 76.95%

A el
Ll H I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
121 148 207
N EREE ma s
16.40 16.60 16.80 17.00
5000 m/z 149.10 61.36%
69
45 103 162176

wmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60647: Naphthalene, 6-chloro-1-nitro- P e e
16.40 16.60 16.80 17.00

m/z 209.10 56.78%

5000

16.40 16.60 16.80 17.00

8270-BF090115.M Fri Sep 04 16:40:49 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 17 unknownl6.86 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.86 2.37 ng 28813 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.3.01lnonane. 7-methyvlen... 204 C15H24 1000156-11-9 32
2 .alpha.-Farnesene 204 C15H24 000502-61-4 27
3 1-Cvclopropene-1-pentanol. .alph... 222 C15H260 090165-06-3 27
4 Humulen-(v1l) 204 C15H24 1000159-39-4 25
5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 16
Abundance Scan 1336 (16.857 min): BF081408.D (-1331) (-) m/z 121.10 100.00%
67 79 107 1P
147 161 191
5000 43 95

| | ‘ 007 16.60 16.80 17.00 17.20

o I e i o I I [ T m/z 93.10 97.63%

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

Abundance #58750: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...
81
93
5000 107 a9
M 119 16.60 16.80 17.00 17.20
27 53 69 147 161 189 m/z 135.00 89.62%
176
I ) Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 93
55 69
16.60 16.80 17.00 17.20
5000 107 119 m/z 133.00 84 .88%
80
29 135

147 161 175 189 204

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

Abundance #71046: 1-Cyclopropene-1-pentanol, .alpha.,.epsilon.,.epsi...
135 16.60 16.80 17.00 17.20
m/z 67.10 82.51%
5000
69 119
- ‘ 91 105 ‘ ‘ u
ekl 8 b Lt i e ||
m/z--> 20 40 6 100 120 140 160 180 200 220 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 18 unknownl16.99 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.99 2.76 ng 33540 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenemethanol. 1.4.4a.5.... 222 C15H260 019078-37-6 25
2 Pvrazine. 2-methoxy-3-methvl- 124 C6H8N20 002847-30-5 18
3 Phosphite. diisopropvl(.alpha.-h... 272 C13H2104P 020386-43-0 12
4 lsoaromadendrene epoxide 220 C15H240 1000159-36-6 12
5 _alpha.-Farnesene 204 C15H24 000502-61-4 10
Abundance Scan 1348 (16.994 min): BF081408.D (-1346) (-) m/z 124.10 100.00%
124
43
109 147
5000 83 191
57 Trrryprrrryrrrrprrrrrort
|| | | | 208 281 16.60 16.80 17.00 17.20 17.40
ASRRARSERA AALER ARESSNALS “'P”'P“'P'”P'“P'”I”“I”'J” m/z 43.10 69.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71033: 1-Naphthalenemethanol, 1,4,4a,5,6,7,8,8a-octahydro...
109
5000 124 LRI BRI SRR B
16.60 16.80 17.00 17.20 17.40
161 29 m/z 41.10 60.56%
147 175189 204

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

Abundance
124
B A B
16.60 16.80 17.00 17.20 17.40
5000 109 m/z 147.10 57.52%
o 68 95
54
mmﬁmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101470: Phosphite, diisopropyl(.alpha.-hydroxybenzyl)-
24 16.60 16.80 17.00 17.20 17.40
m/z 109.10 55.95%
82
5000 107
43
27 166
65 151 188 213 230 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 19 unknownl7.73 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.73 2.99 ng 36413 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.2-dimethvl-3-(3.7.12.... 426 C30H500 007200-26-2 32
2 2(1H)-Naphthalenone. octahvdro-1... 180 C12H200 022738-31-4 27
3 Tricvclol4.3.0.0(7.91nonane. 2.... 206 C15H26 054832-82-5 25
4 6.10.14.18.22-Tetracosapentaen-2... 506 C30H51BrO 065746-05-6 25
5 1-[3,3-Dimethyl-2-(3-methyl-buta... 222 C14H2202 1000189-12-6 16
Abundance Scan 1412 (17.726 min): BF081408.D (-1408) (-) m/z 69.10 100.00%
6o
41
5000 281
‘ 17.40 17.60 17.80 18.00
—rrph .... S O S B m/z 95.00 92.32%
m/z--> 50 100 150 250 300 350 400
Abundance #161314: Oxirane, 2,2- d|methy| 3-(3,7,12,16,20-pentamethyl...
69
5000 43 LRI DU BN B
17.40 17.60 17.80 18.00
135 m/z 96.10 90.60%
Ll H ol Jor 203231 271209325 357383 426
m/z--> 50 100 150 200 250 300 350 400
Abundance
41
69
17.40 17.60 17.80 18.00
5000 95 125 m/z 67.00 88.19%
180
152
miz-> 50 100 150 200 250 300 350 400
Abundance #60324: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth...
M 69 9 135 17.40 17.60 17.80 18.00
> m/z 81.10 85.32%
5000 191
163
m/z--> 50 100 150 200 250 300 350 400 1740 17'60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081408.D

Aca On > 4 Sep 2015 7:53

Operator : UM/I1Z

Sample : 63505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 20 Cedran-diol, 8S,14- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.01 2.43 ng 29539 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cedran-diol. 8S.14- 238 C15H2602 062600-05-9 59
2 (1R.4R)-p-Mentha-2.8-diene. 1-hy... 168 C10H1602 1000292-74-0 35
3 Spirol5.5lundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 33
4 (1S.4R)-p-Mentha-2.8-diene. 1-hv... 168 C10H1602 1000292-73-9 25
5 Caryophyllene oxide 220 C15H240 001139-30-6 25
Abundance Scan 1437 (18.011 min): BF081408.D (-1434) (-) m/z 189.20 100.00%
189
43 121 135
107
5000 9
208
| i ‘ ‘ | | 17.60 17.80 18.00 18.20 18.40
R L A s m/z 43.10 61.43%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81050: Cedran-diol, 8S,14-
43
189
5000 55 g1 3 107, 149 17.60 17.80 18.00 18.20 18.40
H ‘ 207 m/z 121.10 60.48%
IIIIII\\ | ‘\ ‘m HHH \‘H H HH\‘ H “: ‘ ‘\ |1|7‘7||“|| - 223 238
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
43 79 93 135
107 LN SIS BN B
17.60 17.80 18.00 18.20 18.40
5000 m/z 135.10 58.81%
95 ol 119
152
miz-> 20 45 eb éo 160 150 140 160 180 200 250 240
Abundance #58754: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methylen...
41 9 189 17.60 17.80 18.00 18.20 18.40
105 m/z 107.10 54.19%
79
121
5000 55 133
6 204
‘ I 147 161 175 A
M k‘\ \‘ |‘l ‘ ‘H \“hlm H “::‘lluu‘uu |‘|||||||| : B N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 17.60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081408.D

Acq On : 4 Sep 2015 7:53

Operator : UM/1Z

Sample - G3505-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.41 46.7 ng 839832 1 6.36 359947 20.0
unknown6.14 6.14 72.2 ng 1300000 1 6.36 359947 20.0
n-Hexadecanoic acid 11.44 5.1 ng 122334 4 10.86 481631 20.0
17-Pentatriacontene 13.37 9.8 ng 172661 5 13.46 353247 20.0
Ethanol, 2-(tetra... 14.00 5.2 ng 91949 5 13.46 353247 20.0
1,19-Eicosadiene 14 .41 4.0 ng 49181 6 14.78 243202 20.0
Heptacosane 14 .57 9.3 ng 113683 6 14.78 243202 20.0
Pentadecanal - 14.99 2.2 ng 27221 6 14.78 243202 20.0
Pentadecane, 8-he... 15.17 8.3 ng 101223 6 14.78 243202 20.0
Oxirane, hexadecyl- 15.74 3.1 ng 38234 6 14.78 243202 20.0
Eicosane, 10-methyl- 15.95 3.7 ng 45251 6 14.78 243202 20.0
unknown16 .09 16.09 4.2 ng 51170 6 14.78 243202 20.0
unknown16 .29 16.29 3.1 ng 37685 6 14.78 243202 20.0
unknownl16 .65 16.65 2.2 ng 26567 6 14.78 243202 20.0
unknownl16 .86 16.86 2.4 ng 28813 6 14.78 243202 20.0
unknown16.99 16.99 2.8 ng 33540 6 14.78 243202 20.0
unknownl7.73 17.73 3.0 ng 36413 6 14.78 243202 20.0
Cedran-diol, 8S,14- 18.01 2.4 ng 29539 6 14.78 243202 20.0
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