LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 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-BF121315.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 2.213 9 11 19 rVvB2 44837 76190 2.22% 0.256%
2 5.116 262 265 270 rBV 541195 759784 22.11% 2.550%
3 5.539 298 302 304 rBY 2473634 3435953 100.00% 11.530%
4 6.556 388 391 393 rVB 2644322 3295842 95.92% 11.060%
5 6.693 400 403 405 rBV 3083571 3303259 96.14% 11.085%
6 6.922 420 423 425 rVB 807260 691801 20.13% 2.321%
7 7.082 434 437 439 rVB 2670053 2630392 76.55% 8.827%
8 7.482 469 472 474 rBVY 2067180 2062039 60.01% 6.920%
9 7.573 477 480 483 rVvVv 56775 74951 2.18% 0.252%
10 8.099 524 526 528 rBV 29284 39758 1.16% 0.133%

11 8.202 533 535 537 rBvV 902311 771348 22.45% 2.588%
12 9.276 626 629 632 rBV 2641444 3020227 87.90% 10.135%

13 9.402 638 640 642 rVB 72012 64805 1.89% 0.217%
14 9.665 661 663 666 rBvV 511823 653628 19.02% 2.193%
15 9.893 681 683 686 rBvV 65326 53044 1.54% 0.178%
16 9.950 686 688 691 rvVB 581968 745790 21.71% 2.503%
17 10.396 725 727 728 rVB 87644 73988 2.15% 0.248%
18 10.613 743 746 749 rBV 26641 42066 1.22% 0.141%

19 10.739 755 757 760 rBV 1674389 1686601 49.09% 5.660%
20 10.865 766 768 772 rBV2 94911 113868 3.31% 0.382%

21 10.956 775 776 778 rVB2 51165 47153 1.37% 0.158%
22 11.311 805 807 809 rBvV 58036 49539 1.44% 0.166%
23 11.436 816 818 820 rBV 824462 706895 20.57% 2.372%
24 11.665 835 838 840 rBV 323675 280647 8.17% 0.942%

25 11.962 863 864 866 rBvV 38216 42607 1.24% 0.143%
26 12.145 876 880 882 rBV 31087 44416 1.29% 0.149%
27 12.476 907 909 912 rBV 190905 218420 6.36% 0.733%
28 12.899 939 946 949 rBV2 33401 86157 2.51% 0.289%
29 13.025 954 957 959 rBV 1961042 2587871 75.32% 8.684%
30 13.471 994 996 997 rBV 38127 36457 1.06% 0.122%

31 13.917 1032 1035 1039 rBV 110200 175560 5.11% 0.589%
32 14.065 1045 1048 1050 rBV 745073 711233 20.70% 2.387%
33 14.545 1089 1090 1091 rBV 44900 43995 1.28% 0.148%
34 14.922 1121 1123 1125 rVB 60077 62506 1.82% 0.210%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.505 1171 1174 1176 rBV 359673 478124 13.92% 1.604%
36 15.665 1186 1188 1193 rVB3 51080 72931 2.12% 0.245%
37 16.225 1234 1237 1246 rVB2 116080 315949 9.20% 1.060%

38 16.648 1272 1274 1279 rVB 73133 146952 4.28% 0.493%
39 17.220 1322 1324 1328 rVB2 51282 97159 2.83% 0.326%

Sum of corrected areas: 29799905
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083771.D
3000000 6/69

6.56 7.08
2500000 5.54

7.48
2000000

1500000

1000000 6.92

5.12

500000

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: BF083771.D

3000000

9.28
2500000

2000000 13.08

10.74
1500000

1000000 8.20 11.44

500000 1166
12.48
8.1 9.40 9, 19\.4010,64 1048696 11.3] }\ 11.962.14 12.9 13.47
T

| S DRSS L WS MV | SRS LA AR e s e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF083771.D
3000000

2500000

2000000

1500000

1000000 14.07

500000

r' ]

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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 21.97 ng 759784 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 265 (5.116 min): BF083771.D (-262) (-) m/z 43.10 100.00%
a3
59
5000
101 SIS T NN
83 4.80 5.00 5.20 5.40
...,....,....,....',':.'..?.1.4'.',...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 62.55%
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 L AL R AL I
59 480 500 520 540
m/z 101.10 23.41%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.83%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one R ma s EARAmmmm R
43 4.80 5.00 5.20 5.40
m/z 41.10 9.21%
5000
55
20 | | e37 8 98
R I IR IR UL AL IR IR UL RIS SRR LS RS SRS BARR LA SRR U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.69 Concentration Rank 1

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

6.69 95.50 ng 3303260 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 403 (6.693 min): BF083771.D (-400) (-) m/z 132.10 100.00%
132
5000 68
40 X 640 6.60 680 7.00
54 - - -
ol {8 L dus L+ m/z 68.10 39.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 ERDNUMREE R L A
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.98%
[T
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 660 680 7.00
5000 og 116 m/z 66.10 25.59%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- R m
132 6.40 6.60 6.80 7.00
m/z 96.10 16.98%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\ 1:!-\2 ‘
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.86 3.22 ng 113868 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 768 (10.865 min): BF083771.D (-766) (-) m/z 57.10 100.00%

57
43 71

5000

10.60 10.80 11.00 11.20
m/z 71.10 67.04%

99

113127141155169183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane
43 57
71
5000 85 TTT TT 1T TTTT L T T
10 60 10 80 11. 00 11. 20
% m/z 43.10 63.97%
29 113127
1l ‘ Lo T 141155169183197211225 254

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

Abundance
43 57
el A S
- 10.60 10.80 11.00 11.20
5000 m/z 85.10 45.05%
85
29 0
113127141155169 282
ﬁwww’mwmwwmm
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane T T
43 57 10.60 10.80 11.00 11.20
m/z 41.10 28.72%
5000 n
85
29
N w 99 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Tetradecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 7.94 ng 280647 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Cvclododecane 168 C12H24 000294-62-2 91
4 1-Pentadecanol 228 C15H320 000629-76-5 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 838 (11.665 min): BF083771.D (-835) (-) m/z 83.10 100.00%
43
5000
125 ' 11.40 11.60 11.80 12.00
140 154 167 196 : . . .
R— - 19 m/z 55.10 97.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53616: 1-Tetradecene
a1
29 69 83
5000 97 L B B B I
11.40 11.60 11. 80 12. oo
11 m/z 69.05 93.74%
“ L r || 126140 154 168181 196
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 250
Abundance
43 55
69 83 U DN DU SUNILE SR
11.40 11.60 11.80 12.00
5000 97 m/z 43.10 80.57%
29 111
125 140 154 168 182 196 224
m/z--> ﬁo 45 éo 85 160 150 140 160 180 260 250
Abundance #34706: Cyclododecane B L EET S S B
55 69 11.40 11.60 11.80 12.00
41 83 m/z 97.10 77.08%
5000 o7
29 111
BERRNET,
||1|5||‘=||‘i|||“| ‘ T ‘ 15|3||||| ||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 20 40 60 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.48 6.18 ng 218420 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 909 (12.476 min): BF083771.D (-907) (-) m/z 55.10 100.00%
69 83

5000

%

12.20 12.40 12.60 12.80
m/z 57.10 88.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43

:

12.I20 12.I4O 12!60 12.I80
m/z 83.10 86.89%

5000

12

5
139153167182196210224 252 280

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

:

43

57 SRR DR RN R
12.|20 12.|40 12.|60 12.I80
5000 m/z 69.10 86.27%

83
97

111
125140155 182 210

www’mmwwwmm

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

Abundance #89786: 9-Octadecene, (E)- T
12.20 12.40 12.60 12.80

m/z 43.10 83.13%

:

5000
111

:

5
139154168182196 224 252

I I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8
R.T. EstConc Area Relative to ISTD R.T.
13.92 4.94 ng 175560 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 1-Eicosene 280 C20H40 003452-07-1 89
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 86

Abundance Scan 1035 (13.917 min): BF083771.D (-1032) (-) m/z 83.10 100.00%

97

5000

125 L L e

139154168182 200  9p7 246262 281 13.60 13.80 14.00 14.20
m/z 57.10 92.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
4 69 83
5000 97 LA L L L L LB L L L
13. 60 13. 80 14. 00 14 20
111 m/z 97.10 90.32%
2 125
K A 139153167 182196210224 252 280
SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 83 97
R R RERE R
11 13.60 13.80 14.00 14.20
5000 m/z 55.10 86.58%
29 125
15 139154168182196210224238 266

w—mﬁwmwwwwmﬁ

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

Abundance #106400: 3-Eicosene, (E)- B BEmmEmEs B
13.60 13.80 14.00 14.20

m/z 69.10 79.08%

97

5000

i

125

139153167182196210224 252 280
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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 28-Nor-17.alpha.(H)-hopane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.23 13.22 ng 315949 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 93
2 7a-l1sopropenvl-4_5-dimethvlioctah... 236 C15H2402 1000192-14-7 40
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 38
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 35

Abundance Scan 1237 (16.225 min): BF083771.D (-1234) (-) m/z 191.15 100.00%
191
. i MJ\_‘/J\\
69 123
4 B o 363 600 16,20 164 16.60
245 324344 . . . .
u 267 24 m/z 95.10  45.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 09 "' 16.00 16.20 16.40 16.60
217 m/z 81.10 42 .93%
e | BT
1 | N A T T [
m/z--> 50 160 1éo 260 2%0 360 3éo 460
Abundance
135 191
41 R SR SO BURIURA B
107 16.00 16.20 16.40 16.60
5000 a1 m/z 177.15 42 .28%
236
162
- AAfwa\aj\NAwﬁmAﬁM
m/z--> §0 160 1éo 260 2%0 360 3éo 460
Abundance #156125: 28-Nor-17.beta.(H)-hopane T
191 16.00 16.20 16.40 16.60
m/z 123.10 38.18%
5000
109 o
| 163 o17 - 398
U fh J'\'E"' *I”'M T f?q T ?%8'|"' - r R SR SN BURIURA B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 _beta.-iso-Methyl ionone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.65  6.15 ng 146952  perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60

2 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220

1000197-08-4 37

Abundance Scan 1274 (16.648 min): BF083771.D (-1272) (-) m/z 191.20 100.00%
191
95
5000 69 7
163 Trrryrrrryrrrryrrrr|rrr
4l L 231 256 29p 323346 397 16.40 16.60 16.80 17.00
m/z 95.10 57.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000, 28 B I B
16. 40 16. 60 16 80 17. 00
o 95 135 163 m/z 81.10 49 _.23%
....‘,.\. F I T P
m/z--> 50 O 150 200 250 300 350 400
Abundance
191
s e B
16.40 16.60 16.80 17.00
5000 m/z 69.10 36.60%
136 164
18 51 77 104
A o WL LA m e
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) T
191 16.40 16.60 16.80 17.00
m/z 137.10 29.75%
5000 57
107 149
N T R 0 O VS NN [ (N
m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083771.D

Aca On : 14 Dec 2015 11:09

Operator : UM/I1Z

Sample : 64761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.22 4.06 ng 97159 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 50
2 15-1sobutvl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 43
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 Phenol. 2.6-bis(l.1-dimethvlethvl)- 206 C14H220 000128-39-2 35
5 Propenamide, 3-(3,4-dimethoxyphe... 313 C18H19NO4 339165-72-9 35
Abundance Scan 1324 (17.220 min): BF083771.D (-1322) (-) m/z 191.20 100.00%
191
95
5000
69 123
163 R B R BT
41 16.80 17.00 17.20 17.40 17.60
m/z 95.10 53.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 AR PR SR B B
16,80 17.00 17.20 17.40 17.60
123 149 m/z 205.20 46.69%
||‘|“|”|6“|9H|‘|m|m|‘:“uﬂu“kN:‘:: ‘:::: T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16:80 17.00 17.20 17.40 17.60
5000 69 o m/z 81.10 40.91%
123
41 332
151171 219 247 276 303
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... L REEaE B e
191 16.80 17.00 17.20 17.40 17.60
m/z 123.10 32.02%
5000{ 43
o5 23 149
.‘.‘.,“‘“‘.““‘Ml“.‘.... ———— o
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083771.D

Acq On : 14 Dec 2015 11:09

Operator : UM/1Z

Sample : G4761-01

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.12 22.0 ng 759784 1 6.92 691801 20.0
unknown6 .69 6.69 95.5 ng 3303260 1 6.92 691801 20.0
Octadecane 10.86 3.2 ng 113868 4 11.44 706895 20.0
1-Tetradecene 11.66 7.9 ng 280647 4 11.44 706895 20.0
3-Eicosene, (E)- 12.48 6.2 ng 218420 4 11.44 706895 20.0
5-Eicosene, (E)- 13.92 4.9 ng 175560 5 14.07 711233 20.0
28-Nor-17.alpha.(-... 16.23 13.2 ng 315949 6 15.51 478124 20.0
-beta.-iso-Methyl... 16.65 6.2 ng 146952 6 15.51 478124 20.0
2,4,5,5,8a-Pentam... 17.22 4.1 ng 97159 6 15.51 478124 20.0
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