LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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 1.275 33 34 39 rBv 84538 152138 12.03% 1.362%
2 1.344 39 40 60 rvB 688226 1265030 100.00% 11.325%
3 3.539 229 232 245 rBvY 70175 186481 14.74% 1.669%
4  4.544 317 320 336 rBvY 275227 618535 48.89% 5.537%
5 6.967 529 532 535 rBVY 349460 584578 46.21% 5.233%
6 7.036 535 538 548 rvB 407039 754644 59.65% 6.756%
7 7.539 579 582 590 rBB 246621 398408 31.49% 3.567%
8 7.859 607 610 617 rBvY 312226 513311 40.58% 4.595%
9 8.853 694 697 711 rBV 245696 415300 32.83% 3.718%
10 10.454 834 837 847 rBB 357962 565749 44_.72% 5.065%
11 13.105 1066 1069 1073 rBVY 500858 827161 65.39% 7 .405%
12 14.191 1161 1164 1168 rBB 32520 56172 4._44% 0.503%
13 14.568 1194 1197 1202 rBB2 354230 639464 50.55% 5.725%
14 16.283 1345 1347 1349 rBV 19698 25498 2.02% 0.228%

15 16.328 1349 1351 1359 rVB 304724 483656 38.23% 4 _330%

16 17.471 1448 1451 1454 rBV 492451 623043 49.25% 5.578%
17 19.723 1645 1648 1651 rBV 717086 786263 62.15% 7.039%
18 20.980 1755 1758 1761 rBV 631984 751195 59.38% 6.725%

19 21.769 1824 1827 1834 rBV3 19249 40708 3.22% 0.364%
20 22.203 1862 1865 1867 rVV 61517 85981 6.80% 0.770%
21 22.500 1889 1891 1895 rBV2 16510 30765 2.43% 0.275%
22 22.615 1899 1901 1904 rBV 394194 536645 42.42% 4._.804%
23 23.026 1933 1937 1939 rBv4 5825 15456 1.22% 0.138%
24 23.072 1939 1941 1945 rVv2 11136 17956 1.42% 0.161%
25 23.243 1948 1956 1963 rBV 67773 172487 13.64% 1.544%
26 23.346 1963 1965 1969 rVv2 21507 50676 4.01% 0.454%
27 23.586 1981 1986 1989 rBV 24863 50685 4._.01% 0.454%
28 23.746 1995 2000 2002 rBV5 7099 25021 1.98% 0.224%
29 23.975 2017 2020 2022 rVB3 11543 19888 1.57% 0.178%
30 24.089 2027 2030 2034 rBV2 62727 134006 10.59% 1.200%
31 24.318 2047 2050 2052 rBV3 12119 22550 1.78% 0.202%
32 24.386 2053 2056 2060 rVB5 19309 38714 3.06% 0.347%
33 24.535 2065 2069 2072 rVB6 14312 32319 2.55% 0.289%
34 24.672 2078 2081 2084 rBV2 33757 63828 5.05% 0.571%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 25.049 2110 2114 2116 rBV5 6739 17208 1.36% 0.154%
36 25.118 2117 2120 2125 rVV5 28331 77863 6.16% 0.697%
37 25.221 2125 2129 2134 rVV3 36408 91204 7.21% 0.816%

Sum of corrected areas: 11170586
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77262.D
700000 1,34

600000

500000

7.04
400000

7.86
7.54 8.85

300000 4.54
200000

D
100000{ 1 354

e L I L L S —

Time--> 1.00 150 200 250 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BF077262.D
700000

600000

500000 1311 17.47

400000 10.45 14.57

300000 16.33

200000

100000

14.19 1618

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77262.D
700000 19,72

20.98
600000

500000

400000 22.61

300000
200000

100000 2220 , 24.09
21.77 ﬁ 22.9 !

O e et e e I T e o = o S S e —

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 3 unknown3.54 Concentration Rank 4

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

3.54 9.36 ng 186481 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 47
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 38
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 232 (3.539 min): BF077262.D (-229) (-) m/z 43.10 100.00%
43
59
5000
101 AU S SRR
83 | 3.20 3.40 3.60 3.80
SNSRI N ' NSSISEUP | RSN HEM m/z 59.00 73.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
43 509
5000 18 AR S SRR
3.20 3.40 3.60 3.80
28 m/z 101.10 20.04%
"'ﬁgﬂ'w'““$"'ﬁ*"w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
320 340 360 380
5000 m/z 58.10 19.23%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- B e R
43 3.20 3.40 3.60 3.80
m/z 41.10 9.91%
5000 59 /\\
25 31 37 | 83 g3 W1
m/z--> 10 20 30 40 50 60 70 8 90 100 110 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 unknown7.04 Concentration Rank 2

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

7.04 37.88 ng 754644 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 538 (7.036 min): BF077262.D (-535) (-) m/z 132.00 100.00%
32
5000 68
96 P VSR SRR RS A
40 g 54 62|| B | 103 6.80 7.00 7.20 7.40
”.W.H:M.”,H.W.Ln“J“,”.W.H.PH”,”.W.”.,h”,” m/z 68.05 37.68%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I N IR L I
6.80 7.00 7.20 7.40
3 o 51 78 m/z 134.00 31.94%
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 680 7.00 7.20 7.40
5000 m/z 66.10 26.41%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.80 7.00 7.20 7.40
m/z 69.10 15.37%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 6.80 7.00 7.0 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.20 3.20ng 85081  Perylene-di2 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50

000111-02-4 91

2 Squalene 410 C30H50 007683-64-9 91
3 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 64
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 1865 (22.203 min): BF077262.D (-1862) (-) m/z 69.10 100.00%
69
5000
41
95 121 149 101 21.80 22.00 22.20 22.40 22.60
et b e M . m/z 81.05 51.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000
a1 21.80 22.00 22.20 22.40 22.60
% 191 m/z 41.05 21.94%
b M9 175 203 231 273209 341367 410
miz--> 50 100 150 200 250 300 350 400
Abundance
69
21.80 22.00 22.20 22.40 22.60
s000] 41 m/z 95.05 12.73%
9% 137
117 161 191 217 273 299 341 367 410
miz--> 50 100 150 200 250 300 350 400
Abundance #106235: Carbonic acid, methyl ester, [(E,E)-3,7,11-trimet...
69 21.80 22.00 22.20 22.40 22.60
m/z 121.10 12.59%
0001 44 93
136
il e |
miz--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 unknown23.24 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.24 6.43 ng 172487 Perylene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 49
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 46
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 46
4 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 43
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 43
Abundance Scan 1956 (23.243 min): BF077262.D (-1948) (-) m/z 83.10 100.00%
7 83
5000
| 557 a0 23100 23,20 2340 2360
SMB T R ¥ XN S P Y G m/z 57.10 95.54%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 RN U BRI BRI B
23. 00 23 20 23. 40 23 60
111 m/z 55.10 88.05%
M Md “139167196224 267292 321 462 490
miz--> 0 50 150 200 250 300 350 460 4%0 '
Abundance
57
2300 23.20 23.40 23.60
5000 m/z 97.05 69.39%
85
29 111
139 167 196 224
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57 23.00 23.20 23.40 23.60
m/z 43.05 68.34Y%
83
5000
29 111
et e Nl
miz--> 0 50 100 150 200 250 300 350 400 450 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 8 unknown24.09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.09 4.99 ng 134006 Perylene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 22
2 6-Methoxy-2-phenyl-hexahydropyra... 282 C14H1806 1000193-80-1 11
3 1H-Cycloprop[e]azulen-4-ol, deca... 222 C15H260 000552-02-3 10
4 5,10-Pentadecadiyn-1-ol 220 C15H240 064275-50-9 10
5 Ledene oxide-(11) 220 C15H240 1000159-36-7 10
Abundance Scan 2030 (24.089 min): BF077262.D (-2027) (-) m/z 43.10 100.00%
43
5000
‘ 255 282303 329 396 23.80 24.00 24.20 24.40
— e m/z 55.05 70.52%
m/z--> 100 150 250 300 350 400
Abundance #53402 4- Hydroxy 4-(4,6- dlmethylcyclohex 3-enyl)butan-2-one
43
5000 L BRI SULR B B
23.80 24.00 24.20 24.40
‘ Im m/z 91.00 63.30%
,,,\\\\Mh H\H
m/z--> 200 250 300 350 400
Abundance
105
74 -\Mfm"“l"“l'“'l'“'
23.80 24.00 24.20 24.40
5000 45 m/z 145.10 62.86%
133 179 282
25
160 207 251
m/z--> 50 100 150 200 250 300 350 400
Abundance #71082: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7-tetr...
43 23.80 24.00 24.20 24.40
m/z 41.10 52.74%
5000 g1 109 161
204
133
?{ IJJHMtLI ‘Hm;ﬁ 180 | 228 e o
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 unknown24.67 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .67 2.38 ng 63828 Perylene-d12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,8(2H,5H)-Naphthalenedione, hex... 180 C11H1602 083406-41-1 43
2 5-Chlorovaleric acid, 2,6-dimeth... 284 C16H25CI02 1000292-48-0 37
3 4,5-Dimethyl-2-pyrimidone 124 C6H8N20 034939-17-8 35
4 Pyrazine, 2-methoxy-5-(2-methylp... 166 C9H14N20 036330-05-9 27
5 Phenol, 2,6-diamino- 124 C6H8N20 022440-82-0 27
Abundance Scan 2081 (24.672 min): BF077262.D (-2078) (-) m/z 124.10 100.00%

5000

24.40 24.60 24.80 25.00
m/z 43.10 52.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42521: 1,8(2H,5H)-Naphthalenedione, hexahydro-8a-methyl-,...

124
5000 180 L L L L L
55 96 24, 40 24 60 24 80 25. OO
4l 81 152 m/z 229.20 36.92%
27 110
8 | 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
o1 e e ma
55 24.40 24.60 24.80 25.00
5000 m/z 55.05 32.36%
109 241
41 148 166
27 7
103 213 255269 284
vmmmTwwwﬁmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10003: 4,5-Dimethyl-2-pyrimidone R B LA M e e
124 24.40 24.60 24.80 25.00
m/z 41.05 27 .11%
5000
55 60 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24, 40 24 60 24 80 25. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 Longifolenaldehyde Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.12 2.90 ng 77863 Perylene-d12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longifolenaldehyde 220 C15H240 019890-84-7 83
2 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 38
3 4-(2,2-Dimethyl-6-methylenecyclo... 194 C13H220 095452-13-4 38
4 2(1H)-Naphthalenone, octahydro-4... 208 C14H240 054594-42-2 38
5 2,4,4-Trimethyl-3-(3-oxobutyl)cy... 208 C13H2002 072008-46-9 30
Abundance Scan 2120 (25.118 min): BF077262.D (-2117) (-) m/z 95.10 100.00%
69 109
165
55

5000

24.80 25.00 25.20 25.40
m/z 69.10  85.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69487: Longifolenaldehyde

24.I8O 25.IOO 25!20 25.I40
m/z 109.05  80.27%

5000

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

69

24.80 25.00 25.20 25.40
5000 109 m/z 79.00 71.99%

91

123
137191 177191205220

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

Abundance #51988: 4-(2,2-Dimethyl-6-methylenecyclohexyl)butanal e EEREERE R
24.80 25.00 25.20 25.40

m/z 165.10 69.65%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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 unknown25.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.22 3.40 ng 91204 Perylene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2,3,3-trimethyl-2__.._. 206 C14H220 069296-91-9 38
2 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 38
3 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 35
4 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 30
5 1-Chloro-1-ethyl-2-methyl-1-germ... 206 C7H13CIGe 026311-85-3 25
Abundance Scan 2129 (25.221 min): BF077262.D (-2125) (-) m/z 95.10 100.00%

5000 41

25.00 25.20 25.40 25.60
m/z 55.00 97.88%

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

Abundance #60268: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
123
95 206
a1 191
R B R a s ma
5000 55 79 137 25.00 25.20 25.40 25.60
m/z 69.10 79.03%
L e
|
P.”,””,”.WH.W.HW.H.P.”..” AR A RARRRREELS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 123
R B R a s ma
a1 25.00 25.20 25.40 25.60
191 m/z 109.10 70.00%
5000 55 69
109 137 206

163

Twwwwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60253: 2,3,3- Trlmethyl 2-(3-methyl-buta-1,3-dienyl)-cyclo... R B R a s ma
25.00 25.20 25.40 25.60
m/z 81.10 68.79%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25.00 25. 20 25. 40 25.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\
Data File : BF077262.D

Acq On : 11 Feb 2015 19:52

Operator : TP/1Z

Sample : G1264-01

Misc :

ALS Vial : 14 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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]
unknown3 .54 3.54 9.4 ng 186481 1 7.54 398408 20.0
unknown? .04 7.04 37.9 ng 754644 1 7.54 398408 20.0
2,6,10,14,18,22-T... 22.20 3.2 ng 85981 6 22.61 536645 20.0
unknown23.24 23.24 6.4 ng 172487 6 22.61 536645 20.0
unknown24 .09 24.09 5.0 ng 134006 6 22.61 536645 20.0
unknown24 .67 2467 2.4 ng 63828 6 22.61 536645 20.0
Longifolenaldehyde 25.12 2.9 ng 77863 6 22.61 536645 20.0
unknown25.22 25.22 3.4 ng 91204 6 22.61 536645 20.0
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