LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 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-BF061715_.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 4.481 119 122 124 rVB 31963 42611 2.53% 0.266%
2 5.533 212 214 217 rBV 324576 310896 18.49% 1.940%
3 5.933 246 249 251 rBV 1333550 1298495 77.24% 8.102%
4 6.333 281 284 286 rBvY 23845 21964 1.31% 0.137%
5 6.550 301 303 308 rBvY 34502 41065 2.44% 0.256%
6 6.927 333 336 338 rBV 1096023 1304451 77.59% 8.139%
7 7.087 348 350 352 rBV 1715542 1418333 84.37% 8.849%
8 7.133 352 354 360 rvB 15605 17561 1.04% 0.110%
9 7.316 368 370 373 rBVY 255586 340895 20.28% 2.127%
10 7.476 382 384 387 rBY 938053 996376 59.27% 6.217%

11 7.876 417 419 421 rBV 1040599 826202 49.15% 5.155%
12 8.607 481 483 486 rBvV 434319 463529 27.57% 2.892%
13 9.156 529 531 533 rBvV 39075 34736 2.07% 0.217%
14 9.556 564 566 569 rBvV 21566 24696 1.47% 0.154%
15 9.693 575 578 580 rvB 1207721 1483599 88.25% 9.257%

16 10.070 610 611 614 rBv3 104893 115161 6.85% 0.719%
17 10.379 636 638 641 rVB 459636 558093 33.20% 3.482%
18 11.088 698 700 703 rBV 124869 117626 7.00% 0.734%
19 11.179 705 708 710 rBV 942116 1010916 60.13% 6.307%
20 11.888 768 770 772 rBV 789530 662678 39.42% 4_.135%

21 13.156 880 881 883 rBvV 17104 17890 1.06% 0.112%
22 13.419 899 904 907 rBV3 30137 62047 3.69% 0.387%
23 13.557 914 916 919 rBV 1462128 1681147 100.00% 10.489%
24 13.785 933 936 937 rBV3 16710 22800 1.36% 0.142%
25 14.094 958 963 965 rBvV2 55869 93936 5.59% 0.586%

26 14.608 1005 1008 1015 rBV2 159333 328703 19.55% 2.051%
27 14.814 1024 1026 1029 rBV 601568 790644 47.03% 4_.933%
28 15.020 1041 1044 1049 rBV3 25317 58094 3.46% 0.362%
29 15.420 1077 1079 1083 rBV 154843 251170 14.94% 1.567%
30 16.243 1149 1151 1153 rBV 142313 231360 13.76% 1.444%

31 16.677 1186 1189 1192 rBV 459232 657567 39.11% 4.103%
32 16.985 1214 1216 1219 rBV 67217 118683 7.06% 0.740%
33 17.294 1240 1243 1246 rBV 102757 204389 12.16% 1.275%
34 17.351 1246 1248 1252 rVV4 41430 91463 5.44% 0.571%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.591 1267 1269 1280 rVB4 65061 218943 13.02% 1.366%

36 18.311 1329 1332 1337 rVB 46877 108907 6.48% 0.679%

Sum of corrected areas: 16027626
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF062215\

BF080111.D

23 Jun 2015 1:31

TP/1Z

G2715-05

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.53 18.24 ng 310896 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 214 (5.533 min): BF080111.D (-212) (-) m/z 43.10 100.00%
a3
59
5000
1o 520 540 560 580
gl sl e | es 10 84.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A IR U LA
520 5.40 5.60 5.80
59 m/z 101.10 16-87%
21 37 | 53‘\‘ 67 77 83 o1 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 41 m/z 58.10 15.32%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- A e A
59 520 5.40 5.60 5.80
m/z 41.10 8.78%
5000
a1 101
15 1 3\1 I ‘ N 53\\\‘ : 69 8‘3
mz> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 14

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

6.55 2.41 ng 41065 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Triethylene glycol 150 C6H1404 000112-27-6 28
3 Ethyl ether 74 C4H100 000060-29-7 9
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 9

Abundance Scan 303 (6.550 min): BF080111.D (-301) (-) m/z 45.10 100.00%
45
5000 59
| s 620 640 6.60 680
'“l”“|”'WH'WL'WH'ﬁ'”w'mw'””'”'w“'VH'w'”w'”|' m/z 59.10 43.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8975: Ethanol, 2-(2-methoxyethoxy)-
45
N
5000 59 L S P R L I
6.20 6.40 6.60 6.80
29 m/z 58.10 23.95%
75 90
”'P'”I”'LM”'P“”I”'ﬁ'”'PJ”I”'W'”'P'”I”'W'”'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
620 640 6.60 680
5000 m/z 90.10 14_.16%
58
24 38 B8 m 119 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #824: Ethyl ether B e
il 6.20 6.40 6.60 6.80
59 m/z 43.10 14_.11%
5000 45 74
“'P%?I“J“'“'Lh“I”'W'“'P““I”'W'”'P'”P'”I”'W'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.09 Concentration Rank 1

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

7.09 83.21 ng 1418330 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 350 (7.087 min): BF080111.D (-348) (-) m/z 132.10 100.00%
5000 68
96 U UL L I
40 5y || 78 | 106 6.80 7.00 7.20 7.40
SNSRI 2N N .S | N m/z 68.10 41.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U LA IR R I
6.80 7.00 7.20 7.40
m/z 134.10 33.02%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 25.95%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T A, e  RRaerma
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.94%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SRS § | G
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.09 4.22 ng 117626 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 50
3 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 50
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 700 (11.088 min): BF080111.D (-698) (-) m/z 105.10 100.00%
105
77
5000 182
51
T
152 10.80 11.00 11.20 11.40
...,....3,9.."..,6.3..- ,....,.'...,....,..:'.,....,L m/z 77.10 72.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 L SRR B LI B
182 10.80 11.00 11.20 11.40
o1 m/z 182.10 38.96%
1827 39 | 63 | 86 | 115126 152 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
10.80 11.00 1120 11.40
5000 7 m/z 51.10 29.96%
51
27 38 62 86 122131
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20629: Benzenepropanenitrile, .beta.-oxo- R E s RmA R L
105 10.80 11.00 11.20 11.40
. m/z 50.10 10.55%
5000
51
41 | 63 | 8 | 116 145
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.61 8.31 ng 328703 Chrysene-d12 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
Abundance Scan 1008 (14.608 min): BF080111.D (-1005) (-) m/z 57.10 100.00%

57

83

5000 4

g

14.20 14.40 14.60 14.80 15.00
m/z 43.10 89.46%

126141 167183201 230246

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

14.20 14.40 14.60 14.80 15.00
m/z 55.10 75.23%

5000

154169 191 210 238 o5 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
DL e o e
83 14.20 14.40 14.60 14.80 15.00
5000 a1 m/z 83.10 71.10%
111
196
18 126941 168 211 227 258
mmﬂwwmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e e e s
57 14.20 14.40 14.60 14.80 15.00

m/z 69.10 66.81%

5000

5

26 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.42 6.35 ng 251170 Chrysene-di2 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 89
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
5 1-Nonadecanol 284 C19H400 001454-84-8 74
Abundance Scan 1079 (15.420 min): BF080111.D (-1077) (-) m/z 57.10 100.00%

5000

3

15.00 15.20 15.40 15.60 15.80
m/z 43.10 81.20%

5
139154168182197212

238 254269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

s

15. 00 15 20 15. 40 15 60 15. 80
11 : m/z 55.10 71.40%
13915416815,196 511227 ,5g

5000

29

§

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
I S R EEREE e
15.00 15.20 15.40 15.60 15.80
5000 m/z 83.10 57.70%
71
29 97

111
125139154168182196 224 252
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

i

Abundance #90869: 13-Tetradecen-1-ol acetate B T BLE
43 15.00 15.20 15.40 15.60 15.80
m/z 71.10 56.75%
57 83 97
5000
125
L 139153167 194208222237 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 00 15 20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.24 7.04 ng 231360 Perylene-di12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1151 (16.243 min): BF080111.D (-1149) (-) m/z 57.10 100.00%
57
2000 ¥ J@»._j\v,\f
UL SUNILN SO BRI SUM
113 141 16.00 16.20 16.40 16.60
L LT e porpor 2e4 288 U901 10  66.32%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LR UL BRI U B
16. 00 16 20 16. 40 16. 60
m/z 43.10 63.50%
29 113
\‘ J ‘\ “\ ‘hw h‘ u‘ \1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
" 16.00 16.20 16.40 16.60
5000 85 m/z 85.10 47 .78%
29
13 141 159 210y 266 309
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #155178: Octacosane L o B
57 16.00 16.20 16.40 16.60
m/z 55.10 21.92%
5000 85 \/MN\JJ\J~¢"\J\\r\J/Nquf\VF
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.99 3.61 ng 118683 Perylene-d12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 55
2 1,19-Eicosadiene 278 C20H38 014811-95-1 49
3 Octadecanal 268 C18H360 000638-66-4 47
4 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 47
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 47
Abundance Scan 1216 (16.985 min): BF080111.D (-1214) (-) m/z 57.10 100.00%

5000

270 365 IS L L I L L
291 315 16.60 16.80 17.00 17.20 17.40

m/z 43.10 90.34%

149 172 103 230248

m/z--> 50 100 150 200 250 300 350
Abundance #99461: Oxirane, hexadecyl-
8
57
5000 LA L L L L L L L LB
110 16. 60 16. 80 17. OO 17. 20 17. 40
29 138 m/z 55.10 74.61%
: \‘I \I‘u |‘ Iw“ ‘H h\ “\u \M I6\6 \\1?3211 : ‘:25i0|26|8| —
m/z--> 50 100 O 200 250 300 350
Abundance
55
82 —
16.60 16.80 17.00 17.20 17.40
5000 m/z 82.10 66.93%
29 109
137 166 194 222 250 278
T A e e o e L A A e e e e I LA e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #99445: Octadecanal B A
43 16.60 16.80 17.00 17.20 17.40
m/z 83.10 57.79%
82
5000
18 ‘ 1o 137
AL NN L e E—
m/z--> 50 100 150 200 250 300 350 16. 60 16. 80 17. OO 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.22 ng 204389 Perylene-d12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Tetracosane 338 C24H50 000646-31-1 87
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1243 (17.294 min): BF080111.D (-1240) (-) m/z 57.10 100.00%
57
5000 8 \/\_/\/Ak—\/\/
13 141 266 ' 17.00 17.20 17.40 17.60
3 ,I | T Ty 168186 211 238 260 207 360 0" 65 0o
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 L B BULBLLE B B
ﬂ%ﬂ%ﬂ%ﬂm
m/z 43.10 54 _.89%
29 113
\‘ ‘L ‘\ H\ ‘hw h‘ H‘ | 1?1 \169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57
' 17.00 17.20 17.40 17.60
5000 85 m/z 85.10 46.44%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- Al BT RS
57 17.00 17.20 17.40 17.60
m/z 55.10 18.90%
5000 85
29
N B e I = I S
m/z--> 50 mo 1m 200 250 300 350 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl7.35 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.35 2.78 ng 91463 Perylene-di12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 22
2 trans-2,4-Dimethylthiane, S,S-di... 162 C7H1402S 1000215-67-6 22
3 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002 1000280-59-1 14
4 1,2-Cyclohexanediol, cyclic sulf... 162 C6H1003S 019456-19-0 14
5 12-Bromo-1-dodecanol 264 C12H25BroO 003344-77-2 14
Abundance Scan 1248 (17.351 min): BF080111.D (-1246) (-) m/z 69.10 100.00%

5000

17.00 17.20 17.40 17.60
m/z 43.10 92.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16322: 1,6-Heptadiene, 2,5,5-trimethyl-
41

69

5000 95 AR A
17.00 17.20 17.40 17.60

m/z 97.10 80.90%

123

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55

17.00 17.20 17.40 17.60
5000 97 m/z 231.20 80.69%

71 133 162

L R I B R L L R R L R R R R LR R R LR LR RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #129975: Cyclopentanecarboxylic acid, 3-pentadecy! ester L e BB e e
17.00 17.20 17.40 17.60

m/z 55.10 75.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. OO 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl7.59 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.59 6.66 ng 218943 Perylene-d12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4_.. 234 C15H2202 1000190-21-8 32
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 32
3 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 32
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
5 2"-Fluoro-6"-(trifluoromethyl)-a... 206 C9H6F40 174013-29-7 27
Abundance Scan 1269 (17.591 min): BF080111.D (-1267) (-) m/z 191.15 100.00%
191
5000
123 163
7 L B B
41, 08 228244 274 293 315 17.20 17.40 17.60 17.80 18.00

P m/z 95.10 56.74%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78609: 2-(4a,8-Dimethyl-6-ox0-1,2,3,4,4a,5,6,8a-octahydro...

41 95 191

17.20 17.40 17.60 17.80 18.00
m/z 55.10 53.06%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

95 191

43 17.20 17.40 17.60 17.80 18.00
5000 67 m/z 81.10 46.76%

135
111 151 175 | 207 236 264230 303

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87373: Anthracene, 9-butyltetradecahydro- I RREEEEEES T
91 17.20 17.40 17.60 17.80 18.00
m/z 177.15 43.00%

5000
248

219
L e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl18.31 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.31 ng 108907 Perylene-di12 16.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 38
2 Oxacyclopentadecan-2-one, 15-met... 240 C15H2802 032539-85-8 35
3 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 30
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 25
5 1,19-Eicosadiene 278 C20H38 014811-95-1 25
Abundance Scan 1332 (18.311 min): BF080111.D (-1329) (-) m/z 57.10 100.00%
57
82
5000
5 138 158 182 207 264 286 18100 1820 1840 18:60
355 m/z 43.10 86.52%
m/z--> 50 100 150 200 250 300 350
Abundance #98120: 8-Octadecenal
57
82
5000{ 29 IR R AR BARRE
18 00 18. 20 18. 40 18.60
11 m/z 82.10 64 .69%
252
\Hh ‘h 1?9157 177195“22\% : 1 ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
55
o3 18.00 18.20 1840 18.60
5000 m/z 55.10 60.78%
222
29 11 438 17615
157 240
m/z--> 55 160 150 200 250 300 3%0
Abundance #82433: Oxacyclohexadecan-2-one e B
55 18.00 18.20 18.40 18.60
m/z 71.10 55.78%
83
5000
110
29 ‘ 138 180  222p40
N ExFqMJ‘ LJL‘%§3|L¢ 2 | - N
m/z--> 50 100 150 200 250 300 350 18 00 18. 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080111.D

Acq On : 23 Jun 2015 1:31

Operator : TP/1Z

Sample : G2715-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.53 18.2 ng 310896 1 7.33 340895 20.0
Ethanol, 2-(2-met... 6.55 2.4 ng 41065 1 7.33 340895 20.0
unknown7 .09 7.09 83.2 ng 1418330 1 7.33 340895 20.0
Benzophenone 11.09 4.2 ng 117626 3 10.38 558093 20.0
Dichloroacetic ac... 14.61 8.3 ng 328703 5 14.81 790644 20.0
Ethanol, 2-(tetra... 15.42 6.3 ng 251170 5 14.81 790644 20.0
Heneicosane 16.24 7.0 ng 231360 6 16.68 657567 20.0
Oxirane, hexadecyl- 16.99 3.6 ng 118683 6 16.68 657567 20.0
Tetracosane 17.29 6.2 ng 204389 6 16.68 657567 20.0
unknownl17 .35 17.35 2.8 ng 91463 6 16.68 657567 20.0
unknownl17 .59 17.59 6.7 ng 218943 6 16.68 657567 20.0
unknown18.31 18.31 3.3 ng 108907 6 16.68 657567 20.0
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