LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 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-BF123115.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 3.813 147 151 154 rVB 126996 197185 2.45% 0.299%
2 5.036 256 258 263 rVB 468805 675436 8.38% 1.025%
3 5.470 293 296 298 rBVY 4065797 3619294 44.88% 5.492%
4 5.722 316 318 321 rBV 190495 162482 2.01% 0.247%
5 6.499 384 386 389 rBVY 2489161 2150557 26.67% 3.263%
6 6.636 395 398 400 rBVY 6492683 6075085 75.33% 9.218%
7 6.865 416 418 420 rBVY 2056939 1651506 20.48% 2.506%
8 7.025 429 432 434 rBVY 6636835 5895816 73.11% 8.946%
9 7.436 465 468 470 rBVY 5189146 5479683 67.95% 8.315%
10 8.156 528 531 533 rVB 2211945 2236488 27.73% 3.394%

11 9.185 620 621 623 rBvV 83416 107973 1.34% 0.164%
12 9.231 623 625 628 rVB 8233670 8024662 99.50% 12.177%
13 9.619 657 659 662 rBvV 238252 252640 3.13% 0.383%
14 9.836 675 678 682 rBv2 43408 84059 1.04% 0.128%
15 9.905 682 684 687 rVvB 2813670 2445749 30.33% 3.711%

16 10.293 715 718 719 rBV 134190 152047 1.89% 0.231%
17 10.339 719 722 724 rVV2 126423 152335 1.89% 0.231%
18 10.648 745 749 750 rBV 130170 142693 1.77% 0.217%
19 10.694 750 753 756 rBV 5106976 5568541 69.05% 8.450%
20 10.819 762 764 768 rVB3 97390 199772 2.48% 0.303%

21 11.014 778 781 783 rBV2 49287 83751 1.04% 0.127%
22 11.059 783 785 787 rVB2 87944 97985 1.21% 0.149%
23 11.094 787 788 790 rBV 100849 99285 1.23% 0.151%

24 11.265 800 803 804 rBV 90656 115875 1.44% 0.176%
25 11.391 811 814 816 rBV 2710173 2453517 30.42% 3.723%

26 12.979 950 953 955 rBV 7972908 8064765 100.00% 12.238%
27 13.471 990 996 998 rBV2 70214 113503 1.41% 0.172%
28 13.540 998 1002 1004 rBvV4 35944 89444 1.11% 0.136%
29 13.814 1024 1026 1027 rBV 485914 413809 5.13% 0.628%
30 13.837 1027 1028 1030 rVvVv 699942 918716 11.39% 1.394%

31 13.882 1030 1032 1038 rVB 113526 169364 2.10% 0.257%
32 14.020 1042 1044 1047 rBV 2244478 2257500 27.99% 3.426%
33 14.797 1109 1112 1114 rBV2 68102 114289 1.42% 0.173%
34 14.877 1117 1119 1122 rBV2 57992 90169 1.12% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.448 1166 1169 1172 rBV 1345265 1733657 21.50% 2.631%

36 15.825 1200 1202 1204 rBV3 58384 86433 1.07% 0.131%
37 15.871 1204 1206 1208 rVV2 130519 269699 3.34% 0.409%
38 15.974 1211 1215 1218 rVV2 107969 253767 3.15% 0.385%
39 16.031 1218 1220 1224 rVB 112167 179442 2.23% 0.272%
40 16.145 1227 1230 1240 rVB 896678 1824876 22.63% 2.769%

41 16.340 1244 1247 1248 rBVY 72748 154182 1.91% 0.234%
42 16.534 1261 1264 1272 rVB2 68683 164293 2.04% 0.249%
43 16.671 1272 1276 1284 rBV 431323 879133 10.90% 1.334%

Sum of corrected areas: 65901457
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084291.D
8000000
664 102
6000000
7.44
5.47
4000000
6.50
2000000 6.86
3.81 504 5.72
- 4t
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: BF084291.D
8000000 9|23 12,98
6000000
10.69
4000000
9.90 11.39
8.16
2000000
o ofis 9624 10284 10/650.82 1101 2 13354
s H e A B S L it e e e B e N N e o e
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: BF084291.D
8000000
6000000
4000000
14.02
2000000
15.45
15 16.15
! 16.67
.8 141888 13.53&?&90%@ 16.346.53)\
O B B e e B i e e e e e L B e o e e LN B B s e e s s ey s B
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.04 8.18 ng 675436 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 258 (5.036 min): BF084291.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101 R LR UL L I
4.80 5.00 5.20 5.40
o Bl sl & | h/z 59.10 . 55.43%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LA U LR I
4.80 5.00 5.20 5.40
59 m/z 101.10 15.59%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 14 .04%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R RaELEEaS e AR
59 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
31
| [
0% '|'%§'|" Jll""“l""lﬁﬁlki""i' "'I""I"'g?l""l' RN LR LR AN L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 unknown6.64 Concentration Rank 1

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

6.64 73.57 ng 6075090 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 398 (6.636 min): BF084291.D (-395) (-) m/z 132.00 100.00%
5000 68
© s || T s J "5k ok o 760
ol L8 L MRS L m/z 68.10 46.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U I L L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .73%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 31.37%
33 am . 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e amamEm e A
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.96%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S U |
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:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1,3,5-Triazin-2(1H)-one, 4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1381 3.67ng 413809  Chrysene-di2 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3.5-Triazin-2(1H)-one. 4.6-bis... 155 C5H9N50 055702-52-8 50
2 2H-Pvran-2-carboxvlic acid. 6-bu... 228 C12H2004 026457-97-6 45
3 I1.1"-Bicvclohexvll-1.1"-diol. 3... 310 C20H3802 068525-22-4 38

4 Benzaldehvde. 4-chloro-2-nitro- 185 C7H4CINO3 005551-11-1 38
5 6-Amino-1,3-dimethyluracil 155 C6H9N302 006642-31-5 37
Abundance Scan 1026 (13.814 min): BF084291.D (-1024) (-) m/z 155.10 100.00%

5000 57
4 | | 109 157 13.40 13.60 13.80 14.00 14.20
173 267 : : : : :
O | A Mg L P aos0s 267285 U7 90 42, 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26623: 1,3,5-Triazin-2(1H)-one, 4,6-bis(methylamino)-
57 155
126
5000 83 L I B R B
4 08 13. 40 13. 60 13. 80 14. 00 14 20
m/z 71.10 24 . 79%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
155
_r'_'_'_'—r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_"
99 13.40 13.60 13.80 14.00 14.20
so00l 43 81 o7 m/z 43.10 22.99%

o 182199 227
LB B B B L L B B B B LR N AR EEEEE RE |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #123059: [1,1* Blcyclohexyl]lldlol33335555 T T
155 13.40 13.60 13.80 14.00 14.20
m/z 81.10 21.41%
5000 97
43
‘ 137
oL27 59 ‘{ 1217 173 203221239 259 277 310
R o o L e AR = EAERASo s S e B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1,2-Cyclohexanedicarboxylic... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.14 ng 918716 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedicarboxvlic acid... 396 C24H4404 000084-71-9 53
2 2H-Pvran-2-carboxvlic acid. 6-bu... 228 C12H2004 026457-97-6 22
3 Heptane. 3-T(ethenvloxv)methvll- 156 C10H200 000103-44-6 22
4 2.4-Dimethvl-heptane-3.5-dione 156 C9H1602 037484-68-7 22
5 4,6-Dihydroxypyrimidine, 5-amino... 155 C5H5N303 001074-97-1 22
Abundance Scan 1028 (13.837 min): BF084291.D (-1027) (-) m/z 155.10 100.00%
57 185
5000 81 113 M
——
13.60 13.80 14.00 14.20
ol —32 A4S0 |, 189209 238 285 m/z 57.10 91.16%
m/z--> 50 100 150 200 250 300 350
Abundance #155557: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhexy...
155
5000 57 R LR PR BN SUM
113 13.60 13.80 14.00 14.20
29 81 m/z 71.10 53.18%
oL il L s s oo 2 5 a3 367 306
m/z--> 50 100 150 200 250 300 350
Abundance
155
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
99 13.60 13.80 14.00 14.20
5000 43 o7 m/z 43.10 51.22%
182 227
L L [ WL N UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #27011: Heptane, 3-[(ethenyloxy)methyl]- LA L AR,
57 13.60 13.80 14.00 14.20
m/z 41.10 38.52%
5000
29
| ‘8f 112 141
0 "“b‘“"'lp"Jl' UELESY UL SR UL UL RN SRR SR BN SUMS
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Pentatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.11 ng 269699 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentatriacontane 493 C35H72 000630-07-9 64
2 Tetradecane 198 C14H30 000629-59-4 47
3 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 47
4 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 47
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
Abundance Scan 1206 (15.871 min): BF084291.D (-1204) (-) m/z 57.10 100.00%
57
. i M/\/V\JL,A
1107 180 999 264 1560 15.80 16.00 16.20
Ol m/z 71.10 54 _76%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168184: Pentatriacontane
57
5000 85 L UL B L BULLE
15. 60 15. 80 16. oo 16. 20
m/z 43.05 52 .45%
o 29 ‘m ‘M H 1?{169197225253281309337366393421449 492
miz--> 0 55 150 200 2éo 360 3éo 460 4%0 '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 55.10 52.26%
29
0 113 141 169 198
mz-> 0 50 100 150 200 250 300 350 400 450 |
Abundance #45567: Undecane, 3,7-dimethyl- R e R R
43 15.60 15.80 16.00 16.20
m/z 85.10 45 _.89%
- | M/x\/\/j\\ﬁ
o J ‘ 99 127 155 184
miz--> 0 55 160 1éo 200 2éo 360 3éo 460 4%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 8 Oleic Acid

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.97 2.93 ng 253767 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 74
2 1-Nonadecene 266 C19H38 018435-45-5 64
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 64
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 64
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 62

Abundance Scan 1215 (15.974 min): BF084291.D (-1211) (-) m/z 57.10 100.00%
200 M\MJL»
111
166 222 264 L NI PR SRR DO I
137151165189 207 245 281 15.60 15.80 16.00 16.20
o} m/z 55.10 95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107517: Oleic Acid
5000 NI PR SRR DU I
15.60 15.80 16.00 16.20
2 m/z 43.10 81.82%
125 264
. 139153 180194208222236250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 97
69 L NI R SRR DU I
11 15.60 15.80 16.00 16.20
5000 m/z 69.10 78.79%
29 125
oL15 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- R e e
15.60 15.80 16.00 16.20
m/z 83.10 64 .68%
5000
2 125
o 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15%0 1580 1&00 1&20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Methyl-E-7-octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.07 ng 179442 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-E-7-octadecene 266 C19H38 1000130-92-3 87
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 80
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 64
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 62
Abundance Scan 1220 (16.031 min): BF084291.D (-1218) (-) m/z 57.10 100.00%
57
- T ijtsw
139165 195202 265 1580 16.00 16.20 1640
oy m/z 55.05 82.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #98178: 2-Methyl-E-7-octadecene
57
5000 AR S SULLILR BN B
15,80 16.00 16.20 16.40
141 266 m/z 43.10 60.47%
1 h o
0|||| ‘\ ‘ “:“::“:|‘||‘||i‘:”:::|||||||||||||||||||||
m/z--> 50 250 300 350 400 450
Abundance
57
83 1580 16.00 16.20 16.40
5000 m/z 69.10 47 .56%
111
. 29 139 168 210238 g3
mz-> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R as maae s S
43 15.80 16.00 16.20 16.40
m/z 41.10 45 .52%
5000 83
y 111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.15 21.05 ng 1824880 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 1-Docosanol 326 C22H460 000661-19-8 68
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 68
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 62
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 62
Abundance Scan 1230 (16.145 min): BF084291.D (-1227) (-) m/z 57.10 100.00%
o7
2000 JNV\JL\W
15,80 16.00 16.20 1640
Oyl m/z 43.10 93.36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
97
5000 AR AR A BRER B
15. 80 16. 00 16 20 16.40
29 m/z 55.10 93.21%
o w“w 123181 200236 267292 320 348 376 406 434 462 490
m/z--> 6 55 100 150 200 250 300 350 400 450
Abundance
43
15,80 16.00 16.20 1640
5000 83 m/z 69.10 65.46%
18 111
o 139 168 196 224250 280 308
m/z--> 6 55 160 1%0 260 250 360 3%0 460 4%0 '
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R e B,
43 15.80 16.00 16.20 16.40
m/z 83.10 52.45%
69
5000 97
. |11 5 169195 204252
m/z--> 6 55 160 1%0 260 2%0 360 3%0 460 4%0 ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084291.D

Aca On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 11 9-Octadecenoic acid (Z)-, o... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.67 10.14 ng 879133 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z2)-. octade... 535 C36H7002 017673-49-3 91
2 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 91
3 Decvl oleate 422 C28H5402 003687-46-5 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 76
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 62
Abundance Scan 1276 (16.671 min): BF084291.D (-1272) (-) m/z 57.10 100.00%

o
~

5000
l 180 222 16,40 16.60 16.80 17.00
Ol bl m/z 55.10 96.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170435: 9-Octadecenoic acid (2)-, octadecyl ester
57 264
97
5000 LA L L L L LN
16. 40 16 60 16. 80 17. OO
- 180 222 ‘ m/z 43.10 83.52%
Ol : II‘I \I‘ | b \\ \“\ \M\ ‘H”\ ““\ \H‘u “h “\ \‘h n h‘ i h \I “?:9|7|3|2|5| | I3I7Igl4l'ol7l ||4|5|2|?9|::-| |5|3‘|4| .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 264
97 B R e
16.40 16.60 16.80 17.00
5000 m/z 69.10 67.02%
28 125 199 222
0 296325353 407435 480 517 562
s B s L e A A Bam e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160612: Decyl oleate B e R e
43 16.40 16.60 16.80 17.00
m/z 83.10 54 _.45%
264
5000 83

%

1
151180 222

0 15] || 323354 422
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084291.D

Acq On : 6 Jan 2016 16:02

Operator : SJ/UM

Sample : H1010-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.04 8.2 ng 675436 1 6.86 1651510 20.0
unknown6 .64 6.64 73.6 ng 6075090 1 6.86 1651510 20.0
1,3,5-Triazin-2(1... 13.81 3.7 ng 413809 5 14.02 2257500 20.0
1,2-Cyclohexanedi... 13.84 8.1 ng 918716 5 14.02 2257500 20.0
Pentatriacontane 15.87 3.1 ng 269699 6 15.45 1733660 20.0
Oleic Acid 15.97 2.9 ng 253767 6 15.45 1733660 20.0
2-Methyl-E-7-octa... 16.03 2.1 ng 179442 6 15.45 1733660 20.0
17-Pentatriacontene 16.15 21.1 ng 1824880 6 15.45 1733660 20.0
9-Octadecenoic ac... 16.67 10.1 ng 879133 6 15.45 1733660 20.0
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