LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/1Z

Sample - G3597-10 5X

Misc :

ALS Vial : 15 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-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 height area % max. total
1 1.463 9 11 16 rBvV 12136 32827 1.52% 0.403%
2 1.543 16 18 59 rvB 646801 2162221 100.00% 26.542%
3 4.480 273 275 288 rBvY 72839 152344 7.05% 1.870%
4 5.383 351 354 371 rBB 116748 246297 11.39% 3.023%
5 7.646 550 552 558 rBvY 132363 261940 12.11% 3.215%
6 7.749 558 561 567 rvB 155530 284393 13.15% 3.491%
7 8.229 600 603 610 rBB 258321 409021 18.92% 5.021%
8 8.549 628 631 637 rBB 115300 200804 9.29% 2.465%
9 9.521 713 716 726 rBB 106635 173536 8.03% 2.130%
10 11.132 853 857 861 rBvY 337489 531785 24_.59% 6.528%

11 13.772 1084 1088 1091 rBV 202995 294570 13.62% 3.616%
12 14.824 1178 1180 1186 rBB 26416 42523 1.97% 0.522%
13 15.270 1215 1219 1224 rBV2 318829 527679 24.40% 6.477%
14 17.167 1382 1385 1391 rBB 73767 124280 5.75% 1.526%
15 18.779 1522 1526 1528 rBV 263289 442876 20.48% 5.436%

16 18.824 1528 1530 1533 rVV 30680 46472 2.15% 0.570%
17 21.442 1756 1759 1762 rVB 53467 65539 3.03% 0.805%
18 21.785 1786 1789 1793 rBV 51687 75331 3.48% 0.925%

19 22.036 1809 1811 1814 rVB2 219463 279326 12.92% 3.429%
20 22.116 1816 1818 1820 rBV 186538 198243 9.17% 2.433%

21 22.150 1820 1821 1824 rVB2 37161 37609 1.74% 0.462%
22 22.950 1888 1891 1893 rBV 145543 174359 8.06% 2.140%
23 22.996 1894 1895 1897 rVB 22557 26572 1.23% 0.326%
24 23.396 1925 1930 1931 rBV 364438 478704 22.14% 5.876%
25 23.419 1931 1932 1935 rVB2 42144 41227 1.91% 0.506%
26 23.728 1957 1959 1961 rVB 42633 48485 2.24% 0.595%
27 24.048 1985 1987 1990 rBV 43062 57638 2.67% 0.708%
28 24.356 2012 2014 2016 rBV 44877 43077 1.99% 0.529%
29 24.494 2023 2026 2029 rBV 36740 80262 3.71% 0.985%
30 24.654 2037 2040 2041 rBV 33822 47230 2.18% 0.580%
31 24.734 2045 2047 2049 rVvVv 32752 52283 2.42% 0.642%
32 24.779 2049 2051 2054 rvVv 40899 83593 3.87% 1.026%
33 24.836 2054 2056 2058 rvVv 193777 289006 13.37% 3.548%
34 24.928 2062 2064 2068 rVB 40317 74806 3.46% 0.918%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/1Z

Sample - G3597-10 5X

Misc :

ALS Vial : 15 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 25.236 2089 2091 2097 rVB 32100 59668 2.76% 0.732%

Sum of corrected areas: 8146526
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

Abundance TIC: BF081616.D

1{54
600000

500000
400000

300000
8.23

200000
7 7.75

5.38 i 8.55 9.52
100000 4.48

1.46
e L L £

Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00
Abundance TIC: BF081616.D

600000

500000

400000

11.13 15.97

300000

200000 1377

100000 17.17
14.82 18.82

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081616.D

600000
500000

400000 23.40

24.84

300000

200000

100000
21.4421.78

e R

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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.

4.48 7.45 ng 152344 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 275 (4.480 min): BF081616.D (-273) (-) m/z 43.10 100.00%
a3
59
5000
| o i 420 440 460 480
SRMDESSENESESESSSSESMENSSSSMSMIOY  PSESSSSSSBYDE | MRS S MM m/z 59.10 56.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 460 480
m/z 101.10 14 .89%
15 31 101
\ 25 7 37 53, 83
miz--> R P I NS N N N
Abundance
59
420 440 460 480
5000 m/z 58.10 14 _.37%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B ma
59 420 440 4.60 4.80
m/z 41.10 9.98%
5000 41
31
| [
"'I'}é'I"'MI""Mlh"léﬁlkl""l""l""I' '??I""I' SSRGS
m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 unknown7.75 Concentration Rank 2

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

7.75 13.91 ng 284393 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 561 (7.749 min): BF081616.D (-558) (-) m/z 132.10 100.00%
5000 68
96 TTpTTrTT T T T T T T T T T
a7 %6 ‘ | 75 | 104 7.40 7.60 7.80 8.00
..,....,....,...:,“.'..: !' W et e e | M7z 68,10 46 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI I I L
7.40 7.60 7.80 8.00
a1 70 m/z 66.10 33.28%
C 4451 80 177 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.10 31.05%
104
66
14 27 37 44 51 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B e e  mm
132 7.40 7.60 7.80 8.00
m/z 69.10 18.42%
5000
33 44 o 97 105
51 60 P e | | us
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.04 11.67 ng 279326 Chrysene-di2 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 53
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 46
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38

Abundance Scan 1811 (22.036 min): BF081616.D (-1809) (-) m/z 56.05 100.00%
56
5000 41
239 257 21.80 22.00 22.20 22.40
S || "I 1:'-...h,'.l.??,..'..,..1.?7....1??.. s e M/z 57.10  55.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 SRR R RARAR BB
21.80 22.00 22.20 22.40
29 129 pa0 257 m/z 41.10 41 .50%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
2180 22,00 22.20 22.40
5000 m/z 43.10 40.80%
29 73
71137 157 185 213 2957 5 31
mmﬂm‘mmwﬁwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- e e A EEEasmane s
56 21.80 22.00 22.20 22.40
m/z 55.10 32.98%
5000 rh/‘-‘ﬁ__/\~]\JJ\fw-v“_fg
30 100 129
']'-"‘rl"“"l""‘ I""8'2"'l""l""' IR SR DA SR DR D D R S IR AR AR AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.95 7.28 ng 174359 Chrysene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 72
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38
4 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
Abundance Scan 1891 (22.950 min): BF081616.D (-1888) (-) m/z 56.10 100.00%
96

——

5000
73 129 LI L N N B B L B B
285
3 | 97 157 185 15 241 267 22.60 22.80 23.00 23.20
e m/z 57.10 60.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L L L L L LB L LN B
22.60 22.80 23.00 23.20
29 129 m/z 43.10  48.39%
‘ ‘ ‘ 185 241 26728 340
I NI o . N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
L
22.60 22.80 23.00 23.20
5000 m/z 41.10 37.21%
229
73 211
101 129 185 284
39 157 255
mﬁmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl- A B
56 22.60 22.80 23.00 23.20
m/z 55.10 35.94%
- ’A’A’/LV\M/L
29 ‘ 83
DL 110126 147 167

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.73 2.03 ng 48485 Chrysene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Heptadecane 240 C17H36 000629-78-7 64
3 Pentadecane 212 C15H32 000629-62-9 59
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 1959 (23.728 min): BF081616.D (-1957) (-) m/z 57.10 100.00%
57
43

5000

23.40 23.60 23.80 24.00

231244
m/z 43.10 65.97%

9113127, . 157 176 197
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 |||||||||||||||||||
85 23.40 23.60 23.80 24.00
29 m/z 71.10 45.78%
99
R T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R R EamEsmmaas
71 23.40 23.60 23.80 24.00
5000 o m/z 85.10 35.93%
29

99
113127141 155169183197210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane R AR
57 23.40 23.60 23.80 24.00

43 m/z 55.10 27.13%
71

5000

29 99
Lo Loy | ) 118127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23. 40 23. 60 23. 80 24 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Tetradecane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.05 2.41 ng 57638 Chrysene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 59
2 Tetradecane 198 C14H30 000629-59-4 59
3 Hexacosane 366 C26H54 000630-01-3 59
4 Eicosane 282 C20H42 000112-95-8 59
5 Hexadecane 226 Cl16H34 000544-76-3 59
Abundance Scan 1987 (24.048 min): BF081616.D (-1985) (-) m/z 57.10 100.00%
57
5000 g5
06 127 181 209 235 262581 23.80 24.00 24.20 24.40
——3 119 m/z 43.10 62.00%
m/z--> 50 100 150 200 250 300 350
Abundance #64580: Tetradecane, 3-methyl-
57
5000 RS I SUNIUN BRI B
85 23.80 24.00 24.20 24.40
s 183 m/z 71.10 45.04%
Illqlwl‘“\l‘lhl‘\l .‘.‘.1‘.‘11,...‘. 212 —
m/z--> 50 100 150 200 250 300 350
Abundance
57
2380 24.00 24,20 2440
5000 85 m/z 85.10 36.77%
29
113 141 19 198
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane R AR RRRES T
57 23.80 24.00 24.20 24.40
m/z 41.10 22 .53%
5000 85
113
29| | 7,141 169 197 225 253 205 366
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Tetradecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24 .36 2.98 ng 43077 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 80
3 Tetradecane 198 C14H30 000629-59-4 76
4 Octacosane 394 C28H58 000630-02-4 64
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 59

Abundance Scan 2014 (24.356 min): BF081616.D (-2012) (-) m/z 57.10 100.00%

57

5000

HE

24.00 24.20 24.40 24.60
m/z 43.10 63.69%

06 127 148164 199 219555252 272

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 |||||||||||||||||||
4 85 24.00 24.20 24.40 24.60
m/z 71.10 44 .98%
| ‘ Ly, s 141169 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B e
41 24.00 24.20 24.40 24.60
5000 m/z 85.10 30.71%
85
15 113 155 197
mmmmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane R AT o
57 24.00 24.20 24.40 24.60

m/z 55.10 23.37%

5000 85

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 24 00 24. 20 24. 40 24. 60

15 | )| g 18 Wl 169 19
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Octadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .65 3.27 ng 47230 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 60
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 60
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 58
4 Tridecane 184 C13H28 000629-50-5 53
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 49
Abundance Scan 2040 (24.654 min): BF081616.D (-2037) (-) m/z 57.10 100.00%
[ M
5000 a5
5 109127 160 184 218236 275 4y 2440 24.60 24.80 25.00
el R L e m/z 43.10 67.21%
m/z--> 50 100 150 200 250 300 350
Abundance #99485: Octadecane, 2-methyl-
43
71
5000 LRI BRI UL SUMIULE U
24.40 24.60 24.80 25.00
9 m/z 71.10 47 .93%
\‘ M | | g7 155 183 225 253

m/z--> 50 100 150 200 250 300 350
Abundance
43
R
71 24.40 24.60 24.80 25.00
5000 m/z 85.10 36.45%
99 126 156
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #147098: Docosane, 11-butyl- R A BAR T e  S
57 24.40 24.60 24.80 25.00
m/z 55.10 29.69%
5000 85
113
3 ‘ bl o[y 141 169 210 239 267 399 336 366

m/z--> 50 100 150 200 250 300 350 24. 40 24. 60 24. 80 25. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 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

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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .93 5.18 ng 74806 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 58
2 Heptadecane 240 C17H36 000629-78-7 58
3 Octadecane 254 C18H38 000593-45-3 52
4 Undecane 156 C11H24 001120-21-4 49
5 Heptacosane 380 C27H56 000593-49-7 49
Abundance Scan 2064 (24.928 min): BF081616.D (-2062) (-) m/z 57.10 100.00%
[ M

5000
85
4 118 13156 174191 216932252 283 305 328 24.60 24.80 25.00 25.20

rrrrprrre et m/z 43.10 59.33%

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55007: Tetradecane
57

5000 85 LA L L L L L LN |
24.60 24.80 25.00 25.20
29 m/z 71.10 39.54Y%
S O O e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R R
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 29.32%
29

113 141 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #91034: Octadecane R R ma AR

57 24.60 24.80 25.00 25.20
m/z 55.10 22.18%

5000 85
29
113 254

L0 O P S O Ny Y PR —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24 60 24. 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/I1Z

Sample : G3597-10 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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

Concentration Rank 8

Peak Number 12 unknown25.24

R.T. EstConc Area Relative to ISTD R.T.
25.24 4.13 ng 59668 Perylene-di12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 49
2 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 46
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 46
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 46
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 46

Abundance Scan 2091 (25.236 min): BF081616.D (-2089) (-) m/z 57.10 100.00%
g7
5000
85
113 % e " 25.00 25.20 25.40 25.60
31149168 210 287 327 : : .
i 189 RN A S m/z 43.10 64.68%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LA DN B B B
85 25.00 25.20 25.40 25.60
29 m/z 71.10 42 .30%
} I S = - S
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 25.00 25.20 25.40 25.60
5000 a5 m/z 85.10 33.23%
39 M3 141 169 193210 239 267 309 335 366
m/z--> 55 160 1%0 200 2%0 360 3éo
Abundance #147095: Eicosane, 7—hexy|— LI L L L L L L L L
57 25.00 25.20 25.40 25.60
m/z 41.10 28.52%
5000 85
3 } L i JJ1}3 (141 182 997 55 281 308 337
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&'30 25.'00 25.'20 25.'40 25.I60

8270-BF090115.

M Tue Sep 15 12:22:20 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091415\
Data File : BF081616.D

Acq On : 14 Sep 2015 20:03

Operator : UM/1Z

Sample - G3597-10 5X

Misc :

ALS Vial : 15 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... 4.48 7.5 ng 152344 1 8.23 409021 20.0
unknown7 .75 7.75 13.9 ng 284393 1 8.23 409021 20.0
Hexadecanoic acid... 22.04 11.7 ng 279326 5 23.40 478704 20.0
Octadecanoic acid... 22.95 7.3 ng 174359 5 23.40 478704 20.0
Eicosane 23.73 2.0 ng 48485 5 23.40 478704 20.0
Tetradecane, 3-me... 24.05 2.4 ng 57638 5 23.40 478704 20.0
Tetradecane, 1-iodo- 24.36 3.0 ng 43077 6 24.84 289006 20.0
Octadecane, 2-met... 24.65 3.3 ng 47230 6 24.84 289006 20.0
Tetradecane 24 .93 5.2 ng 74806 6 24.84 289006 20.0
unknown25.24 25.24 4.1 ng 59668 6 24.84 289006 20.0
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