LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 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-BF102317.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 5.022 496 499 517 rBV 200991 279635 13.15% 1.483%
2 5.428 564 568 587 rBVY 1624317 1606385 75.55% 8.516%
3 6.445 737 741 759 rBVY 1516502 1693593 79.65% 8.979%
4 6.575 759 763 772 rVB 1903991 1725474 81.15% 9.148%
5 6.804 799 802 811 rBV 562115 499171 23.48% 2.646%
6 6.957 824 828 844 rBB 1593250 1410874 66.35% 7.480%
7 7.375 895 899 911 rBVY 1075720 1051681 49.46% 5.576%
8 8.086 1016 1020 1033 rBV 842081 709712 33.38% 3.763%
9 8.645 1112 1115 1125 rBB 103524 87780 4.13% 0.465%
10 9.163 1198 1203 1206 rBY 2278684 2126253 100.00% 11.273%

11 9.557 1264 1270 1274 rBV 132827 119998 5.64% 0.636%
12 9.839 1315 1318 1322 rBV 877911 771660 36.29% 4_.091%

13 10.086 1357 1360 1363 rBV3 17243 21870 1.03% 0.116%
14 10.163 1369 1373 1376 rBV5 22086 36372 1.71% 0.193%
15 10.239 1383 1386 1388 rBV2 44504 38779 1.82% 0.206%
16 10.480 1422 1427 1430 rBV3 30275 52390 2.46% 0.278%

17 10.557 1436 1440 1445 rBV 497114 409785 19.27% 2.173%
18 10.639 1449 1454 1457 rBV 1091530 1121120 52.73% 5.944%
19 10.745 1469 1472 1475 rBV2 56424 49978 2.35% 0.265%
20 11.333 1568 1572 1575 rBV 899883 763477 35.91% 4.048%

21 11.851 1657 1660 1665 rBV2 125043 116262 5.47% 0.616%
22 12.551 1777 1779 1782 rVB 34654 30812 1.45% 0.163%
23 12.915 1837 1841 1845 rVB 1833550 1733510 81.53% 9.190%
24 13.798 1987 1991 1999 rBV 119026 150453 7.08% 0.798%
25 13.980 2018 2022 2026 rBV 574885 518355 24.38% 2.748%

26 14.427 2095 2098 2104 rVB2 56452 75867 3.57% 0.402%
27 14.721 2145 2148 2152 rVB3 22812 24864 1.17% 0.132%
28 14.792 2158 2160 2169 rVB 27822 28149 1.32% 0.149%
29 14.868 2169 2173 2178 rBV 97053 95965 4_.51% 0.509%
30 15.051 2201 2204 2206 rBV 62967 59733 2.81% 0.317%
31 15.080 2206 2209 2216 rVB 71225 88597 4_.17% 0.470%
32 15.421 2263 2267 2268 rBV 38115 45352 2.13% 0.240%
33 15.445 2268 2271 2280 rVB 373423 462723 21.76% 2.453%
34 15.621 2298 2301 2306 rBv4 31269 39743 1.87% 0.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 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-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.845 2334 2339 2344 rBV 113146 163035 7.67% 0.864%

36 15.898 2344 2348 2353 rVV6 18156 28871 1.36% 0.153%
37 16.333 2417 2422 2428 rVB2 54171 89717 4.22% 0.476%
38 16.621 2466 2471 2478 rVB5 31735 54730 2.57% 0.290%
39 16.909 2514 2520 2530 rVB2 62137 132174 6.22% 0.701%
40 17.003 2532 2536 2541 rvve 21050 40774 1.92% 0.216%
41 17.162 2559 2563 2574 rVB4 48076 100920 4_.75% 0.535%
42 17.421 2601 2607 2615 rVvB4 22418 68268 3.21% 0.362%
43 17.586 2630 2635 2645 rVB4 33004 86785 4.08% 0.460%
44 18.003 2702 2706 2718 rVB4 22214 50493 2.37% 0.268%
Sum of corrected areas: 18862139

8270-BF102317.M Wed Oct 25 16:22:20 2017 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102417\
BF099790.D

24 Oct 2017 16:11

SJ/JU

16044-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF099790.D

5.43

5.02

6.57

6.45

6.96

7.37

6.80

Or——
Time-->

5.50

I
5.00 6.00

Abundance

2000000

1500000

1000000

500000

8.09

TIC: BF099790.D

10.64

11.33

12.92

M

Or——+
Time-->

10.00 10.50 11.00 11.50

T
9.50

12.00

12.50 13.00

T
13.50

Abundance

2000000

1500000

1000000

1
500000

TIC: BF099790.D

3.98
15.44

1443 14 ASTBB 150405 6515880

16.33 16.62 161%10b7.16 17.427.59

18.00

Time-->

o) ——
14.00

17.00 17.50

16.00 16.50

14.50

15.00 15.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

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

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

5.02 11.20 ng 279635 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF099790.D (-496) (-) 43.00 100.00%

43.0
59.0
5000
101.0

51.0 | 83.1 4.60 4.80 500 5.20 5.40

ol e e e e e m/z 59.00 63.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrrfrirryprrrrrro—
59.0 460 4.80 5.00 520 5.40
m/z 101.00 21.66%
o 3]‘.0 ) 830 93010.?.0
e B B o B B R ST B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R BRamr B
570 460 4.80 500 5.20 5.40
5000 m/z 58.10 16.29%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e i
59.0 460 480 500 520 540
m/z 41.10 8.81%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
e B B o o i B e e R R o e L A !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4. 60 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 69.13 ng 1725470 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF099790.D (-759) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 || g0l 11ae 520 6 oo 6B 7o
O T | G B R m/z 68.10 38.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRR AR AR SRR N
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 30.72%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.26%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L LI L B L DL B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 _.31%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF102317.M Wed Oct 25 16:22:24 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Hydroxy-iso-butyrophenone Concentration Rank 17

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

8.65 2.47 ng 87780 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 72
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propane. 2-methoxv- 74 C4H100 000598-53-8 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1116 (8.651 min): BF099790.D (-1112) (-) m/z 59.00 100.00%
5d.0
5000
770 105.0
43-°| | 8.40 8.60 8.80 9.00
ot e e~ m/z 105.00 33.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
J
5000 IR AR RSN RN
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 28.32%
oL 290 dor . 910 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
" 840 860 8.80 9.00
5000 m/z 106.00 18.22%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #851: Propane, 2—methoxy— L L L L L B B lJ
59.0 8.40 8.60 8.80 9.00
m/z 51.00 14 .43%
5000
31.0
0 |”M'“ﬁﬁg"i'7i2""|""|""|""|""|" IR RS RN R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 10.62 ng 409785 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 43
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
Abundance Scan 1441 (10.563 min): BF099790.D (-1436) (-) m/z 105.00 100.00%
105.0
182.1
5000 .0
51.0 NSRS
1521 10.20 10.40 10.60 10.80
b 1260 1821 20112192 07T e5 100 61l 20%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 NSNS SRR
10.20 10.40 10.60 10.80
51.0 m/z 77.00 49.58%
0 ! A 1260 1520 |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
770 183.0 10.20 10.40 10.60 10.80
5000 51.0 m/z 51.00 15.92%
0 127.0  154.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R e
105.0 10.20 10.40 10.60 10.80
m/z 181.10 10.21%
77.0
5000
51.0
0l.340 | . 1280 1540 1840
m/z--> 40 60 80 100 120 140 160 180 200 220 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.05 ng 116262 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid

256 C16H3202

2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

214 C13H2602
242 C15H3002
228 C14H2802
172 C10H2002

000057-10-3 95
000638-53-9 89
001002-84-2 68
000544-63-8 53
000334-48-5 53

Abundance Scan 1660 (11.851 min): BF099790.D (-1657) (-) m/z 72.95 100.00%
73.0

43.1

5000

11.60 11.80 12.00 12.20

0! m/z 60.00 79.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
11.60 11.80 12.00 12.20
97.0 m/z 43.10 73.72%
|| ‘ 157.0 185.0
o N P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
R R EREE RS S
11.60 11.80 12.00 12.20
5000 m/z 57.10 66.35%
129.0
214.0
97.0 171.0
O b T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid I a  BREEEEES B
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.10 59.70%
5000 129.0
0.1.5.'?....,.....  AEE EREEE EE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.81 ng 150453 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1991 (13.798 min): BF099790.D (-1987) (-) m/z 57.10 100.00%
5711 97.1
5000 ”“"*“NVA~kaJtmmh\»«anMmm
11710 2201 13.40 13.60 13.80 14.00 14.20
0 m/z 83.05 92.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 LRI AN SRR SN B
13.40 13.60 13.80 14.00 14.20
oo m/z 97.10 86.81%
ol26i0) | | M | | 1380777 2240 2690 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 83.09%
125.0
182.0
L L (L UL LA L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester e o
43.0 13.40 13.60 13.80 14.00 14.20
83.0 m/z 55.05 71.30%
5000
25.0
0! I‘ i wl Lo 196.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17-Pentatriacontene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.43 2.93 ng 75867 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90

Abundance Scan 2098 (14.427 min): BF099790.D (-2095) (-) m/z 57.05 100.00%
51.0
5000
11 22L12550 241 450 1440 1460 1480
ob— M L m/z 43.00 90.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 LR S B B U
14.20 14.40 14.60 14.80
m/z 83.10 82.02%
25.0
oL ‘h‘Md\t > 167.0 2100  267.0307.0 490.0
m/z--> §o 160 1%0 260 2%0 300 3%0 460 4éo '
Abundance
57.0
97.0 "' 1420 14.40 14.60 14.80
5000 m/z 55.05 80.07%
0 1390 185 0222.0 294.0 339.0 490.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460 4éo '
Abundance #222139: Nonadecy! pentafluoropropionate L i
570 970 14.20 14.40 14.60 14.80
' m/z 97.05 73.82%
5000
oL 1, ( \113?'? 182.0222.0 266.0 311.0 412.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460 4éo ' 14.20 1420 14%0 1!80

8270-BF102317.M Wed Oct 25 16:22:28 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.87 4.15 ng 95965 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 17-Octadecenal 266 C18H340 056554-86-0 83
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 81
5 16-Octadecenal 266 C18H340 056554-87-1 80

Abundance Scan 2173 (14.868 min): BF099790.D (-2169) (-) m/z 57.05 100.00%

57.0 83.0

5000

253.1 14.60 14.80 15.00 15.20
m/z 82.05 98.60%

221.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117607: Octadecanal

14.60 14.80 15.00 15.20
m/z 43.10 80.76%

5000

166.0 194.0 222.0 250.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43.0 82.0
R N RARE SRR m e
14.60 14.80 15.00 15.20
5000 m/z 96.05  69.24%
109.0

o 138.0 1660  208.099g.0250.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115860: 17-Octadecenal R E EaE
14.60 14.80 15.00 15.20
m/z 83.10 61.09%

5000

I I T
14.60 14.80 15.00 15.20

8270-BF102317.M Wed Oct 25 16:22:29 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.05 2.58 ng 59733 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2204 (15.051 min): BF099790.D (-2201) (-) m/z 57.10 100.00%
51.1
5000
99.0 e
141.0 14.80 15.00 15.20 15.40
183.1 219.1 254.1
0..'.,J.I.".I.IL‘.'l.l.JI e S m/z 71.05 75.02%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 LS S BRI BULSUL B
mmmmmmmm
99.0 m/z 85.05 62.60%
0 27\t0\‘ ‘\ H\ ﬂ H‘ \‘ ‘\14:\[ q 183 O 225 0254 O
m/z--> éo 100 1%0 260 2éo 360 3éo '
Abundance
57.0
" 14.80 15.00 15.20 15.40
5000 m/z 43.10 60.19%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> éo 160 150 260 250 360 3éo '
Abundance #209565: Octacosane I a BREmEEES
57.0 14.80 15.00 15.20 15.40
m/z 99.05 24 .61%
5000
99.0
o 2110 “ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> éo 100 150 260 2éo 360 3éo ' 14.80 15.00 15.20 15.40

8270-BF102317.M Wed Oct 25 16:22:30 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Dotriacontyl heptafluorobut... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.83 ng 88597 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 62
2 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 62
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 62
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 62
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 58
Abundance Scan 2209 (15.080 min): BF099790.D (-2206) (-) m/z 97.05 100.00%
97.0
43.0
5000
610 2581 1480 15.00 15.20 15.40
ol L) m/z 69.05 86.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0
5000 LI S B ML B
11.0 14.80 15.00 15.20 15.40
m/z 83.10 85.48%
ob ) ‘ ‘H | ‘\H ‘\167 0 222.0 278.0 334.0 390.0 448.0 644.0
m/z--> 56 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
1480 15.00 15.20 15.40
0
5000 1o m/z 55.05 72 .58%
o 167.0 222 0 278. o 334.0 392.0 465.0516.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate A B
57.0 14.80 15.00 15.20 15.40
m/z 57.10 61.80%
5000 10
ol ‘l 1167 02220 292.0 348.0 420 0 566.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.80 15.00 15.20 15.40

8270-BF102317.M Wed Oct 25 16:22:31 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 7.05 ng 163035 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 90
Abundance Scan 2338 (15.839 min): BF099790.D (-2334) (-) m/z 57.05 100.00%
5%.0
®0 L a 1 " 15.60 15.80 16.00 16.20
183.1 : : : :
| 11“ e m/z 71.05 71.28%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L B B U B
15 60 15. 80 16. oo 16 20
99.0 m/z 85.05 56.56%
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 43.10 47 .28%
99.0
o 141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- b RREmE EE e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 19.86%
- ““A“MMWJ“W“JMWJ\F\Ava“meM»/
99.0
ol d iy 1410 1830 29 210 3230
m/z--> éo 160 1éo 200 250 300 350 460 1560 1580 1600 1620

8270-BF102317.M Wed Oct 25 16:22:32 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.88 ng 89717 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2422 (16.333 min): BF099790.D (-2417) (-) m/z 57.10 100.00%
57.1
allii® L
BN IR SRR
141.2 175.0 16.00 16.20 16.40 16.60
ol ||'| w0 2090 2810 Tqyz 71.10  72.69%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 RN BN PR BN BN
16. oo 16 20 16. 40 16.60
9.0 m/z 43.05 53.16%
0 27 O‘H h \“\ \h\ ‘\‘ H‘ “14:‘[ O\ 183 0 225 0 267 0 309 0 366.0
m/z--> 50 160 1%0 200 250 360 3éo
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.05 51.01%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl- T T T T T T ]
57.0 16.00 16.20 16.40 16.60
m/z 55.00 24 .80%
b ’\NWW\MMW
l l -0 239.0
ol by 1410 1830 268.0 308.0 3520
m/z--> 55 160 1%0 260 250 300 3éo ' 1600 1620 1640 1660

8270-BF102317.M Wed Oct 25 16:22:33 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxirane, hexadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.37 ng 54730 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 72
3 trans-2-Dodecen-1-ol. trifluoroa... 280 C14H23F302 1000352-26-2 72
4 Bicvclol4.1.0Theptane. 7-butvl- 152 C11H20 018645-10-8 70
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 58
Abundance Scan 2471 (16.621 min): BF099790.D (-2466) (-) m/z 57.00 100.00%

5000
111.0 MR
1520 4792, 2810 16.40 16.60 16.80 17.00
0 : m/z 82.10 78.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82.0

5000 LA L L L L L LB
16.40 16.60 16.80 17.00
29.0 m/z 43.05 74.72%
: 138.0
0 166.0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
82.0 e —
16.40 16.60 16.80 17.00
5000 m/z 83.00 69.55%
20.0 109.0

) 137.0 166.0 194.0 222.0 250.0 278.0

wﬁmmmrwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127204: trans-2-Dodecen-1-ol, trifluoroacetate N B B !
16.40 16.60 16.80 17.00

m/z 55.05 58.31%

5000

138.0 166.0

15.0 211.0 252.0 280.0
M s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF102317.M Wed Oct 25 16:22:34 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 15 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.91 5.71 ng 132174 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2520 (16.909 min): BF099790.D (-2514) (-) m/z 57.10 100.00%
51.1
0 10 o0 1a0 170 70
" 183.1 221.1 283.1 : : : :
0 m/z 71.05 79.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 U SN U DR
16 60 16. 80 17. oo 17.20
99.0 m/z 85.05 58.56%
0 J ‘L . “\ M\ h‘ H‘ 4%0\ '183 0 225.0 28?'0
m/z--> éo 160 150 260 2éo 360 3%0 460
Abundance
57.0
16,60 16,80 17.00 17.20
5000 m/z 43.05 51.30%
99.0
o 141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane AR e R RE
57.0 16.60 16.80 17.00 17.20
m/z 99.05 24 .21%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460 16.60 16.80 17.00 17.20

8270-BF102317.M Wed Oct 25 16:22:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 16 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.16 4.36 ng 100920 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 50
2 Naphthalene. 2.3.4.4a.5.6-hexahy... 204 C15H24 000473-14-3 43
3 .delta.-Selinene 204 C15H24 028624-23-9 43
4 Dihvdrocoumarin. 4.4.5.7-tetrame... 204 C13H1602 040662-14-4 38
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 38
Abundance Scan 2563 (17.162 min): BF099790.D (-2559) (-) m/z 189.15 100.00%
180.2
5000 9%.0
231.2
35.1
41.0 L 278.1 42‘?-3 16.80 17.00 17.20 17.40
o S N | m/z 177.15  81.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0
5000 105.0
41.0 16.80 17.00 17.20 17.40
k47 m/z 204.15 77 .85%
ol— .“ “M.”‘.‘ Hﬂ\ .|...‘.| ‘.“ ‘ ‘. —— —
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0

16.80 17.00 17.20 17.40
m/z 95.00 50.73%

147.0
73.0
oAl e 4 Ay

m/z--> 50 100 150 200 250 300 350 400
Abundance #64315: .delta.-Selinene R AR EEEEE T

189.0 16.80 17.00 17.20 17.40

m/z 120.95 40.35%
5000{ 41.0
91.0 133.0

m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF102317.M Wed Oct 25 16:22:35 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17 unknownl7.42 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.42 2.95 ng 68268 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 14
2 2-Methvl-6-methoxy-8-nitroauinoline 218 C11H10N203 054232-06-3 10
3 8a-Methvl-decahvdro-naphthalene-... 184 C11H2002 1000185-34-4 10
4 2(3H)-Naphthalenone. 4.4a.5.6.7.... 218 C15H220 019598-45-9 10
5 Cyclopenta[c]pyran-7-carboxaldeh... 218 C12H1004 018234-46-3 10
Abundance Scan 2607 (17.421 min): BF099790.D (-2601) (-) m/z 218.20 100.00%
95.0 218.2
5000
17,20 17.40 1760 17.80
o} m/z 95.00 79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75967: Pyrene, hexadecahydro-
218.0
175.0
5000 LR UL UL B R
o o0 910 17,20 17.40 17.60 17.80
' 135.0 m/z 105.00 60.61%
0 I .‘.‘. T .“‘. I Ly H“' L Ilﬁ\)ﬁol ‘i“' : Nl I .‘l‘. : I“' - H r ;hl R "I rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
218.0
. %0 1740 1760 1760
5000 117.0 ' m/z 43.00 60.19%
51.0
7.0 142/0 188.0
98.0
R R R RS S SN SRS RARES SRR SRS RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48536: 8a-Methyl-decahydro-naphthalene-1,8-diol N B B !
95.0 148.0 17.20 17.40 17.60 17.80
m/z 161.00 59.13%
122.0
5000
410 67.0
L oo g
T -“l“‘l 1l L L asso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 18 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.59 3.75 ng 86785 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 50
2 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 47
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 47
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 47
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 47

Abundance Scan 2636 (17.592 min): BF099790.D (-2630) (-) m/z 57.05 100.00%

5%.0

5000

1271 17.20 17.40 17.60 17.80 18.00

163.0 191.1

0 m/z 71.05 71.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA B L L L L L L L
85.0 17. 20 17. 40 17. 60 17. 80 18. 00
29.0 113.0 m/z 85.05 58.16%
oo | 3% a0 180 g0 2530 220
e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
o  RAREE e
17.20 17.40 17.60 17.80 18.00
5000 1o m/z 43.05  41.44%

9.0 1270 1550 220 2110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38324: Undecane, 2-methyl- BT
43.0 17.20 17.40 17.60 17.80 18.00
m/z 55.00 32.98%

71.0
5000
99.0 127.0 155.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF102417\
Data File : BF099790.D

Aca On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample : 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 19 unknownl18.00 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.00 2.18 ng 50493 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 38
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 38
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 38
4 trans-2-Methvlcvclohexanol. chlo... 226 C9H13CIF202 1000376-26-0 27
5 Trichloroacetic acid, 1-cyclopen... 258 C9H13CI1302 1000282-57-1 27
Abundance Scan 2705 (17.997 min): BF099790.D (-2702) (-) m/z 83.00 100.00%
.0

5000

17.60 17.80 18.00 18.20 18.40

(o m/z 57.05 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25171: 2-Cyclopenten-1-one, 2-pentyl-
96.0
123.0
5000 TT T T[T T I T [T T T T[T T TT[TT
67.0 152.0 17.60 17.80 18.00 18.20 18.40
m/z 82.00 92 .89%
41.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
17.60 17.80 18.00 18.20 18.40
5000 m/z 97.05 92 .66%
109.0

1380 41660 2080  250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- A B o
17.60 17.80 18.00 18.20 18.40

m/z 71.05 75.40%

5000

110.0

138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102417\
Data File : BF099790.D

Acq On : 24 Oct 2017 16:11

Operator : SJ/JU

Sample - 16044-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 11.2 ng 279635 1 6.80 499171 20.0
unknown6 .57 6.57 69.1 ng 1725470 1 6.80 499171 20.0
2-Hydroxy-iso-but. .. 8.65 2.5 ng 87780 2 8.09 709712 20.0
Benzophenone 10.56 10.6 ng 409785 3 9.84 771660 20.0
n-Hexadecanoic acid 11.85 3.0 ng 116262 4 11.33 763477 20.0
Heptafluorobutyri... 13.80 5.8 ng 150453 5 13.98 518355 20.0
17-Pentatriacontene 14.43 2.9 ng 75867 5 13.98 518355 20.0
Octadecanal 14.87 4.2 ng 95965 6 15.44 462723 20.0
Octadecane 15.05 2.6 ng 59733 6 15.44 462723 20.0
Dotriacontyl hept... 15.08 3.8 ng 88597 6 15.44 462723 20.0
Heneicosane 15.84 7.0 ng 163035 6 15.44 462723 20.0
Hexacosane 16.33 3.9 ng 89717 6 15.44 462723 20.0
Oxirane, hexadecyl- 16.62 2.4 ng 54730 6 15.44 462723 20.0
Eicosane 16.91 5.7 ng 132174 6 15.44 462723 20.0
1,3a-Ethano-3aH-i... 17.16 4.4 ng 100920 6 15.44 462723 20.0
unknownl7 .42 17.42 3.0 ng 68268 6 15.44 462723 20.0
Hexadecane, 2,6,1... 17.59 3.8 ng 86785 6 15.44 462723 20.0
unknown18.00 18.00 2.2 ng 50493 6 15.44 462723 20.0
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