LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/1Z

Sample - G3612-02

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 1.451 8 10 16 rBvV 101094 240999 12.58% 1.451%
2 1.543 16 18 55 rvB 538872 1915364 100.00% 11.535%
3 4.480 271 275 293 rBvY 283583 778441 40.64% 4.688%
4 5.360 349 352 369 rBVY 721346 1332156 69.55% 8.023%
5 7.635 547 551 556 rBY 789145 1429952 74.66% 8.612%
6 7.726 556 559 570 rvB 848931 1424772 74.39% 8.581%
7 8.206 598 601 607 rBB 211579 327131 17.08% 1.970%
8 8.537 626 630 633 rBY 609714 956542 49.94% 5.761%
9 9.509 710 715 718 rBVY 525139 908334 47.42% 5.471%
10 11.109 851 855 858 rBvY 278464 428766 22.39% 2.582%

11 13.761 1082 1087 1090 rBV 910056 1512564 78.97% 9.110%
12 14.812 1175 1179 1182 rBV 248036 376467 19.66% 2.267%
13 15.247 1213 1217 1221 rBB2 269871 450988 23.55% 2.716%
14 16.641 1334 1339 1343 rBvV 18733 34523 1.80% 0.208%
15 17.144 1379 1383 1393 rBV 472983 921020 48.09% 5.547%

16 17.784 1436 1439 1446 rBV 25632 60250 3.15% 0.363%
17 18.756 1520 1524 1527 rBV 246538 439687 22.96% 2.648%
18 18.870 1531 1534 1537 rVV 25067 41907 2.19% 0.252%
19 19.910 1621 1625 1628 rBV 21522 35992 1.88% 0.217%
20 20.504 1674 1677 1685 rBV 83962 176897 9.24% 1.065%
21 20.847 1704 1707 1711 rBV 14878 22503 1.17% 0.136%
22 21.396 1750 1755 1756 rBV3 11886 23982 1.25% 0.144%
23 21.899 1796 1799 1803 rBV 18114 33655 1.76% 0.203%
24 22.105 1814 1817 1820 rBV 957426 1129061 58.95% 6.800%
25 22.573 1856 1858 1860 rBV 18204 20088 1.05% 0.121%

26 23.339 1923 1925 1927 rBV 123978 223517 11.67% 1.346%
27 23.373 1927 1928 1931 rVB 260196 292020 15.25% 1.759%

28 23.705 1955 1957 1960 rVB 30738 42373 2.21% 0.255%
29 24.036 1983 1986 1989 rVB 51607 56090 2.93% 0.338%
30 24.162 1993 1997 1998 rBV3 8428 21874 1.14% 0.132%
31 24.345 2011 2013 2015 rBV 44754 48225 2.52% 0.290%
32 24.402 2015 2018 2019 rVB 21488 32682 1.71% 0.197%
33 24.471 2019 2024 2027 rBV5 11963 48573 2.54% 0.293%
34 24.631 2036 2038 2042 rBV 44474 83350 4 _.35% 0.502%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/1Z

Sample - G3612-02

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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.813 2052 2054 2057 rBV 271141 273637 14.29% 1.648%

36 24.916 2061 2063 2065 rVB 51372 59887 3.13% 0.361%
37 25.225 2087 2090 2091 rBV 52397 66678 3.48% 0.402%
38 25.305 2095 2097 2100 rVB3 23776 43883 2.29% 0.264%
39 25.568 2117 2120 2122 rBV 50286 79503 4.15% 0.479%
40 25.613 2122 2124 2126 rVB2 15117 24332 1.27% 0.147%
41 25.968 2152 2155 2157 rBV 32804 53171 2.78% 0.320%
42 26.436 2192 2196 2200 rVB 34043 81568 4.26% 0.491%
43 26.974 2241 2243 2247 rVB2 25555 50771 2.65% 0.306%
Sum of corrected areas: 16604175
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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\BF091515\

BF081638.D

15 Sep 2015 20:25

umsiz

G3612-02

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000
1.54

400000

200000
1.4

TIC: BF081638.D

7.73
7.63

5.36

4.48

8.54

8.21

9.51

ol

T
1.50

Time-->

2.00 250

300 350 400 450 500 550 6.00 650 7.00 750

8.00

=
8.50

9.00 9.50 10.00

Abundance

800000

600000

400000

200000

TIC: BF081638.D
13.76

11.11 14.81 15.25

L 16.64

17.14

8.87

A
LI

17.78

AN
T

0

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

800000

600000

400000

200000

TIC: BF081638.D
22.10

20.50
19.91 20.85

21.40 2189 22A.57

26.97
0

0
Time-->

A Lo A
LI L L N L L L L L B LI L L B B L L

I
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\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.48 47 .59 ng 778441 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
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 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 275 (4.480 min): BF081638.D (-271) (-) 43.10 100.00%

43
59
5000
101

420 4.40 4.60 4.80
Ol S S 8 | "m/z 59.10 55.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

420 4.40 4.60 4.80
m/z 58.10 13.84%

25 3 37 ‘ 83 o3 101
RSN AT 00 SRR | SRR AN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
e
420 4.40 4.60 4.80
5000 m/z 101.10 13.53%
41
53 73 86
NSRRI 1Y 1SRN L AN - SN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R
59 420 440 460 480

m/z 41.10 9.05%

5000 41
31
‘ 69 &7
ol 15 M‘ sl ] | %8

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\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 4 unknown7.73 Concentration Rank 2

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

7.73 87.11 ng 1424770 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 559 (7.726 min): BF081638.D (-556) (-) m/z 132.05 100.00%
132
5000 68 /\
o sl %0 T Tho 7ho 500
SN 1. i ’r",..:.,....,....,.'!..,....,...., lr | m/z 68.10 48.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AL IR LR
7.40 7.60 7.80 8.00
21 70 m/z 66.05 33.37%
. o 451 80 177 g5 | 05 116 |
miz> 10 20 % 40 80 60 7o 80 90 100 110 130 130 140
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 134.05 32.58%
78
31 54 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R AN ma s B
132 7.40 7.60 7.80 8.00
m/z 69.10 19.65%
5000
15 28 3 52 B 7 0 104 45 |
mizes b 20 % 40 5 6 70 8 80 100 140 130 130 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.78 2.74 ng 60250 Phenanthrene-d10 18.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Octane, 2,4,6-trimethyl- 156 Cl11H24 062016-37-9 59
3 Tridecane 184 C13H28 000629-50-5 56
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 50
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 45
Abundance Scan 1439 (17.784 min): BF081638.D (-1436) (-) m/z 57.10 100.00%
57
43
5000 71
85
99 17.40 17.60 17.80 18.00
o el M/Z 43.10  75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 57
5000 n
g5 17.40 17.60 17.80 18.00
29 m/z 71.10 44 .09%
0 | L I w 99 113 127 141 155 169 183 197 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance
57
q"”I'A'I”"P"W'
43 17.40 17.60 17.80 18.00
5000 m/z 41.10 42 .06%
71 g5
29
0 99 113 127 141 156
m/z--> 26 Jo éo 85 160 150 140 160 180 200 250
Abundance #45540: Tridecane
43 57 17.40 17.60 17.80 18.00
m/z 85.10 30.56%
5000 t
29 85
o \“ A i ‘ % 13127141 155 184
m/z--> 26 Jo éo 85 160 150 140 160 180 260 250 17.40 17.60 17.80 18.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.50 8.05 ng 176897 Phenanthrene-d10 18.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1677 (20.504 min): BF081638.D (-1674) (-) m/z 43.10 100.00%
5000 /AA_‘,/\\-\A\_VJ\_,\
AR AR A
143157171185 213 256 20.20 20.40 20.60 20.80
0! m/z 60.00 92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o
5000 USRS
mmmmmmmm
m/z 73.10 77.27%
. I “ “ \H 8 ;151%9143157171185199213227239 2?6
m/z--> 25 Jo 80 160 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 20,20 20.40 20.60 20.80
5000 m/z 55.10 75.55%
242
% g% 115129143 185 199
P Y N e el o il -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid R e e
43 00 78 20.20 20.40 20.60 20.80
m/z 41.05 75.49Y%
5000 - e
‘ 115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 20. 20 20 40 20 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 Hentriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.70 2.90 ng 42373 Chrysene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Octadecane 254 C18H38 000593-45-3 72
3 Hexacosane 366 C26H54 000630-01-3 64
4 Nonacosane 408 C29H60 000630-03-5 64
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
Abundance Scan 1957 (23.705 min): BF081638.D (-1955) (-) m/z 57.10 100.00%
57
5000
85
112 101 23.40 23.60 23.80 24.00
okt gy 4y W/Z 43.10 77.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 LA R B
85 23.40 23.60 23.80 24.00
s m/z 71.10 41 .19%
o 29| | | | |777,141 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 2%0 360 3%0 460 !
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 55.05 35.27%
29
. 113 141 169 197 225 254
m/z--> éo 160 1éo 260 2%0 360 3%0 460 !
Abundance #147090: Hexacosane AR e R ERE m
57 23.40 23.60 23.80 24.00
m/z 85.10 33.30%
5000 85
113
oL 2L L 141109107 225 253 295 368
m/z--> éo 160 1éo 260 2%0 360 3%0 460 ! 23%0 23%0 23%0 2450
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 Octadecane, 1l-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24 .04 3.84 ng 56090 Chrysene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 80
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Tritetracontane 605 C43H88 007098-21-7 72
4 Hexadecane, l1l-chloro- 260 C16H33ClI 004860-03-1 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1986 (24.036 min): BF081638.D (-1983) (-) m/z 57.10 100.00%
g7
5000
“Il oy 262 ' 23.80 24.00 24.20 24.40
O bk ‘Mm.n”,”.wﬂn......”...”,”.w.”.“.”,”. m/z 43.10 70.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110992: Octadecane, 1-chloro-
57
5000 LRI SR BRI UL
1 Bmmmmmmm
IT m/z 71.10 45 .94%
0 \‘ A \‘ “\“‘\\\\3 175 217253288
m/z--> 56 100 150 200 250 300 350 400 4%0 560 séo 660
Abundance
57
' 23.80 24.00 24.20 24.40
5000 m/z 85.10 37 .68%
97
o 141 183 225 267 309 351 393 432463 505 561 603
m/z--> 56 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #172667: Tritetracontane R Bl BamaT B L
57 23.80 24.00 24.20 24.40
m/z 55.10 36.67%
5000
97
0 IS 183 225 267 323 379 421 463 505 547 604
m/z--> 56 160 1%0 200 250 300 350 400 450 500 séo 660 23. 80 24.00 24 20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24 .34 3.52 ng 48225 Perylene-di12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2013 (24.345 min): BF081638.D (-2011) (-) m/z 57.10 100.00%
57
5000 85
15 1 s e 24100 24120 2440 24160
0 ],Il .'l.sl(.-'.'. AT MM m/z 43.10 69.64%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LN B B
24.00 24.20 24.40 24.60
29 m/z 71.10 48.83%
oLl h || (M3 141 169 107 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
24,00 24,20 24.40 24.60 |
5000 85 m/z 85.10 39.89%
oL 38 13 141 169 197 239 57 04 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R REa o EEAEam
57 24.00 24.20 24.40 24.60
m/z 41.10 22 .64%
5000 85
29
oL l Ly MR 041 169 210 939 566 309
m/z--> 50 100 150 200 250 300 350 ' 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
24.40 2.39 ng 32682 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 87
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 Squalene 410 C30H50 007683-64-9 86
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 64
5 1,6,10,14-Hexadecatetraen-3-ol, ... 290 C20H340 001113-21-9 59

Abundance Scan 2018 (24.402 min): BF081638.D (-2015) (-) 69.10 100.00%
69
5000 N/NALJMJV,AAI{Mwmijx“““””J
41
gis llgis 161 203 24.00 24.20 24.40 24.60 24.80
O g b f ey vy m/z 81.10 66.29%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
5000 41 LU B SR
24.00 24.20 24.40 24.60 24.80
93 26 m/z 41.10 28.92%
0 ‘ ‘ ‘\ HH‘ u‘ ;m'ﬂ \l \1(\31 192 231 273 315 341 384
mz-> 0 50 100 150 260 250 300 350 400
Abundance
69
24,00 24.20 24,40 24.60 24.80
5000 a m/z 68.10 19.09%
9% 137
ol 15 161 191 231 273299 341367 410
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69 24.00 24.20 24.40 24.60 24.80
m/z 95.10 16.19%
5000 41
0 TP u 4 |‘161 191 217 273299 341367 410
T T rrrrrrTrrTT T T T T T T T T T LA AR AR N
mz-> 0 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60 24.80

8270-BF090115.M Wed Sep 16 13:15:18 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 13 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.63 6.09 ng 83350 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
2 Hexacosane 366 C26H54 000630-01-3 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2038 (24.631 min): BF081638.D (-2036) (-) m/z 57.10 100.00%
g7
5000
85
11 141181 217 258 ' 24.40 24.60 24.80 25.00
0ty m/z 43.10 60.84%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 LI I SRR B R
24,40 24.60 24.80 25.00
m/z 71.10 40.55%
ol 38 h | Mlﬁ3Jlﬂl‘169 197 %39 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
24,40 24.60 24.80 25.00
5000 g5 m/z 85.10 32.15%
113
o 29 141 169 197 225 253 295 366
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane R RRRES EEE L S
57 24.40 24.60 24.80 25.00
m/z 55.10 23.07%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 14 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .92 4.38 ng 59887 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2063 (24.916 min): BF081638.D (-2061) (-) m/z 57.10 100.00%
5
5000
99 a2 oalen om0 oon
24.60 24.80 25.00 25.20
155
o 2 281 m/z 43.10 57.46%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 U AU R SR

24,60 24.80 25.00 25.20
m/z 71.10 42.56%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> O 5|0 1CI)O 1é0 200 250 300 350 400 4é0 5CI)O 55|O 6CI)O
Abundance
57
UV A R
24.60 24.80 25.00 25.20
5000 m/z 85.10 31.47%

99
26 141 183 225 281 337 394

e L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane B AREmmEEE R
57 24.60 24.80 25.00 25.20
m/z 55.10 19.78%
5000

99
26) )1 141 183 225 267 309 380

e S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24. 60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 15 Tridecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.22 4.87 ng 66678 Perylene-di12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 74
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
4 Dodecane, 1-i1odo- 296 C12H251 004292-19-7 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2090 (25.225 min): BF081638.D (-2087) (-) m/z 57.10 100.00%
57
5000
4 T
113 139 159 183 221 25.00 25.20 25.40 25.60
o} m/z 43.10 55.33%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 L BRI UM UL R
4 25.00 25.20 25.40 25.60
183 m/z 71.10 50.52%
o260 | || TP 155 310
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57
' 25.00 25,20 25.40 25.60
5000 85 m/z 85.10 38.62%
41
oL.26 M3 141 469181 0925240055 309
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- R B EREE R
57 25.00 25.20 25.40 25.60
m/z 55.10 24 _.20%
5000 4 85
ok I L) | qggtMiee 197 224239 266281296
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 17 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.57 5.81 ng 79503 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Docosane 310 C22H46 000629-97-0 72
5 Tetratriacontane 479 C34H70 014167-59-0 72
Abundance Scan 2120 (25.568 min): BF081638.D (-2117) (-) m/z 57.10 100.00%
57
5000
1 1169 231 25120 7540 2560 25.80
YIS Y G m/z 43.10 59.59%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 UL SRR SR U
2520 25.40 25.60 25.80
m/z 71.10 49 _.30%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 55 100 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
25.20 25.40 25.60 25.80
5000 m/z 85.15 33.64%
99 4
o 197 239 281
AR RN BRAEE B LR BEREY SRR LN B B B BN S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane R e EEaE L
57 25.20 25.40 25.60 25.80
m/z 55.10 26.04%
5000

99
26| | ||| 141 183 225 267 309 351 393 436

. N — e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25. 20 25. 40 25 60 25.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 18 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.97 3.89 ng 53171 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
3 Tetracosane 338 C24H50 000646-31-1 78
4 Nonadecane 268 C19H40 000629-92-5 72
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72

Abundance Scan 2155 (25.968 min): BF081638.D (-2152) (-) m/z 57.10 100.00%

g7
5000 W

211 281 25.60 25.80 26.00 26.20
of m/z 43.10 58.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91037: Octadecane
57

5000 85 AR R AR AR e
25.60 25.80 26.00 26.20

4 m/z 71.10 55.53%

113
141
O 160 107 225 24
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
A mma s
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 42 .35%
41
183
o 113159 155 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136479: Tetracosane R e EEaE L
57 25.60 25.80 26.00 26.20
m/z 55.10 23.09%
5000 85
4
113
141
ST e P L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 25. 60 25. 80 26 00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 19 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.44 5.96 ng 81568 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
2 Hentriacontane 437 C31H64 000630-04-6 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
4 Octadecane 254 C18H38 000593-45-3 59
5 Nonahexacontanoic acid 999 C69H13802 040710-32-5 59

Abundance Scan 2196 (26.436 min): BF081638.D (-2192) (-) m/z 57.10 100.00%
1 /\’/\Nﬂ/\m/v\/\/\/
5000
189 219 26.20 26.40 26.60 26.80
o &3 281 m/z 43.10 64.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 R U BN SRR SURE
26.20 26.40 26.60 26.80
29‘ 85 m/z 71.10 48.72%
113
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 26.20 26.40 26.60 26.80
5000 m/z 85.10 35.00%
85
0 29 113 141 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #86886: 2-Bromo dodecane L T o L
57 26.20 26.40 26.60 26.80
m/z 55.10 29.57%
5000 85
29 } | 113 169
0 "M s "”LLJ'J}%Q _— T '?ﬁ8"' L AR SRR SR R R BN SRR SURE
m/z--> 50 100 150 200 250 300 350 400 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/I1Z

Sample : G3612-02

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 20 Tridecane, 6-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.97 3.71 ng 50771 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 64
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 59
3 Decane, 5-propyl- 184 C13H28 017312-62-8 53
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 53
Abundance Scan 2243 (26.974 min): BF081638.D (-2241) (-) m/z 57.10 100.00%
43 57
71
5000
98 127 AR SRR SR SRR B
112 =0 141135 169 183 8 26.60 26.80 27.00 27.20 '
O m/z 43.10 91.30%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73970: Tridecane, 6-propyl-
43 57
71
5000 85 AUV AR DU SRR B
26,60 26.80 27.00 27.20
‘ % 126 185 m/z 71.10 73.13%
154
O Aol T 168 D207 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
LN SRR BN I
71 26.60 26.80 27.00 27.20
5000 85 m/z 85.10 44 .57%
113 155
o 9 127 141 169 183 197 211 225 240
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45547: Decane, 5-propyl- R AR L
57 4, 26.60 26.80 27.00 27.20
43 m/z 55.10 31.70%
5000 g5
29
112
SR Y .l S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091515\
Data File : BF081638.D

Acq On : 15 Sep 2015 20:25

Operator : UM/1Z

Sample - G3612-02

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 47.6 ng 778441 1 8.21 327131 20.0
unknown7 .73 7.73 87.1 ng 1424770 1 8.21 327131 20.0
Hexadecane 17.78 2.7 ng 60250 4 18.76 439687 20.0
n-Hexadecanoic acid 20.50 8.1 ng 176897 4 18.76 439687 20.0
Hentriacontane 23.70 2.9 ng 42373 5 23.37 292020 20.0
Octadecane, 1-chl... 24.04 3.8 ng 56090 5 23.37 292020 20.0
Octacosane 24 _34 3.5 ng 48225 6 24.81 273637 20.0
Docosa-2,6,10,14,... 24.40 2.4 ng 32682 6 24.81 273637 20.0
Heptadecane, 9-oc... 24.63 6.1 ng 83350 6 24.81 273637 20.0
Tetratetracontane 24 .92 4.4 ng 59887 6 24.81 273637 20.0
Tridecane, 1l-iodo- 25.22 4.9 ng 66678 6 24.81 273637 20.0
Eicosane, 10-methyl- 25.57 5.8 ng 79503 6 24.81 273637 20.0
Octadecane 25.97 3.9 ng 53171 6 24.81 273637 20.0
Pentadecane, 2,6,... 26.44 6.0 ng 81568 6 24.81 273637 20.0
Tridecane, 6-propyl- 26.97 3.7 ng 50771 6 24.81 273637 20.0
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