LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .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 2.228 20 24 41 rVB 69231 111583 8.44% 0.899%
2 5.181 523 526 537 rBV 23886 44470 3.36% 0.358%
3 5.563 587 591 614 rBY 1006602 1154228 87.32% 9.297%
4 6.569 758 762 782 rBVY 1189486 1292628 97.79% 10.412%
5 6.710 782 786 798 rVB 1484677 1276562 96.58% 10.283%
6 6.940 822 825 833 rBV 410185 363873 27.53% 2.931%
7 7.098 848 852 869 rBV 924752 951071 71.95% 7.661%
8 7.504 918 921 936 rBV 603831 770058 58.26% 6.203%
9 8.222 1040 1043 1065 rBV 361823 473560 35.83% 3.814%
10 9.292 1222 1225 1247 rBvV 1227819 1321791 100.00% 10.647%

11 9.692 1285 1293 1305 rBvV 105703 115662 8.75% 0.932%
12 9.981 1339 1342 1355 rBvV 477975 479317 36.26% 3.861%
13 10.780 1474 1478 1490 rBV 531237 628868 47.58% 5.065%
14 11.480 1593 1597 1608 rBV 361323 405545 30.68% 3.267%

15 11.980 1679 1682 1687 rBV2 82507 89826 6.80% 0.724%
16 12.698 1801 1804 1809 rBV 71516 70915 5.37% 0.571%
17 12.763 1812 1815 1825 rBV3 28360 42179 3.19% 0.340%
18 12.933 1841 1844 1848 rVB 82617 74981 5.67% 0.604%
19 13.057 1861 1865 1871 rBV 1028893 874981 66.20% 7.048%
20 13.263 1893 1900 1904 rVB2 20967 32304 2.44% 0.260%
21 13.369 1914 1918 1921 rBV2 9618 16063 1.22% 0.129%
22 13.604 1955 1958 1960 rBV 21209 19283 1.46% 0.155%

23 13.933 2011 2014 2022 rBV2 132069 174825 13.23% 1.408%
24 14.133 2043 2048 2051 rBV 434490 465061 35.18% 3.746%

25 14.245 2064 2067 2070 rBV2 37890 39675 3.00% 0.320%
26 14.551 2116 2119 2123 rBV2 64313 71033 5.37% 0.572%
27 14.868 2170 2173 2179 rVB 95251 91710 6.94% 0.739%
28 14.951 2184 2187 2194 rVB 35240 51192 3.87% 0.412%

29 15.215 2228 2232 2240 rVB 145722 194023 14.68% 1.563%
30 15.610 2295 2299 2304 rVV2 130084 177819 13.45% 1.432%

31 15.668 2305 2309 2318 rVB 180381 265153 20.06% 2.136%

32 16.063 2372 2376 2383 rVB 94161 154674 11.70% 1.246%
33 16.592 2461 2466 2472 rBV 63028 119911 9.07% 0.966%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12414824
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110933.D
1400000

1200000 6.57

1000000 556
800000
600000

400000

7.10

6.94

7.50

200000
2.23 5.18 L
G‘JL~ e

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF110933.D
1400000
9.29
1200000
1000000

800000

600000 10.78

9.98
400000 8.22 11.48

9.69 11.98
Y .

200000

13.06

1?59%ﬁ9 Ljﬁfﬁ

o e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance TIC: BF110933.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.23 6.13 ng 111583 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 24 (2.228 min): BF110933.D (-20) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 871
2.20 2.30 2.40 2.50 2.60
N 1| X OSSN RSN U . m/z 43.05 39.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 950 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 55.05 30.68%
27.0
SRS 1 YY1 R~ YN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 26.51%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ , 97.0
e L S U S UL S UL SULIULS UL I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 45.00 12.04%
5000 59.0
87.0
43.0
o 29.0 R L ‘ ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.18 2.44 ng 44470 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
3 2-Methvl-2.3-pentanediol 118 C6H1402 007795-80-4 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 Propylamine 59 C3HON 000107-10-8 7

Abundance Scan 526 (5.181 min): BF110933.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| | | 480 5.00 5.20 5.40 5.60
-rryt--r+-h--——rte m/z 59.00 54_.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
I
2000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.83%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 5b0 500 540 560
5000 m/z 58.00 15.57%
20.0 101.0
N Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8839: 2-Methyl-2,3-pentanediol A RS
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 11.81%
5000 43.0
| 10 89.0
0"'I”"I'”'I'”'I'w'l'mtl'”'ﬂ'”'l'“'j"”I"”I' SRS RN LN U L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.71 Concentration Rank 1

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

6.71 70.17 ng 1276560 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 786 (6.710 min): BF110933.D (-782) (-) m/z 132.00 100.00%
13%.0
5000 68.1
20 540 ®1 J "ok ko ok 7o
0! L L e e e O m/z 68.10 40.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13%.0
5000 6r.0 ISR SRR AN AR

6.40 6.60 6.80 7.00
m/z 134.00 33.35%

0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e e  REmmY
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 26.76%
bbb L L Lm0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.55%
117.0
5000
39.0 91.0
o T
| ‘\ \‘\\ ‘M L, N wl ‘\ m ‘
Ol g e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.98 4.43 ng 89826 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1682 (11.980 min): BF110933.D (-1679) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1 kﬂth”W»ﬂw~wN»
. SO RN
157.0 213.2 LN RIS MU SUNILE R
Y1851 256.2 11.60 11.80 12.00 12.20
(o} m/z 73.00 98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60 | M/z 60.00 96.67%

11.60 11.80 12.00 12.20
83.0
157.0 1g50 213.0

60.0
5000 129.0
4 .

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
IIIIIIIIIIIIIAIIIIIIIII
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 81.28%
ol15.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L R B e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 74.07%
5000 129.0
185.0 228.0
97.0
\‘ IR 157.0 ‘ ol o)
0.”,”.ﬂﬁnwpﬁnﬂ“.nﬁﬁapwnlh.nNH. R RAREREERRRE R R EE S R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.76 2.08 ng 42179 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 1815 (12.763 min): BF110933.D (-1812) (-) m/z 43.00 100.00%
430 730
5000 129.0
12.40 12,60 12.80 13.00
(o} i m/z 73.00 99 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0
12.40 12.60 12.80 13.00
m/z 57.05 85.14%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 60.00 83.44%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 73.61%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 12%0 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.52 ng 174825 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Cetene 224 C16H32 000629-73-2 90
4 Z-8-Hexadecene 224 C16H32 1000130-87-5 86
5 1-Heptacosanol 396 C27H560 002004-39-9 83
Abundance Scan 2013 (13.927 min): BF110933.D (-2011) (-) m/z 57.05 100.00%

57.0

97.0
5000

3

230.0 13.60 13.80 14.00 14.20
m/z 43.10 83.30%

125.1

155.1 185.0 208.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81246: Cyclohexadecane

55.0 83.0

3

5000

13.I60 13.I80 14.IOO 14.I20
m/z 55.00 74.97%

139.0 167.0 196.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
T
83.0 13.60 13.80 14.00 14.20
5000 m/z 69.05 60.38%
29.0
.0 196.0
Ol 0 220 2580
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81241: Cetene B A e R
43.0 13.60 13.80 14.00 14.20
m/z 97.05 59.33%
. | 139.0 1680 196.0
T R R o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .55 3.05 ng 71033 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2119 (14.551 min): BF110933.D (-2116) (-) m/z 57.05 100.00%

57.0

28

5000
%91 1470 1440 1460 40
149.9183.1 218.1 264.1 . : : : :
o 3021 m/z 43.05  70.46%
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
571.0
5000 LA L L L L L L B
14.20 14.40 14.60 14.80
99.0 m/z 71.10 68.54%
o 27 o| } I |y, 1410 1830 2250 281.0 337.0 394.0
....,....,....,.... I B e o o e o o e
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
R R e s
14.20 14.40 14.60 14.80
5000 m/z 85.05 47 .29%
99.0
o 270 ‘ A 1410 1830 2250 266,0296.0
....,.... e L B e o e LI B o o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane L e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 26.29%
5000
99.0
T L U P
m/z--> 0 50 100 150 200 250 300 350 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.87 3.94 ng 91710 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 93
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 2173 (14.868 min): BF110933.D (-2170) (-) m/z 57.10 100.00%

57.1
5000 8.0

14.60 14.80 15.00 15.20

141.1 168.1 201.0 228.1 256.1 281.1

o m/z 43.10 61.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94351: Hexadecane, 3-methyl-
57.0
5000 LA L L L L L LB
14.60 14.80 15.00 15.20
85.0 m/z 71.10 60.65%
o 1180 1410 1830 210 5499
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 #94346: Heptadecane
57.0
RN Rman
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.05 51.63%
29.0
”w.”q.”,.”q.”q.”q.”q.”q.”..”..”..”..”q.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71394: Pentadecane L e B o R
57.0 14.60 14.80 15.00 15.20
m/z 55.05 25.86%
5000 85.0
29.0
ob bl 1180 1410 1680 2120
B AR na s s s o e R S S RRRRS R R R N RAREEEE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Squalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.95 3.86ng 51192  Perylene-di2 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 53

2 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300
3 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360

4 4.9.13.17-Tetramethyl-4.8.12.16-...

316 C22H360

000762-29-8 50
036237-66-8 50
056882-09-8 47

5 Supraene 410 C30H50 007683-64-9 47
Abundance Scan 2187 (14.951 min): BF110933.D (-2184) (-) m/z 69.05 100.00%
69.0
5000
41.0
136.1 e
\ a1 1639 2131 2611 341.2 14.60 14.80 15.00 15.20
Ol m/z 81.05 51.16%
miz--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
69.0
5000 LA L L L L L L B
410 14.60 14.80 15.00 15.20
’ m/z 95.00 24 _.13%
A oA £RTTS wmsop0zmo zis0  amo
miz--> 50 100 150 200 250 300 350
Abundance #112638: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-
69.0
e
14.60 14.80 15.00 15.20
5000 m/z 41.05 23.77%
41l0
107.0136.0
| \{ | i h 17502040 262.0
o} IS | G N N S
miz--> 50 100 150 200 250 300 350
Abundance #138145: 6,10,14-Hexadecatrien-1-ol, 3,7,11,15-tetramethyl... B B .
69.0 14.60 14.80 15.00 15.20
m/z 68.00 16.61%
41.0
5000
136.0
09.0
292.0
bt d IJL..W, UL amo2ompo 220
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.06 11.67 ng 154674 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2376 (16.063 min): BF110933.D (-2372) (-) m/z 57.10 100.00%
57.1
5000 85.1 ~}\MNMMJM]\V\*MMMNNw
131 15,80 16.00 16.20 1640
155.1 ) ) .
ol AL, 0L 1961 2410 27313001 3421 m/z 71.05 63.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 L UL BN UL S
85.0 mmmmmmmm
291 113 m/z 43.10 60.15%
ol d 4kl ,|' 1410 183.02110 253.0282.0
m/z--> 55 100 150 260 2éo 360 3éo
Abundance #129490: Eicosane
57.0
85.0 15,80 16.00 16,20 1640
5000 m/z 85.10 42 .38%
113.0
N b1 J | [11]9169.0197.0225.0953,0 282.0
m/z--> 55 100 150 260 250 300 3éo
Abundance #194493: Hexacosane L B LA i man oSS R
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.05%
e K J\N\”\W/VV\J\/L\’W\«M
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> % ﬁo 150 200 250 3& ﬁ) mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110933.D

Aca On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample : J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.59 9.04 ng 119911 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Tricosane 324 C23H48 000638-67-5 86
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Hentriacontane 437 C31H64 000630-04-6 83

Abundance Scan 2466 (16.592 min): BF110933.D (-2461) (-) m/z 57.10 100.00%

57.1
5000 ’ vy/\“_//\w\%

120.1 1691 211.0 2430 2821 3241 16.20 16.40 16.60 16.80 17.00

0 m/z 71.10 60.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57.0
85.0
5000 TT T T [T T T T[T T T T[T TT T 7T
16 20 16. 40 16. 60 16 80 17. 00
m/z 43.10 53.66%
29.0 113.0 141 0
. e 169.0 197.0 225.0 253,0 2820
P”..”p”q”u.”.””.u.u”.”.””.”.”u.u.””.”.uu.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl-
57.0
R e EERE RS R a
16.20 16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 45 _.73%

113.0
|y 1410 1820 2130 2520 28103080 337.0

%

OrrretfrAl et et et e T P e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164579: Tricosane B B o e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.05 20.68%
5000 85.0
29.0 113.0 324.0
obl b Ly T 14-0,160.0197.0 225.0 253.0 281.0
A s s o o RNaaS Ran R n e s e A B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 20 16. 40 16. 60 16 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112118\
Data File : BF110933.D

Acq On : 21 Nov 2018 17:28

Operator : JU/SJ

Sample - J5772-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.23 6.1 ng 111583 1 6.94 363873 20.0
2-Pentanone, 4-hy... 5.18 2.4 ng 44470 1 6.94 363873 20.0
unknown6.71 6.71 70.2 ng 1276560 1 6.94 363873 20.0
n-Hexadecanoic acid 11.98 4.4 ng 89826 4 11.48 405545 20.0
Octadecanoic acid 12.76 2.1 ng 42179 4 11.48 405545 20.0
Cyclohexadecane 13.93 7.5 ng 174825 5 14.13 465061 20.0
Octacosane 14.55 3.0 ng 71033 5 14.13 465061 20.0
Hexadecane, 3-met... 14.87 3.9 ng 91710 5 14.13 465061 20.0
Squalene 14.95 3.9 ng 51192 6 15.67 265153 20.0
Hexadecane, 2,6,1... 16.06 11.7 ng 154674 6 15.67 265153 20.0
Eicosane 16.59 9.0 ng 119911 6 15.67 265153 20.0
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