LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03 Instrument :
Operator : JU/CG BNA_F

Sample : L4800-05 ClientSampleld :
Misc : KENS-B1-111820-8-10

ALS vial : 5 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122401.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 15 rVB 594430 780598  7.55% 1.139%
2 5.487 573 578 581 rBV 4691510 4369763 42.29% 6.374%
3 6.498 745 750 755 rBV2 4259878 4975795 48.16% 7.258%
4 6.863 808 812 815 rBV 1634034 1241802 12.02% 1.811%
5 7.428 902 908 911 rBV 3088749 2980576 28.85% 4.348%

6 8.151 1027 1031 1034 rBV 1914004 1665784 16.12% 2
7 9.228 1209 1214 1217 rBV 6052416 5656623 54.75% 8
8 9.622 1277 1281 1285 rBV 234668 203587 1.97% ©.297%
9 9.910 1325 1330 1333 rBV 2343060 2006505 19.42% 2
10 10.698 1459 1464 1467 rBV 3638887 3223360 31.20% 4

11 11.351 1572 1575 1579 rVB 114275 109640 1.06% ©.160%
12 11.398 1579 1583 1586 rBV 2504944 2141471 20.73%  3.124%
13 11.945 1658 1676 1700 rBV 6077682 9931079 96.12% 14.487%
14 12.198 1716 1719 1725 rVB 244540 260874  2.52% ©.381%
15 12.580 1781 1784 1787 rBV 94810 116260 1.13% ©0.170%

16 12.627 1787 1792 1799 rVV4 206156 614075 5.94%
17 12.733 1802 1810 1822 rVB 6901873 10332321 100.00% 15.
18 12.992 1849 1854 1857 rBV 7067968 6794256 65.76%

w R uuoe
O
[y
[y
R

19 13.904 2004 2009 2023 rVB 581695 984075 9.52% 436%
20 14.045 2028 2033 2036 rBV 2417384 2388670 23.12% 484%
21 14.210 2057 2061 2064 rVB 145353 149301 1.44% ©.218%
22 14.515 2109 2113 2117 rVB 301128 320556 3.10% 0.468%
23 14.827 2162 2166 2172 rVB 390949 473451  4.58% 0.691%
24 15.174 2220 2225 2230 rBV 405297 507286 4.91% ©.740%
25 15.521 2279 2284 2288 rBV 2044426 2506157 24.26%  3.656%
26 15.562 2288 2291 2300 rVB 363038 506479 4.90% 0.739%
27 16.009 2361 2367 2374 rBV 277800 447313 4.33% 0.653%
28 16.098 2377 2382 2395 rBV5 78884 253072 2.45% ©.369%
29 16.521 2450 2454 2468 rVB2 220603 462896 4.48% 0.675%
30 17.051 2538 2544 2551 rBV2 153420 354602 3.43% 0.517%
31 17.127 2552 2557 2567 rVB2 105154 237120 2.29% ©.346%

32 18.592 2796 2806 2817 rBV2 457811 1556001 15.06% 2.270%

Sum of corrected areas: 68551348
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Nov 2020 14:03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
BF122401.D

Ju/CaG
L4800-05

KENS-B1-111820-8-10

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF122401.D\data.ms

5.487
6.498

7.428

6.863

128

L
L L L L B L L L L I L L L I L L L L L L L L B L L L B L R I LR R I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122401.D\data.ms
092

9.228

10.698

9.910
8.151

I 9.622 _ 1%%

0
Time-->

I —— 7 —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF122401.D\data.ms

14.045

13.90 18.592
14.827 15.174 185|562
14.515 16,0000 16521 171657

T ‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.128 12.57 ng 780598 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF122401.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000 43.1 /\
A RARRasEEE LSS
‘ ‘ . 2.202.302.402.50
Obrreprllde b L2249 2820 hp 43.10 37.81%
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B B IR B
2.202.302.402.50
43.0 o
‘ m/z 87.10  25.78%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance
73.0
R ARa RARRAREmEEEESS
2.202.302.402.50
5000 41.0 m/z 55.05 25.21%
112.0
T e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #1995: Silane, tetramethyl- e RRNRARREREEEEssaay
73.0 2.202.302.402.50
m/z 41.10 11.79%
5000
43.0
15.0‘ H L
l | N~ I
e e e e e e e e R RARAREEEEES s AN
m/z--> 0 20 40 60 80 100120140160180 200220240 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.945 92.75 ng 9931080  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1676 (11.945 min): BF122401.D\data.ms (-1658) (- m/z 73.00 100.00%
431 73.0
5000 129.1
213.2 =
‘ H‘ ‘ 171.1 256.3 12.00
. w ‘H‘n “H‘H‘ uh‘\\ ‘1‘“‘“ gl : “‘ “‘ ““\‘ A \‘ — L‘ . m/z 43.10 86.28%
miz-> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
M97.0 1o 2130 2560 m/z 60.00 83.65%
—— ‘M‘H‘H h!“\ L Hh“‘\ JH‘\‘M} ‘\ ‘ “ “ “‘ \‘ “ - “\‘ ——
miz--> 50 100 150 200 250
Abundance
73.0
—=
430 12.00
5000 m/z 41.10 68.54%
129.0
185.0 228.0
—
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00
m/z 57.10 68.25%
5000 129.0
‘ 199.0 2420
. ‘\‘ m ‘H‘H h“ \MH Hh“‘w M\‘ H} “‘ ‘1‘6ﬂ‘q“ L S “\ B —=
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentadecanal- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.198 2.44 ng 260874  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 95
2 Hexadecanal 240 C16H320 000629-80-1 95
3 1,15-Hexadecadiene 222 C16H30 021964-51-2 93
4 Octadecanal 268 C18H360 000638-66-4 91
5 Tetradecanal 212 C14H280 000124-25-4 91

Abundance Scan 1719 (12.198 min): BF122401.D\data.ms (-1716) (- m/z 57.10 100.00%
57.1

5000

T =
12.00 12.50

m/z 43.10 96.32%

126.1154.0 194.1224.2

T ’ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82955: Pentadecanal-

82.0

41.0

—

T =
12.00 12.50

m/z 82.10 85.53%

| ‘ M0 e
WH‘WMHM“H‘JH“MJHW‘H\H‘HH‘W‘HW‘H‘MH‘M‘HM‘H\H‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

430 820

T
12.00 12.50

5000

5000 ITI/Z 41.10 80.91%
111.0
166.0196.0
T T [ T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79558: 1,15-Hexadecadiene T —
55.0 12.00 12.50

m/z 55.10 72.01%

96.0
5000
\‘ L] 80 agg 2220

m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.627 5.74ng 614075 Phenanthrene-d10 11.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid (Z,Zz)-
,12-Octadecadien-1-0l1, (Z,Z)-
-Chloroethyl linoleate
,13-Tetradecadiene
1,14-Eicosadienoic acid, methyl...

uih wnN PR
PP, NOO

280 C18H3202
266 C18H340

342 C20H35C102

194 C14H26
322 C21H3802

000060-33-3 99
000506-43-4 94
025525-76-2 87
021964-49-8 86
002463-02-7 83

67.0

Abundance Scan 1792 (12.627 min): BF122401.D\data.ms (-1787) (-

m/z-->

5000
09.1
1852 2412
im ““hm ‘“h““%flﬁ.}“ 0 “\N ‘\‘ i \“ T \%88\3\ T
50

100 150 200 250

300

Abundance
67.0

#127647: 9,12-Octadecadienoic acid (Z,2)-

5000
29. 09.0
\‘M‘H‘m ‘Hhm‘ ‘."H‘.‘S‘i‘l.‘o‘ - ‘2‘2‘2.‘0‘ ‘
50

m/z 67.00 100.00%

T 7
12.50 13.00

m/z 55.10 84.44%

= ==
12.50 13.00

m/z 41.05 82.31%

280.0
|
UL ‘ L
miz--> 100 150 200 250 300
Abundance
67.0
e “
12.50 13.00
5000 ITI/Z 81.10 79 .80%
110.0
29.0
149.0 191.0 266.0
A S o e B
miz--> 50 100 150 200 250 300
Abundance #178355: 2-Chloroethyl linoleate == e
67.0 12.50 13.00
m/z 43.10 58.17%
5000
09.0
e e g L
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.733 86.51 ng 10332300 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1810 (12.733 min): BF122401.D\data.ms (-1802) (- m/z 73.05 100.00%
43.1 73.0
5000 129.1
185.2 241.2
‘ 284.2 1. 50 13.00
— ‘;‘M gl L L ) i m/z 96.00%
miz-> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0
12 50 13 00
m/z 60.0 81.16%
S “”\““ h}\‘u\“\h‘\ ‘HW — ‘ - ‘\ - ‘\‘
miz--> 50 100 150 200 250
Abundance
43.0 73.0
\
12 50 13 00
5000 129.0 m/z 57. 78.37%
199.0 2420
167.0
—— e e
miz--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid ‘
73.0 12 50 13 00
43.0 m/z 73.47%
5000
129.0
185.0 228.0
: ““ \“J‘u‘u“ H‘H HH‘ ‘H\ ‘ML‘M ‘ - n‘\ “\‘ \‘ — ‘\‘ ——
m/z--> 50 100 150 200 250 12 50 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.904 8.24 ng 984075 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2009 (13.904 min): BF122401.D\data.ms (-2004) (- m/z 55.10 100.00%
551 |97.1
5000
14.00
39.2 :
S W “H\Hl“ ‘F Ve 190224822803 4,0 5710 99.89%
miz--> 50 100 150 200 250
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 T
14.00
m/z 83.10  99.73%
\2\3‘&\) ‘\‘ “ ‘\ h\ \““ T “L‘ }L \&3?.‘0 T ]\.8\2'\0‘ \22\3.\0\ ‘ T 2\89.9 ‘
m/z--> 50 100 150 200 250
Abundance
55.0
97.0
—
14.00
5000 m/z 43.10 97.77%
19.0 139.0 182.0 224.0 266.0
T e T T
m/z--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1 —
83.0 14.00
43.0 m/z 97.10 89.62%
5000
25.0
L e e .
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.515 2.68 ng 320556 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2113 (14.515 min): BF122401.D\data.ms (-2109) (-} ' m/z 57.10 100.00%
57.1
20 14.50 |
41.0 :
A “L | 11101831 2392 29513410 . 7110 79.26%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 = :
14.50
9.0 m/z 43.10 65.02%
‘ | uh\ \h\ ‘\‘ h‘ %4%9 1‘830 225.0 267.0 309.0 367.1
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
14.50
5000 m/z 85.10 56.40%
113.0
1830 2530
e e e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T ‘
57.0 14.50
m/z 55.10 26.34%
5000
‘ 9.0
41.
150 | | |1 | /1010250 2900 o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.827 3.78 ng 473451 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2166 (14.827 min): BF122401.D\data.ms (-2162) (- m/z 57.10 100.00%
57.1
‘ 14.50 15.00
41.2 183.2 . :
— ‘hu‘h‘ ! “ 1421832 20520671 3552 0 7110 72.50%
mfz--> 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 — —
14.50 15.00
9.0 m/z 43.10 61.74%
T ‘\ \“ T H h‘ h‘ \H‘ \1‘\ “ “\]‘\_8\3\()‘ \22\5’\(\)’ \2\8\2\0’ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
14.50 15.00
5000 m/z 85.10 53.47%
99.0
141.0 183.0 225.0 267.0 309.0  367.(
e T T e T
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- I T
57.0 14.50 15.00
m/z 41.10 22.36%
- M\JL
239.0
AL w\ (1401830 028103230 R
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.174 4.05 ng 507286 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2225 (15.174 min): BF122401.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000

—
7.1 15.00 15.50

‘ 211.2282.1 5
‘Hm_umﬁwhu,hH_m_HwmwHw‘_m_wm m/z 71.85 70.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 " e
15.00 15.50

m/z 43.10 59.14%

7.0
LT 0100 2020
‘H\\‘\\\\‘\\\\‘HH’HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

— —
15.00 15.50

5000 ITI/Z 85.10 50.84%
127.0197.0 267.0337.0407.0 491.0562.0
[ P T e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane 1 —
57.0 15.00 15.50

m/z 55.00  23.73%

| [7197.0 296.0

| 1
AR N N R RN R RN RN RN RN RN T

T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.009 3.57 ng 447313 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2367 (16.009 min): BF122401.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1

-

5000
16.00
7.1 .
o‘HH‘_wﬂ‘J‘wl?Z:‘zuﬁ?ﬁlmwHH‘HHw‘_m_wm m/z 71.10  73.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 1

T
16.00
m/z 43.10 60.96%

112701970 281.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance
57.0
PN \
16.00
5000 ITI/Z 85.10 52.95%
12701970 2960
[ e e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane . ‘
57.0 16.00
m/z 55.05 22.28%
- M\/U/\}
| 1 || 12701970 267.0337.0407.0 491.0562.0
[T e e e T [ T T T T T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Cyclopentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.098 2.02 ng 253072 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 2382 (16.098 min): BF122401.D\data.ms (-2377) (- m/z 57.10 100.00%

57.1 97.0
5000

hatia
153.1 207.0 281.1 16.00 16.50

——Ld, “\ \\\L um [ ‘\H\ bl - L . m/z 83.05 95.84%
miz--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55.0
5000 —— :
16.00 16.50

m/z 97.05 92.29%

210.0
+39°\
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

97.0 — —
16.00 16.50
5000 m/z 55.00 88.28%
150 139.0  210.0 2550 356.( m«wm%wwﬂj\\mwwﬂwﬂk
T A B e B A R R
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol T —
83.0 16.00 16.50

434 m/z 69,05 78.22%

5000
25.0
|

Lk M‘mlmozmo 280.0

T
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.521 3.69 ng 462896 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2454 (16.521 min): BF122401.D\data.ms (-2450) (-} ' m/z 57.10 100.00%
57.1
. biv
16.50 |
41.1 :
- ‘ 4 LL ‘H | 14118312243 2831 MLl o1 e 76.27%
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 —— :
16.50
9.0 m/z 43.10 61.33%
L\S\d\ ‘\‘ “‘\ “ \“‘\ ““ \“‘ \]“-\4%‘0\ ]\.8\3\()‘ T \2\4(\) ‘0\ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.50
5000 m/z 85.10 56.96%
99.0
141.0 183.0 225.0 267.0 309.0  367.(
e T T T T
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T
57.0 16.50
m/z 55.10 25.77%
- \/\M/M/JL\M\/\/
“““ A ——
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Palmitic acid vinyl ester Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.051 2.83 ng 354602 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 58
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 53
3 Nonadecane 268 C19H40 000629-92-5 25
4 Heptamethyl-3-phenyl-1,4-cyclohe... 254 C19H26 122531-52-6 25
5 o-Hydroxyacetophenonylidene-4,5-... 254 C16H18N20 103133-80-8 22
Abundance Scan 2544 (17.051 min): BF122401.D\data.ms (-2538) (- m/z 57.10 100.00%
57.1 239.3
5000
6.0
194.2 NN !
7.1 81.1 323.3 17.00
s m/z 71.10 99.40%
m/z--> 50 100 150 200 250 300 350
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 ——
17.00
m/z 43.10 94.41%
\ \q‘\ \ “‘%370\]\-8\3\0‘ T \‘\ ! ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
32.0
T \
17.00
5000 m/z 239.25 91.47%
74.0
111.0149.0 194.0 239.0
e e T e T
miz--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane T
57.0 17.00
m/z 255.30  55.49%
h J\W\
L oo e = e
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Octadecanoic acid, ethenyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.592 12.42 ng 1556000 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 72
2 2-Nonadecanone 282 C19H380 000629-66-3 64
3 Octadecane 254 C18H38 000593-45-3 42
4 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 41
5 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 38
Abundance Scan 2806 (18.592 min): BF122401.D\data.ms (-2796) (- m/z 57.10 100.00%
57.1
239.3
5000
7.1
83.3 R S
“ ‘ | 4, ‘ 18.2018.4018.6018.80
_— Iy TG Mw, okl 3233 s 71,05 98.52%
miz--> 50 100 150 200 250 300 350
Abundance #153147: Octadecanoic acid, ethenyl ester
57.0
239.0
5000 L BN B B
50 18.2018.4018.6018.80
m/z 43.10  85.23%
0
18?\““\“‘\\““‘\“‘\“\‘\]_\77\(\)’\‘\\!“\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
58.0
R R
18.2018.4018.6018.80
5000 ITI/Z 239.25 52.62%
96.0
138.0 180.0 222.0  282.0
T T T T T
miz--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane R e AR
57.0 18.2018.4018.6018.80
m/z 267.25 52.09%
5000
\‘ ‘ L H‘ | \ | 91830 25\4'0
\\\\‘\\‘\‘\\‘\“\‘\\\’\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122401.D

Acqg On : 20 Nov 2020 14:03

Operator : JU/CG

Sample : L4800-05 :
Misc : KENS-B1-111820-8-10

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : 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-metho... 2.128 12.6 ng 780598 1 6.863 1241800 20.0
n-Hexadecanoic ... 11.945 92.8 ng 9931080 4 11.398 2141470 20.0
Pentadecanal- 12.198 2.4 ng 260874 4 11.398 2141470 20.0
9,12-Octadecadi... 12.627 5.7 ng 614075 4 11.398 2141470 20.0
Octadecanoic acid 12.733 86.5 ng 10332300 5 14.045 2388670 20.0
5-Eicosene, (E)- 13.904 8.2 ng 984075 5 14.045 2388670 20.0
Hexacosane 14.515 2.7 ng 320556 5 14.045 2388670 20.0
Eicosane 14.827 3.8 ng 473451 6 15.521 2506160 20.0
Tetratetracontane 15.174 4.0 ng 507286 6 15.521 2506160 20.0
Octacosane 16.009 3.6 ng 447313 6 15.521 2506160 20.0
Cyclopentadecane 16.098 2.0 ng 253072 6 15.521 2506160 20.0
Heptadecane 16.521 3.7 ng 462896 6 15.521 2506160 20.0
Palmitic acid v... 17.051 2.8 ng 354602 6 15.521 2506160 20.0
Octadecanoic ac... 18.592 12.4 ng 1556000 6 15.521 2506160 20.0
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