LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122259.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.351 552 555 585 rBvV 362646 947738 32.75% 4.947%
2 6.422 734 737 762 rBV2 217814 701546 24.24% 3.662%
3 6.598 762 767 776 rW 16432 44122 1.52% 0.230%
4 6.710 783 786 796 rBV 473395 501862 17.34% 2.619%
5 7.281 879 883 899 rBV 1577629 1732370 59.86% 9.042%

6 7.992 1000 1004 1011 rBV 658353 655052 22.63%  3.419%
7 8.757 1131 1134 1141 rBV 29072 49664  1.72%  ©.259%
8 9.069 1182 1187 1197 rBV 2739141 2894076 100.00% 15.106%
9 9.186 1203 1207 1214 rVB 325797 346002 11.96%  1.806%

9.469 1252 1255 1258 rVB 179189 151055 5.22% ©.788%

11 9.698 1291 1294 1297 rBV 63673 73962 2.56% ©.386%
12 9.745 1298 1302 1312 rVB 708513 755910 26.12%  3.946%
13 10.545 1434 1438 1452 rBV 1756621 1955367 67.56% 10.206%
14 11.233 1552 1555 1565 rBV 745397 738873 25.53%  3.857%
15 11.780 1644 1648 1654 rVB 850938 884924 30.58% 4.619%

16 12.563 1775 1781 1791 rVB 1031278 1288669 44.53%
17 12.821 1821 1825 1828 rBV 2349503 2159380 74.61% 11.
18 13.721 1975 1978 1989 rVB 345372 465880 16.10%
19 13.833 1992 1997 2003 rVV 351094 654889 22.63%
20 13.886 2003 2006 2011 rVB 491624 478282 16.53%
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21 14.410 2090 2095 2101 rVB 310920 585698 20.24%
22 14.692 2140 2143 2146 rVB 112356 117369 4.06%
23 14.933 2179 2184 2191 rVB 271414 479872 16.58%
24 15.327 2248 2251 2262 rVB 368878 496146 17.14%
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Sum of corrected areas: 19158708
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\

BF122259.D
4 Nov 2020 12:59
Ju/CG
L4607-02
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.186 9.15 ng 346002  Acenaphthene-d10 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
2 p-Isopropoxyaniline 151 CSH13NO 007664-66-6 46
3 Metacetamol 151 C8HINO2 000621-42-1 43
4 Tiocarlide 400 C23H32N202S 000910-86-1 43
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 43

Abundance Scan 1207 (9.186 min): BF122259.D\data.ms (-1203) (-) m/z 43.00 100.00%
3.0

109.1
5000 151.0
AR ==
‘ 69.0 8.80 9.00 9.20 9.40 9.60
0beerrerebsthdlestbt b 2 17 10910 69.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 [ L R B
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.00 37.88%
0 :!-\5\.‘0\‘\‘\ \““V\‘\“\‘“ \“‘\“\ \H“‘\‘\‘\H\ f \‘M\J\ “\ T 1“ TT 1 T \‘\ T ’1\9\\2\‘0\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24948: p-Isopropoxyaniline
109.0
[
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 22.57%
80.0 151.0
270530 | |
A RAREa R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24778: Metacetamol R R R
109.0 8.80 9.00 9.20 9.40 9.60
m/z 107.05 13.34%
5000
151.0
430 goo
0‘H‘mHWMUWH‘WH‘W‘MW‘HW‘m‘_H‘MH‘_‘HM‘HM‘ AR R R EEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.780  23.95 ng 884924  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1648 (11.780 min): BF122259.D\data.ms (-1644) (- m/z 73.00 100.00%

431 ,73.0
5000
129.1
213.2 T T
H‘l 1.1 157.1185.2 ‘ 256.3 11.50 12.00
o AL L L b T w2 a3.1e 97.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T

11.50 12.00
m/z 60.00 92.38%

°

157.0 1850 213.0 256.0
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/Z 41.10 78.07%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid —— —
43.0 73.0 11.50 12.00
m/z 55.10 76.67%
5000
129.0 242.0
199.0
|
0 b ML Al b ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.563 53.89 ng 1288670 Chrysene-d12 13.886
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1781 (12.563 min): BF122259.D\data.ms (-1775) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1
185.2 241.2 ; T \
‘ 284 12.50
ob—M, g SRR S S M il m/z 73.00 92.17%
m/z--> 50 100 150 200 250
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 T T \
12.50
284.C o
‘ 185.0 241.0 ‘ m/z 60.00 80.76%
oL ““ H‘ h!\‘ ‘\H““\‘H‘u‘ w}‘\\h“ H w“‘ ‘ I ‘L r“\ “ - \‘ “\ ‘\‘ . ‘\‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
T \
12.50
5000 129.0 ITI/Z 57.10 77 .74%
‘ ‘ 199.0 2420
oL H‘H‘n ll “H\H“ H\h‘\‘ il ‘\“1‘6@0{\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid T ‘
73.0 12.50
43.0 m/z 55.10 74.84%
5000
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — —r
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.721 19.48 ng 465880 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Hexadecanol 242 C16H340 036653-82-4 81

Abundance Scan 1978 (13.721 min): BF122259.D\data.ms (-1975) (- m/z 55.10 100.00%

8.1 971 NMWMWNMAMAJAwNwMMW
5000
e e
H | |39 oos12431 2011 3a = 50 100
ol b L T 20512430 20911 sal ), 94.22%
miz--> 50 100 150 200 250 300
Abundance #207396: Bromoacetic acid, octadecyl ester
43.Q
83.0
5000
13 50 14 00
121.0 m/z 84.13%
2500
O“M_MHJM‘ 18 }9““ 20
miz--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0
e e
13. 50 14.00
5000 m/z 83.51%
019-(1?\ | “‘ \H\ % \‘\ h :!'810 2220 264.0 308.0
N “ AL e e e
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 13 50 14 00
m/z 71.16%
5000
390
otso LU 1990 00 2000 s00
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.833 27.39 ng 654889 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 1997 (13.833 min): BF122259.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

o J\.@
— —
‘ ‘ I 9‘ ' 141.1183.1225.2267.1309.2 1950 140
ol Ll 4 18312052067.03002 m/z 71.10  66.15%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 — —
13.50 14.00
m/z 43.10 58.60%
9.0 154.0
O T ‘\“ h‘ \“‘\ h“ \h‘\“\ T ‘h\ h\ ;\97‘\0\23902\8\1\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
— —
13.50 14.00
5000 ITI/Z 85.10 47.26%
ol L \ | % ‘1410183022502670 323.0 380.0
et A B e R
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane “ ——
57.0 13.50 14.00
m/z 55.10  21.42%
9.0
oLy “\ H‘\ | |141-0183.0225. 0267.0309.0 3650
iy ““““““““‘ e I B — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.410 24.49 ng 585698 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2095 (14.410 min): BF122259.D\data.ms (-2090) (- m/z 57.10 100.00%

57.1
5000
1450
41.1183.1 :
oLl “ | 11}1183.1225.2267.130923851 /7 71.16  61.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 T
14.50
9.0 m/z 43.10 57.17%
41.0
OL\4>\q\ \‘ ‘ ‘\ “‘ \‘“‘\““ \“‘\“\ “ “\]‘.\8\:‘3\?2\2\5\(\)‘ T \2\9\?9\ T ‘ T T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
—
14.50
5000 ITI/Z 85.10 44 .06%
i o e LRt
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane 7
57.0 14.50
m/z 55.10 23.49%
- MJL\M
9.0
0 \‘ \‘\ Al \“\ h\ ‘\‘ u‘ 141 01783 0225 0267 O 338 o
e e e e —
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\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.692 4.73 ng 117369 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 Hexadeca-2,6,10,14-tetraen-1-0l1,... 290 C20H340 007614-21-3 56

Abundance Scan 2143 (14.692 min): BF122259.D\data.ms (-2140) (- m/z 69.10 100.00%

69.1
5000
— ——
14.50 15.00
0lrrebih ae\‘,wwl‘g“““23‘3‘2‘”3&9‘1“W_MWWW m/z 8l.10 46.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215932: Squalene
69.0
5000 e ——
14.50 15.00
m/z 41.10 24.80%
‘ 137.0
O ‘ L ‘n\‘ li\‘\J‘l"n\ l\v\ll\d‘ T \\2\0‘3\.9 \‘2\7\3\.9 \3\i4\]-‘.\0\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0

3

14.50 15.00
5000 m/z 95.10  11.91%

136.0

i Jf,umﬂmh.?e‘%‘f%aﬁﬁszﬁ?%?”H_HW_W

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0 14.50 15.00
m/z 68.10 11.45%

o

F

5000

137.0
\ L] .\J‘. | V A\ 204.0 273.0 341.0 409.0 477.0 546.

RYRRSREE FE NN ¥ VEEFEAS e i st S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.933 19.34 ng 479872 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2184 (14.933 min): BF122259.D\data.ms (-2179) (-, 57.10 100.00%
57.1
1500
141 1
b \\\ Ll asams a1 am2 s =7
miz--> 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15 00

‘ m/z 43.10 62.33%
\

ol |1 \\ | 141.0183.0 225.0 267.0 309.0 367!

I E———
‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
—
15.00
5000 m/z 85.10 47.51%
9.0
1L []) 14101830 2540
o b e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane —
57.0 15.00
m/z 41.10 20.26%
5000
‘ 9.0
41.0
50 L |11 1010250 2900 -
m/z--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122259.D

Acqg On : 4 Nov 2020 12:59
Operator : JU/CG

Sample : L4607-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
2,4,7,9-Tetrame... 9.186 9.2 ng 346002 3 9.745 755910 20.0
n-Hexadecanoic ... 11.780 23.9 ng 884924 4 11.233 738873 20.0
Octadecanoic acid 12.563 53.9 ng 1288670 5 13.886 478282 20.0
Bromoacetic aci... 13.721 19.5 ng 465880 5 13.886 478282 20.0
Eicosane, 10-me... 13.833 27.4 ng 654889 5 13.886 478282 20.0
Heneicosane 14.410 24.5 ng 585698 5 13.886 478282 20.0
Squalene 14.692 4.7 ng 117369 6 15.327 496146 20.0
Hexacosane 14.933 19.3 ng 479872 6 15.327 496146 20.0
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