LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17 Instrument :
Operator : JU/CG BNA_F

Sample : M2631-01 ClientSampleld :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124261.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.045 500 503 510 rVB 21630 25454  1.42%  0.260%
2 5.469 571 575 584 rVB 527160 496396 27.77% 5.076%
3 6.475 743 746 757 rVB 301948 296838 16.61% 3.036%
4 6.669 776 779 783 rBV2 23164 22492 1.26% 0.230%
5 6.839 805 808 811 rBV 320628 242467 13.56%  2.480%

6 7.404 899 904 907 rBV 845729 845196 47.28%  8.643%
7 8.122 1022 1026 1030 rBV 416430 330353 18.48% 3.378%
8 9.204 1205 1210 1213 rBV 1977347 1669248 93.38% 17.071%
9 9.592 1273 1276 1279 rBV 171672 122753 6.87%  1.255%

9

10 .880 1321 1325 1328 rBV 531793 412179 23.06%  4.215%
11 10.674 1455 1460 1463 rBV 1416966 1210663 67.73% 12.381%
12 11.368 1574 1578 1581 rBV 515197 428360 23.96% 4.381%
13 11.892 1664 1667 1671 rBV 76084 60555 3.39% 0.619%
14 12.086 1697 1700 1705 rVB 45342 42325 2.37% 0.433%
15 12.774 1813 1817 1819 rBV 221423 193467 10.82% 1.979%
16 12.821 1823 1825 1827 rBV 22867 21159 1.18% 0.216%
17 12.845 1827 1829 1833 rVB2 58825 47327 2.65% 0.484%
18 12.957 1843 1848 1851 rBV 1916237 1787610 100.00% 18.281%
19 13.180 1881 1886 1889 rBV 35511 33074 1.85% 0.338%
20 13.480 1933 1937 1941 rBV 186185 176793 9.89% 1.808%
21 13.521 1941 1944 1947 rW 49984 50646 2.83% ©0.518%
22 13.545 1947 1948 1955 rVB2 31613 28430 1.59% 0.291%
23 13.733 1978 1980 1985 rBV5 13939 23517 1.32% 0.240%
24 13.857 1997 2001 2011 rVB4 62214 117397 6.57% 1.201%
25 14.009 2024 2027 2031 rVB 323474 285146 15.95% 2.916%
26 14.168 2049 2054 2057 rBV 57503 53005 2.97% 0.542%
27 14.474 2102 2106 2110 rBV 59616 57886 3.24%  ©.592%
28 14.780 2156 2158 2162 rVB 51834 54647 3.06% ©.559%
29 14.945 2178 2186 2188 rBV8 10731 22079 1.24% 0.226%
30 15.121 2213 2216 2221 rVB 52795 60245 3.37% 0.616%
31 15.492 2274 2279 2285 rVB 273671 363430 20.33% 3.717%
32 15.939 2351 2355 2363 rVB2 44028 71894 4.02% 0.735%
33 16.450 2437 2442 2447 rVB4 30474 54892 3.07% 0.561%
34 17.045 2537 2543 2548 rBv4 24311 49783 2.78% ©.509%
35 17.574 2627 2633 2634 rBV6 12457 20701 1.16% ©0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9778407
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\

BF124261.D
: 11 Jun 2021 15:17
Ju/CaG
: M2631-01 .
. 0225-FIELD-BLANK-1
6 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124261.D\data.ms
1500000
1000000
7.404
5.469
500000
6.475 6.839
5.045 6.669
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 TIC: BF124261.D\data.ms
9.204 12.957
1500000 10.674
1000000
9.880 11.368
500000 8.122
L 9.592 12.774
11.89 086
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: BF124261.D\data.ms
1500000
1000000
500000
14.009 15.492
13.480
%}5 57(114.168 14.474 14.7§Q_9}(§.121 15.939 16.450 17.045 17.574
0 M\V& ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ T
Time--> 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\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.045 2.10 ng 25454  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 43
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
4 3-Hexanol 102 C6H140 000623-37-0 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 503 (5.045 min): BF124261.D\data.ms (-500) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1
4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“‘\\‘\\‘\\\\‘\\\\‘\\\\8‘\2\.?\‘\\\\‘\\\\‘\ m/z 59.06 65.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\\‘\\\A\‘\\\\‘\\\\’\A\\ﬂ
59.0 4.80 5.00 5.20 5.40
150 010 m/z 58.20 23.33%
. 101.
31.0
\\\‘\f‘\f‘\\f‘f“[‘\\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\)"\-(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0 R R R R
29.0 4.80 5.00 5.20 5.40
5000 m/z 101.10 21.06%
101.0
73.0
S . O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-  EARREEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.09%
5000
1o 43.0 101.0 h
: 83.0
ase POl meme L)L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.83 ng 60555  Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1667 (11.892 min): BF124261.D\data.ms (-1664) (1  m/z 73.00 100.00%

43.01,73.0
5000
129.1 ey
‘ Ml% ‘ 157.1185. 321‘3 1 o561 11.50 12.00
\H‘\\H‘i‘\‘\\”\‘\‘H\‘\\H‘H\\‘H\\‘\H\‘\\‘H‘H\\‘\H\‘\H\‘\\H“\ m/z 43.09 98.39%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 [ IR
11.50 12.00
97.0 157.0 g5 02130 2560 m/z 55.00 97.06%
\H‘\\H“}‘\\H!H \HM\‘H\L\‘}‘h‘“\\‘”‘l‘\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #72643: Tridecanoic acid
e
43.0 730
11. 50 12 00
5000 129.0 ITI z 60.10 95.10%
171.0
214.0
150?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84453:Tenadecanok:add
73.0 11.50 12.00
43.0 m/z 41.05 88.43%
5000
129.0
1850 228.0
e | ase |
“WNHJN‘N”WJMMH%LNN‘Muwhuuwﬂu‘u‘q‘u‘_‘u‘u‘w‘ NMﬁMﬁAVWM ‘MYJ%Nﬁ”mWM

m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.774 13.57 ng 193467 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 93
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2- methylpropy... 312 C20H4002 000110-34-9 74
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
5 Cyclobutane, 1,1-dimethyl-2- octyl- 196 C14H28 062338-30-1 35
Abundance Scan 1817 (12.774 min): BF124261.D\data.ms (-1813) (1 m/z 56.10 100.00%
56.1
5000
257.3
| 6.1 ‘ 1712 2132 ‘ a12. 12.50 13.00
i i i P A R T m/z 57.00  57.27%
miz--> 50 100 150 200 250 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 oy S
12.50 13.00
m/z 43.05 41.93%
1 90 257.0
. “‘ “ HMM u“ H\\ \‘u\h‘\‘ P ‘18‘\5‘0‘ — \‘ ‘\“ — ‘3‘1“2‘(
miz--> 50 100 150 200 250 300
Abundance #154930: Hexadecanoic acid, butyl ester
56.0
= =
12.50 13.00
5000 m/z 41.10 37.47%
257.0
1290
h H‘ P 1710 2130 ‘ ‘ 312.(
ww\u bt S N
m/fz--> 50 100 150 200 250 300
Abundance  #154965: Hexadecanoic acid, 2-methylpropyl ester R N
57.0 12.50 13.00
m/z 55.10 33.60%
5000
239.0
‘ 129.0 L
180 | L8807 1710 | 2720 20 ppn Mot
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\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Lauryl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.845 3.32 ng 47327 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauryl acetate 228 C14H2802 000112-66-3 80
2 1-Tridecene 182 C13H26 002437-56-1 58
3 Heptadecyl acetate 298 C19H3802 000822-20-8 58
4 1-Dodecanol 186 C12H260 000112-53-8 53
5 1-Hexadecanol 242 C16H340 036653-82-4 52

Abundance Scan 1829 (12.845 min): BF124261.D\data.ms (-1827) (-} m/z 43.00 100.00%

43.0
5000 97.1
P P
| ‘ M ||| 1410 12.50 13.00
SNT A A e m/z 55.00  50.47%
miz--> 50 100 150 200 250
Abundance #84446: Lauryl acetate
43.0
5000 e ki
83.0 12.50 13.00
m/z 97.10 42.55%
|| ) 00
T T “\ ‘\“ “ ‘\ ‘H‘ \‘ ‘ T “‘ }M\ “\ 1 ‘ ]\.7‘9'9 T ‘2]-\3.\0\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #47267: 1-Tridecene
55.0
97.0 12.50 13.00
5000 m/z 57.10 38.50%
150 ‘ i) “\ |, 15401840
e e A
m/fz--> 50 100 150 200 250
Abundance #143134: Heptadecyl acetate Ty e
43.0 12.50 13.00
m/z 69.10 31.83%
) | MM
25.0
LLILLL R e 00 sy i i
miz--> 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\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 10-Methylnonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.180 2.32 ng 33074 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 72
2 Hexacosane 366 C26H54 000630-01-3 59
3 Heneicosane 296 C21H44 000629-94-7 59
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 59
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 1886 (13.180 min): BF124261.D\data.ms (-1881) (1  m/z 57.05 100.00%
57.0

e “
‘ T-O 1552 439 13.00 13.50
‘“Ju!WJWU‘M“uﬂ‘u“““““““ e m/z 42.95 64.42%
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 P S
13.00 13.50
9.0 154.0 ITI/Z 71.20 60.03%
\\“‘\‘\“‘hh‘ ‘“‘ “ \H\“\\“‘\\\\‘\\\\‘2\67\9\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
13.00 13.50
5000 ITI/Z 85.10 43.08%
9.0
el T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 13.00 13.50
m/z 40.95 32.70%
) M
41.
50 |11 h\ |M1018300250 2080 sl
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17
Operator : JU/CG

Sample : M2631-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Butyl myristate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.488 1240 ng 176793 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl myristate 284 C18H3602 060110-36-1 58

2 Octadecanoic acid, 2-methylpropy... 340 C22H4402
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24

000646-13-9 41
055170-84-8 35

4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35
Abundance Scan 1937 (13.480 min): BF124261.D\data.ms (-1933) (1 m/z 56.10 100.00%
56.1
5000
285.3 U PO,
Mﬁ 3 ‘ 1852 2413 340.: 13.50
el ‘hﬂm‘ SEWSNEN BRIV VD St HV m/z 57.00 63.19%
miz--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56.0
5000 229.0 1350
m/z 55.10 40.09%
‘ ‘ 129.0 1850 ‘ 284.0
L ‘\‘ ‘H\‘ h}‘ mo\““\ ‘\ \ ‘ T \ T \ \ ‘ T \‘\ ‘ L
miz--> 50 100 150 200 250 300
Abundance  #177166: Octadecanoic acid, 2-methylpropyl ester
57.0
e
13.50
5000 ITI/Z 40.95 37.00%
285.0
1290 1850 2410 | H 340.C
L5, <L Y P Sk il
miz--> 50 100 150 200 250 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- s
56.0 13.50
m/z 43.00 35.08%
h vaNﬁwadwwRﬁQWWﬁquﬁkm
97.0
D0 . u
mlz--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.521 3.55 ng 50646 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Octacosane 394 (C28H58 000630-02-4 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 1944 (13.521 min): BF124261.D\data.ms (-1941) (-] 57.10 100.00%
57.1
> JL&JM
13. 50
‘\H % | 1488 207,0 253.1 303.9

\\\\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\ m/Z 71.20 69.95%
m/z--> 50 100 150 200 250 300 350

Abundance #71393: Pentadecane

5000 I

—
13.50
43.05 58.74%

9.0
\ \d\ “‘ \“‘\ “‘ \“ \]‘-\4\].‘0\ T \2‘1\2\9 T ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0

1350
5000 85.05 35.13%
iy F ! w1“4‘191‘§3‘°2‘2§92§?9‘ 3230 380!
m/z--> §o 100 1%0 260 2%0 360 3é0
Abundance #94344: Heptadecane
57.0 13.50

55.00  24.86%

h J\VVM
50 ||| 014101830 2400

m/z--> 50 100 150 200 250 300 350 13. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Nonadecane, 1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.857 8.23 ng 117397 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 93
2 Pentatriacontane 493 (C35H72 000630-07-9 72
3 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 64
4 Heptadecane 240 C17H36 000629-78-7 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 2001 (13.857 min): BF124261.D\data.ms (-1997) (1  m/z 56.95 100.00%
57.0

> \Jm
302.1 50 1400
| ‘ ‘" | 211.2 . 13.50 14.00
\\‘\“ m\\\H\HI\\\‘\‘\‘\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘ m/z 43.09 72-67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 — —
13.50 14.00
m/z 70.95 70.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234393: Pentatriacontane
57.0
13.50 14.00
5000 ITI/Z 85.05 55.20%
i NSRS ‘m“HHWHWH,HHWW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57.0 13.50 14.00
m/z 69.05 52.94%
5000
111.0
“J Wi l‘\ \\l h | 1\169 0 224.0 28? 0
‘H‘H‘Wm_m‘H‘“‘H“HHWH,HH‘HH‘ —h ——
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.168 3.72 ng 53005 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Pentacosane 352 (C25H52 000629-99-2 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2054 (14.168 min): BF124261.D\data.ms (-2049) (1  m/z 57.10 100.00%
57.1

e J\'\M
—— —
‘ ‘ ‘ 552 2209 14.00 14.50
el W”kuw“hw“n“w}““‘ e m/z 43.00 60.83%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 — ——
14.00 14.50
m/z 71.00 55.29%
T \h‘\ ‘ ‘\ “‘ “ H‘ \‘ T ‘\4\‘]_‘0\ ]\-8\3\()‘ T \2\5‘4]()\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
— -
14.00 14.50
5000 ITI/Z 85.10 44.16%
9.0
I “““‘ e E A SR et it
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane 4MWA A ‘ﬁ ‘ﬁwﬂ‘ —
57.0 14.00 14.50
m/z 55.10 33.72%
5000
9.0
50 | || oo 2000 T
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 2-methylhexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.474 4.06 ng 57886 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methylhexacosane 380 C27H56 1000376-72-7 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexacosane 366 C26H54 000630-01-3 78
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 72

Abundance Scan 2106 (14.474 min): BF124261.D\data.ms (-2102) (-] m/z 57.05 100.00%

57.0
5000
——
b S m/z 71.10  57.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202663: 2-methylhexacosane
57.0
5000 T
14.50
m/z 43.10 51.91%
7.0
8721970267020
\H!‘\H!]H\Y‘HH’HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
——
14.50
5000 ITI/Z 85.05 50.50%
27.0
LT 197.0267.0 351042104900 6184
e b e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175558: Tetracosane fMWM ‘”MA‘ ‘
57.0 14.50
m/z 55.05 28.32%
h JWKWWWJ\WWM
LTT0 57026703380
A e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.780 3.01 ng 54647 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
5 Pentacosane 352 C25H52 000629-99-2 80

Abundance Scan 2158 (14.780 min): BF124261.D\data.ms (-2156) (1  m/z 57.10 100.00%
57.1

o w
— —
1 \‘ 9_ 92112 2669 3292 14.50 15.00 .
el by N“‘”“M“ e e m/z 71.05 49.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 e IS
14.50 15.00
m/z 43.00 45.00%
| ‘H ‘ h\ ‘h ‘\ u‘ ‘ | 169\0\2250 295.0 366.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
— —
14.50 15.00
5000 ITI/Z 85.10 29.83%
“ || 130 1600 2540
A A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane M%‘ — —
57.0 14.50 15.00
m/z 41.10 28.66%
5000
A h‘ ‘\ ! ‘11690 2250  309.0 365.0 436.l
AR ‘w““‘H“““w““‘u““‘u“““ —— ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.121 3.32 ng 60245 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Hentriacontane 437 C31H64 000630-04-6 59
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
4 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 59
5 Tridecane 184 C13H28 000629-50-5 53

Abundance Scan 2216 (15.121 min): BF124261.D\data.ms (-2213) (- m/z 57.05 100.00%
57.0

> W
—— —
‘ 0 1?.2 | 79.0 234 8 304.0 15.00 15.500
L ‘ l\J\‘ \‘H\ \‘ ‘\h“\u‘ ‘“ ‘} \H" ‘\ T \ T ‘ L “\ } T ‘ L ‘ T TT m/z 71.05 49.13A
miz--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 e —
15.00 15.50
m/z 43.05 44.29%
L 1130 1600 2250 2810 3800
\\\\‘ \\’\\\\‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 35.11%
]W ‘\‘1169‘02250 309.0 365.0 _ 436.
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane —— —
57.0 15.00 15.50
m/z 55.00  25.28%
ﬁ13.0 169.0
T T e N
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17
Operator : JU/CG

Sample : M2631-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Eicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.939 3.96 ng 71894 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Hentriacontane 437 C31H64 000630-04-6 58
3 Docosane 310 C22H46 000629-97-0 49
4 Heptacosane 380 C27H56 000593-49-7 47

5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

Abundance Scan 2355 (15.939 min): BF124261.D\data.ms (-2351) (-]

1000309-17-9 47

m/z 57.10 100.00%

57.1
5000
——
‘H\ ﬁll 6022150 2824 3339 399.2 16.00
A At P P m/z 85.10  49.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 ] %MAWWW
16.00
m/z 43.00 44 .59%
LLLLITPY 1690 2250 2620
\\“\“\\M\‘\‘\‘\“\‘\\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
——
16.00
5000 m/Z 71.05 30.96%
13.0 169.0
“h\ \‘h ‘L h‘ Ly ‘2250 3090 3650 437'
R e T LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane —
57.0 16.00
m/z 55.00 26.55%
L ‘ “\ ‘h I u‘ ‘ \‘ 11\8\30 239.0 3190
R B B A I e e I ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.451 3.02 ng 54892 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 59
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 50
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 50

Abundance Scan 2442 (16.450 min): BF124261.D\data.ms (-2437) (-] m/z 57.00 100.00%

57.0
5000
—r
16.50
el m/z 71.10 51.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 T
16.50
m/z 43.10 50.52%
27,0 ‘ 113.0
\‘\‘i\\“‘\\\“‘\\H\‘\“}\\\H“H‘”\‘\HH\‘\\\ﬁ??.\o’\\\?‘0\\7\.\0‘\H\’HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
—r
16.50
5000 ITI/Z 41.00 26.40%
e L7 1:T R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48871: Undecane, 5,5-dimethyl- ——
57.0 16.50
m/z 99.00 25.40%
5000
27.0 %80
G A TR 1.
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 15 Undecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.045 2.74 ng 49783 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 55
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 50
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 47
4 Heptacosane 380 C27H56 000593-49-7 47
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 43
Abundance Scan 2543 (17.045 min): BF124261.D\data.ms (-2537) (- m/z 57.10 100.00%
57.1
99.2 —— :
h ‘ ‘ 135.3 ﬁ 4 207.0 28‘1.1 1700
L I J“H‘w‘ — ““U b m/z 43.00  45.41%
m/z--> 50 100 150 200 250
Abundance #28423: Undecane
57.0
5000 — :
17.00
m/z 71.10 44 .53%
T 5, e
[N L
T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #129498: Nonadecane, 2-methyl-
57.0
T \
17.00
5000 m/z 85.20  42.29%
99.0
20 | | 11| 1410 1s30 2390
T T T " T H\‘ \H\ ‘ T T ‘ T \ T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 MMM
Abundance #137567: Sulfurous acid, butyl undecyl ester | ‘ -l
57.0 17. OO
m/z 41.00 32.51%
99.0
155.0
okl N O PO -1 I -
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124261.D

Acqg On : 11 Jun 2021 15:17

Operator : JU/CG

Sample : M2631-01 :
Misc : 0225-FIELD-BLANK-1

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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-Pentanone, 4-... 5.045 2.1 ng 25454 1 6.839 242467 20.0
n-Hexadecanoic ... 11.892 2.8 ng 60555 4 11.368 428360 20.0
Hexadecanoic ac... 12.774 13.6 ng 193467 5 14.009 285146 20.0
Lauryl acetate 12.845 3.3 ng 47327 5 14.009 285146 20.0
10-Methylnonade... 13.180 2.3 ng 33074 5 14.009 285146 20.0
Butyl myristate 13.480 12.4 ng 176793 5 14.009 285146 20.0
Pentadecane 13.521 3.5 ng 50646 5 14.009 285146 20.0
Nonadecane, 1-c... 13.857 8.2 ng 117397 5 14.009 285146 20.0
Octadecane 14.168 3.7 ng 53005 5 14.009 285146 20.0
2-methylhexacosane 14.474 4.1 ng 57886 5 14.009 285146 20.0
Hexacosane 14.780 3.0 ng 54647 6 15.492 363430 20.0
Heptacosane 15.121 3.3 ng 60245 6 15.492 363430 20.0
Eicosane 15.939 4.0 ng 71894 6 15.492 363430 20.0
Dodecane, 2,6,1... 16.451 3.0 ng 54892 6 15.492 363430 20.0
Undecane 17.045 2.7 ng 49783 6 15.492 363430 20.0
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