LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125253.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 11 17 34 rVB 1512054 2059827 34.46% 4.091%
2 5.140 515 519 528 rVB 127821 164991 2.76% 0.328%
3 5.534 580 586 589 rBV 5058209 5231806 87.54% 10.392%
4 6.540 751 757 760 rBV 4875194 5323976 89.08% 10.575%
5 6.910 817 820 824 rBV 1397652 1083166 18.12% 2.152%
6 7.475 911 916 919 rBV 3684439 3534040 59.13% 7.020%
7 8.098 1018 1022 1035 rBV 933253 1593620 26.66% 3.165%
8 8.192 1035 1038 1042 rVB 1632680 1419379 23.75% 2.819%
9 9.269 1217 1221 1224 rBV 6538476 5976650 100.00% 11.872%
10 9.380 1236 1240 1249 rVB 412757 429121 7.18% 0.852%
11  9.951 1333 1337 1340 rBV 1896644 1620095 27.11% 3.218%
12 10.133 1365 1368 1375 rBV3 89040 116722 1.95% 0.232%
13 10.439 1411 1420 1425 rBV 85040 117601 1.97% 0.234%
14 10.704 1461 1465 1467 rBV2 50480 66961 1.12% ©.133%
15 10.739 1467 1471 1474 rBV 4385430 3958087 66.23% 7.862%

16 11.439 1574 1590 1593 rBV 1913484 2252860 37.69%
17 11.822 1652 1655 1658 rVB 185421 136674  2.29%
18 11.951 1671 1677 1688 rBV 739101 880086 14.73%

[CRECHEWOCIN
N
N
o
R

19 12.174 1709 1715 1718 rBV7 39774 81028 1.36% 161%
20 12.357 1737 1746 1760 rVB4 96469 342357 5.73% 680%
21 12.527 1773 1775 1778 rVB 511912 361899 6.06% ©.719%
22 12.616 1787 1790 1793 rBV 168542 135467 2.27% 0.269%
23 12.657 1793 1797 1802 rVV6 49342 112618 1.88% 0.224%
24 12.739 1805 1811 1819 rVB 546955 700357 11.72% 1.391%
25 13.027 1855 1860 1863 rBV 5901756 5941287 99.41% 11.801%
26 13.404 1917 1924 1930 rBV2 206175 442640 7.41% 0.879%
27 13.463 1932 1934 1936 rVB 108859 77760 1.30% ©.154%
28 13.910 2006 2010 2013 rBv2 75931 104301 1.75% ©.207%
29 13.939 2013 2015 2018 rVV 140084 137075 2.29% 0.272%
30 13.980 2018 2022 2033 rVv4 84051 250018 4.18% 0.497%
31 14.074 2034 2038 2041 rVV 1289658 1179472 19.73%  2.343%
32 14.115 2041 2045 20590 rVB 270244 415492  6.95% 0.825%
33 14.539 2114 2117 2121 rBV 69387 70657 1.18% ©0.140%
34 14.680 2136 2141 2145 rBV 287999 481223 8.05%  0.956%
35 14.833 2164 2167 2175 rBV2 229302 320044 5.35% 0.636%

36 14.933 2181 2184 2189 rVB 140794 156773 2.62% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.198 2227 2229 2234 rVB2 80854 85244 1.43% 0.169%
38 15.274 2237 2242 2248 rBV 248469 397116 6.64% 0.789%
39 15.574 2288 2293 2302 rVB2 914047 1312569 21.96% 2.607%
40 15.945 2351 2356 2363 rVB2 169711 361315 6.05% 0.718%
41 16.039 2370 2372 2376 rVB2 49565 65985 1.10% 0.131%
42 16.745 2487 2492 2501 rVB3 135417 325168 5.44% 0.646%
43 17.115 2549 2555 2563 rBv2 121331 260260 4.35% 0.517%
44 17.627 2636 2642 2653 rVB3 88115 260460 4.36% 0.517%
Sum of corrected areas: 50344247
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125253.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 38.03 ng 2059830 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 17 (2.187 min): BF125253.D\data.ms (-11) (-) m/z 73.00 100.00%

73.0
5000 43.0

| L’ 220 240 260
ol il e Ll 889 1089 1331 .. 43 00 43.52%

m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 O BN e o
2.20 2.40 2.60
43.0

m/z 55.00 34.70%

270 “ ‘
O T ‘ L ‘ T ‘ TT ‘ T T \ ‘ T \‘\ ‘ T 1T ‘ T T 17T ‘ T 17T
m/z--> 0 80 100 120
Abundance #15764. 2,2,4—Tr|methyl—3—pentanol
73.0

220 2.40 2.60

5000 55.0 m/z 87.10 25.00%
39T)
0 H‘Hu_:??-ﬂl‘lﬁ-?w
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,tenanuﬂhyh e
73.0 2.20 2.40 2.60

m/z 41.00 13.99%

5000

43.0

15.0
N | Ll \89'0
oW‘m"“"“““H_HMHH‘HH‘HH e

m/z--> 0 20 40 60 80 100 120 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.140 3.05 ng 164991 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 3-Octanol 130 C8H180 000589-98-0 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Pentanol 88 C5H120 000584-02-1 28
Abundance Scan 519 (5.140 min): BF125253.D\data.ms (-515) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 EaEa e RRRaREREa
‘ 83.0 4.80 5.00 5.20 5.40
Obrrrperrrprrrr il e e M/z 5895 65.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR R IR R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 16.71%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
e EARamEESs ST
4.80 5.00 5.20 5.40
5000 83.0 m/z 57.95 16.46%
41.0 101.0
27.ﬁ
0"w‘H‘_‘h‘H‘ﬁJ%w‘JHM‘HWH‘W‘M‘_‘H‘H‘Wiu‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- EEEmma N TSR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.77%
5000 41.0
27ﬂ ‘ 87.0
0 m_m_‘;‘1‘HHM:‘Hw‘u‘!“;m‘%‘3;9‘_H“_m_ww‘
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\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.098 22.46 ng 1593620 Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1022 (8.098 min): BF125253.D\data.ms (-1018) (-) m/z 57.00 100.00%

57.0
5000
41.0
T T
B0 7.80 8.00 8.20 8.40
A — JW m!“u AL 1821wz 45.00  94.22%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LI L L L R L LA R B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95  32.54%
O+ T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \lpﬁ \0\1\1\6.‘0\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
T R
7.80 8.00 8.20 8.40
5000 m/z 75.00  15.48%
41
75.0
ool L | e
miz-> 20 40 60 80 100 120 140
Abundance #5036: 3,3-Dimethylbutane-2-ol T Ea e AARES
57.0 7.80 8.00 8.20 8.40
m/z 55.95 15.25%
41.
5000
87.0
0 | Ly I ‘

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.380 5.30 ng 429121  Acenaphthene-d10 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8HSNO2 000621-42-1 47
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
Abundance Scan 1240 (9.380 min): BF125253.D\data.ms (-1236) (-) m/z 43.00 100.00%
3.0
109.0
5000
151.1
e T
‘ 69.0 9.00 9.20 9.40 9.60 9.80
0 m_m‘,;uu“““_““uw“u‘m“‘,““‘au‘umwm‘mwmwm‘ m/z 109.00  58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 N L U R
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.05 34.30%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol
109.0
AR
9.00 9.20 9.40 9.60 9.80
5000 151.0 m/z 41.05 18.15%
43.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) e AR e EEE e
109.0 9.00 9.20 9.40 9.60 9.80
43.0
m/z 69.00 11.52%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 7.81 ng 880086  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1677 (11.951 min): BF125253.D\data.ms (-1671) (- m/z 60.00 100.00%

60.0
5000
129.1
97.0 213.2 I
157.0 '
”‘ 185.1 256.1 12.00
Ot m/z 43.00 97.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 IR
129.0 12.00
213.0 m/z 72.95 97.49%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 57 .00 90.37%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.00 80.37%
5000
129.0 242.0
199.0
WL e | amo
O brrrrber il MLl b T J
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.357 3.04 ng 342357  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1746 (12.357 min): BF125253.D\data.ms (-1737) (- m/z 57.05 100.00%
57.0
9.0 — —
‘ H ‘ ‘ 0 1832 12.00 12.50
(R 1Y I J“wh “ T m/z 71.080 60.71%
mlz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 = -
12.00 12.50
m/z 43.00 58.74%
M\ | ‘9‘01410 212.0
O\\\\“\\‘\M\‘[Y“\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
— —
12.00 12.50
5000 m/z 85.00 43.07%
9.0
[l 11 ] 14101830 2540
o‘m_uM_m‘um_m_m_w‘_‘
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane — T
57.0 12.00 12.50
m/z 55.00 29.03%
5000
.0
oL L Ly L || 3083022502670 3000 366,
At e e e — ; ;
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 12-Octadecenoic acid, methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.527 3.21 ng 361899  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 96
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96

Abundance Scan 1775 (12.527 min): BF125253.D\data.ms (-1773) (-] m/z 55.00 100.00%
0

5000

=

T
180.2 2222 264.1 12.50

0 2961 /7 41.60 54.95%

miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester M
55.0
5000 817.0 ‘12‘50‘ |
’ 264.0 ’
m/z 69.00 49.92%
T(Z&O 180.0 222.0 296.0
0! H“m “\ku‘u “\h oy “\\ TR, ;‘L P ‘\‘ — \‘
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester

7
12.50

5000 m/z 74.00  44.83%

264.0
180.0 222.0

0,
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester e ”\‘/\‘T ‘
. 12.50
m/z 43.05 43.25%
5000
264.0
25.0 180.0 222.0 296.0
0! —

m/z--> 50 100 150 200 250 300 12.50

8270-BF081821.M Mon Aug 30 11:25:15 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.739 6.22 ng 700357  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1811 (12.739 min): BF125253.D\data.ms (-1805) (- m/z 43.00 100.00%

43.0 73,0
5000
129.0
185.1 17 1 7
‘ ‘ 241.2 284.1 12.50 13.00
[(— Al ok VAR N B ‘ ol m/z 57.00  90.04%
miz--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 e e
1290 12.50 13.00
' 284.( m/z 59.95 88.88%
M ‘ 1850 2410
01‘2-0“\‘ w‘u‘w H Al u‘h‘h M‘\} N . Ll \‘ - “ ks
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
== =
12.50 13.00
5000 129.0 ITI/Z 73.00 86.59%
‘ 199.0 2420
0 : ‘\‘ W‘H‘M h!\ M \\hu\ ;‘M‘\‘ u} “‘ ‘l‘eﬂ‘q“ ‘i S — “\ ———
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid == =
73.0 12.50 13.00
43.0 m/z 55.00 69.84%
5000
129.0
185.0 228.0
0 ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ L m‘\ “\‘ \‘ S —— F e
miz--> 50 100 150 200 250 12.50 13.00

8270-BF081821.M Mon Aug 30 11:25:16 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.404 7.51 ng 442640 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1924 (13.404 min): BF125253.D\data.ms (-1917) (- m/z 57.00 100.00%
57.0

o OJVJ\MLV
9.0 1250
13.50
15511972
ol ‘H ! ML (i - S £ S m/z 71.00  53.96%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 R
13.50
9.0 m/z 43.00 53.53%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
13.50
5000 ITI/Z 85.10 38.66%
9.0
ol h“ | | 141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 13.50
m/z 55.00 20.71%
5000 Wkﬁwmmmﬂfijﬂ%JMMMphhMM
R e e ——
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF081821.M Mon Aug 30 11:25:16 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.939 2.32 ng 137075 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
3 1,3-propanedione, 2-(acetyloxy)-... 282 C17H1404 1000401-92-5 38
4 7-Methoxy-2-phenyl-1,3-benzoxazo... 250 C15H10N202 1000436-00-1 38
5 N-(5-Nitrothiazol-2-yl)-benzamide 249 C10H7N303S 064398-84-1 38

Abundance Scan 2015 (13.939 min): BF125253.D\data.ms (-2013) (-  m/z 105.00 100.00%
1

05.0
149.0
5000 77.0
e
45 180.1 222.0 267.1 14.00
o L 2801 2220 2671 0 149.00  79.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0
5000 77.0 R
14.00
m/z 77.00 44 .48%
O‘\\3\\9‘.9‘\\‘\H\“HH‘!\“‘\‘H\“HH‘\\‘H‘HH‘;H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
e
107.0 14.00
5000 ITI/Z 51.00 10.84%
52.0
O‘“H“H“H““u”;m“‘ﬂm‘”\“‘lu}mw1‘”‘””‘””_”Wm‘mwm‘m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #175980: 1,3-propanedione, 2-(acetyloxy)-1,3-diphenyl-
105.0 14.00
m/z 150.00 7.91%
5000
77.0
43.0 240.0
ol Ll L 149.0177.0 282«
P e T e
m/z--> 20 40 60 80 100120140160180200220240260280 14.00

8270-BF081821.M Mon Aug 30 11:25:17 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Trifluoroacetic acid, penta... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.980 4.24 ng 250018 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
3 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2022 (13.980 min): BF125253.D\data.ms (-2018) (- m/z 55.00 100.00%

55.0
97.0
5000
——
162.9 207.0 2510 14.00
0 W‘u b m/z 57.080  99.42%
miz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 L
14.00
m/z 43.80  96.60%
40.0
Ol\s\q‘\ \‘ ‘ ‘\ “ ‘ “ \‘ \‘\ ‘H H‘ T 178\2\0‘ } T \25“5\.0\ T ?’?6\-(\) T ‘
miz--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
97.0 —
14.00
5000 m/Z 69.05 85.22%
400 196.0
g LLLLL 00 2200 20 o
miz--> 50 100 150 200 250 300
Abundance #255606: Acetic acid, chloro-, octadecy! ester —
57.0 14.00
97.0 m/z 97.60  79.72%
- MWJM
40.0 207.0
ol \Lw\\ \‘ AL TS D00 2900 2070 _—
m/z--> 50 100 150 200 250 300 14.00

8270-BF081821.M Mon Aug 30 11:25:18 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.680 8.16 ng 481223 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87

Abundance Scan 2141 (14.680 min): BF125253.D\data.ms (-2136) (1 m/z 57.00 100.00%
57.0

o JL_\AJL
20 W50 1500
1411 1971 ' :
0 m‘u hm“‘ B ) S - m/z 71.e0  57.11%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 L T
14.50 15.00
m/z 43.00 52.44%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
14.50 15.00
5000 ITI/Z 85.10 41.91%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
P A A A A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 14.50 15.00
m/z 55.00  22.32%
9.0
ol ‘ \\hd ,141.0183.0225.0267.0 323.0 380.0
L R I A o R e e e —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF081821.M Mon Aug 30 11:25:19 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.833 4.88 ng 320044 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1010281-69-5 49
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 47
5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43

Abundance Scan 2167 (14.833 min): BF125253.D\data.ms (-2164) (- m/z 59.00 100.00%

59.0
5000
e P
‘ 070 s 14.50 15.00
0 “1“‘1““““““; LD 19792402 2981 8850 .. 72.00  63.09%
mlz--> 50 100 150 200 250 300 350
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 L) o
14.50 15.00
126.0 m/z 55.00 57.08%
184.0 238.0 2810
0! “h“\}\ w‘\‘u‘“m“ h\l\ i““ ; ‘\" “ I ‘.“ o IR
miz--> 50 100 150 200 250 300 350
Abundance #32728: 7-Nonenamide
59.0
P P
14.50 15.00
5000 m/z 43.00  30.04%
98.0 155.0
0! o b
miz--> 50 100 150 200 250 300 350
Abundance #31143: trans-2,7-Dimethyl-4,6-octadien-2-ol — ——
59.0 14.50 15.00
m/z 41.00 23.76%
96.0
5000
obdglidd  tsa0 B
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF081821.M Mon Aug 30 11:25:20 2021
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Data Path :
Data File :
Acqg On : 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
BF125253.D

Aug 2021 14:46

Operator : JU/CG

Sample
Misc :
ALS vial : 9

Quant Method
Quant Title

TIC Library

: M3558-01

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.933 2.39 ng 156773 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 80
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
5 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 64

Abundance Scan 2184 (14.933 min): BF125253.D\data.ms (-2181) (-]

69.0
5000
0 I ‘ I \‘l i \H \“ Il 180 0 232.1 282.0 341 2
A B e B e e R R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000

o
T~
~
lo

121.0
it \‘ e \1750 231.0273.0 341.0  410.

m/z--> 50
Abundance

5000

70

o

100 150 200 250 300 350 400
#308259: Supraene

137.0
ilyyl, 1910 2730 3410 4104

i
m/z--> 50
Abundance  #133

100 150 200 250 300 350 400
568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-

m/z 69.00 100.00%

-

15.00

m/z 81.00 56.63%

:

15.00

m/z 41.00  28.95%

%

15.00

m/z 95.05 16.42%

1

69.0 15.00
m/z 68.00 12.79%
5000
136.0
D
oL ] sezso i)
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF081821.M Mon Aug 30 11:25:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.274 6.05 ng 397116 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2242 (15.274 min): BF125253.D\data.ms (-2237) (-} m/z 57.00 100.00%

57.0
5000
: 1500 1550
41.1 : :
ol ] ““ ! J““u““ LAALL 1971 2510 2951 356, ., 7165  54.75%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — ——
15.00 15.50
m/z 43.00 50.65%
o ‘\ ‘ || F%O‘ 141.0 183.0 226.0
\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 42.12%
155.0
NELEREE m 502070 2830
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T —
57.0 15.00 15.50
m/z 55.00 19.45%
- m
. 1 |17 1419 1630 2250 2680
“‘ ““ A —— ——
mlz--> 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46

Operator : JU/CG

Sample : M3558-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Tetradecane, 1l-iodo-

R.T. EstConc Area
15.945 5.51 ng 361315
Hit# of 5 Tentative ID

Concentration Rank 8

Relative to ISTD R.T.

Perylene-di2

1 Tetradecane, 1-iodo-
2 Heptadecane

3 Heptacosane

4 2-Bromo dodecane

5 Octacosane

C14H29I
C17H36
C27H56
C12H25Br
C28H58

Abundance Scan 2356 (15.945 min): BF125253.D\data.ms (-2351) (-]
57.0

019218-94-1 80
000629-78-7 80
000593-49-7 80
013187-99-0 80
000630-02-4 78

m/z 57.00 100.00%

9.0 16,00
16.00
ol H Lidodapt, 2070 2671 3550400. . 51 60 51.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 T
16.00
m/z 43.00 43.29%
155.0197.0
O\“\\"\‘”\“\"\‘\‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0
—
16.00
5000 ITI/Z 85.05 39.30%
9.0
oLl (] ya0mz0 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane T
57.0 16.00
m/z 55.00 17.06%
2000 wwwﬁbwmvth/\J\NkwwmeV
9.0
ol ‘ \uhd 1141.0183.0225.0267.0 323.0 380.0
A e A L e i i S e ——
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\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 17 Eicosane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.745 4.95 ng 325168 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
2 Pentadecane 212 C15H32 000629-62-9 76
3 Heneicosane 296 C21H44 000629-94-7 76
4 Eicosane 282 (C20H42 000112-95-8 74
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72

Abundance Scan 2492 (16.745 min): BF125253.D\data.ms (-2487) (- m/z 57.00 100.00%

57.0
5000
9.0
1911 16.50 17.00
140.0 2312 282.1 355,
0 M‘ m/z 71.00 57.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl-
57.0
5000
1650 1700
253.0 m/z 43.00 46.64%
4 .
02‘.0\ T h‘\ ‘\“‘ \“h‘ \““\ “‘ \h\ T \ ‘ \]‘\.8\3\? \ T “‘\ \\29\6‘\0\ L ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
— —
16.50 17.00
5000 ITI/Z 85.10 37.44%
9.0
oLteQi Ll [lide0 220
m/z--> 0 50 100 150 200 250 300 350
Abundance #194589: Heneicosane 7 —
57.0 16.50 17.00
m/z 55.00 31.00%
5000
296.0
Jasel[[T mows0mse 0
m/z--> 0 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 18 unknownl17.115 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17115 3.97ng 260260 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6-Dimethyl-1H-1,3-benzodiazole... 174 C10OH1ON20 920484-85-1 43
yclohex-2-enone, 2-butyryl-3-[2... 368 C22H28N203 1000302-14-0 43
uinazoline, 4-ethyl-, 3-oxide 174 C1OH1ON20 037920-74-4 38
»2,5-Trimethylindol-6-amine 174 C11H14N2 1000389-10-0 38
-Amino-N-(4-fluoro-2-methylphen... 412 C19H37FN20Si3 1010511-92-1 38

uhwNnR
w RO Owu

Abundance Scan 2555 (17.115 min): BF125253.D\data.ms (-2549) (-  m/z 174.05 100.00%

174.1
5000
43.0
410.: A ——
95.0 927 0269.1 17.00 17.50
i dod | 368.2, :
0! ‘w‘m\\‘ bl s A YPUITAR EWSEY NNV ialTol m/z 161.05 37.26%
mlz--> 50 100 150 200 250 300 350 400
Abundance #48805: 5,6-Dimethyl-1H-1,3-benzodiazole-2-carbaldehy:
174.0
5000 — S
b 0 131. 17.00 17.50
m/z 43.00 32.40%
O\\‘\‘“‘\T\d“\ﬂ“\m\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #277143. Cyclohex-2-enone, 2-butyryl-3-[2-(5-methoxy-2
174.0
—— ——
17.00 17.50
5000 ITI/Z 187.05 29.00%
43.0
ol 1 1.89.0 1310 11 9990 280.0325.0368.0
col R b L SEEE EREE QYT
miz--> 50 100 150 200 250 300 350 400
Abundance #48767: Quinazoline, 4-ethyl-, 3-oxide MM — —h
174.0 17.00 17.50
m/z 55.00 25.37%
5000
132.0
77.0 ‘
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 19 Tricosane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.627 3.97 ng 260460 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2642 (17.627 min): BF125253.D\data.ms (-2636) (1 m/z 57.00 100.00%
57.0

5000 V\memmmjﬂkwmwfwwww
13.1 1750  18.00
71700 239.0 3131 : '
0 “HuprmWNMWWwwwcywwwwwwuu‘wm‘,“‘W““ m/z 43.00 53.95%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246492: Tricosane, 2-methyl-
43.0
5000 7 ——
17.50 18.00
m/z 71.05 53.95%
9.0
0 T \‘ T \“!‘ \‘L\u‘ \dwlwlwls‘l‘s\.f)r‘\z’:l-w:l‘\.(\)\ 7T \2\9\‘?.?\‘\ LB L B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
— —
17.50 18.00
5000 ITI/Z 85.05 41.83%
13.0
0 1 u’h d}\]ﬂ‘ d h\ “\]‘-‘\6‘\9.‘\0‘\ 2\2\5.0. L ‘30‘90 3650 437‘
R A L e B I AR
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194594: Eicosane, 2-methyl- 7 T
57.0 17.50 18.00
m/z 55.00 22.47%
253.0
13.0
m/z--> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82721\
Data File : BF125253.D

Acqg On : 27 Aug 2021 14:46
Operator : JU/CG

Sample : M3558-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.187 38.0 ng 2059830 1 6.910 1083170 20.0
2-Pentanone, 4-... 5.140 3.0 ng 164991 1 6.910 1083170 20.0
Ethanol, 2-(2-b... 8.098 22.5 ng 1593620 2 8.192 1419380 20.0
2,4,7,9-Tetrame... 9.380 5.3 ng 429121 3 9.951 1620100 20.0
n-Hexadecanoic ... 11.951 7.8 ng 880086 4 11.439 2252860 20.0
Pentadecane 12.357 3.0 ng 342357 4 11.439 2252860 20.0
12-Octadecenoic... 12.527 3.2 ng 361899 4 11.439 2252860 20.0
Octadecanoic acid 12.739 6.2 ng 700357 4 11.439 2252860 20.0
Pentacosane 13.404 7.5 ng 442640 5 14.074 1179470 20.0
Benzoic acid, 2... 13.939 2.3 ng 137075 5 14.074 1179470 20.0
Trifluoroacetic... 13.980 4.2 ng 250018 5 14.074 1179470 20.0
Hexacosane 14.680 8.2 ng 481223 5 14.074 1179470 20.0
9-Octadecenamid... 14.833 4.9 ng 320044 6 15.574 1312570 20.0
Squalene 14.933 2.4 ng 156773 6 15.574 1312570 20.0
Hexadecane 15.274 6.0 ng 397116 6 15.574 1312570 20.0
Tetradecane, 1-... 15.945 5.5 ng 361315 6 15.574 1312570 20.0
Eicosane, 2-met... 16.745 5.0 ng 325168 6 15.574 1312570 20.0
unknownl7.115 17.115 4.0 ng 260260 6 15.574 1312570 20.0
Tricosane, 2-me... 17.627 4.0 ng 260460 6 15.574 1312570 20.0
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