LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 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_ P\Methods\8270E-BP©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5640.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.111 3 4 30 rVB 5068812 4959486 44.03% 7.366%
2 5.540 409 417 427 rBV 1478532 2138950 18.99% 3.177%
3 7.140 682 689 701 rBV 854837 1340334 11.90% 1.991%
4 7.987 824 833 839 rBV 654964 1038921 9.22% 1.543%
5 9.146 1021 1030 1043 rBV 2066655 3377770 29.99% 5.017%

6 10.793 1303 1310 1317 rBV 845588 1376059 12.22%
7 13.240 1719 1726 1734 rBV 5416773 7534575 66.89% 11.
8 14.063 1862 1866 1870 rVB 96002 123945 1.10%

9 14.457 1928 1933 1943 rVB2 54301 115624 1.03%
10 14.604 1952 1958 1966 rVB 1149771 1731231 15.37%

NOORKRLN
=
(o]
S
R

11 16.092 2204 2211 2219 rBV 3947512 5662024 50.27%
12 16.733 2313 2320 2331 rBV5 150449 332416 2.95%
13 17.351 2419 2425 2438 rVB 1468098 2093161 18.58%
14 18.233 2569 2575 2583 rBV 1029902 1470001 13.05%

ON WO ™
=
(]
)
B

15 18.492 2614 2619 2623 rBV 257020 402121 3.57% 597%
16 18.539 2623 2627 2635 rVV 544957 1119821 9.94%  1.663%
17 18.704 2637 2655 2681 rVB3 581304 3469248 30.80% 5.153%
18 19.457 2779 2783 2799 rBV 425983 625394  5.55% ©.929%

19 19.898 2852 2858 2863 rBV 9172305 11264311 100.00% 16.730%

20 20.469 2945 2955 2958 rBV2 708242 1956606 17.37% @ 2.906%
21 20.580 2968 2974 2980 rBV7 155801 476356 4.23% 0.708%
22 20.845 3013 3019 3029 rBv4 309764 703575 6.25%  1.045%
23 21.127 3063 3067 3073 rBV2 359310 517144 4.59% 0.768%
24 21.416 3112 3116 3122 rVB 2029189 2600944 23.09%  3.863%
25 21.557 3134 3140 3153 rVB 1477387 3060587 27.17% 4.546%
26 22.668 3322 3329 3340 rVB2 841221 2380310 21.13% 3.535%
27 23.545 3473 3478 3499 rVB3 575062 2484545 22.06%  3.690%

28 23.862 3525 3532 3539 rVB2 1464676 2973014 26.39% 4.416%

Sum of corrected areas: 67328473
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005640.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.111 95.47 ng 4959490 1,4-Dichlorobenzene-d4 7.987

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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 4 (3.111 min): BP005640.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 /\\
R EEREERE B S
" 3.20 3.303.40 3.50
ob ALl 132119312509 3430 414947175351 " 4305 32.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T T T [TTTT]
3.20 3.30 3.40 3.50
m/z 87.10 26.47%
O\\“\lu“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50
5000 m/z 55.00 21.21%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- T
73.0 3.20 3.30 3.40 3.50
m/z 71.10 11.16%
5000 /k
OHHM“‘\m\‘\\u‘\\\\‘\\\\‘u\\‘\u\‘\m‘\m‘\m‘uu‘\ R RN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.733 3.18 ng 332416 Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 97
2 (+-)-2-Phenethanamine, 1-methyl-... 271 C17H21NO2 1000127-89-8 38
3 (-)-R-Phenethanamine, 1-methyl-N... 271 C17H21NO2 1000127-90-4 38
4 (+)-s-2-Phenethanamine, 1-methyl... 271 C17H21NO2 1000127-89-6 38
5 Pyrazine, 2-methoxy-3-(1-methyle... 152 C8H12N20 025773-40-4 35

Abundance Scan 2320 (16.733 min): BP005640.D\data.ms (-2313) (-  m/z 137.00 100.00%
137.0

5000

-

16.50 17.00
070
" ﬂl b B7026793207 4150 4389599, 2 an00 oo an

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

Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0

Q

%

5000
16.50 17.00

m/z 180.05 55.89%
d\ \ I

\?M‘ by

\H\‘\\H WIH[\\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120204: (+-)-2-Phenethanamine, 1-methyl-N-vanillyl-

O

N

Abundance #120201: (-)-R-Phenethanamine, 1-methyl-N-vanillyl- :
137.0 16.50 17.00

m/z 77.00  32.08%

137.0
44.0 16.50 17.00
5000 m/z 91.00 46.56%
okt ] 121302710
bbb 20802710
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
A—

44.0
5000

0 i \Ul [ 99.0 270.0
‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.233 14.05 ng 1470000 Phenanthrene-d10 17.351
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2575 (18.233 min): BP005640.D\data.ms (-2569) (-  m/z 73.00 100.00%

5000 JL
2132 — =
m ’ 18.00 18.50
ol A H \ yl. [P8A1 355.1 42904912 ./, 4310  78.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 tTT LN
18.00 18.50
“ 213.0 m/z 60.00 78.12%
O‘\\\\IH l’!l\”\l“\\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73.0
— =
18.00 18.50
5000 m/z 41.05 63.71%
171.0
o_‘}‘ : ‘“Wﬁ.\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid — —
73.0 18.00 18.50
m/z 55.10 60.28%
5000
‘L ‘ 199.0
o“?:““ Mép\\‘ — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.492 3.84 ng 402121  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 4'-Ethoxy-2'-hydroxyoctanophenone 264 C16H2403 022198-47-6 42
3 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 42
4 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 41
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 41

Abundance Scan 2619 (18.492 min): BP005640.D\data.ms (-2614) (-  m/z 208.05 100.00%

208.1
5000 137.0
77.0
—
L \‘\ JLH Ll H 281.9 356.1414.9 489.1549 16:50
ok 1‘mwwmm‘a'm_m_m'_‘H,cm_m_ww‘; m/z 165.00  51.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 L
18.50
5.0 1370 m/z 137.00  44.15%
O‘H“HI‘LM‘I“L“hlHJ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114071: 4'-Ethoxy-2'-hydroxyoctanophenone
165.0
——
18.50
5000/41.0 m/z 180.05  30.34%
‘ 08.0 264.0
ol 'M‘N"Mlmw_m_mwH,wwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68331: 5-(4-Methoxy-phenyl)-[1,3,4]oxadiazole-2-thiol e
208.0 18.50
m/z 77.05 28.97%
133.0
5000
ol 70 |
e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 2-Pentanone, 1-(2,4,6-trihy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.539 10.70 ng 1119820  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 58
2 4-Chloro-1-methyl-1,5-naphthyrid... 210 C9H7CIN202 1000213-59-5 45
3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 43
4 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H10N20 057636-32-5 30
5 3,5-Pyridinedicarboxylic acid 167 C7H5NO4 000499-81-0 27

Abundance Scan 2627 (18.539 min): BP005640.D\data.ms (-2623) (-  m/z 167.10 100.00%

167.1
5000
77.0
1 T
‘ ‘ 18.50
262.1
ol M‘sn‘&“ il “‘J“'Upu\u ”“ b SO 3970 429249018490 /7 210.10  99.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
5000 — ‘
18.50
m/z 154.05 36.19%
580 111.0
O\\UHJ\!\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69972: 4-Chloro-1-methyl-1,5-naphthyridin-2,6-dione
210.0
T \
18.50
5000 ITI/Z 77 .00 35.59%
52 0 1470 “
0 www b Ve
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde T ‘
210.0 18.50
m/z 149.00 35.28%
5000 136.0
69.0
0 RNl N — -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 2-Bromo dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.704 33.15 ng 3469250  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2655 (18.704 min): BP005640.D\data.ms (-2637) (- m/z 57.10 100.00%
57.1

N

5000
= ==
‘ 1 } |[771 1072 2814 18.50 19.00
ol b b 220 2021 3513 422.4 4899549, nyz 71.10  80.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 = =
18.50 19.00
m/z 43.10 64.04%
169.0
O‘\\d\l\"\j\‘\i\J“W\TJ\W[\L\\‘\\2\4\.‘8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
—— —
18.50 19.00
5000 ITI/Z 85.10 54.16%
0 | \} J\ 1} ”1\ J7l01 ;‘970 267.0 3650
A A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T N
57.0 18.50 19.00
m/z 41.10 22.44%
5000

-

oL 12270 1970 as60
e e S e e ey

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.457 4.81 ng 625394 Chrysene-d12 21.416
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 2783 (19.457 min): BP005640.D\data.ms (-2779) (-  m/z 73.00 100.00%
3.0

5000 WJL\
185.1 ——
T
oAl Ll | 8419 417.347505351 4 7 43,05  83.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0
5000 T
19.50
m/z 60.00 75.40%
H 1850 2840 /
O\\“"‘!\L‘J'h\“\‘\“‘\\\\\\“‘\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
43.0
e
19.50
5000 ITI/Z 57.05 64.63%
129.0 242.0
o tltlis el
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
43.0 19.50
m/z 55.10 64.15%
5000 284.0
‘ 129.0
ol |‘~meﬁ‘37zo i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Docosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.468 15.05 ng 1956610 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2955 (20.469 min): BPO05640.D\data.ms (-2945) (-  m/z 57.05 100.00%
57.0

——
’ fiz7-1 207.0 2810 20.50
Om‘“m‘u‘}u“'m (2 2810 3653 4780 490 myz 71.10  79.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 U
20.50
m/z 43.10 66.21%
. 309.0
O\\"\}\\>\\F-E?1Jo‘l\l\\\‘\2\3\\9‘\0\\\‘“\\\\‘3\7\\9\.(‘)\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
57.0
——
20.50
5000 ITI/Z 85.10 58.40%
‘ " 197.0 2g7.0 338.0
o‘MMHWWIHH1‘wm"J‘_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T
57.0 20.50
m/z 55.05 24.95%
1
‘H“‘H“‘H“H“‘H“‘H“H“‘H“_“‘_“‘_“w‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 1-Docosanol, methyl ether Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.580 3.66 ng 476356 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 95
2 Octacosanol 410 C28H580 000557-61-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 1-Heptadecene 238 C17H34 006765-39-5 87

Abundance Scan 2974 (20.580 min): BPO05640.D\data.ms (-2968) (-  m/z 83.10 100.00%

o JV\\M
207.0 281.1 T I
Wllkes 2 costs s, . 5
o_H“‘uuuww'w,mww»H}uu‘wHH‘mwwm‘w‘: m/z 97.10 87.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177220: 1-Docosanol, methyl ether
83.0
5000 ——
20.50
m/z 57.10 81.23%
Ols-b[WIQI\IL“!sfh()IZWZ4WO1301801"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215903: Octacosano
57.0
T \
20.50
5000 ITI/Z 69.05 80.32%
>0 392.0
Ll s zsosan |
‘H‘W‘H‘“H,H“‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186968: n-Tetracosanol-1 T ‘
57.0 20.50
m/z 43.10 73.24%
5000
125.0
o{h,r@%omo“ g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 unknown20.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.845 5.41 ng 703575 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 18
2 Acetamide, 2-(4-chloro-3,5-dimet... 302 C15H15C1N40 1000304-79-7 15
3 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 14
4 (1-Methylenepent-2-enyl)benzene 158 C12H14 084313-24-6 14
5 Quinoline, 7-methyl- 143 C10HSN 000612-60-2 11

Abundance Scan 3019 (20.845 min): BP005640.D\data.ms (-3013) (-  m/z 43.10 100.00%

43.1 148.1
394.4
5000
207.0
— ——
M { 2751 20.50 21.00
ol Adally ‘1‘ AR L. w;h‘\lm 3361 | 4608 5360 /7 143.05 98.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29716: 1H-Indene, 1,1,3-trimethyl-
143.0
5000 = .
20.50 21.00
m/z 135.05 88.53%
77.0 ‘
0 \\\‘L\"f‘l\‘r“l\‘\JH\‘l\\\\‘\\\\‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146062: Acetamide, 2-(4-chloro-3,5-dimethylpyrazol-1-y
143.0
— ——
20.50 21.00
5000 ITI/Z 394.35 66.09%
42.0
‘ 302.0
0 ‘w“WWWWMMWM““_““H“p‘u““u““w““_““
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29728: (1-Methylpenta-1,3-dienyl)benzene - T
143.0 20.50 21.00
m/z 91.05 56.16%
5000
77.0
0 JHMMLJ"L - —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 1-Heneicosyl formate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.127 3.98 ng 517144 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 E-14-Hexadecenal 238 C16H300 330207-53-9 93
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 3067 (21.127 min): BP005640.D\data.ms (-3063) (-  m/z 43.05 100.00%

43.0
5000 111.1
} } 20‘7-0 2610 3551 21.00 21'50
bbbl by 2007 355141804761 849 /2 57.10 99.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0
5000 —— —
21.00 21.50
1P5.0 m/z 83.10 96.80%
N } 1820 2940
0\\\‘\flf\1‘\“&‘”\”\\‘\‘\\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
SN T
21.00 21.50
5000 ITI/Z 55.05 90.85%
125.0
Ol lld hl | 11820 250.0308.0 378.0
R B B B e s AR RRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecyl ester P ——
57.0 21.00 21.50
m/z 69.10 87.81%
5000
r 5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.557 23.53 ng 3060590 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3140 (21.557 min): BP005640.D\data.ms (-3134) (-  m/z 57.10 100.00%
57.1

- ﬂJ\/A\j\»
N [
#7220 s
o_m,"H_mmm:Hw;_?’f“l‘-‘l‘”4‘3‘1‘?‘49‘1“1‘5‘4?‘ m/z 71.10  79.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 —7 ‘
21.50
m/z 43.10 60.22%
O‘\\\ ’\j\\\“l\ﬁf\loﬁ\‘\ \2\][-1“0”\01‘\\\3\0‘\9\(\)\3‘6\7\\(\)‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
T !
21.50
5000 ITI/Z 85.10 56.83%
1
‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane = ‘
57.0 21.50
m/z 55.05 24.14%
127.
LT smro e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.668 16.01 ng 2380310 Perylene-di2 23.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3329 (22.668 min): BP005640.D\data.ms (-3322) (-  m/z 57.10 100.00%
57.1

%

5000
1 22.50 23.00
207.0
o_m},‘l‘l‘“_ww 20l 032503871 4760 549, n/; 71.10  82.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0
5000 = ==
22.50 23.00
m/z 43.10 60.68%
127.0
O‘\\l‘\\’\L\'\J‘\I‘\‘\{“‘\41\9\7‘\(\)\\‘\\\\‘\%??‘\o\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.10 58.62%

l‘ |J‘137.\.‘1970 296.0

%

O‘Huw‘u‘“H‘Huw‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0 22.50 23.00
m/z 55.05 24.71%
B W\JLD
o \‘ || 1270 1970 267.0  367.0
P A A e e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.545 16.71 ng 2484550 Perylene-di2 23.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Isocholesteryl methyl ether 400 C28H480 029944-53-4 30
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 20
5 Norflurazon 303 C12H9C1F3N30 027314-13-2 15

Abundance Scan 3478 (23.545 min): BP005640.D\data.ms (-3473) (-  m/z 43.10 100.00%

43.1
145.1
5000
P ‘
Y 95368 /7 145.05  56.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000 e :
414.0 23.50
W 2130 303.0 m/z 55.10  55.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217433: .beta.-Sitosterol
43.0
T \
23.50
5000 ITI/Z 81.00 54.26%
414.0
i \ WL 2550 570
oL bbb ‘“‘uh ““rt‘wguw \Mww IS
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #212393: Isocholesteryl methyl ether —— ‘
43.0 23.50
m/z 57.05 54.18%
07.0 368.0
5000
bl
0l ‘«u”mu‘H‘ ~—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052821\
Data File : BP0O@5640.D

Acqg On : 28 May 2021 15:48
Operator : CG/JU

Sample : M2532-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.111 95.5 ng 4959490 1  7.987 1038920 20.0
4-((1E)-3-Hydro... 16.733 3.2 ng 332416 4 17.351 2093160 20.0
n-Hexadecanoic ... 18.233 14.1 ng 1470000 4 17.351 2093160 20.0
3,5-Dimethoxy-4... 18.492 3.8 ng 402121 4 17.351 2093160 20.0
2-Pentanone, 1-... 18.539 10.7 ng 1119820 4 17.351 2093160 20.0
2-Bromo dodecane 18.704 33.1 ng 3469250 4 17.351 2093160 20.0
Octadecanoic acid 19.457 4.8 ng 625394 5 21.416 2600940 20.0
Docosane, 7-hexyl- 20.468 15.1 ng 1956610 5 21.416 2600940 20.0
1-Docosanol, me... 20.580 3.7 ng 476356 5 21.416 2600940 20.0
unknown20.84 20.845 5.4 ng 703575 5 21.416 2600940 20.0
1-Heneicosyl fo... 21.127 4.0 ng 517144 5 21.416 2600940 20.0
Docosane, 11-bu... 21.557 23.5 ng 3060590 5 21.416 2600940 20.0
Tetracosane 22.668 16.0 ng 2380310 6 23.863 2973010 20.0
.gamma.-Sitosterol 23.545 16.7 ng 2484550 6 23.863 2973010 20.0
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