LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123357.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.834 122 127 282 rVB2 7156997 47242916 100.00% 20.038%
2 5.563 585 591 594 rBV 5778501 6565746 13.90% 2.785%
3 6.510 745 752 760 rBV 3042603 4563423 9.66% 1.936%
4 6.857 806 811 818 rBV 2743366 2867138 6.07% 1.216%
5 7.428 898 908 911 rBV 5307222 9645497 20.42% 4.091%

6 8.133 1019 1028 1031 rBV 2788142 3882629  8.22% 1.647%
7 9.216 1201 1212 1215 rBV 8817047 15068583 31.90% 6.391%
8 9.892 1317 1327 1330 rBV 3242574 4317870 9.14% 1.831%
9 10.698 1452 1464 1467 rBV 6297149 9717946 20.57% 4.122%
10 11.386 1570 1581 1583 rBV 3660883 4264248 9.03% 1.809%
11 11.569 1608 1612 1615 rVB 1772225 1773939 3.75% ©.752%
12 11.739 1638 1641 1644 rBV 745884 1001199 2.12%  0.425%
13 11.769 1644 1646 1649 rVB 660444 592960 1.26% 0.251%
14 11.921 1661 1672 1674 rBV 6016786 13866532 29.35% 5.881%
15 11.986 1674 1683 1686 rVB 8224828 20335949 43.05%  8.625%
16 12.204 1716 1720 1723 rBV2 353373 502460 1.06% ©.213%
17 12.357 1743 1746 1749 rVB 1161462 1027407 2.17% 0.436%
18 12.539 1773 1777 1780 rBV 1762633 2086075 4.42%  0©.885%
19 12.569 1780 1782 1785 rVV 1999554 2167123 4.59% 0.919%
20 12.716 1789 1807 1808 rVV2 8273839 24923204 52.76% 10.571%

21 12.780 1808 1818 1825 rVB2 10464541 30885948 65.38% 13.100%
22 12.998 1842 1855 1857 rVB 8970712 15516079 32.84% 6.581%
23 13.533 1943 1946 1951 rVB 968890 832489 1.76% ©.353%
24 13.874 2001 2004 2018 rVB 1914721 2735115 5.79% 1.160%
25 14.039 2027 2032 2035 rVB 3938788 4021058 8.51% 1.705%

26 15.521 2276 2284 2295 rVB 3133687 4712453 9.97% .999%
27 16.039 2367 2372 2383 rVB3 248344 656510 1.39% 0.278%

=

Sum of corrected areas: 235772496
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M1545-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
BF123357.D

3 Mar 2021 15:54

Ju/ca

: 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

le+07
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TIC: BF123357.D\data.ms
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TIC: BF123357.D\data.ms
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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.
2.834 1318.19 ng 47242900 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 127 (2.834 min): BF123357.D\data.ms (-122) (-)
73.1

m/z 73.10 100.00%

5000
43.1
87.1
Lg 0 2.60 2.80 3.00 3.20
Obrrr e P20 L1010 s 4310 35.48%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L I L L L B I IR
55.0 2.60 2.80 3.00 3.20
41)0 87.0 m/z 87.10  28.35%
27.0 ‘
0 \H‘\\H‘\H\‘H\m“hu‘il\‘\\‘\‘\1‘\“\\\\H\lu‘uu‘uu‘\.\u‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0
S AARRREEE T
2.60 2.80 3.00 3.20
5000 ITI/Z 55.10 27.18%
45.0
29.0
0 ‘H““w"‘w“JJp“HML"‘H§9{9‘H‘wlu““w“%ﬂ%KQ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- R ARBERRRREEEE
73.0 2.60 2.80 3.00 3.20
m/z 41.05 12.40%
5000
43.0
oL 20 180 20 || 500 | g9
Frr e e e e e e e R L AEERN RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Caffeine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.569 33.28 ng 1773940  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 N-(4-Methoxyphenyl)-2-hydroxyimi... 194 C9H10N203 1000143-61-3 30
3 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C1@H160 051733-68-7 27
4 Benzenamine, N,N'-methanetetrayl... 194 C13H10ON2 000622-16-2 27
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 27
Abundance Scan 1612 (11.569 min): BF123357.D\data.ms (-1608) (1  m/z 194.10 100.00%
194.1
109.0
5000 67.0
1150 |
165.1 :
o‘H_ﬁﬂpmhmeum_w‘_HMH‘WLH_‘L_HW‘H3§9??Z%f m/z 109.00  63.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56738: Caffeine
194.0
109.0
5000 — :
67.0 11.50
m/z 67.00 51.21%
28-0‘ ‘ 1650 |
O \\‘!‘H‘\\‘[H\\M‘\H‘\\i“\H‘\“H‘H‘\H”"\\H‘\‘\H‘\H‘\‘\H\‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56902: N-(4-Methoxyphenyl)-2-hydroxyimino-acetamide
44.0 149.0 194.0
T \
108.0 11.50
78.0 o
5000 m/z 55.10 44 ,25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25269: Ethanone, 1-(1,3-dimethyl-3-cyclohexen-1-yl)- — ‘
109.0 11.50
m/z 82.05 37.79%
- | MHJL/A,J/VX\
0 m‘H"\‘Huhu:‘J\‘H‘Jw"u“uw9,1‘5‘%"0”‘w‘Www,www —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.739 18.78 ng 1001200 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 94
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1641 (11.739 min): BF123357.D\data.ms (-1638) (1 m/z 74.00 100.00%

74.0
5000
43.1
T e
143.1
227.2 11.50 12.00
11.1 185.1 270.1
ob— m“\ H Al %‘ - ““ it N m/z 87.00 70.62%
miz--> 50 100 150 200 250
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.10 33.75%
‘ ‘ ‘ 1850 227.0 2700
O\\‘\‘\“\“‘ ‘h‘ \\\\|‘\ \‘\‘\“ \‘\“\‘\“\\‘\\
m/z--> 150 200 250
Abundance #119423.PeMadecanmcacm,l44nemyh,meﬂwleﬁer
74.0
T o
11.50 12.00
5000 43.0 m/z 55.10 30.78%
| L M‘ \“ ;1101430 185.0 227.0 2700
ool dh =, L e
miz--> 50 100 150 200 250
Abundance #107593: Pentadecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.10 28.02%
5000
43.0
‘ 143.0
213.0 256.0
ol H“‘w 4119, “ L3820, |, - T
mlz--> 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.769 11.12 ng 592960 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
2 Methyl 8-methyl-nonanoate 186 C11H2202 1000336-43-6 38
3 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 38
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 35
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 35

Abundance Scan 1646 (11 769 min): BF123357.D\data.ms (-1644) (1 m/z 74.00 100.00%

74.0
41.1
5000 205.1
175.1
— —
‘ | 109.1 143.1 “ ‘ 3229611 11.50 12.00
0 bbbl ““““‘1‘&‘:“ Lt gl M“lu b ST m/z 87.00  63.35%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — —
175.0 11.50 12.00
) m/z 57.10 58.20%
‘ 135.0 ‘ ‘ ‘F32 0261.0
0l I ‘\M\‘ W‘ ‘H‘H‘M‘ ‘\HH \M‘\\‘ MH} }H‘H‘\ “H“l”‘\‘ M\‘ L ‘h‘ \‘\‘H‘\ ‘w““ , ‘H‘ - !\‘ Rans “‘ EaaR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50078: Methyl 8-methyl-nonanoate
74.0
— —
11.50 12.00
5000 m/z 55.10  54.55%
143.0
101 0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49868: Nonanoic acid, 9-oxo-, methyl ester — ——
74.0 11.50 12.00
m/z 41.10 51.85%
5000 41.0
111.0 143 0
ook bt bty || sa00 o -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.922 260.14 ng 13866500 Phenanthrene-di10 11.386
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1672 (11.921 min): BF123357.D\data.ms (-1661) (- m/z 73.00 100.00%

73.0
5000 1201
213.2 s
391 ‘ ‘ 1711 256.1 12.00
ob— M LI b 181380y ce.ee  81.45%
50

N

m/z--> 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CT
12.00
1710 2130 2560 m/z 43.10 79.32%
O i““ ‘ﬁ‘m‘oi““‘\w \‘ T “\ \‘ \‘\ " \“ I “‘\ L
m/z--> 50 100 150 200 250 300
Abundance #72647: Tridecanoic acid

73.0
L —
12.00
5000 129.0 m/z 41.10 69.68%
29. 171.0
‘ 214.0
o‘ ““ \‘dm“\ }‘\H‘h} “ ‘n“ .l “‘ T “\‘ R
50

m/z--> 100 150 200 250 300
Abundance #95851: Pentadecanoic acid —
73.0 12.00

m/z 55.10  68.50%

-

5000 129.0

199.0 2420
Ly M‘h“w ;‘M‘\‘ i “‘ %6‘3“0{ ‘ ; ‘\ | ‘

m/z--> 50 100 150 200 250 300 12.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.986 381.51 ng 20335900 Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 1683 (11.986 min): BF123357.D\data.ms (-1674) (- m/z 73.05 100.00%
73.0
5000 129.1 A//)/VW\ANAA‘
213.2
—
391 ‘ ‘ 171.1 ‘ 256.1 1200
([ w‘U‘ ik ol l “w‘, A “u —— 318 myz 43.18  79.35%
miz-> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
1710 2130 256.0 m/z 60.00 78.76%
O i““ ‘ﬁ‘m‘oi““‘\w \‘ T “\ \‘ \‘\ " \“\‘\ T “‘\ L
miz--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
——
12.00
5000 129.0 m/z 41.10 71.53%
29.
199.0 242.0
o= “\‘ Ly H‘h“\ ;‘M‘\‘u} “‘16‘3;‘0;“ L N — “\‘ ——
miz--> 50 100 150 200 250 300
Abundance #72647: Tridecanoic acid —
73.0 12.00
m/z 55.10 68.81%
5000 129.0
29. 171.0
‘ 214.0
ow‘h Al ‘,“‘ —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 wunknownl2.20 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.204 9.43 ng 502460 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohex-2-enone, 5-(3-methoxyph... 313 C18H19NO2S 1000311-23-3 43
2 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 38
3 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 35
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 35
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 35

Abundance Scan 1720 (12.204 min): BF123357.D\data.ms (-1716) (-} m/z 97.10 100.00%
97.1

313.3 T ‘ T T ‘ T
M ‘ %2-0 2oL 1o 9266, 12.00 12.50
ol d Mo d p | 200123522691 | ./ 5710 49.04%
miz--> 50 100 150 200 250 300
Abundance #155505: Cyclohex-2-enone, 5-(3-methoxyphenyl)-3-[(thi
97.0
5000 — —
12.00 12.50
313.0 m/z 73.00 38.49%
39.0 151.0
Ot H“‘ oty \““”‘1”\‘ \“\ “” t \:L‘\BS\‘O \2\2r9r0‘2\7\11‘0‘\ T e
miz--> 50 100 150 200 250 300
Abundance #2967: Isoxazole, 3,5-dimethyl-
97.0
e T
12.00 12.50
5000 54.0 ITI/Z 117.00 35.97%
O‘M‘Wﬁkwuﬂ‘q e
miz--> 50 100 150 200 250 300
Abundance #170750: Sulfurous acid, cyclohexylmethyl undecyl ester T —
97.0 12.00 12.50
m/z 75.00 31.01%
h | wtjm\/
S N .Y SN, py\ W SL
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.357 19.27 ng 1027410 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 33
4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 32
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
Abundance Scan 1746 (12.357 min): BF123357.D\data.ms (-1743) (. m/z 57.10 100.00%
57.1
5000 97.1 M
12‘06 iZ‘Sd
169.2 . : :
ob— u‘u‘u ‘w u‘w“ A 1350 TP 220.12520284% /7 97,10 47.36%
miz--> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — ——
12.00 12.50
113.0 m/z 113.10 44.26%
b ) ‘ | 168.0
O\\\\‘H\‘\“M\W\”\\\|\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #54932: Octane, 2-bromo-
57.0
= —
12.00 12.50
5000 m/z 55.10 29.82%
113.0
27,0 ‘
ol ddy, | a0
miz--> 50 100 150 200 250
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- — —
57.0 12.00 12.50
m/z 83.10 21.50%
50001 579 113.0 M
0 ‘w‘u“‘u‘w Ll Sl
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.539 39.14 ng 2086080  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1777 (12.539 min): BF123357.D\data.ms (-1773) (- m/z 74.00 100.00%

74.0
5000
411
‘ 143.1 255.2 12:50 |
199.1 ‘ . :
111 298.:
S — ,“‘ H i AL “ PR E i m/z 87.00  75.59%
miz--> 100 150 200 250 300
Abundance #143129: Methyl stearate
74.0
5000 T \
43.0 12.50
‘ 143.0 298.( m/z 43.10 35.87%
199.0 255.0
O\\\\’“\ “ ‘”‘\‘9;1%.\0‘\ \“‘\\\‘\“ \‘\\\“\“\\\“
miz--> 100 150 200 250 300
Abundance #95861: Methyl tetradecanoate
74.0
—— ‘
12.50
5000 ITI/Z 55.10 28.26%
43.0
143.0
199.0 242.0
oLkl o T 88 20
m/z--> 100 150 200 250 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester e ‘
74.0 12.50
m/z 41.10 25.32%
5000
143.0 255.0
o ‘ 199.0 298.(
o I— M‘MWMuﬁ‘p“L”“MH Al b ‘h ——
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Heptadecanoic acid, 16-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.569 40.66 ng 2167120  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 96
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90

Abundance Scan 1782 (12 569 min): BF123357.D\data.ms (-1780) (1 m/z 74.00 100.00%

74.0
5000
143.1 RN ‘
3900 199.1 255.2 9 12.50
0 43081, ‘, S 283 a1, 87,00 73.53%
miz--> 50 100 150 200 250 300
Abundance #143129: Methyl stearate
74.0
5000 —— :
12.50
‘ 143.0 2550 298.0 m/z 43.10 40.53%
199.0
O\ T \ “‘\ ‘\‘ ‘Mlp\‘\ \ \"‘\ T \‘\“ \‘\ T ‘\‘\ T \“ L ’
miz--> 100 150 200 250 300
Abundance #143190. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T T
12.50
5000 m/z 55.10 34.13%
143.0 255.0
‘ 199.0 298.0
b Algome | T L L
miz--> 50 100 150 200 250 300
Abundance #131300: Heptadecanoic acid, methyl ester —— ‘
74.0 12.50
m/z 41.10 29.51%
5000
143.0
241.0 284.0
: 7 bldspo | 1m0 20 H° =
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.716 495.85 ng 24923200 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1807 (12.716 min): BF123357.D\data.ms (-1789) (- m/z 73.05 100.00%

5000 129.1 J/L
185.2 241.2
— —
‘ ‘ ‘ 28?'3 12.50 13.00
0 M‘w““ Lt L 8ALS S8BT s 43,10 85.91%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
129.0
5000/ 28, 284.0 T T
1850 241.0 12.50 13.00
‘ m/z 60.00 78.75%
ol NNMMM ‘M‘M‘\‘MM‘HM“M“““““
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
3.0
— —
12.50 13.00
5000 129.0 m/Z 57.10 72.92%
29.¢
‘ 199.0242.0
oL, il H‘ Ju‘\‘m ‘ \‘ | “‘ “ L ““ S —
miz--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 55.10 67.41%
5000
129.0
29. 185.0228.0
O, T . ‘ . ; I ;
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.780 614.48 ng 30885900 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1818 (12.780 min): BF123357.D\data.ms (-1808) (- m/z 73.05 100.00%
.0

73
129.1
5000
241.2
185.2 284.3 — e
H ‘ ‘ ) 12.50 13.00
0.3 bl LA L L 3408 s 43018 95.58%
miz--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — e
83.0 12.50 13.00
1850 54y o 2240 m/z 60.05 81.51%
0! m}‘ﬂh“w w““\‘ ‘L .. “ ‘\‘\‘ “\ ‘\‘ . —
miz--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
—— —
12.50 13.00
5000 129.0 m/Z 57.10 77 .91%
29.
199.0 242.0
o= ‘L‘ ““‘h\“ M\‘u} “““ “ ;“ L N — “\‘ T
miz--> 50 100 150 200 250 300
Abundance #84452: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 41.10 72.86%
5000 129.0
185.0
29. 228.0
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\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.533 16.56 ng 832489 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 50
2 Tetradecanamide 227 C14H29NO 000638-58-4 41
3 Decanamide- 171 C1@H21NO 002319-29-1 35
4 2,4-Dimethyl-2,4-pentanediol 132 C7H1602 024892-49-7 35
5 2-(2-Ethoxyethoxy)ethyl 2-methyl... 218 C11H2204 1000366-97-5 25

Abundance Scan 1946 (13.533 min): BF123357.D\data.ms (-1943) (- m/z 59.00 100.00%

59.0
5000
1250
‘ 9.1 13.50 |
255 2299 1 ’
ol w‘, MWW dgd | 139522908 3551 L/ s57.10  8e.95%
mlz--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 125.0 — ‘
13.50
1990 m/z 72.00 47.52%
299.0
ots. Qi) | (2530 | s55.0300,
\\\\’\\1\‘Y\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #83610: Tetradecanamide
59.0
1 [
13.50
5000 m/z 45.00 46.13%
128.0 134, 0227 0
SATTN ) Pt tccodtl RO
m/z--> 50 100 150 200 250 300 350 400
Abundance #38977: Decanamide- T
59.0 13.50
m/z 56.10 45.81%
h \/M
128.0171.0
olso o ot o -
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF021921.M Thu Mar 04 17:08:12 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.874 54.42 ng 2735120 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 2004 (13.874 min): BF123357.D\data.ms (-2001) (- m/z 57.10 100.00%

97.1
5000
— ——
‘ H 182 1 13.50 14.00
ol i Ld L 1% 182 2801 2803 4/ s55.10  97.81%
m/z--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — ——
13.50 14.00
‘ ‘ #250 m/z 43.10 95.81%
196.0
0+ \“‘\‘m”i“ ‘\ “\‘ \‘ \““’ ‘1“”\“‘“\ ‘}‘ "”\ T \“ L B B B
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/z 83.10 92.86%
25.0
o LU gm0 o0 ams
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1 _— T
57.0 97.0 13.50 14.00
m/z 69.10 81.97%
5000
£
oo LARAA LI}, 1810 2220 2640 080 AT v
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Heptacosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.039 11.15 ng 656510 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 2372 (16.039 min): BF123357.D\data.ms (-2367) (- m/z 57.10 100.00%

57.1
5000
1.1
T \
16.00
oLk LRG0T L 22322751 3410 3965 /) 55 95 81.45%
mlz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 —— :
16.00
m/z 83.18  80.72%
O T \‘\‘ \" ‘ T ‘ ‘H\ “Ll “h]ﬂ‘\h\ .\ T ‘2\2\2\0\‘?\7$\0‘ TTTT ‘\3?\8.\0’ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
T \
16.00
5000 ITI/Z 43.10 80.01%
111.0
169.0
o AL 0 230000 s
miz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T ‘
83.0 16.00
m/z 69.10 71.20%
5000
o
o\‘M,‘Hwwﬁ??‘“‘?‘89‘9””_m,w _—
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123357.D

Acqg On : 3 Mar 2021 15:54
Operator : JU/CG

Sample : M1545-01

Misc :

ALS vial : 6 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.834 1318.2 ng 47242900 1 6.857 2867140 20.0
Caffeine 11.569 33.3 ng 1773940 4 11.386 4264250 20.0
Hexadecanoic ac... 11.739 18.8 ng 1001200 4 11.386 4264250 20.0
7,9-Di-tert-but... 11.769 11.1 ng 592960 4 11.386 4264250 20.0
n-Hexadecanoic ... 11.922 260.1 ng 13866500 4 11.386 4264250 20.0
Pentadecanoic acid 11.986 381.5 ng 20335900 4 11.386 4264250 20.0
unknownl12.20 12.204 9.4 ng 502460 4 11.386 4264250 20.0
2,4,4,6,6,8,8-H... 12.357 19.3 ng 1027410 4 11.386 4264250 20.0
Methyl stearate 12.539 39.1 ng 2086080 4 11.386 4264250 20.0
Heptadecanoic a... 12.569 40.7 ng 2167120 4 11.386 4264250 20.0
Octadecanoic acid 12.716 495.9 ng 24923200 5 14.039 4021060 20.0
Tetradecanoic acid 12.780 614.5 ng 30885900 5 14.039 4021060 20.0
Ethanol, 2-buto... 13.533 16.6 ng 832489 5 14.039 4021060 20.0
Trichloroacetic... 13.874 54.4 ng 2735120 5 14.039 4021060 20.0
1-Heptacosanol 16.039 11.2 ng 656510 6 15.521 4712450 20.0

8270-BF021921.M Thu Mar 04 17:08:14 2021

Pag 18



