LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125269.D

Acqg On ¢ 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS Vvial : 12 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: BF125269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 10 16 24 rBV 3200888 4280523 78.61% 11.585%
2 5.128 513 517 524 rVB 59293 71860 1.32% 0.194%
3 5.528 581 585 596 rBV 2654039 2357456 43.30% 6.381%
4 6.534 752 756 763 rBV 1760612 1492034 27.40% 4.038%
5 6.910 817 820 824 rBV 1228301 1050516 19.29% 2.843%

6 7.475 911 916 919 rBV 3136476 3079521 56.56% 8

7 8.092 1018 1021 1035 rBV 601575 908238 16.68%  2.458%

8 8.198 1035 1039 1042 rBV 1697946 1376459 25.28% 3

9 9
9

725%

.269 1217 1221 1225 rBV 5710582 5301694 97.37% 14.349%

10 .951 1333 1337 1346 rBV 1966949 1622116 29.79%  4.390%
11 10.327 1397 1401 1403 rBV 89482 75164 1.38% ©.203%
12 10.739 1467 1471 1481 rBV 3922236 3918425 71.96% 10.605%
13 10.857 1489 1491 1495 rVB 69132 72863 1.34% 0.197%
14 11.439 1586 1590 1594 rBV 1971445 1642504 30.17%  4.445%
15 11.821 1653 1655 1659 rVB 146242 116296 2.14%  ©.315%
16 11.963 1675 1679 1683 rBV 917924 882728 16.21% 2.389%

17 12.745 1809 1812 1818 rBV 511859 484612 8.90%  1.312%
18 13.027 1855 1860 1863 rBV 5955659 5444948 100.00% 14.737%
19 13.927 2010 2013 2020 rVB 392977 467512  8.59% 1.265%
20 14.080 2035 2039 2046 rVB 1189142 1067157 19.60%  2.888%

21 15.580 2289 2294 2300 rBV 979259 1235023 22.68% 3.343%

Sum of corrected areas: 36947649
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Aug 2021 18:48
: M3561-13

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
BF125269.D

Ju/CaG

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125269.D

Acqg On : 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS vial : 12  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.
2.181 81.49 ng 4280520 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 16 (2.181 min): BF125269.D\data.ms (-10) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0
87.1

| 2.202.302.402.502.60
Otttk i b e iz 43.00 a4.36%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TIT T T[T T[T rrrryrrm1
43.0 2.202.302.402.502.60
550 87.0 m/z 55.00 35.10%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
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RN RRARZEE RS L
41.0 87.0 2.202.302.402.502.60
: 55.0 o
5000 ITI/Z 87.10 25.46%
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50 | L]
O+t bl e
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Abundance #2307: 1,3-Dioxolane, 2-methyl- A
73.0 2.202.302.402.502.60

m/z 41.00 14.55%
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0 A ‘ | ! ‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125269.D

Acqg On : 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS vial : 12  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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.092 13.20 ng 908238 Naphthalene-d8 8.198

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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Pentaethylene glycol 238 C10H2206 004792-15-8 53

Abundance Scan 1021 (8.092 min): BF125269.D\data.ms (-1018) (-) m/z 57.00 100.00%
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5000 L L L B L I
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75.0 m/z 40.95 33.13%
O+ T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\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
R R RN R
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5000 ITI/Z 75.00 16.46%
41.0
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ool Ul paee
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Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- A EEmma R S
45.0 7.80 8.00 8.20 8.40
m/z 56.00 16.33%
5000
89.0
29.0
73
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\BF083021\
Data File : BF125269.D

Acqg On : 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.963 10.75 ng 882728  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1679 (11.963 min): BF125269.D\data.ms (-1675) (- m/z 59.95 100.00%
60.0
5000
129.1
8 213.2 AN
T
0 pree M Al i b Lot bk m/z 73,00 98.75%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00
m/z 43.00 97.78%

213.0
157 0185.0
0 ]“ﬁ‘o“‘} ‘ulﬂ‘ ‘H!H ‘W‘ %“\‘ w“l“l ‘\‘H‘\‘ —— “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ O
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #46966: n-Decanoic acid
73.0

P
129.0 12.00
5000 m/z 57.00 86.08%
43.0
e || amo
(YRSBBSESS (A 87 1 | ek
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.00 82.81%
5000 129.0
99.0
B0 e
O%ﬁ?k“JﬂNWWWW&WNMMMWHJMJHJHWH‘WHH_H‘_‘ —r—
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\BF083021\
Data File : BF125269.D

Acqg On : 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS vial : 12  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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.745 5.90 ng 484612  Phenanthrene-d10 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 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 1812 (12.745 min): BF125269.D\data.ms (-1809) (- m/z 43.00 100.00%

43.0/,73.0
5000 129.0
185.1 2412 —— ——
‘ ‘ ‘ ‘ 284.1 12.50 13.00
oL "\JMHMMMMJMJﬁWWWm“y‘L‘“M"JHH - 1 m/z 57.00 98.20%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — —
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 73.00 94.97%
oL ““ H‘ h!\ H‘ H‘H\ HM‘ M \‘ I ‘ “‘ “ - \‘ “\ ‘\‘ . ‘\‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
RS —
12.50 13.00
5000 129.0 m/Z 60.00 92.00%
‘ ‘ 199.0 2420
ol H‘H‘n ll “H\H“ H\h‘\‘ il ‘\“1‘61-0;\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid P =
60.0 12.50 13.00
m/z 55.00 79.13%
5000 129.0
7.0 1710 2130 256.0
oLb—— ‘M‘H‘H U!‘ Al ‘\ Hh”\ ‘H‘\ ul ‘ ‘ ‘ . \‘ ““\‘ e — e
m/z--> 50 100 50 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125269.D

Acqg On : 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc :

ALS vial : 12  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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.927 8.76 ng 467512 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 2013 (13.927 min): BF125269.D\data.ms (-2010) (- m/z 57.00 100.00%
51.0
97.1
5000
1006
39.0 . :
(- L u“ LI o101 25212891 8850 4, 55,00 99.57%
mlz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 T
14.00
m/z 43.00 91.11%
0 19-‘1) \‘\ \‘ ‘\ \H\ % \‘\ d\ \\8‘102220 2640 308.0
\\\\‘\\\\ T \\\\‘\\\ \\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 T
14.00
5000 m/z 83.10 76.13%
015-0‘ W ‘\ \ ‘3%‘9 | 219'0 255.0 356.(
= et
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane ——
57.0 14.00
97.0 m/z 69.00 68.79%
- W‘L/
ols. ol \\ )| 1390 1060 2690 3200
R L I L A e B e e ——
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125269.D

Acqg On ¢ 30 Aug 2021 18:48
Operator : JU/CG

Sample : M3561-13

Misc

ALS Vvial : 12  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... 2.181 81.5 ng 4280520 1 6.910 1050520 20.0
Ethanol, 2-(2-b... 8.092 13.2 ng 908238 2 8.198 1376460 20.0
n-Hexadecanoic ... 11.963 10.8 ng 882728 4 11.439 1642500 20.0
Octadecanoic acid 12.745 5.9 ng 484612 4 11.439 1642500 20.0
n-Tetracosanol-1 13.927 8.8 ng 467512 5 14.080 1067160 20.0

8270-BFO81821.M Tue Aug 31 13:20:14 2021 Pag 8



