LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acqg On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

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

Signal : TIC: BF123247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rVB 256093 328102 8.07% 1.141%
2 5.475 571 576 579 rBV 3337875 3083876 75.83% 10.728%
3 6.481 742 747 759 rBV 2951923 3364951 82.74% 11.706%
4 6.857 807 811 814 rBV 934347 822007 20.21% 2.859%
5 7.416 901 906 909 rBV 2219992 2064615 50.77% 7.182%
6 8.140 1024 1029 1032 rBV 1320565 1118685 27.51% 3.892%
7 9.216 1207 1212 1215 rBV 3860192 3507877 86.26% 12.203%
8 9.610 1275 1279 1283 rBV 217766 174522 4.29% 0.607%
9 9.898 1323 1328 1331 rBV 1549230 1284130 31.58% 4.467%
10 10.686 1458 1462 1474 rBV 1582249 1367180 33.62% 4.756%
11 11.386 1577 1581 1585 rBV 1631773 1369060 33.67% 4.763%
12 11.916 1664 1671 1688 rBV 695896 1247149 30.67% 4.338%
13 12.186 1712 1717 1723 rVB 77371 95337 2.34% 0.332%
14 12.504 1765 1771 1778 rBV5 23315 48887 1.20% ©.170%
15 12.575 1779 1783 1788 rVB 42603 46102 1.13% 0.160%
16 12.639 1788 1794 1801 rBV9 31734 99983 2.46% 0.348%

17 12.710 1801 1806 1819 rBV 958701 1394937 34.30% 4.853%
18 12.980 1847 1852 1856 rBV 4083709 4066669 100.00% 14.147%

19 13.939 2008 2015 2027 rBV6 65601 226953 5.58% 0.789%
20 14.039 2028 2032 2035 rVB 1434800 1267785 31.18% 4.410%

21 14.892 2174 2177 2184 rBV4 31970 52192 1.28%
22 15.157 2213 2222 2227 rBV3 128698 353957 8.70%
23 15.510 2277 2282 2286 rBV 860837 1046691 25.74%

OO WRO®
e}
N
=
B

24 15.980 2358 2362 2368 rBV2 42048 59802  1.47% 208%
25 16.492 2445 2449 2454 rVB 29664 42817 1.05% 149%
26 16.780 2492 2498 2500 rBV6 22733 44564 1.10% ©.155%
27 17.092 2548 2551 2557 rVB3 28862 52340 1.29% ©0.182%

28 18.562 2795 2801 2810 rVB9 45943 115494  2.84% 0.402%

Sum of corrected areas: 28746664
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Feb 2021 16:11

: M1430-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
BF123247.D

Ju/CaG

: 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 3
R.T. EstConc Area Relative to ISTD R.T.
2.134 7.98 ng 328102 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 12
Abundance Scan 8 (2.134 min): BF123247.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
55.1 87.1
T
‘ 2.202.302.402.50
Ot et bl Mz 43,05 36.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R RN RN
43.0 2.202.302.402.50
590 87.0 m/z 55.10  26.27%
o |
O\\‘\\\\‘\\\H“\\\\“}\‘\\‘\\\\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
PR
40 55, 87.0 2.202.302.402.50
5000 m/z 87.10 24.41%
29.0
15.0
Ot e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol N R AR ARREN
73.0 2.202.302.402.50
m/z 41.05 11.20%
55.0 /
43.0
5000
27.0
o 20 O s
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 18.22 ng 1247150  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1671 (11.916 min): BF123247.D\data.ms (-1664) (-} ' m/z 73.00 100.00%
43.0 73.0
5000
129.0
—
| H‘l 157.1185.12132 o) 12.00
oWw““‘w‘W”‘m“mmmwm‘_“m_‘Hm_u‘www‘_ m/z 43.05 89.50%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157018502130 560 | M/Z 60.60  81.83%
O\H‘HH“}‘HH!H\H‘\\‘H\‘\\‘}h“‘\\”‘l‘\“\‘H‘\H\‘HH‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
— =
12.00
5000 43.0 129.0 m/z 41.10  70.45%
185.0
228.0
101.0 157.0
Ol rrrprrrr e Al bl e b
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 68.74%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.710 20.38 ng 1394940  Phenanthrene-d10 11.386
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1806 (12.710 min): BF123247.D\data.ms (-1801) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.1 241.2 Aoy =
‘ ‘ ‘ ‘ 284.; 12.50 13.00
ob— \;‘d ’H\ H!\ “H‘WHH‘L ‘M ld ] el ‘L s \‘ N P “‘ m/z 43.10 95.54%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 == T
12.50 13.00
‘ 185.0 2410 284 m/z 60.00 82.05%
ob—— ;‘\’\ h!‘ \‘H“‘ \\h‘\‘ M‘ h}\‘\ . ‘\ ' \‘ [N “‘ e “\‘
miz--> 50 100 150 200 250
Abundance
43.0 73.0
—— =
12.50 13.00
5000 129.0 m/z 57.05 78.19%
199.0 2420
0 167.0
e e e
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid =T e
60.0 12.50 13.00
m/z 55.10 75.62%
5000 129.0
97.0 1710 2130 256.0
o) M— “\‘ U!‘ “H“‘\‘ \\h“‘\ ;‘H‘\‘ ul ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ , e S
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.939 3.58 ng 226953 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2015 (13 939 min): BF123247.D\data.ms (-2008) (- m/z 83.10 100.00%
43.Q
T251 ——
191.0 14.00
- “‘ | “‘ BB mjz 55.00  94.50%
miz-> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 T
14.00
m/z 43.05 89.72%
0 19¢ \‘\ il H\ \‘ *‘ \h h 1820 224.0 266.0
\\\\‘\\ T \\\\\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
43.0 83.0
——
14.00
5000 m/z 57.10 85.73%
125.0
168.0 238.0
(o R it N
miz--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1 —
57.0 97.0 14.00
m/z 69.05 82.77%
5000
9.0
0 19Q \‘\ ‘ ‘ \H\ 1l \‘\ h :!'810 222.0 264.0 308.0
SR “ - - e ——
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.157 6.76 ng 353957 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Eicosane 282 C20H42 000112-95-8 60
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 52
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 52
5 Tritetracontane 605 C43H88 007098-21-7 52

Abundance Scan 2222 (15.157 min): BF123247.D\data.ms (-2213) (- m/z 57.10 100.00%

57.1
5000
267.1

97.0 —— ——
15.00 15.50
LT e 2 || a
0 L——dpll by o e m/z 71.10 79.77%
mi/z--> 50 100 150 200 250
Abundance #117638: Nonadecane
57.0
5000 — —
15.00 15.50

m/z 43.10 74.02%

990
T \ \ ‘ T \ T \ \ ‘ T \ \ T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance
57.0

—
15.00 15.50
5000 m/z 85.10  41.46%

27.0
990 1410 1830 2250 2820
Ol b L T T
miz--> 50 100 150 200 250

Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester —— ——
57.0 15.00 15.50

m/z 55.00 36.51%

5000
27.0
“‘ 127, 1970
b Al

I Mh \\h H H Il 0 167 0 243.0

m/z--> 50 100 150 200 250 15.00 15.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acq On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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 unknownl8.562 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.562 2.21 ng 115494 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 1-iodo- 254 C9H191I 004282-42-2 27
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 27
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 27
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 27
5 Octadecane 254 C18H38 000593-45-3 18

Abundance Scan 2801 (18.562 min): BF123247.D\data.ms (-2795) (- m/z 71.10 100.00%
71.1
40 113.0
) 208.0 L L
165.0 ‘ 18.2018.4018.6018.80
- AL TR L wjz s7.es  97.30%
miz--> 50 100 150 200 250
Abundance #106031: Nonane, 1-iodo-
43.0
5000 85.0 N R AEEREEEn
18.2018.4018.6018.80
m/z 43.10 87.71%
127.0
O T T “\ U‘ ‘ L‘\ ‘\ T ‘\ ‘ T T T T "]-\6\9.(\) T ‘ T T T \25‘4\0\ T T
miz--> 50 100 150 200 250
Abundance
43.0
R EmaEa e ARARA
18.2018.4018.6018.80
5000 m/z 55.00 68.66%
85.0
. 127.0 169.0 2120
T
m/z--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R AERRAR T
57.0 18.2018.4018.6018.80
m/z 58.00 46.98%
5000
113.0
27,0
ol 2O L L LT 1501830 2sa0
m/z--> 50 100 150 200 250 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123247.D

Acqg On : 20 Feb 2021 16:11
Operator : JU/CG

Sample : M1430-12

Misc :

ALS vial : 9 Sample Multiplier: 1

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... 2.134 8.0 ng 328102 1 6.857 822007 20.0
n-Hexadecanoic ... 11.916 18.2 ng 1247150 4 11.386 1369060 20.0
Octadecanoic acid 12.710 20.4 ng 1394940 4 11.386 1369060 20.0
1-Heneicosanol 13.939 3.6 ng 226953 5 14.039 1267790 20.0
Nonadecane 15.157 6.8 ng 353957 6 15.510 1046690 20.0
unknown18.562 18.562 2.2 ng 115494 6 15.510 1046690 20.0
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