LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS Vvial : 16 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122862.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.440 566 570 594 rBV 2530544 2497259 89.51% 11.895%
2 6.457 738 743 762 rBV2 2412542 2790051 100.00% 13.290%
3 6.657 774 777 782 rBV 19179 29685 1.06% 0.141%
4 6.822 801 805 811 rBV 839511 732718 26.26%  3.490%
5 7.386 896 901 0911 rBV 1615477 1605082 57.53% 7.646%

6 8.104 1019 1023 1041 rVB 1067576 910825 32.65%

7 9.180 1201 1206 1209 rBV 3066114 2677034 95.95% 1

8 9.298 1221 1226 1230 rBV 258165 259437  9.30%

9 9.575 1269 1273 1282 rVB 119386 122964 4.41%
9.857 1317 1321 1332 rVB 1128772 961315 34.46%

PO RLRND
N
w
(o))
R

11 10.445 1417 1421 1428 rBV 85994 132513  4.75%
12 10.651 1452 1456 1465 rBV 1485557 1543072 55.31%
13 11.345 1570 1574 1577 rBV 934045 807564 28.94%
14 11.833 1655 1657 1661 rBV3 26257 41554  1.49%

OO WNO®
0
IS
N
3R

15 11.869 1661 1663 1675 rVB3 106665 143539 5.14% 684%
16 12.316 1737 1739 1744 rVB 53892 47049 1.69% 0.224%
17 12.416 1751 1756 1757 rBV5 29395 45102 1.62% ©0.215%
18 12.557 1777 1780 1783 rBV 99886 108605 3.89% ©.517%
19 12.586 1783 1785 1792 rVV2 60546 82042 2.94% 0.391%
20 12.657 1794 1797 1802 rBV5 23315 35930 1.29% 0.171%

21 12.786 1814 1819 1824 rBV 99488 115657  4.15%
22 12.927 1839 1843 1847 rBV 2361121 2338280 83.81% 1
23 13.163 1880 1883 1885 rBV2 30774 37444  1.34%
24 13.845 1996 1999 2010 rVB3 88787 182333 6.54%

POOR®
=
N
0
xR

25 13.986 2019 2023 2026 rBV 889173 865580 31.02% 123%
26 15.092 2207 2211 2216 rVB 465653 520638 18.66% 2.480%
27 15.451 2268 2272 2280 rBV 708956 933104 33.44%  4.445%

28 15.892 2343 2347 2355 rVB 290255 427033 15.31% 2.034%

Sum of corrected areas: 20993409
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Dec 2020 18:44

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
BF122862.D

Ju/CaG
L5207-01

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: 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\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

0208 s.0ng 250437 Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

»4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
etacetamol 151 C8H9NO2 000621-42-1 58
cetaminophen 151 C8HINO2 000103-90-2 53
yridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 53
-Cyclopropyl-p-fluorobenzylamine 165 C1@OH12FN 1000250-88-9 47

uih wNnR
ZTV>Z=XN

Abundance Scan 1226 (9.298 min): BF122862.D\data.ms (-1221) (-) m/z 43.00 100.00%

43.0 109.1
151.1
5000
R e AR
‘ | 85‘-0 9.00 9.20 9.40 9.60
O bt bl M b myz 1e9.10 91.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \\\‘\\\\/\‘\\\\‘\\\\’\\\\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 59.70%
O \]-\5\.‘0\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \m\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.(‘)\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
P T e
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 20.19%
43.0
80.0
Y o NN NSV NN AN RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen e A RRaaEEEEEE R
109.0 9.00 9.20 9.40 9.60
m/z 85.05 14.75%
5000 151.0
43.0 80.0
0 15. 0 ‘ I h M |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 unknownl®.445 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.445 2.76 ng 132513  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 53
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 38
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 38
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 35
Abundance Scan 1421 (10.445 min): BF122862.D\data.ms (-1417) (- m/z 43.05 100.00%
43.0 109.1
5000 151.1 213.1
\
TREIN
[(JIRRRSE X M J‘M\MU‘LN‘ H“H“m b b b m/z 109.10  84.37%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 A
10.50
m/z 213.10 42.48%
O H\‘\‘\‘\ \“‘P\‘\“\‘H‘ \“\“\ \H“\ \‘\H\ ‘ \ \Hl‘\ “\H‘\“ \\1\‘H‘H‘J-\g\\z\‘()\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
——
10.50
m/z 151.05 39.97%
5000 43.0 151.0 /
81.0
‘ ‘ ‘ ‘ 179.0
0 "w‘LWH_MML T e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬂ
Abundance #24972: Pyridine, 2-butyl-, 1-oxide bt
109.0 10.50
m/z 41.05 23.60%
5000 151.0
o0 mol
e e e e e —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.868 3.55 ng 143539  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1663 (11.869 min): BF122862.D\data.ms (-1661) (1 m/z 73.00 100.00%

431 730
5000
I L Th e e
11.50 12.00
0! m/z 43.10 84.52%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 11.50 12.00
213.0 m/z 59.95 81.45%
L) HH 157.0185.0
O\H’\l\\‘}‘\\”\”\HH\‘H!\H“‘\\‘”‘}‘\H\‘H‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
P B T
11.50 12.00
5000 129.0 ITI/Z 55.05 65.88%
199.0
Lk e LT
SEEIN P o i R
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #84453: Tetradecanoic acid I T
73.0 11.50 12.00
43.0 m/z 57.10 64.49%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 9-Tricosene, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.21 ng 182333 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
2 Cyclododecane, ethyl- 196 C14H28 028981-49-9 89
3 Isoheptadecanol 256 C17H360 057289-07-3 87
4 1-Nonadecene 266 C19H38 018435-45-5 86
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81

Abundance Scan 1999 (13.845 min): BF122862.D\data.ms (-1996) (- m/z 83.10 100.00%

43.1 831
5000
25.1
230.0 T L
‘ M 291.1328 1 13.50 14.00
— m/z 55.85 99.65%
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
[ =g =i
> ero
5000 — ——
13.50 14.00
m/z 97.10  99.46%
‘ j{ 322.0
o AL ED 102022202620 T
m/z--> 50 100 150 200 250 300 350
Abundance #58304: Cyclododecane, ethyl-
55.0
— ——
97.0 13.50 14.00
5000 m/z 69.10  88.26%
166.0
oL ‘;H‘M‘ | m“ L ‘w“‘\ N
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Isoheptadecanol — T
83.0 13.50 14.00
43.0 9
m/z 43.10 86.31%
5000
LS e
oLl e 1
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.092 11.16 ng 520638 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2211 (15.092 min): BF122862.D\data.ms (-2207) (-1 m/z 57.10 100.00%
57.1

B

5000
“ T31m92252 26.1 15.00
0 H‘dp“ﬂhﬁwl“h“w‘ 02613802 4583 n/; 71.10 73.78%
miz—s 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57.0
5000 —— ‘

15.00
m/z 43.10 60.25%

|| 1301600 200

O\\‘\‘\‘\\\\‘\\“\\l“\l\\\‘\\\1‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
R \
15.00
5000 m/z 85.10 55.65%

\‘ ﬂ | |‘ | 169.02250 296.0

%

O R B e A RRREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0 15.00
m/z 55.10 21.50%
w MNNAW\AVuvA/VMWWm%mwA
oLl | 1 113-0169.0 225.0281.0337.0 394.0
A A A A e e T e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.892 9.15 ng 427033 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 (C24H50 000646-31-1 92
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2347 (15.892 min): BF122862.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1

5000 Ju
— ——
‘ ]113 1 169.2 15.50 16.00
ol | L1 18922252 280133313822 4484 0 g 19 75.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 — ——
15.50 16.00
m/z 43.10 59.04%
1 ||]M\ 169.0 2250 282.0
O\‘\‘\‘\“\\‘\‘\‘\‘\}\‘\“\\‘\‘!\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane
57.0
— ——
15.50 16.00
5000 ITI/Z 85.10 58.54%
LT 2690 2250 2510 3360
“W““‘“‘_““mu“u““u“‘u““u““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane — —
57.0 15.50 16.00
m/z 55.10 20.73%
. JWMJ\(W
13.0
O ‘ ‘ u|\ \i ‘ \1 oy 1\69 0 225 O 295 0 367 0
R B e e R RRRERS — ——
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122862.D

Acqg On : 24 Dec 2020 18:44
Operator : JU/CG

Sample : L5207-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
2,4,7,9-Tetrame... 9.298 5.4 ng 259437 3 9.857 961315 20.0
unknown10.445 10.445 2.8 ng 132513 3 9.857 961315 20.0
n-Hexadecanoic ... 11.868 3.5 ng 143539 4 11.345 807564 20.0
9-Tricosene, (Z)- 13.845 4.2 ng 182333 5 13.986 865580 20.0
Nonadecane 15.092 11.2 ng 520638 6 15.451 933104 20.0
Eicosane 15.892 9.2 ng 427033 6 15.451 933104 20.0
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