LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc :

ALS vial : 7 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 562 566 576 rBV 1024289 877049 34.09% 6.641%
2 6.416 732 736 747 rBV 620789 532302 20.69% 4.030%
3 6.781 794 798 801 rBV 468651 414090 16.09%  3.135%
4 7.345 888 894 896 rBV 1290780 1364544 53.03% 10.332%
5 8.057 1010 1015 1018 rBV 611238 543240 21.11% 4.113%

6 9.139 1193 1199 1201 rBV 2590665 2573047 100.00% 19.483%
7 9.810 1309 1313 1317 rBV 751279 616528 23.96% 4.668%
8 10.604 1444 1448 1452 rBV 1436749 1485992 57.75% 11.252%
9 11.304 1563 1567 1570 rBV 774395 642189 24.96% 4.863%
10 11.839 1652 1658 1674 rBV 201838 282434 10.98%  2.139%

11 12.033 1680 1691 1693 rBv4 23660 60619 2.36% ©.459%
12 12.627 1787 1792 1801 rBV 150566 197513 7.68%  1.496%
13 12.904 1834 1839 1842 rBV 2441489 2320905 90.20% 17.573%
14 13.268 1892 1901 1911 rBV2 60433 145579 5.66% 1.102%

15 13.951 2013 2017 2021 rBV 425012 416388 16.18% 3.153%
16 14.021 2023 2029 2041 rVvV2 54660 134167 5.21% 1.016%
17 14.598 2121 2127 2135 rBV 53825 98229 3.82% 0.744%
18 15.198 2221 2229 2234 rBV2 28999 61798 2.40% 0.468%
19 15.427 2263 2268 2273 rBV 318113 375210 14.58% 2.841%
20 15.874 2338 2344 2348 rBV3 17206 39067 1.52% 0.296%
21 16.662 2473 2478 2486 rVB8 10870 25986 1.01% 0.197%
Sum of corrected areas: 13206876
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Dec 2023 12:11
¢ CG\JU
: 05585-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
BF136665.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000
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1500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 8.80 ng 282434  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
Abundance Scan 1658 (11.839 min): BF136665.D\data.ms (-1652) (- m/z 73.00 100.00%
43.0 73.0
- o
‘ 11.50 12.00
Obrerrrrrll m/z 43.05 94.50%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 = st
129.0 11.50 12.00
213.0 m/z 60.00 89.41%
‘ ‘ (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\i}‘\\”\” \h\‘\“‘H\H““H“”h “\H\‘H‘HH‘HH‘\‘H‘H‘H\\‘\‘H\‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0
— P
11.50 12.00
5000 129.0 m/z 55.05 74 .54%
199.0
101.0 157.0 2420
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92069: Tridecanoic acid =3 T
73.0 11.50 12.00
43.0 m/z 57.05 73.75%
5000 129.0
171.0
‘ 214.0
o? - <A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 6.15 ng 197513  Phenanthrene-di10 11.304
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 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1792 (12.627 min): BF136665.D\data.ms (-1787) (- m/z 43.05 100.00%

43.0 73.0
5000 129.0

185.2 241.2 T T —
284.1 12.50 13.00

o] I— ;M" HM\ S ‘L A L ‘L - “\‘ m/z 73.00 90.03%

\
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 e e
129.0 12.50 13.00

m/z 59.95 80.71%

‘ 1850 5410 284(
o] \“ \“\’\ !‘ “H“‘ \\”‘L ‘M‘ Ly | - ‘\ S “‘ R ““
m/z--> 50 100 150 200 250
Abundance

43.0 73.0

12.50 13.00

5000 129.0 m/z 57.05  75.26%
199.0 2420
167.0
0 e e T e
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid

‘ ‘ —
.0 12.50 13.00
m/z 55.05 73.77%

60
5000 129.0
97.0 1710 2130 256.0
‘\‘ \‘ “H“‘\‘ Mhu\ M‘M} \“ ‘ ‘ | ‘ L ‘\
50

o

100 150 200 250 12.50 13.00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 6.99 ng 145579  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Triacontane 422 C30H62 000638-68-6 80
3 Octacosane 394 (C28H58 000630-02-4 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1901 (13.268 min): BF136665.D\data.ms (-1892) (- m/z 57.05 100.00%
57.0
- M«/xfﬁkay/\“wmA»Wquf
T —
‘ | i 13 1 1008 13.00 13.50
ol bl e m/z 71.65 63.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 ptoealng o
13.00 13.50
m/z 43.05 60.12%
ol L ‘ h\ ‘h h‘ \ | \699 . 2250 281.0 352.0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 46.03%
113.0
0 169.0 2250 281.0 337.0 422.(
T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane e T g™
57.0 13.00 13.50
m/z 54.95 24.53%
5000
0 \‘ \‘\ uh\ \h\ h u \\ \ \ \ 2250 281.0 337.0 394.0
“““““‘ [ e e T T —— —
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11

Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1
Quant Method
Quant Title : ASP BNA STANDARDS FOR 5
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

POINT CALIBRATION

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octacosane, 2-methyl-

Concentration Rank 3

001560-98-1 91
000629-94-7 87
000630-01-3 87

R.T. EstConc Area Relative to ISTD
14.021 6.44 ng 134167  Chrysene-di12
Hit# of 5 Tentative ID MW MolForm
1 Octacosane, 2-methyl- 408 C29H60
2 Heneicosane 296 C21H44
3 Hexacosane 366 C26H54
4 Heptadecane, 9-octyl- 352 C25H52

5 Sulfurous acid, 2-propyl tridecy...

306 C16H3403S

007225-64-1 87
1000309-12-4 87

Abundance Scan 2029 (14.021 min): BF136665.D\data.ms (-2023) (-} | m/z 57.05 100.00%
57.0
5000
‘ 14.00 |
11 .
- h “H H‘ Lt W 20 2809 m/z 43.10 61.83%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 S :
14.00
9.0 m/z 71.05 53.02%
ol ‘L “‘\ || 141.0183.0925.0267.0300.0 3650
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T \
14.00
5000 ITI/Z 85.05 49,56%
99.0
o150 141.018302250  296.0
T e T e e
miz-> 50 100 150 200 250 300 350 M
Abundance #275537: Hexacosane R e
57.0 14.00
m/z 55.00 27.78%
5000
e e e e e e e S T T e e P
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.598 4.72 ng 98229  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2127 (14.598 min): BF136665.D\data.ms (-2121) (-] | m/z 57.05 100.00%

57.0
5000

— —
41.0 14.50 15.00
0L ‘J‘ i “‘ ”““‘H‘ ““\“u‘\‘” ‘J‘T8‘%J"‘ ‘2?’9‘2‘ T T m/z 71.10 68.78%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — :
14.50 15.00

m/z 43.10 61.95%

15.0 ‘L 1) h‘ | 141018302250  296.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

—
14.50 15.00

o

5000 m/z 85.05 53.07%
99.0
0 141.0183.0225.0267.0309.0 365.0
T T T T T T T T T [T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane e ‘
57.0 14.50 15.00

m/z 55.05 25.04%

B MMAJ\MW

o A R T T T T — —

m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.198 3.29 ng 61798 Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octadecane 254 C18H38 000593-45-3 78
3 Tetratetracontane 619 C44H90 007098-22-8 74
4 Heptacosane 380 C27H56 000593-49-7 74
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2229 (15.198 min): BF136665.D\data.ms (-2221) (- m/z 57.05 100.00%

57.0
5000

——
‘HM” 209.0 15.00 15.50
prer b e e e e e m/z 71.05  62.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0

5000 RN
15.00 15.50
m/z 43.05 55.72%

1104970 2060
‘\\\\‘H\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

—
15.00 15.50

o

o

5000 m/z 85.05 54.73%
127.0 2540
O et o T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T T
57.0 15.00 15.50

m/z 55.10  21.66%

1 WMW

| }27:0197.0 267.0337.0407.0 491.0562.0

Ol L 1270 267 0337.0407.0 491.0562.0 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.874 2.08 ng 39067 Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 80
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
3 Pentacosane 352 (C25H52 000629-99-2 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2344 (15.874 min): BF136665.D\data.ms (-2338) (- m/z 57.00 100.00%
57.0
2000 A/LNJ\\NW
. ‘ T T ‘ T
} ‘ 41.0 209.0 355.0 15.50 16.00
ol bkl J“““Mhm““ Lo 280 L m/z 71.00  73.84%
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 — e
15.50 16.00
m/z 43.05 68.96%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.05 39.86%
99.0
0Lty A0 21002530 3090 3660
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane “ —
57.0 15.50 16.00
m/z 41.00 31.62%
5000
9.0
. “““ ““““““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122123\
Data File : BF136665.D

Acqg On : 21 Dec 2023 12:11
Operator : CG\JU

Sample : 05585-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
n-Hexadecanoic ... 11.839 8.8 ng 282434 4 11.304 642189 20.0
Octadecanoic acid 12.627 6.2 ng 197513 4 11.304 642189 20.0
Pentacosane 13.268 7.0 ng 145579 5 13.957 416388 20.0
Octacosane, 2-m... 14.021 6.4 ng 134167 5 13.957 416388 20.0
Heneicosane 14.598 4.7 ng 98229 5 13.957 416388 20.0
Octadecane 15.198 3.3 ng 61798 6 15.427 375210 20.0
Octacosane 15.874 2.1 ng 39067 6 15.427 375210 20.0
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