LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50

Operator : CG\JU

Sample : 04714-07

Misc

ALS Vvial : 16 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135612.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.963 484 489 506 rBV 892259 1242676 44.17% 6.173%
2 5.375 555 559 581 rBv 2755595 2813328 100.00% 13.975%
3 5.757 621 624 632 rVB 30673 31592 1.12% 157%
4 6.387 728 731 750 rBV 2734397 2778660 98.77% 13.803%
5 6.587 763 765 778 rVB 35112 60546 2.15% 0.301%
6 6.739 787 791 800 rBV 976346 855011 30.39% 4.247%
7 7.304 883 887 890 rBV 1993867 1686861 59.96% 8.379%
8 8.016 1005 1008 1022 rVB 1258695 1041403 37.02% 5.173%
9 9.092 1187 1191 1195 rBV 2851175 2373775 84.38% 11.792%
10 9.210 1208 1211 1216 rBV 55570 56310 2.00% 0.280%
11  9.769 1303 1306 1315 rBV 1071090 969648 34.47% 4.817%
12 10.569 1438 1442 1453 rBV 1220031 1232860 43.82% 6.124%
13 11.263 1557 1560 1564 rBV 915281 777049 27.62% 3.860%
14 11.798 1648 1651 1662 rBvV2 182057 257936 9.17%  1.281%
15 12.592 1783 1786 1799 rBV2 31830 60176  2.14% 0.299%
16 12.857 1827 1831 1835 rBV 1644908 1436332 51.05% 7.135%
17 13.768 1982 1986 1988 rBV 40696 43369 1.54% 0.215%
18 13.810 1988 1993 2006 rVB2 68837 225485 8.01% 1.120%
19 13.921 2009 2012 2016 rBV 755824 720539 25.61% 3.579%
20 14.086 2036 2040 2043 rBV 28161 29962 1.07% 0.149%
21 14.392 2089 2092 2096 rVB 58742 54606 1.94% 0.271%
22 14.451 2096 2102 2117 rBVS5S 73385 248722 8.84% 1.236%
23 14.692 2140 2143 2147 rVB 32729 35778 1.27% 0.178%
24 15.027 2196 2200 2204 rVB 142849 161215 5.73% 0.801%
25 15.392 2257 2262 2274 rBV 576993 778451 27.67% 3.867%
26 15.839 2333 2338 2348 rVB 98730 158675 5.64% 0.788%

Sum of corrected areas: 20130965
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
BF135612.D

: 05 Oct 2023 21:50
¢ CG\JU
. 04714-07

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.963  29.07 ng 1242680 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
Abundance Scan 489 (4.963 min): BF135612.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
R Eaans e BAREER
‘ 83.1 101.1 4.60 4.80 5.00 5.20
Ot 7RO S m/z 59.18 55.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B LA B I
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10 16.22%
O \\\‘\!‘f.!‘\\!?“ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A A RammanET
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.17%
20.0 101.0
ol 130 Jodl 73.0 85.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.10%
5000 41.0
29.
87.0
oo W lome L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.798 6.64 ng 257936  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1651 (11.798 min): BF135612.D\data.ms (-1648) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
Pt —
H M 101.0 157.1 185.2213.2 256.3 11.50 12.00
0 ,w‘i‘:‘”‘w - : m/z 60.00 87.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 71
11.50 12.00
157.0 14502130 256.0 m/z 72.95 75.73%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
e =
11.50 12.00
5000 m/z 57.10 72.33%
129.0
‘ ‘ 171.0 214.0
101.0
0,?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid el —
43.0 73.0 11.50 12.00
m/z 55.00 66.67%
5000
129.0 242.0
199.0
Ll eses, | ame
0,‘M‘N‘W”WU¢4HNLNﬂ‘MuWLHdwﬂuyh‘wuuw‘u‘ﬂ‘u“ Ty —T
m/z--> 20 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\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.810 6.26 ng 225485  Chrysene-di2 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Tetracosene 336 C24H48 010192-32-2 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1993 (13.810 min): BF135612.D\data.ms (-1988) (- m/z 43.10 100.00%
43.1
97.1
5000
1350  14.00
39.14 . .
ob— M u“ H\ W?Wm || uH | f:liu‘\‘ , ‘2‘4’8‘8‘ b m/z 57.05 91.79%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — e
13.50 14.00
m/z 55.00 87.68%
pi00 | LLLLL %0 sep0 ppa0 200
miz-> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
— ——
13.50 14.00
5000 m/z 97.10 80.68%
25.0
SENEEANRURUEL CETY I
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol — T
434 83.0 13.50 14.00
’ m/z 83.10 75.54%
5000
25.0
o L o aine e g
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\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.451 6.90 ng 248722  Chrysene-di12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 78
2 1-Heptacosanol 396 C27H560 002004-39-9 46
3 1-Tetracosene 336 C24H48 010192-32-2 46
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 46
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 46
Abundance Scan2102(14451num BF135612.D\data.ms (-2096) (- m/z 57.10 100.00%
57. 218.1
5000
——
14.50
oLy m/z 43.10 94.36%
m/z--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
5000 LN
14.50
m/z 55.00 91.53%
‘ ‘ 30.0,g) (2240
O\\“\L‘ \\‘\\‘h“\\\\‘\\‘\\‘\\\\|\\\\|\\\\
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0
——
1110 14.50
5000 ' m/z 218.10 87.76%
ob LU LIL 1L 1757 0195.0236.0278.03200 3780
e Bt b e e
m/z--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene B
55.0 97.0 14.50
m/z 83.10 75.13%
- MMAV/\/\WMA
| | ?9 0 336.0
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.027 4.14 ng 161215 Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2200 (15.027 min): BF135612.D\data.ms (-2196) (-} | m/z 57.10 100.00%
57.1
15.00 |
131 :
0 M«L“u!ulw‘ L2091 23602831 o w/z 71.e5  63.24%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
5000 it :
15.00
m/z 43.10 63.15%
oL \ h 11130 169.0 225.0 281.0 380.0
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T
15.00
5000 m/z 85.05 43.16%
i ““‘H e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane T
57.0 15.00
m/z 55.00 20.37%
. WM\M
\ \ \ ]f 0 1600 2400
T DS B L it — ——
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample : 04714-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.839 4.08 ng 158675 Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 (C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2338 (15.839 min): BF135612.D\data.ms (-2333) (- m/z 57.10 100.00%
57.1
2000 JN—/
90 — —
15.50 16.00
ol “M A M LAAL01831 2391 30933548 . 43.05 60.13%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — —
15.50 16.00
m/z 71.10 57.68%
.0
0 \‘ “\ ‘H\ \h H‘ | ]‘_4‘19 1830 225.0 282.0
\\\‘\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
— ——
15.50 16.00
5000 m/z 85.05 44.77%
9.0
ol L L1 4018302250 267.0 309.0 3520
e ; T i e R
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane o —
57.0 15.50 16.00
m/z 55.05 25.65%
o WW
ol ‘L‘ LA M | 14101830 225.0 267.0 309.0 _367.
g = I B AL I H e B — ——
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\BF100523\
Data File : BF135612.D

Acqg On : 05 Oct 2023 21:50
Operator : CG\JU

Sample . 04714-07

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
2-Pentanone, 4-... 4.963 29.1 ng 1242680 1 6.739 855011 20.0
n-Hexadecanoic ... 11.798 6.6 ng 257936 4 11.263 777049 20.0
1-Heneicosanol 13.810 6.3 ng 225485 5 13.921 720539 20.0
Cyclohexadecane 14.451 6.9 ng 248722 5 13.921 720539 20.0
Heptacosane 15.027 4.1 ng 161215 6 15.392 778451 20.0
Eicosane 15.839 4.1 ng 158675 6 15.392 778451 20.0
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