LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc :

ALS Vvial : 24 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139949.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 14 23 rVB 1409349 2286928 90.13% 11.423%
2 5.110 505 513 519 rBV 110792 165713 6.53% 0.828%
3 5.504 574 580 585 rBV 1645496 2108373 83.09% 10.531%
4 6.504 744 750 755 rBV 1506217 1948898 76.81% 9.735%
5 6.893 810 816 821 rVB 530049 656949 25.89%  3.281%
6 7.445 904 910 915 rBvV 998477 1253818 49.41% 6.263%
7 7.698 949 953 959 rBV 47198 58011 2.29% 0.290%
8 8.169 1028 1033 1038 rBV 591405 733399 28.90% 3.663%
9 8.387 1064 1070 1076 rBV3 21833 30731 1.21% 0.153%
10 9.245 1210 1216 1226 rBV 1687640 2073429 81.72% 10.357%
11  9.875 1317 1323 1327 rBV 39598 50143 1.98% 0.250%
12 9.928 1327 1332 1336 rVWV 573567 736698 29.03% 3.680%
13 9.957 1336 1337 1342 rVB 34567 32844 1.29% 0.164%
14 10.633 1448 1452 1460 rVB 99285 125876 4.96% 0.629%
15 10.710 1460 1465 1475 rBV 990159 1246638 49.13% 6.227%

16 11.410 1579 1584 1592 rBV 648071 837313 33.00%
17 11.933 1668 1673 1686 rBV 297155 429101 16.91%
18 12.622 1786 1790 1802 rBV 65131 127443 5.02%
19 12.722 1802 1807 1814 rBV 47630 84780 3.34%
20 12.851 1825 1829 1835 rVB 47473 70328 2.77%

OO0 OoONPH
o))
w
~N
R

21 12.998 1848 1854 1859 rBV 2022195 2537327 100.00% 1
22 13.892 2001 2006 2013 rBV 248487 373370 14.72%
23 14.051 2028 2033 2040 rVB 631130 840878 33.14%
24 14.521 2110 2113 2119 rVB 70712 95717  3.77%

RO hARN
N
[
I
xR

25 15.174 2221 2224 2235 rVB 117899 226162  8.91% 130%
26 15.527 2279 2284 2290 rBV 326381 503649 19.85% 2.516%
27 16.015 2362 2367 2372 rBV 143949 243929 9.61% 1.218%

28 16.068 2372 2376 2385 rVB 68073 141969 5.60% ©.709%

Sum of corrected areas: 20020414
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Oct 2024 ©01:08
: RC/JU
: P4385-10

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
BF139949.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->

TIC: BF139949.D\data.ms

5.504
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1500000
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TIC: BF139949.D\data.ms
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8.169 9.928
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Time-->
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2000000
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Time-->

TIC: BF139949.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 69.62 ng 2286930 1,4-Dichlorobenzene-d4 6.893

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 14 (2.175 min): BF139949.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
55.0 87.1 H‘\\H‘HH‘\H\‘HH‘\H
‘ ‘ 2.202.302.402.502.60
Ol et bl myz 43,05 41.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T T[T T[T TTT
43.0 2.202.302.402.502.60
590 87.0 m/z 55.05  30.84%
mo |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R RRAREEAELE
40 55, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 25.42%
29.0
150 ‘W\ ‘ ‘\ w
o+t e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARAEE e
73.0 2.202.302.402.502.60
m/z 41.10 13.66%
5000 43.0
58.0
29.0 87‘-0
o) ¥ Y M S A S —
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.110 5.04 ng 165713 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Octanol 130 C8H180 000589-98-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 513 (5.110 min): BF139949.D\data.ms (-505) (-) m/z 43.00 100.00%
3.0
5000
101.1
‘ 4.80 5.00 5.20 5.40
Ol bl 2088z 59,10 59.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L R B R
4.80 5.00 5.20 5.40
m/z 58.00 17.81%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15660: 3-Octanol
59.0
RBEEEENN EED R
4.80 5.00 5.20 5.40
5000 m/z 101.10 17.57%
29.0 83.0
0 1| “ - | 1120
ERRRREEEY R AR RARRE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl- A e A
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.03%
5000
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.634 3.42 ng 125876  Acenaphthene-di10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HO9NO 014548-46-0 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
Abundance Scan 1452 (10.633 min): BF139949.D\data.ms (-1448) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0
— —
10.50 11.00
152.1
Ol prr e b 2290 el m/z 77.05  65.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e e
10.50 11.00
510 m/z 182.10  52.56%
o2mo || 1969 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
770 183.0 10.50 11.00
5000 51.0 m/z 50.95  28.43%
0 ‘ i | 1270 1540 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T .
105.0 10.50 11.00
m/z 181.10 9.11%
77.0
5000
51.0
0 27'0 L \‘ Inl lyll ‘ ‘ 125'0 15\4.0 !\
R A e e — —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 10.25 ng 429101 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35

Abundance Scan 1673 (11.933 min): BF139949.D\data.ms (-1668) (- m/z 73.00 100.00%

43.0 ,73.0
5000
129.1
213.2 L —
H‘ 157.1185.2 ‘ 256.3 12.00
oWw“‘:‘w!ﬂ“1“‘ M“mhw umum“_“”_‘m\HWMW‘_ m/z 60.60  93.48%
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
12.00
m/z 43.05 92.58%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—

43.0

12.00
5000 129.0 m/z 57.10 82.03%
171.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00

m/z 55.05 76.82%

5000 129.0
199.0
e e T
1.0 If] bl Ll 1 \m ul L i

O‘H‘w‘qh“‘H"H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.03 ng 84780  Phenanthrene-dle 11.410
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 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1807 (12.722 min): BF139949.D\data.ms (-1802) (- m/z 43.05 100.00%

43.0 73.0
5000

129.1

185.2 241.3 284

oL—— ;‘d I \H\}MHH“H\‘H“H\‘\‘m\‘M‘H‘\h‘ Lo “‘ m/z 73.05 92.57%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

m/z 57.10  85.13%

‘ 185.0 5410 284
. \“ \“\ M\\ \‘H““M”‘L ‘1‘““ Al . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

0
— —
12.50 13.00
5000 129.0 m/z 55.05 79.63%
‘ 199.0 2420
oL— ‘\‘ m ’H‘\ h“ “H“H\‘ Hhu\ M\ ] “‘ ‘l‘eﬂ‘o“ ‘ . ‘i N “\ P
miz--> 50 100 150 200 250
Abundance #109280: Tetradecanoic acid — —
73.0 12.50 13.00
41.0 m/z 60.00 79.53%
5000 129.0 228.0
185.0
ol— H‘ \H ‘\“H\‘ \hu ‘N‘\‘m} ;‘ ‘ L m‘“ e ‘i A R W/\m‘ Y, My
miz--> 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\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08

Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9-Tricosene, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.892 8.88 ng 373370  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92

Abundance Scan 2006 (13.892 min): BF139949.D\data.ms (-2001) (- m/z 57.10 100.00%
1.1
97.1
5000
1950 1400
230.1 : :
ol “ m‘ L1307 1822 201 2808 3521 o ooqp g7.76%
miz--> 50 100 150 200 250 300 350
Abundance #227236: 9-Tricosene, (2)-
55.0 97.0
5000 — ——
13.50 14.00
m/z 43.10 82.23%
‘ J( 322.0
O\“\ ‘\ “\”‘\‘M\‘ “L\‘\ ‘h “\“820224\0\‘2§6\(\)\‘\\‘\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
— ——
13.50 14.00
5000 m/z 83.10 71.13%
250
ol | \\ ‘m 14 1670 210.0 250.0 293.0 3300
e : y e
m/z--> 50 100 150 00 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate “ —
57.0 13.50 14.00
97.0 m/z 69.10 65.81%
5000 NyvaNvaJ\pfvﬂkﬁ“/v
i “‘ e e e P e
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\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 8 Carbonic acid, octadecyl pr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.522 2.28 ng 95717  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 94
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Hexadecane 226 C1l6H34 000544-76-3 93
5 Octadecane 254 C18H38 000593-45-3 92
Abundance Scan 2113 (14.521 min): BF139949.D\data.ms (-2110) (-} ' m/z 57.10 100.00%
57.1
1.1 1450 |
14.50
254 1 397..
- “h‘ “‘ “““‘}5‘5‘1‘197“1‘ 2503001 384200 /2 43.18 63.75%
miz--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 —— :
14.50
m/z 71.1@ 57.78%
‘ 11.0
O \“\ ‘\“‘ H“ \“ T “‘ \“\‘“\]-\E)‘g\o\\ T ‘2\2\4\(\)‘ T \\2?7‘\0\ T ‘ L
miz-> 50 100 200 250 300 350
Abundance #277469.Cafbonk:add,emosyIWnylemer
57.0
T \
14.50
5000 m/z 55.10 42 .86%
11.0
bk L il ) 15501060 2520 _aaso
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T
57.0 14.50
m/z 85.10 40.41%
- m
oL om0 a0 -
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\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS vial : 24

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Tricosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.174 8.98 ng 226162  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Docosane 310 C22H46 000629-97-0 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2224 (15.174 min): BF139949.D\data.ms (-2221) (- m/z 57.10 100.00%

57.1
5000

— —
‘ | | 9\'1 141.1183.2 225.1 302.1 354.1 15.00 15.50
ol bl | 177 1892225.1264.13021 3541 4/, 71,10 63.11%
m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
5000 e ——
15.00 15.50
9.0 324.0 m/z 43.10 61.03%
‘ | | \ | }41-0183.0 5250 267.0
O\‘\“‘\”\‘\“‘\h‘ \H\“\}“‘\“\ \“\H - “\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
— —
15.00 15.50
5000 m/z 85.10 47 .37%

9.0
L1y 1101830 g390 2100
ol A b L e
miz--> 50 100 150 200 250 300 350

Abundance #262017: Heptadecane, 9-octyl- T T
57.0 15.00 15.50
m/z 55.10  23.21%
o w/v\“/kwvj\“ﬂﬁm/\AJV
9.0
239.0
oL Llil. 1410830 *POo8105230 S
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 10 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.015 9.69 ng 243929  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Docosane 310 C22H46 000629-97-0 96
3 Tricosane 324 C23H48 000638-67-5 94
4 Hexacosane 366 C26H54 000630-01-3 94
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
Abundance Scan 2367 (16.015 min): BF139949.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
- ML
T \
| ‘ L] H \Jrll 196.2 253.2292.1  365.2 16.90
O e L R i e e S e m/z 71.10 60.94%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — :
16.00
9.0 m/z 43.10 57.81%
\\\‘\\\\‘\\\‘\!!\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
R \
16.00
5000 m/z 85.10 42.98%
9.0
L ‘“ MJ ‘141?18§0 239.0 310.0
S I 0 I e -
m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane T ‘
57.0 16.00
m/z 55.10 21.56%
= Wd\/\m
324.0
‘ ‘ || \ \}410183022502670
ob—d b b L e e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 11 1-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.068 5.64 ng 141969  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 99
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Octacosyl acetate 452 C30H6002 018206-97-8 90
Abundance Scan 2376 (16.068 min): BF139949.D\data.ms (-2372) (- m/z 57.10 100.00%
1.1
1111
5000
T \
‘ ‘ 560 2311 5811 342.1 386 16.00
ol LA m/z 55.18  93.56%
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.(
97.0
5000 —— :
16.00
m/z 97.10 89.61%
39.0
‘\ \ ‘ \h\ |1}, 182.0 322.0
O\\\ ‘\\‘\\‘\\\\““\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
T \
16.00
5000 m/z 83.10 87.52%
39.0
o L0 0zm0ze00
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 16.00
m/z 43.10 85.23%
5000 11.0
oL LLLLLLL 1398010002380 2020 3040 -
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139949.D

Acqg On : 23 Oct 2024 01:08
Operator : RC/JU

Sample : P4385-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.175 69.6 ng 2286930 1 6.893 656949 20.0
2-Pentanone, 4-... 5.110 5.0 ng 165713 1 6.893 656949 20.0
Benzophenone 10.634 3.4 ng 125876 3 9.928 736698 20.0
n-Hexadecanoic ... 11.933 10.3 ng 429101 4 11.410 837313 20.0
Octadecanoic acid 12.722 2.0 ng 84780 4 11.410 837313 20.0
9-Tricosene, (Z)- 13.892 8.9 ng 373370 5 14.051 840878 20.0
Carbonic acid, ... 14.522 2.3 ng 95717 5 14.051 840878 20.0
Tricosane 15.174 9.0 ng 226162 6 15.527 503649 20.0
Pentacosane 16.015 9.7 ng 243929 6 15.527 503649 20.0
1-Tricosene 16.068 5.6 ng 141969 6 15.527 503649 20.0
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