LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc :

ALS Vvial : 22 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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139640.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 3 11 26 rVB 1548022 2441986 100.00% 14.830%
2 5.081 498 508 515 rVB 90149 139096 5.70% 0.845%
3 5.487 571 577 582 rBV 1317541 1719327 70.41% 10.441%
4 6.492 742 748 753 rBV 1338371 1768718 72.43% 10.741%
5 6.863 806 811 816 rBV 401588 486165 19.91%  2.952%

6 7.428 901 907 912 rBV 857706 1155158 47.30% 7.015%
7 8.145 1024 1029 1034 rBV 507821 623107 25.52%  3.784%
8 9.222 1206 1212 1217 rBV 1603754 2061968 84.44% 12.522%
9 9.898 1322 1327 1332 rBV 564413 693921 28.42% 4.214%

10 10.610 1443 1448 1454 rVB 54389 66986 2.74% 0.407%
11 10.686 1456 1461 1477 rBV ~ 935487 1200371 49.16%  7.290%
12 11.386 1574 1580 1588 rBV 565512 722177 29.57%  4.386%
13 11.910 1659 1669 1681 rBV2 142273 227869 9.33%  1.384%
14 12.598 1780 1786 1794 rBV 31432 40380 1.65% ©.245%
15 12.692 1797 1802 1811 rBV 19238 34686 1.42% ©0.211%
16 12.827 1816 1825 1831 rVB 28709 43535 1.78% 264%

17 12.968 1844 1849 1854 rBV 1455633 1858724 76.12% 1
18 13.880 1998 2004 2019 rBV2 47294 119332 4.89%
19 14.021 2020 2028 2038 rVB 384746 541630 22.18%
20 15.062 2201 2205 2213 rVB 12789 27669 1.13%

OwWoORro
N
N
U1
S

21 15.492 2272 2278 2289 rVB 319848 493655 20.22%  2.998%

Sum of corrected areas: 16466460
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\

BF139640.D

: @03 Oct 2024 19:22
: RC/JU
: P4236-05

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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.
2.157 100.46 ng 2441990 1,4-Dichlorobenzene-d4 6.863

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 11 (2.157 min): BF139640.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R EmaaE s AR
‘ J 881 2.202.302.402.502.60
O WL B8O Il 88 7 4365 46.75%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T T [T T T T[T T T[T TTT 7T

43.0 2.202.302.402.502.60
m/z 55.05 31.54%

27.0 ‘ 8%.0
O T ‘ L ‘ T “1 T “ T \ \ ’ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2.202.302.402.502.60

5000 55.0 m/z 87.10 26.45%
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“““““ “““ ““,‘ e
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Abundance #2245.Suane,teUanKthL R RRARREREE R
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5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.72 ng 139096 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
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 25
Abundance Scan 508 (5.081 min): BF139640.D\data.ms (-498) (-) m/z 43.05 100.00%
43.0
59.1
5000
‘ 83.0 1011 4.80 5.00 5.20 5.40
Ol bbbl Sl m/z 59.16 53.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L BN LR
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101.0 m/z 101.10  15.74%
31\'0 L | 83.0 |
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A Ramaa T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.65%
41.0
29.0 101.0
olerrerrpreer el 730 800 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e RARRR RO
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000 41.0
29.
il e T /\
oH‘1‘579‘H;‘Mm“;:‘Hwm‘!“i“‘7‘%10‘Hw“_‘gﬁ'gm,‘ Ngepll aldan I\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.910 6.31 ng 227869  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Trehalose 342 C12H22011 000099-20-7 50
Abundance Scan 1669 (11.910 min): BF139640.D\data.ms (-1659) (- m/z 43.05 100.00%
430 731
5000
129.1
213.2 R
Hl 157.1185.2 e 12.00
YIS w‘mwh el L0 T Twz 73010 92.58%
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 IR
12.00
167.01g5 02130  256.0 m/z 60.00 82.94%
0 \H‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 ,73.0
—=
12.00
5000 m/z 41.10 78.89%
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199.0
|
S N T i RN S
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Abundance #109279: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 75.71%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ —
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\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.41 ng 119332  Chrysene-di12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 2004 (13.880 min): BF139640.D\data.ms (-1998) (- m/z 57.05 100.00%
57.0
07.0
5000
230.1 0 14'00
‘ H #39_1 ‘ . 13.50 14.00
ob— WAy e  m/z 55.85 98.45%
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
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5000 — ——
13.50 14.00
m/z 43.10 94.11%
39.0
O T \“\‘ ‘\““ T ‘\‘ \‘ \‘H“ ‘M‘ \]‘h “\‘ ““\]“-\8\2\.()‘2\2\4.\-0\‘26\6\.(\)\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
— ——
97.0 13.50 14.00
5000 m/z 83.10 79.61%

014J

“L 139.0481 0 308.0
T e AL S B I e
m/z--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester e e

57.0 13.50 14.00
m/z 69.10 67.74%
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T \
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100324\
Data File : BF139640.D

Acqg On : 03 Oct 2024 19:22
Operator : RC/JU

Sample : P4236-05

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.157 100.5 ng 2441990 1 6.863 486165 20.0
2-Pentanone, 4-... 5.081 5.7 ng 139096 1 6.863 486165 20.0
n-Hexadecanoic ... 11.910 6.3 ng 227869 4 11.386 722177 20.0
1-Heneicosanol 13.880 4.4 ng 119332 5 14.021 541630 20.0
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