LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139860.D

Acqg On : 18 Oct 2024 18:12
Operator : RC/JU

Sample : P4425-05

Misc :

ALS Vvial : 18 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: BF139860.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 22 rVB 1854846 2944727 100.00% 13.182%
2 5.104 504 512 521 rVB 195735 290408 9.86% 1.300%
3 5.499 573 579 584 rBV 2044426 2684327 91.16% 12.016%
4 6.504 743 750 765 rVB 1977326 2738191 92.99% 12.257%
5 6.887 810 815 821 rBV 695996 883008 29.99%  3.953%
6 6.945 821 825 833 rVB 24281 30385 1.03% 0.136%
7 7.445 904 910 915 rBV 1282717 1596620 54.22% 7.147%
8 7.698 949 953 958 rBV 80028 94631 3.21% 0.424%
9 8.169 1028 1033 1038 rBV 860332 1054784 35.82% 4.722%
10 9.245 1210 1216 1221 rBV 2016648 2469671 83.87% 11.055%
11 9.922 1326 1331 1337 rBV 768571 959277 32.58% 294%

12 10.633 1447 1452 1458 rBV 289040 356000 12.09%
13 10.710 1460 1465 1479 rVB 951355 1195322 40.59%

oOpPhUT R, D
w
vl
[N
BN

14 11.410 1579 1584 1591 rBV 758320 928076 31.52% 154%
15 11.933 1666 1673 1684 rBvV2 47187 84677 2.88% 379%
16 12.457 1755 1762 1772 rVB4 17187 35128 1.19% 157%

17 12.998 1848 1854 1859 rBV 1820589 2338172 79.40% 10.
18 13.892 2001 2006 2022 rBV 129459 233084  7.92%
19 14.051 2027 2033 2040 rVV 629463 869519 29.53%
20 15.527 2278 2284 2289 rBV 362796 553763 18.81%

NWR OO
()
2
W
R

Sum of corrected areas: 22339770
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Oct 2024 18:12
: RC/JU
: P4425-05

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
BF139860.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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139860.D

Acqg On : 18 Oct 2024 18:12
Operator : RC/JU

Sample : P4425-05

Misc

ALS vial : 18 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 66.70 ng 2944730 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 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 14 (2.175 min): BF139860.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0 /\
87.1 H‘\\H‘HH‘\H\‘HH‘\H
‘ 91 2.202.302.402.502.60
Okt B2 L L2000 hyz 43.e5  43.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T[T T[T oo 77T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.79%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S S
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.28%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R aaanaan s
73.0 2.202.302.402.502.60
m/z 41.05 14.15%
5000
55.0
27.0 41)0
b0 |l eomso L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

8270-BF101824.M Sat Oct 19 04:08:10 2024 Page: 3



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
BF139860.D

: 18 Oct 2024 18:12
: RC/JU
: P4425-05

: 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.104 6.58 ng 290408 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 59

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 512 (5.104 min): BF139860.D\data.ms (-504) (-) m/z 43.00 100.00%
3.0
5000
T
‘ 10‘1'1 4.80 5.00 5.20 5.40
Ol tl®0 2080 7 59.10  54.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B LR B L B
4.80 5.00 5.20 5.40
m/z 58.10 17.72%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
PO
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.81%
0 1 \‘H ‘ 12\60
ceope
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- R R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.25%
5000
101.0
S|
0 bl e e e e e R e A
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\BF101824\
Data File : BF139860.D

Acqg On : 18 Oct 2024 18:12
Operator : RC/JU

Sample : P4425-05

Misc

ALS vial : 18 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.634 7.42 ng 356000 Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 5-0xo0-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
4 Benzilamide 227 C14H13NO2 004746-87-6 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1452 (10.633 min): BF139860.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.1
—— —
10.50 11.00
152.1
Ol il e 328 2T m/z 77.10 65.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
510 m/z 182.10  49.90%
o210 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48332: 5-Ox0-5-phenylpentanenitrile
105.0
77.0 — —
10.50 11.00
m/z 51.10 29.48%
5000 51.0
27.0
173.0
ol bl b 2880 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38965: Benzoyl isothiocyanate —r— =
105.0 10.50 11.00
77.0 m/z 50.00 8.95%
5000
51.0
0 27'0 e e 230 \ \
R R R e A e AR —— ——
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\BF101824\
Data File : BF139860.D

Acqg On : 18 Oct 2024 18:12
Operator : RC/JU

Sample : P4425-05

Misc

ALS vial : 18 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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.36 ng 233084  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 2006 (13.892 min): BF139860.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
5000
11.1
— ——
13.50 14.00
230.1
ol LA HNH 820 m/z 55.10  92.24%
miz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 1.0 N T 7
13.50 14.00
m/z 43.05 91.69%
ol4ld \H L ‘w 11590195.0236.0 29203340 392
\\\\ \\[ ‘\T\\\\\\ \\‘\\\\\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— ——
13.50 14.00
5000 m/z 83.10 76.39%
ol L] H I \\ 1°8.0196.0238.0 283.0 334.0
- ““ e e
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene T —
55.0 13.50 14.00
m/z 69.05 64.89%
97.0
5000
b “““ T A e o —
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF101824.M Sat Oct 19 04:08:14 2024 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139860.D

Acqg On : 18 Oct 2024 18:12
Operator : RC/JU

Sample : P4425-05

Misc

ALS Vvial : 18 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 66.7 ng 2944730 1 6.893 883008 20.0
2-Pentanone, 4-... 5.104 6.6 ng 290408 1 6.893 883008 20.0
Benzophenone 10.634 7.4 ng 356000 3 9.922 959277 20.0
Octacosanol 13.892 5.4 ng 233084 5 14.051 869519 20.0
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