LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc :

ALS vial : 6 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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139284.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.211 10 20 27 rVB 2214013 3506804 100.00% 14.684%
2 5.116 503 514 521 rVB 142455 243489 6.94% 1.020%
3 5.510 574 581 586 rBV 2178810 3050420 86.99% 12.773%
4 6.510 744 751 756 rBV 2233430 3178615 90.64% 13.310%
5 6.887 810 815 820 rBV 581812 699565 19.95%  2.929%

6 7.445 904 910 916 rBV 1484465 2037057 58.09%
7 7.698 948 953 959 rVB 32823 39737 1.13%
8 8.169 1027 1033 1038 rBV 695424 860450 24.54%
9 9.245 1210 1216 1221 rBV 2562298 3257251 92.88% 13.

9.922 1326 1331 1336 rBV 700735 865468 24.68%
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11 10.639 1448 1453 1460 rBV 161501 204889 5.84%
12 10.710 1460 1465 1479 rBV 1324419 1688189 48.14%
13 11.410 1579 1584 1592 rBV 626974 781517 22.29%
14 11.933 1666 1673 1685 rBv2 129249 205934  5.87%

00O WNO®
N
N
w
B

15 12.998 1848 1854 1859 rBV 1682209 2136395 60.92% 946%
16 13.904 2003 2008 2020 rBV 73807 147764  4.21% 0.619%
17 14.045 2027 2032 2043 rVB 410337 560159 15.97%  2.346%

18 15.521 2277 2283 2295 rBV 260005 417301 11.90% 1.747%

Sum of corrected areas: 23881004
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Sep 2024 15:48
: RC/JU
: P3888-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090924\
BF139284.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M

Quant Title

TIC Library

: 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\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
2.211 100.26 ng 3506800 1,4-Dichlorobenzene-d4 6.887

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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 20 (2.211 min): BF139284.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\
T
‘ J 881 220 240 260
O L BB I 881 s, 4310 49.e7%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L L L B B B B B
43.0 220 240 260
‘ m/z 55.10  32.60%
27.0 8%.0
O\‘\\\\‘\“T\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T
220 240 260
5000 55.0 m/z 87.10  26.88%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL T
73.0 220 240 260
m/z 41.05 16.38%
5000
43.0
T Ao o T
m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 6.96 ng 243489 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 514 (5.116 min): BF139284.D\data.ms (-503) (-) m/z 43.10 100.00%
5000 59.1
R R AREARRRR T
| 650 1011 4.80 5.00 5.20 5.40
Ol et e m/z 59.18 50.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.02%
0\\‘\\\\‘\\\ﬁﬁ;?\\““\i\\‘\\‘1\‘\\\\‘\\\\?%\.0\\‘\\\1\()“1\--\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
EEEmmaEE TS
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.87%
410 101.0
27.0 '
ol 180 Tl Ll 7io 830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A A mamas s
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.98%
5000 41.0
29.
‘ ‘ 87.0
ST Y OV A S
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\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 5
R.T. EstConc Area Relative to ISTD R.T.
10.639 4.73 ng 204889  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 50
3 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 50
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 50
Abundance Scan 1453 (10.639 min): BF139284.D\data.ms (-1448) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
st P R
{ | 152.1 | 10.50 11.00
Olrrrrprrrerbr el b e e e m/z 77.18  68.52%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— ——
10.50 11.00
m/z 182.10 55.47%
O HH‘\‘H\“E\)\‘\.(\)‘\H”}“HH‘\‘H\‘H\\‘]-\5\%.‘()\\\\‘HHH‘\H\‘HH‘\H\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este
105.0
P o
10.50 11.00
5000 m/z 51.10 32.74%
77.0
0 500 | | 136.0 169.0198.0227.0256.0
e e S SR SR S Y S
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #112585: Methyl 2-benzoyl-4-cyanobutanoate —— ——
105.0 10.50 11.00
m/z 50.10 10.26%
5000 7.0
150 44,
oLl 1330 17302000 28L0
e e e e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.27 ng 205934  Phenanthrene-di10 11.410
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 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1673 (11.933 min): BF139284.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 73.1
5000
129.1
—
“ 101.1 1712 2132 256.1 12.00
I m/z 73.10  88.21%
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 T
129.0 12.00
213.0 m/z 60.00 87.84%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
=
12.00
5000 m/z 41.05 78.86%
129.0 242.0
199.0
LA e | Ao
Y S 19 S VR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid T
73.0 12.00
43.0 m/z 57.10 76.10%
5000
129.0
185.0 228.0
1
0?7 -
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\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Tricosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 5.28 ng 147764  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2008 (13.904 min): BF139284.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
14.00
5.1 .
248.2
om_(euwhmme‘mm‘wwwHH_Hwwa”ww m/z 43.10  81.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320429: Tricosyl trifluoroacetate
57.0
5000 LN
14.00
5.0 m/z 55.05 66.83%
ok L |L,1950 20403670
\H\‘\H\‘\HT‘\H\‘T\H‘\H\‘\TH‘HH‘HH‘HH‘HH‘HH‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #348482: Dotriacontyl heptafluorobutyrate
57.0
——
14.00
5000 m/z 41.10 46.19%
5.0
0 “ il L |,195.0 278.0348.0 448.0 644.(
R e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #332270: Docosyl pentafluoropropionate ——
57.0 14.00
m/z 71.05 46.13%
5000
5.0
0 | l | HL I ;LQGO 3080 454.0
L R R A L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139284.D

Acqg On : 09 Sep 2024 15:48
Operator : RC/JU

Sample : P3888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.211 100.3 ng 3506800 1 6.887 699565 20.0
2-Pentanone, 4-... 5.116 7.0 ng 243489 1 6.887 699565 20.0
Benzophenone 10.639 4.7 ng 204889 3  9.922 865468 20.0
n-Hexadecanoic ... 11.933 5.3 ng 205934 4 11.410 781517 20.0
Tricosyl triflu... 13.904 5.3 ng 147764 5 14.045 560159 20.0
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