LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc : RW8-SP100-90-20250514

ALS Vvial : 13  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_ P\Methods\8270E-BP©51325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@24714.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.293 368 375 392 rBV 661625 1090680 11.08% 3.302%
2 6.863 636 642 665 rBv 298151 624286 6.34% 1.890%
3 7.657 770 777 787 rBV 363278 603112 6.13% 1.826%
4 8.804 961 972 994 rBV 949301 1708368 17.36% 5.172%
5 9.010 994 1007 1019 rBV 298044 744630  7.57%  2.254%

6 10.428 1237 1248 1268 rBV 418614 815396 8.29%  2.469%
7 12.534 1602 1606 1614 rVB 136836 204018 2.07% 0.618%
8 12.898 1659 1668 1686 rBV 3078965 4623250 46.98% 13.997%
9 14.128 1869 1877 1889 rBV 202305 423562  4.30% 1.282%
10 14.287 1898 1904 1913 rBV 850300 1224480 12.44% 3.707%

11 15.675 2134 2140 2153 rBV 122727 196372 2.00% ©.595%
12 15.810 2156 2163 2184 rBV 3389178 5259124 53.44% 15.922%
13 17.086 2374 2380 2394 rBV 971634 1483661 15.08% 4.492%
14 18.027 2535 2540 2549 rBV2 84208 178247 1.81% ©.540%
15 19.810 2837 2843 2855 rBV 6493538 9841657 100.00% 29.796%

16 21.516 3127 3133 3150 rBV 891959 1762809 17.91% 5.337%
17 22.510 3297 3302 3309 rVB 175638 349532  3.55% 1.058%
18 24.804 3683 3692 3716 rVB 598665 1896563 19.27% 5.742%

Sum of corrected areas: 33029747
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :
Misc : RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP024714.D\data.ms

6000000
5000000
4000000
3000000
2000000

1000000 8.804
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP024714.D\data.ms
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Abundance TIC: BP024714.D\data.ms
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5000000
4000000
3000000
2000000
1000000 24.804

I

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21
Operator : RC/JU

Sample ¢ Q2064-05

Misc

ALS vial : 13  Sample Multiplier: 1

RW8-SP100-90-20250514

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.010 24.69 ng 744630 1,4-Dichlorobenzene-d4 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 91
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
4 1,4-Dioxane 88 C4H802 000123-91-1 47
5 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
Abundance Scan 1007 (9.010 min): BP024714.D\data.ms (-994) (-) m/z 73.00 100.00%
3.0
5000 //\\
REREE R R R
‘ ‘JJ 8.60 8.80 9.00 9.20 9.40
o_ww (132.8192.8 2668 3549 46315334  n/z 88.00 80.45%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 RN RN RN
8.60 8.80 9.00 9.20 9.40
m/z 41.10 36.16%
OL&)\thh44.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9193: Acetic acid, diethyl-
88.0
RERRNE RS
8.60 8.80 9.00 9.20 9.40
50001 27.( m/z 57.05 29.55%
0 J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester Raaas e R AR
88.0 8.60 8.80 9.00 9.20 9.40
m/z 55.00  24.20%
o_u\ﬁ‘“uwuwm‘HH‘mWHWm_mwwm_ A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc : RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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-Propenoic acid, 2-methyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.534 3.33 ng 204018  Acenaphthene-di10 14.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 2-methyl-, 3,3... 210 C13H2202 007779-31-9 64
2 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 58
3 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 43
4 3,3,5-Trimethylcyclohexyl butyrate 212 C13H2402 1000430-81-6 38
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 38

Abundance Scan 1606 (12.534 min): BP024714.D\data.ms (-1602) (-] ' m/z 109.10 100.00%
109.1

41.0
5000

4>
F:

[
Okt L1 206.9 281.33409 42904898548 /7 9.1  73.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #87412: 2-Propenoic acid, 2-methyl-, 3,3,5-trimethylcyclo
41.0,109.0

li
t’n“ e

-
%

5000 ‘

12.50
m/z 41.85 51.83%

H 195.0

O‘\‘\”fh“\ l\’J\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #58690: Cyclohexanol, 3,3,5-trimethyl-, acetate, cis-

%

109.0
1 T
12.50
5000 ITI/Z 124.10 45 ,55%
43.0
0 JJ,JL"‘.M A8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #12187: 6,6-Dimethylhepta-2,4-diene —— i
109.0 12.50
m/z 82.05 26.79%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc : RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Benzoic acid, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.128 6.92 ng 423562  Acenaphthene-d10 14.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 93
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
4 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64
5 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 59

Abundance Scan 1877 (14.128 min): BP024714.D\data.ms (-1869) (| | m/z 163.00 100.00%
163.0

—

5000
91.0
—— —
’ l 14.00 14.50
b dpad b L 1L 2656326.8386.8 459.1 537.0  n 7 134,95  30.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 — —r—
91.0 14.00 14.50

m/z 91.00 28.13%
27{@‘ il

O‘\\W\’\f!\[\ff\“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
e R
14.00 14.50
5000 ITI/Z 178.10 13.43%
91.0
O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol — P
163.0 14.00 14.50
m/z 164.10 11.52%
5000
0 1050
O e L S B e AR AR AR e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.675 3.21 ng 196372  Acenaphthene-di10 14.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 64
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 59
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 50
Abundance Scan 2140 (15.675 min): BP024714.D\data.ms (-2134) (| m/z 104.95 100.00%
105.0
182.0
5000
— —
a9 15.50 16.00
ol b e 2820 355.1413.3 47655357 /7 76.95  67.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— e
15.50 16.00
m/z 182.00 56.01%
7.0
O \‘\‘\}\\l\\‘\\\\‘h\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56778: Azobenzene, (E)-
717.0
— —
15.50 16.00
5000 m/z 50.95 26.74%
182.0
O P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- I —r=
105.0 15.50 16.00
m/z 49.95 9.38%
5000 182.0
32'4 |1 |
Y A3 s we —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc : RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.028 2.40 ng 178247  Phenanthrene-die 17.086
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2540 (18.027 min): BP024714.D\data.ms (-2535) (- | m/z 72.95 100.00%
3.0
5000
213.1
T
| “ Ih H M %809 354.9 42924888549, 18.09
O MARALLLLL LD L E222 SoS SeReneeod?l m/z 60.00  79.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I I
18.00
“ 213.0 m/z 43.05 76.17%
0 \\i‘[‘ ‘ \1\““1\\\“\\H‘\f!\‘\‘f\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
1
18.00
5000 m/z 55.00 66.19%
L 214.0
0 MJtmﬂwmx‘um‘mww‘m_m,‘ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —T— ,
73.0 18.00
m/z 57.05 66.11%
5000
H 185.0  284.0
0 "‘U""|“~“JuMuJ“‘_"""“""H,mwwww‘_ LS,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\
Data File : BP024714.D

Acqg On : 20 May 2025 19:21

Operator : RC/JU

Sample : Q2064-05 :

Misc RW8-SP100-90-20250514

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.510 3.97 ng 349532  Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 4-Methylheneicosane 310 C22H46 025117-29-7 93
3 2-Methyltetracosane 352 C25H52 001560-78-7 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
Abundance Scan 3302 (22.510 min): BP024714.D\data.ms (-3297) (- m/z 57.05 100.00%
57.0
‘1 71 22:50 |
' 309.3 :
0 "J‘n‘!M;Jm«‘w‘l‘%l‘uw‘uw‘H‘“‘4‘1‘57"9“""?‘9"9?“‘?:‘ m/z 71.05 74.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0
5000 = :
22.50
m/z 85.05 63.64%
U LE gm0 2100
O\\1‘\\‘\‘\‘\J\‘\\“\l\\l\l‘\l\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212284: 4-Methylheneicosane
57.0
L \
22.50
5000 m/z 43.10 59.71%
267.0
]13270 3070
O A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane — :
57.0 22.50
m/z 99.10 26.89%
5000
1270 309.0
LTI o
(RN L R O =L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052025\

Data File : BP©24714.D

Acqg On : 20 May 2025 19:21
Operator : RC/JU

Sample : Q2064-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
RT Resp Conc|

.657 603112
.287 1224480
.287 1224480
.287 1224480
.086 1483660

20.
20.
20.
20.
20.

RW8-SP100-90-20250514

TIC Top Hit name RT EstConc Units Response |#
Hexanoic acid, ... 9.010 24.7 ng 744630 1
2-Propenoic aci... 12.534 3.3 ng 204018 3
Benzoic acid, p... 14.128 6.9 ng 423562 3
Benzophenone 15.675 3.2 ng 196372 3
n-Hexadecanoic ... 18.028 2.4 ng 178247 4
Docosane 22.510 4.0 ng 349532 5

8270E-BP051325.M Wed May 21 15:43:54 2025

.515 1762810

20.

Pa



