LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc :

ALS Vvial : 10 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©31225.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@24253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.899 300 308 317 rBV = 241377 348645 1.40% 0.318%
2 5.358 379 386 402 rBV 2541603 3566321 14.29% 3.251%
3 6.922 643 652 667 rBV 1441888 2298472 9.21% 2.095%
4 7.740 782 791 798 rBV 954225 1473423 5.90% 1.343%
5 8.887 979 986 997 rBV 3088961 5008040 20.07% 4.565%
6 9.069 1003 1017 1028 rBV 876415 2225212 8.92% 2.029%
7 10.299 1219 1226 1241 rBV 455556 884774 3.55% 0.807%
8 10.516 1256 1263 1269 rBV 1193915 2051177 8.22% 1.870%
9 12.987 1675 1683 1698 rVB 7845489 11700819 46.89% 10.667%

10 13.922 1835 1842 1850 rBV 161296 303139 1.21%

(]
N
N
o))
B

11 14.375 1913 1919 1926 rVB 1979511 2686864 10.77%
12 15.193 2053 2058 2066 rVB2 493694 746146 2.99%
13 15.757 2148 2154 2162 rBV 302646 470488 1.89%
14 15.893 2170 2177 2197 rBV 6721930 9892528 39.64%
15 17.175 2390 2395 2406 rVB2 2285811 3203941 12.84%

NOVOOON
IN
N
O
3R

16 17.481 2442 2447 2456 rVB 263456 386521 1.55%
17 17.839 2503 2508 2512 rBV 566479 717564  2.88%
18 18.128 2551 2557 2564 rBV 3604023 4849310 19.43%
19 18.192 2564 2568 2573 rVB 483265 629956 2.52%
20 19.339 2756 2763 2769 rBV 516572 899305 3.60%

OO P,POO
N
N
e
I

21 19.451 2777 2782 2800 rBV 6105900 9229938 36.99%  8.414%
22 19.592 2800 2806 2819 rVB 10331271 12449703 49.89% 11.349%
23 19.822 2841 2845 2848 rBV 258526 364379 1.46% ©.332%
24 19.904 2852 2859 2868 rVB2 12413558 24955647 100.00% 22.750%
25 21.298 3092 3096 3115 rVB2 250337 572196 2.29% ©.522%

26 21.616 3145 3150 3157 rBV2 2255241 3693701 14.80% 3.367%
27 24.992 3715 3724 3736 rVB 1649588 4086896 16.38%  3.726%

Sum of corrected areas: 109695105
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP024253.D\data.ms
1.2e+07

1e+07
8000000
6000000

4000000
8.887
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2000000 6.922
7.740 069 10.516
4.899 IL A 10.29
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BP024253.D\data.ms

1.2e+07

19.004

19.592
1e+07

8000000{987

15.893 19.451

6000000
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Abundance TIC: BP024253.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.899 4.73 ng 348645 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 25

Abundance Scan 308 (4.899 min): BP024253.D\data.ms (-300) (-) m/z 43.00 100.00%

43.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 4.60 4.80 5.00 5.20
Ol 2070, 281.9341.1 4304 4985 sz s9.00  62.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B B I
4.60 4.80 5.00 5.20
101.0 m/z 101.00 25.05%

.

L B B L B I B L L L L LR R AU L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

A
[T

—

43.0
R ABARRRERREES
4.60 4.80 5.00 5.20
m/z 58.00 17.75%
5000 101.0
_u‘“!‘lmwHH_HwHH_Hww_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl- AR AAiARaa
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.78%
h ij
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Hexanoic acid, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.069 30.20 ng 2225210 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 43
5 Heptanoic acid, 2-ethyl- 158 CSH1802 003274-29-1 42

Abundance Scan 1017 (9.069 min): BP024253.D\data.ms (-1003) (-) m/z 73.00 100.00%

73.0
5000

s
M\ ’h4392079 281.0341.2401.5459.6519.3 5.80 2.00 5:20 240
“H‘whn“H‘@“w‘u‘_‘Hq‘u‘p‘u‘cu‘_;u“m‘_ m/z 88.00  84.69%

0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
29, 8.80 9.00 9.20 9.40

m/z 57.10  28.54%

WL
‘\\!\’1\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9193: Acetic acid, diethyl-
88.0

880900920940
5000127 ITI z 41.05 26.56%

‘\‘\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 ,k/q\‘AA
Abundance #292480: ic aci i

AL
: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R e A Eaa
88.0 8.80 9.00 9.20 9.40

m/z 87.00  21.49%

5000
9.0
‘\“ ‘ 173.0 272.0 355.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.299 8.63 ng 884774  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1226 (10.299 min): BP024253.D\data.ms (-1219) (- | m/z 57.05 100.00%
57.0
5000 Jt
‘\1321 10.00 1050
or o LbL113211929255.3 3408 41184734 549 1) 45 0 91.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
1000 1050
’ m/z 41.05 %
‘\\“ ’”IL\“|13I2-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.00 10.50
5000 m/z 74.95 24.62%
b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — —
45.0 10.00 10. 50
m/z 56.05 4%
- JUW
Uoo
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.922 2.26 ng 303139  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 72
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 64
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64

Abundance Scan 1842 (13.922 min): BP024253.D\data.ms (-1835) (- m/z 44.95 100.00%
45.0

5000

—

e
14.00

1#) -0165.1 ;
0M;‘.\Pu’,223.0283.3355.1414.9489.9549.‘ m/z 57.05 64.01%

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

Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0

-

5000 T
14.00
m/z 88.95 26.26%
‘\‘\J\J‘\’“1\11“J|#ﬁ.‘gjﬁg.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol
45.0
e
14.00
5000 m/z 41.00  24.84%
144.0
Ui 0 20m0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #191037: 3,6,9,12,15-Pentaoxanonadecan-1-ol T
45.0 14.00

m/z 74.95 20.28%

5000

N

1‘1 \ \‘ JU1\/#E-0163 0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Pentanoic acid, 2,2,4-trime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.193 5.55 ng 746146  Acenaphthene-di10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2,2,4-trimethyl-... 286 C16H3004 1000140-77-5 74
2 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 56
3 4-Hexen-3-o0l, 2-methyl- 114 C7H140 004798-60-1 45
4 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 45
5 Diethylmalonic acid, monochlorid... 262 C12H19Cl04 1000370-65-0 45
Abundance Scan 2058 (15.193 min): BP024253.D\data.ms (-2053) (- | m/z 71.00 100.00%
71.0
5000 A
1500 1550
159.1  243.1 ) : :
O bbb b 2031 34083999 490.2549. 4/, 43,95  39.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181517: Pentanoic acid, 2,2,4-trimethyl-3-carboxyisopro
71.0
5000 — =
15.00 15.50
m/z 41.05 8.50%
WLy, 1990 2430
\TT‘\“‘\\“\\\\“‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
—— —
15.00 15.50
5000 m/z 56.10 7.05%
Wy o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8527: 4-Hexen-3-ol, 2-methyl- T T
71.0 15.00 15.50
m/z 111.05 6.70%
B NAMAMEWJkWWH-WMMJ
m i e R e — =S
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.757 3.50 ng 470488  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 50
3 Azobenzene 182 C12H16N2 000103-33-3 45
4 Azobenzene, (E)- 182 C12H16ON2 017082-12-1 42
5 1,1-Diphenyl-2-phenylthiobut-3-e... 332 C22H200S 097370-20-2 38

Abundance Scan 2154 (15.757 min): BP024253.D\data.ms (-2148) (- m/z 105.00 100.00%

105.0
5000 181.9

“ \1 15.50 16.00
Ot bk 2810, 354.9.417.1474.9 8481 /7 77.00  61.98%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 —— —
182.0 15.50 16.00

m/z 181.95 50.83%

27.0 | -
\\\1‘f\\f‘\\\\’\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0

- P
15.50 16.00

m/z 51.00 18.92%
5000 182.0
28.0
L, - 272.0

R B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56775: Azobenzene

77.0 1550 1600

m/z 181.00 8.12%

5000
182.0
u\‘ ’ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 7 1,2-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.481 2.41 ng 386521 Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 86
3 Phthalic acid, decyl isobutyl ester 362 C22H3404 1000308-94-2 83
4 Phthalic acid, butyl 2-ethylbuty... 306 C18H2604 1000356-89-0 80
5 Dibutyl phthalate 278 C16H2204 000084-74-2 78
Abundance Scan 2447 (17.481 min): BP024253.D\data.ms (-2442) (- m/z 148.95 100.00%
148.9
5000 }\ /b
1
570 2231 17.50
Ol kb 017 283.03409 414.8 4901547 p/z 57.e5  15.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170897: 1,2-Benzenedicarboxylic acid, bis(2-methylprog
149.0
5000 ]
17.50
57.0 223.0 m/z 149.95 9.69%
\\\“‘J\‘\J\\“‘\\\\ \‘\\\“\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170899: 1,2-Benzenedicarboxylic acid, butyl 2-methylpr
149.0
1
17.50
5000 m/z 41.00 7.41%
41.0 22?.0
T T L
R T e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271777: Phthalic acid, decyl isobutyl ester —
149.0 17.50
m/z 104.00 7.39%
5000
N 223.0 M
YN VPR S S—— i
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 1,4-Dibutyl benzene-1,4-dic... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.839 4.48 ng 717564  Phenanthrene-di10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dibutyl benzene-1,4-dicarbox... 278 C16H2204 001962-75-0 90
2 Dibutyl phthalate 278 C16H2204 000084-74-2 90
3 Phthalic acid, hept-4-yl isobuty... 320 C19H2804 1000356-78-3 83
4 Phthalic acid, cyclohexylmethyl ... 318 C19H2604 1000309-08-6 83
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 83
Abundance Scan 2508 (17.839 min): BP024253.D\data.ms (-2503) (- m/z 149.00 100.00%

149.0
- J\ }\A IL\
— o

57.0

9931 17.50 18.00
il L PP 2810 3566 4287 8209 1 pm/z 149.95  8.90%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170787: 1,4-Dibutyl benzene-1,4-dicarboxylate
149.0
— e

o

5000
17.50 18.00
m/z 57.05 7.43%
41‘.0 . 223.0
\‘11‘”\‘\‘\\“\\‘\\\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170759: Dibutyl phthalate
149.0
— =T
17.50 18.00
5000 m/z 41.05 5.85%
76\'0| 22?.0
\\\“\‘\\\“\\l\\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224663: Phthalic acid, hept-4-yl isobutyl ester = =
149.0 17.50 18.00

m/z 104.00 5.79%

5000
57.0 22?-0 J
| |
== e

\\\“\\\\‘l\\\\ \\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.128 30.27 ng 4849310  Phenanthrene-di10 17.175
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 60

Abundance Scan 2557 (18.128 min): BP024253.D\data.ms (-2551) (- m/z 73.00 100.00%

73.0
5000
2131 ——t e
L] o e
[y Hm Ll 282.1 3550 426.5488.9546. /7 60.00  76.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T PR
18.00 18.50
U 213.0 m/z 43.10 65.57%
L H'HIM‘H\ ! \

[T o \\H‘1\H‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘\

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

Abundance #126199: Pentadecanoic acid
73.0

B

18.00 18.50
5000 m/z 57.10 60.23%

199.0

sollllissso

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid

73.0 18.00 18.50

m/z 55.05 56.65%

B

5000

-

L 228.0
A\ HHHLHI‘“ \

R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 Butyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.339 5.61 ng 899305  Phenanthrene-di10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 72
3 Adipic acid, 3-heptyl isobutyl e... 300 C17H3204 1000353-64-8 72
4 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 72
5 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 72

Abundance Scan 2763 (19.339 min): BP024253.D\data.ms (-2756) (- m/z 185.00 100.00%

185.0
50001 57.0

\
‘ 2591 19.00 1950
ol dlulM89, |\ | 357.2 431.1489.1549: ./, 159 09  81.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269580: Butyl citrate
185.0
5000
19 OO 19 50
41.0 m/z 57.05 43.66%
H 111.0 259.0
\‘L““\‘\\”\[\\‘\ ‘1“\11\\‘\\\\‘1\\\‘\\\3\‘6:1\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163264: Adipic acid, butyl 3-pentyl ester
129.0
19 OO 19 50
5000 m/z 41.10  25.62%
55.0 186.0
bbb L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199471: Adipic acid, 3-heptyl isobutyl ester T ‘
129.0 19.00 19.50
m/z 259.05 15.44%
5000
57.0
‘ ‘ 186.0
B S e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP031225.M Fri Apr 11 ©5:02:55 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP©24253.D

Acqg On : 10 Apr 2025 15:17

Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 11 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.451 49.98 ng 9229940  Chrysene-d12 21.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2782 (19.451 min): BP024253.D\data.ms (-2777) (| m/z 73.00 100.00%
73.0
5000 j\\J\
185.1 =
[P
Ob Al L0 | 341.0401.0 475.05315 1/ 4316 77.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
“‘ 185.0 284.0 m/z 60.00 77 .23%
\"\H“ ‘ \“\Il‘lJll‘\‘hf‘\“‘\\‘\“\‘[\\‘\\L’\\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0
=
19.50
5000 m/z 57.10 71.13%
L 228.0
143.0 ‘ \
‘mm“"“,,,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126203: Pentadecanoic acid —
73.0 19.50
m/z 55.05 62.23%
5000
‘ ‘ 143.0 242.0
10 O S
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 12 Adipic acid, butyl 3-pentyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.592 67.41 ng 12449700  Chrysene-d12 21.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 94
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 64
3 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 64
4 Adipic acid, isobutyl pent-4-en-... 270 C15H2604 1000354-11-8 56
5 Adipic acid, cycloheptyl isobuty... 298 C17H3004 1000324-71-5 56
Abundance Scan 2806 (19.592 min): BP024253.D\data.ms (-2800) (- ' m/z 185.10 100.00%
185.1
129.0
5000
57.1 At |
‘ 2591 19.50
0 a‘w itk Lo L 327.0 401145975165 0 109 00 78.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #269580: Butyl citrate
185.0
5000 B AN
19.50
41.0 m/z 57.10 21.06%
“ 111.0 259.0
\‘W‘T‘“\‘\\“\‘J\\\ ‘1“\11\1‘\\\\‘11\\‘\\\\‘f\.\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163264: Adipic acid, butyl 3-pentyl ester
129.0
T \
19.50
5000 m/z 41.10 16.01%
55.0 186.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217146: Adipic acid, isobutyl 2-octyl ester P ‘
129.0 19.50
m/z 259.10  13.42%
5000
57.0
gl .
mlz--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031225.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 13 1-Hexacosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.298 3.10 ng 572196  Chrysene-di12 21.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 3096 (21.298 min): BP024253.D\data.ms (-3092) (- m/z 57.10 100.00%
57.1

5000

%

125.1

.
H‘ 190.0251.0  357.1417.1475.1 21.00 2150
AR fEEP O LD SSTIATTANT15388 sz 83.e5  o4.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

2]
1
o

5000 . o
21.00 21.50

125.0 m/z 97.85 85.21%
] ’\4‘,\1,960 292.0 364.0

‘\\‘\ ‘\\H‘\\H‘\\H‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘\

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

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0

%

— —
21.00 21.50
5000 m/z 43.10 84.58%

\‘ [N } J\H\ \219'0 356.0

m/z--> (0] 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester — —
57.0 21.00 21.50
m/z 55.05 82.34%

3

5000

%

125.0
M 210.0

\“ 406.0

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041025\
Data File : BP024253.D

Acqg On : 10 Apr 2025 15:17
Operator : RC/JU

Sample : Q1746-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©31225.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|
2-Pentanone, 4-... 4.899 4.7 ng 348645 1 7.740 1473420 20.0
Hexanoic acid, ... 9.069 30.2 ng 2225210 1 7.740 1473420 20.0
Ethanol, 2-(2-b... 10.299 8.6 ng 884774 2 10.516 2051180 20.0
Ethanol, 2-[2-(... 13.922 2.3 ng 303139 3 14.375 2686860 20.0
Pentanoic acid,... 15.193 5.5 ng 746146 3 14.375 2686860 20.0
Benzophenone 15.757 3.5 ng 470488 3 14.375 2686860 20.0
1,2-Benzenedica... 17.481 2.4 ng 386521 4 17.175 3203940 20.0
1,4-Dibutyl ben... 17.839 4.5 ng 717564 4 17.175 3203940 20.0
n-Hexadecanoic ... 18.128 30.3 ng 4849310 4 17.175 3203940 20.0
Butyl citrate 19.339 5.6 ng 899305 4 17.175 3203940 20.0
Octadecanoic acid 19.451 50.0 ng 9229940 5 21.622 3693700 20.0
Adipic acid, bu... 19.592 67.4 ng 12449700 5 21.622 3693700 20.0
1-Hexacosene 21.298 3.1 ng 572196 5 21.622 3693700 20.0
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