LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc :

ALS vial : 5 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 E\Methods\8270-BE102824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE101456.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.876 44 49 62 rVB 673550 939028 6.66% 1.446%
2 5.321 459 465 481 rBvV 674400 1122067 7.96% 1.728%
3 6.954 736 743 775 rVB 629303 1459532 10.36% 2.248%
4 7.571 842 848 855 rBV 236426 396546 2.81% 0.611%
5 8.781 1048 1054 1060 rBV 389560 752668 5.34%  1.159%

6 10.338 1313 1319 1329 rBV 336910 625639  4.44%
7 12.800 1733 1738 1746 rBV 997530 1498488 10.63%
8 14.181 1968 1973 1980 rVB 527206 784000 5.56%
9 15.550 2202 2206 2211 rBV 144531 197977 1.40%
10 15.691 2224 2230 2236 rBV 1339127 2002532 14.21%
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11 16.214 2289 2319 2326 rBV 2484750 14091468 100.00% 21.
12 16.919 2435 2439 2446 rVB 643983 930936 6.61%
13 17.783 2579 2586 2615 rVB2 1213423 3792773 26.92%
14 18.294 2668 2673 2679 rVB2 372263 736299 5.23%
15 18.711 2739 2744 2750 rVB 520128 942756  6.69%
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16 19.040 2794 2800 2815 rBV 883641 2262788 16.06%
17 19.510 2876 2880 2888 rVB 2566381 3333796 23.66%
18 19.792 2923 2928 2935 rVB 1129000 1931193 13.70%
19 20.056 2968 2973 2980 rVB 588968 961071 6.82%
20 20.656 3071 3075 3080 rBV 1085095 1363026 9.67%

N RNV W
0
~
N
R

21 21.043 3135 3141 3145 rBV 2694435 4703527 33.38%
22 21.079 3145 3147 3153 rVB 1141116 1223503 8.68%
23 21.196 3162 3167 3176 rVB 1397480 1852055 13.14%
24 21.425 3204 3206 3214 rVB2 307542 466159 3.31%
25 21.725 3252 3257 3272 rVB 1685692 2432328 17.26%
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26 21.995 3300 3303 3308 rVB 220404 281900  2.00%
27 22.301 3349 3355 3367 rVB 1423641 2781624 19.74%
28 22.941 3458 3464 3477 rVB 1599143 2986580 21.19%
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29 23.370 3531 3537 3543 rVB 986478 1894866 13.45% 918%
30 23.664 3580 3587 3598 rVB 1144539 2546251 18.07% 921%
31 24.469 3717 3724 3740 rVB 798134 2157396 15.31%  3.322%
32 25.421 3880 3886 3897 rVB 543917 1485209 10.54%  2.287%

Sum of corrected areas: 64935981
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101456.D\data.ms

3000000

2500000

2000000

1500000

1000000
2.876 5.321 6.954

8.781

500000

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance TIC: BE101456.D\data.ms

19.510
3000000 16.214
2500000
2000000 19.040 19.792

1500000

20.056

L

18.711

1000000 18.294

500000

T

Time--> 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BE101456.D\data.ms
21.043
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2500000 21725
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Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.876 47.36 ng 939028 1,4-Dichlorobenzene-d4 7.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 49 (2.876 min): BE101456.D\data.ms (-44) (-) m/z 73.10 100.00%

73.1
5000

2.80 3.00 3.20

147.0206.9 271.9329.7387.1 4608 5381 /7 43.10  35.53%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LA R L B L L B B
2.80 3.00 3.20
‘ m/z 87.10 26.20%
OJ\\\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
—
2.80 3.00 3.20
5000 ITI z 55.10 24.89%
OHH
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.80 3.00 3.20

m/z 41.05 11.53%

0 ”M ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.550 5.05 ng 197977  Acenaphthene-di10 14.181
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 56
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 45
4 Azobenzene 182 C12H16N2 000103-33-3 42
5 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 27

Abundance Scan 2206 (15.550 min): BE101456.D\data.ms (-2202) (- m/z 105.00 100.00%

105.0
182.0
5000
T \
39 15.50
Of ot i L2509 314.3 389.0447.9 5345 /7 77.10  61.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 —
182.0 15.50
m/z 182.00 55.14%
27.0
0 \\‘\1[‘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
15.50
m/z 51.10 21.77%
5000 182.0
28.0
oY S A N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl- ——
105.0 15.50
183.0 m/z 180.95  9.86%
5000
27.0
Of vt pr e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE110424\

Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 3 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.214 302.74 ng 14091500  Phenanthrene-d1e 16.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2319 (16.214 min): BE101456.D\data.ms (-2289) (- m/z 73.10 100.00%

73.1
5000
241.2

M

—
| 16.00 1650
‘JW‘JJMM$‘J\ \\LHMH‘E?TR‘H‘ﬁ?Q}H‘E?%? m/z 43.10  83.24%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

5000 - e
16.00 16.50

m/z 60.10 78.02%

H 185.0  284.0
\"\H‘ ‘1"\[‘”“‘ILT‘\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid

73.0

—
16.00 16.50
5000 m/z 57.10 74.25%

‘ 143.0 242.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ——
43.0 16.00 16.50

m/z 55.10  63.69%

284.0
129.0
\i ‘xl“ M h‘m L lzl [ 372.0

VLR 1 HVRISI AR WA AR 1 E—— — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 4 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.782 81.48 ng 3792770  Phenanthrene-d10 16.919
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 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2586 (17.782 min): BE101456.D\data.ms (-2579) (-

9.

m/z 73.10 100.00%

%

5000
213.2
—— —
“HF H l 17.50 18.00
oA J‘MJ‘ Ll PB42 38724454 5213 .., cp.1e  8e.65%
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 T
17.50 18.00
” 213.0 m/z 43.10 75.01%
0‘\\\\1" H"\“\“}\H\\r!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

%

73.0

— ——
17.50 18.00
5000 m/z 57.10  65.71%

otsoL " HHN ,.W\llg‘gﬂ

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

-

Abundance #179089: Octadecanoic acid —— —
73.0 17.50 18.00
m/z 41.10 57.00%
5000
185.0 284.0
o‘uiW‘“mMhbﬂwW‘u‘_‘L‘H‘W‘H‘_‘H‘H‘W‘H‘_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\

Library Search Compound Report

Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 5 Tris(1,3-dichloroisopropyl)... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.204 15.82ng 736299 Phenanthrene-d1e 16.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tris(1,3-dichloroisopropyl)phosp... 428 C9H15C1604P 013674-87-8 91
2 Phosphoric acid, bis[2-chloro-1-... 428 C9H15C1604P 068460-03-7 90
3 1-Propanol, 2,3-dichloro-, phosp... 428 C9H15C1604P 000078-43-3 50
4 1-Propene, 1,3-dichloro-, (Z)- 110 C3H4C12 010061-01-5 27
5 1-Propene, 1,3-dichloro-, (E)- 110 C3H4C12 010061-02-6 27

Abundance Scan 2673 (18.294 min): BE101456.D\data.ms (-2668) (- m/z 75.00 100.00%

78.0
190.9
5000
—r= =
M , ‘ 18.00 18.50
Ol A ATS2 3490 m/z 99.60  76.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317485: Tris(1,3-dichloroisopropyl)phosphate
78.0
5000 — —
191.0 18.00 18.50
m/z 190.90 67.35%
381.0
OLSPh‘Hu I\H ‘h\u | ’H\\ ‘J h‘ \\30\\3\0 i
‘\\f\’\\ T[\f\f‘\\\V‘T\\\‘\f\\‘\1\\‘\\f\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #317490: Phosphoric acid, bis[2-chloro-1-(chloromethyl)e
75.0 191.0

o

e ‘ ‘
18.00 18.50

Abundance  #317489: 1-Propanol, 2,3-dichloro-, phosphate (3:1) — : ‘
75.0 18.00 18.50
m/z 77.00 32.78%

5000 m/z 192.90  42.64%
Ol
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
I

5000 191.0

‘ ‘ ‘h 321.0381.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

-
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
BE101456.D
4 Nov 2024 15:42

: 5

: RC/JU
: P4667-13

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Hexadecanamide Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.711  20.25 ng 942756  Phenanthrene-d1e 16.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 86
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Octadecanamide 283 C18H37NO 000124-26-5 64
5 9-Octadecenamide 281 C18H35NO 003322-62-1 64

Abundance Scan 2744 (18.711 min): BE101456.D\data.ms (-2739) (| | m/z 59.10 100.00%

59.1
5000

=
0‘ ‘128J_ 240.2 18.50 19.00
WL

326.9 415.2 519.0
B B m/z

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142059: Hexadecanamide
59.0

o

5000 — s
18.50 19.00
m/z 43.10 18.73%
O‘Hdul’l‘\'\J\“l\%?\'?\:\[g?.\ngﬁlsw.\ou‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (2)-
59.0
— — T
18.50 19.00
5000 m/z 41.10 11.84%
126.0 281.0
0 | LVI ‘J JL TN .1840 ]
B B

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

Abundance #108042: Tetradecanamide — —
59.0 18.50 19.00
m/z 55.10  11.26%
. wwvkuﬁpwj\¥N/w/ﬂ\\v
14,1220 1380
O M b e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\

BE101456.D
4 Nov 2024 15:42
: RC/JU
. P4667-13
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 7 Pentadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.040 36.99 ng 2262790  Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2800 (19.040 min): BE101456.D\data.ms (-2794) (- m/z 73.10 100.00%
7’2
5000 ,J&K
241.2
T \
} { 19.00
oHWHk\“mm‘”‘“H ‘3249 A18.947525364  m/z 43.10  83.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
19.00
H 185.0 284.0 m/z 60.10 76.28%
O\"\U‘ ‘1"\“\“\“\\“‘\!\\ \\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T \
19.00
5000 m/z 57.10 72.57%
‘ 143.0 242.0
AT Tt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— ‘
73.0 19.00
m/z 55.10 64.55%
5000
L 228.0
143.0 ‘
““I’ }MIHMM (|
Ol """"‘H"""""""H_wwwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Phthalic acid, di(2-propylp... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.792  31.57 ng 19311960  Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 91
2 Phthalic acid, di(2-propylpentyl... 398 C24H3804 1000377-93-5 90
3 Phthalic acid, di(oct-3-yl) ester 390 (C24H3804 1000377-72-3 80
4 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 72
5 Phthalic acid, isobutyl 4-methyl... 334 C20H3004 1000377-93-8 64
Abundance Scan 2928 (19.792 min): BE101456.D\data.ms (-2923) (- m/z 149.00 100.00%
149.0
5000 j\
57.1 —— —
’ | \ 279.1 19.50 20.00
ob kbl il ] 12080 T777340.14020  490.2548. /7 167 00 26.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0
5000 — —
19.50 20.00
57.0 m/z 57.10 21.16%
‘ | 279.0
O\‘\\“‘J\J\l\h\‘\\‘\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295658: Phthalic acid, di(2-propylpentyl) ester
149.0
— —
19.50 20.00
5000 m/z 71.10 16.15%
57.0 2790
0 m*““w“'w"m N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295622: Phthalic acid, di(oct-3-yl) ester — —
149.0 19.50 20.00
m/z 70.10 13.79%
B L\‘JL/\/\
57.0 279.0
Ot bttt b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270-BE102824.M Tue Nov 05 11:51:24 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Heneicosane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.056 15.71 ng 961071  Chrysene-di12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91

Abundance Scan 2973 (20.056 min): BE101456.D\data.ms (-2968) (-
57.1

5000
LT 1072
ob v L HLLELLT, 2972 281.03410400.9463.1 536.2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

] ‘ 1 | nFﬁlo, 197.0  296.0

O‘\\\\‘\I\\\‘\\\\‘\l\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000

|| [P]0 2100 3090347

m/z 57.10 100.00%

B

T
20.00

m/z 71.10 74.57%

B

T
20.00

m/z 43.10 59.50%

§

T
20.00

m/z 85.10 56.80%

-

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

[ R R R e R R R L AN RRRERERRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl- T
43.0 20.00
m/z 41.10 21.70%
- M”””J\wmxw]\«&fkmmmkfw
ol LS a0t

T
20.00

8270-BE102824.M Tue Nov 05 11:51:25 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 10 Pentadecane, 8-hexyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.656  22.28 ng 1363030  Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3075 (20.656 min): BE101456.D\data.ms (-3071) (- m/z 57.10 100.00%

57.1
5000

P 20.50 21.00

ouH_Hw'twl‘gfz‘ 266132333804 4601 5351  n/z 71.16  75.61%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000 — ——
20.50 21.00

m/z 43.10 60.86%

196.0
O\\\J‘\]\\\“ﬂ-ﬂ\lWW\“\WV\I1\\\2\5‘3\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0

20.50 21.00

5000 m/z 85.10 56.09%
‘ ] i 365.0
o llA[P[ aor0 o0 380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane 7 —
57.0 20.50 21.00

m/z 55.10  22.30%

T

ob Ll | 2270 1970 281.0  394.0
“““““‘

\ \ 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BE102824.M Tue Nov 05 11:51:26 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 11 Heptadecane, 9-octyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.196  30.27 ng 1852060 Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3167 (21.196 min): BE101456.D\data.ms (-3162) (- m/z 57.10 100.00%

57.1
5000

2100 2150
160.2 : '
ok w"ﬁﬂtuum‘3352‘?9?%35%§‘ﬁ%?E“H‘?%3%‘ m/z 71.10  77.22%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 ——— —
21.00 21.50

m/z 85.10 57.74%

3.0 239.0
0 ‘JJ || 1690 """"296.0352.0
\‘\\\\‘\\\\‘\\f\[\\\![\1!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0

T
21.00 21.50

5000 m/z 43.10 57.19%
" 295.0
A S P N/\JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl- T T
43.0 21.00 21.50

m/z 55.10  22.50%

5000
281.0

. wlu\ 0211.0 337.0394.0

Lt 1

L ISRl SN (At AR TURURNUS — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BE102824.M Tue Nov ©5 11:51:28 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Phthalic acid, decyl 2-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.425 7.62 ng 466159  Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 72
2 Phthalic acid, decyl 2-methylpen... 390 C24H3804 1000356-91-5 53
3 Phthalic acid, 2-ethylbutyl octa... 502 C32H5404 1000356-90-3 53
4 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 53
5 Phthalic acid, dodecyl isohexyl ... 418 C26H4204 1000309-05-2 50

Abundance Scan 3206 (21.425 min): BE101456.D\data.ms (-3204) (- m/z 149.00 100.00%

149.0
5000

57.1 A

307.1
HJ“J“ Jw‘ﬂ‘m:\ 42070 Ui 87194340 S2L1 o n; 167.00  38.36%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295658: Phthalic acid, di(2-propylpentyl) ester
149.0

o

5000 1
21.50
m/z 57.10 19.91%
571? 279.0
O\\\n“\q\‘\“\‘l\\\\\\\‘\\\\‘\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295724: Phthalic acid, decyl 2-methylpent-3-yl ester
149.0
—
21.50
5000 m/z 43.10 17.59%

o

43.0 307.0
O Y PO A G
miz-> 50 100 150 200 250 300 350 400 450 500

Abundance  #338442: Phthalic acid, 2-ethylbutyl octadecyl ester ——
149.0 21.50

m/z 85.10  16.26%

85.0
251. 419.0
27'q)ﬂ I ll l 510

L e .
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50

8270-BE102824.M Tue Nov ©5 11:51:29 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Eicosane, 10-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.725 39.76 ng 2432330  Chrysene-d12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3257 (21.725 min): BE101456.D\data.ms (-3252) (- m/z 57.10 100.00%

57.1
5000

21.50 22.00
169.2
ol ‘“\mm‘.“225?‘?‘9‘?‘1‘?5‘1‘3“4‘1‘5‘1“4‘7‘59?3“?3 n/z 71.10  76.84%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 G —
21.50 22.00

m/z 85.10  59.04%

3.0 239.0
0 ‘.M [ 1690 """ 296.0352.0
‘\\\\‘\\\\‘\\f\‘f\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0

21.50 22.00
5000 m/z 43.10 57.12%

Oty JWMM”WLH?%%pwgg%?w**M*H\*H*w**w*w*\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 21.50 22.00

m/z 55.10  22.19%

9.0 196.0

252.0
0 “_[“ﬁkhép‘H‘L“H,““_““H““‘H““w“““ —

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270-BE102824.M Tue Nov 05 11:51:30 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On 4 Nov 2024 15:42

Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 14 13-Docosenamide, (Z)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.995 4.61 ng 281900 Chrysene-di12 21.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 87
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
4 Dodecanamide 199 C12H25NO 001120-16-7 55

5 Undec-10-ynoylamide, N-(2-butyl)... 265 C17H31NO 1000491-72-1 38

Abundance Scan 3303 (21.995 min): BE101456.D\data.ms (-3300) (-
50

m/z 59.10 100.00%

%

5000
22.00
0 ‘\ ‘ J}Ui,ﬁwwﬁ?ﬂ‘? Ldlseamrs  S189 . 72.16 86.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 IR
22.00
‘ m/z 55.10 49.09%
337.0
0 H‘ m J‘h |” h gl 240.0 Ll
\\\f =T 1fl\[\\\\‘\\\f‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

2

Abundance #139496: Palmitoleamide
59.0

——

22.00
5000 m/z 41.10 30.96%

126
0 “\ ”n Al th 1“ L ) \ 194. 0253 0 M
R ma e o A

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

Abundance #174775: 9-Octadecenamide, (2)- ——
59.0 22.00
m/z 43.10 28.40%
ol 00 0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

8270-BE102824.M Tue Nov ©5 11:51:31 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 15 Octacosane, 2-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.301 29.36 ng 2781620  Perylene-d12 23.370
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 87

Abundance Scan 3355 (22.301 min): BE101456.D\data.ms (-3349) (-
57.1

5000
7.1
0 IWIE[ S 1972 2671 3654 4618 533.1
e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

| ‘ I‘J |H770 1970 2960

O‘\\\\‘\\\‘\\\\‘\l\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000

} ] .\ﬁ 1719 197.0 267.0  365.0

O H A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo-
57.0
5000

BT aere w090

m/z 57.10 100.00%

-

T ‘
22.00 22.50

m/z 71.10 77.36%

-

— ‘
22.00 22.50

m/z 85.10 58.18%

-

T :
22.00 22.50

m/z 43.10 56.02%

-

T —
22.00 22.50

m/z 55.10  21.42%

:

L S
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

T —
22.00 22.50

8270-BE102824.M Tue Nov ©5 11:51:33 2024
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Data Path :
Data File :
Acqg On : 4

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
BE101456.D

Nov 2024 15:42

Operator : RC/JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. P4667-13

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 16 Heneicosane, 11-decyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.941 31.52 ng 2986580  Perylene-d12 23.370
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3464 (22.941 min): BE101456.D\data.ms (-3458) (- m/z 57.10 100.00%
57.1
——
LRI 1972 267
Ol d kA4 1, 1972 2671 365.3 4364 5871 ., 7119 77.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0
5000 T
23.00
295.0 m/z 85.18 59.68%
O‘W‘IWIIJHJEZI?WIIWQI‘W4350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
—
23.00
5000 ITI/Z 43.10 55.29%
o Lm0z
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl- T
43.0 23.00
m/z 55.10 21.58%
5000
224.0
J l 295.0
ol _HWM4‘HH,‘HwHH“_“?’94‘9“”“””_”‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00

8270-BE102824.M Tue Nov 05 11:51:34 2024 Page: 18



Data Path : Z:
Data File : BE

Acqg On : 4
Operator : RC
Sample : P4
Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
101456.D

Nov 2024 15:42

/3U

667-13

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 17 Docosane, 7-hexyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.664 26.88 ng 2546250  Perylene-d12 23.370
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3587 (23.664 min): BE101456.D\data.ms (-3580) (- m/z 57.10 100.00%
7.1

5
5000

1"FF71 1072 %671 35 | 23.50 24.00
A 2R 267 3654 4590 548 myz 71.10  76.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 e —
23.50 24.00

m/z 85.10  58.92%

127.0
‘J"ljj‘f‘l‘l‘l]-‘g?.o296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-

57.0

T —
23.50 24.00

5000 m/z 43.10 54.71%

239.0
ol BP0 P80 NMN&/\MJW¥W“WNJA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

o

Abundance #298429: Docosane, 7-hexyl- T —
57.0 23.50 24.00
m/z 55.10 21.61%
182.0 309.0
obrr Wﬂwﬁﬁﬂﬂu\Lwe4epw"L“§7%9H“_‘H‘H‘w‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 18 Docosane, 11-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.469  22.77 ng 2157400  Perylene-d12 23.370
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3724 (24.469 min): BE101456.D\data.ms (-3717) (] ' m/z 57.10 100.00%
57.1

-

5000
1 ‘1 24.50
239.2 ;
o_m,w“wm b 22o: L 39994641 8491 n/z 71.10  78.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 LA
24.50
m/z 85.10 59.27%
239.0
O‘\\\’\\\\J.‘]-\\J\%“\I\W\1\\!‘\\\:3\0‘\8\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
——
24.50
5000 ITI/Z 43.10 53.89%

ol “,W“‘JW-O 267.0  367.0
LT 1070 2670 3670

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 24.50
m/z 55.10  21.10%

:

5000

.

HFﬁmlgm 296.0
ol LI 2er0 2980

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path :
Data File : BE
Acqg On : 4
Operator : RC
Sample : P4
Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\

101456.D

Nov 2024 15:42
/3U

667-13

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 19 Eicosane, 9-octyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
25.421 15.68 ng 1485210  Perylene-di12 23.370
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 93
4 Octacosane 394 C28H58 000630-02-4 91
5 9-Methylheneicosane 310 C22H46 070475-51-3 91

Abundance Scan 3886 (25.421 min): BE101456.D\data.ms (-3880) (- m/z 57.10 100.00%

57.1
5000

197.1
_M‘uiHF‘nm«w [%,, 281034094000 471.0534.1 /7 71,10 76.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 T

o

m/z 85.10 57.94%

0 J ‘ LFFI 197.0  296.0
‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-

43.0

5000 m/z 43.10 52.48%

281.0
0 | \h I 11x8‘3‘0 | “ 352.0
e e e e

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

Abundance #314339: Nonacosane, 2-methyl- T
57.0 25.50
m/z 55.10 21.61%
5000
379.0

L pero zene
O ity H"M“w"kuuH“H“‘H“H“M“‘M“W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110424\
Data File : BE101456.D

Acqg On : 4 Nov 2024 15:42
Operator : RC/JU

Sample : P4667-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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... 2.876 47.4 ng 939028 1 7.571 396546 20.0
Benzophenone 15.550 5.0 ng 197977 3 14.181 784000 20.0
Octadecanoic acid 16.214 302.7 ng 14091500 4 16.919 930936 20.0
n-Hexadecanoic ... 17.782 81.5 ng 3792776 4 16.919 930936 20.0
Tris(1,3-dichlo... 18.294 15.8 ng 736299 4 16.919 930936 20.0
Hexadecanamide 18.711 20.3 ng 942756 4 16.919 930936 20.0
Pentadecanoic acid 19.040 37.0 ng 2262790 5 21.079 1223500 20.0
Phthalic acid, ... 19.792 31.6 ng 1931190 5 21.079 1223500 20.0
Heneicosane 20.056 15.7 ng 961071 5 21.079 1223500 20.0
Pentadecane, 8-... 20.656 22.3 ng 1363030 5 21.079 1223500 20.0
Heptadecane, 9-... 21.196 30.3 ng 1852060 5 21.079 1223500 20.0
Phthalic acid, ... 21.425 7.6 ng 466159 5 21.079 1223500 20.0
Eicosane, 10-me... 21.725 39.8 ng 2432330 5 21.079 1223500 20.0
13-Docosenamide... 21.995 4.6 ng 281900 5 21.079 1223500 20.0
Octacosane, 2-m... 22.301 29.4 ng 2781620 6 23.370 1894870 20.0
Heneicosane, 11... 22.941 31.5 ng 2986580 6 23.370 1894870 20.0
Docosane, 7-hexyl- 23.664 26.9 ng 2546250 6 23.370 1894870 20.0
Docosane, 11-bu... 24.469 22.8 ng 2157400 6 23.370 1894870 20.0
Eicosane, 9-octyl- 25.421 15.7 ng 1485210 6 23.370 1894870 20.0
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