LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc :

ALS Vvial : 15 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: BE101438.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.875 45 49 69 rVB 675309 937708 13.92%  2.281%
2 5.325 459 466 488 rBV 1200444 2141766 31.80% 5.210%
3 6.953 735 743 763 rBV 1128940 2394468 35.55% 5.824%
4 7.576 838 849 858 rBV 557239 913689 13.56%  2.222%
5 8.786 1047 1055 1072 rBV 891705 1582282 23.49%  3.849%
6 10.173 1277 1291 1299 rBV 41322 70618 1.05% 0.172%
7 10.343 1312 1320 1335 rVB 884603 1530552 22.72% 3.723%
8 11.606 1530 1535 1542 rVB 42279 68550 1.02% 0.167%
9 12.805 1732 1739 1745 rBV 2915658 4292121 63.72% 10.440%

10 12.870 1745 1750 1756 rVB 111230 172453 2.56%
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=
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B

11 13.528 1851 1862 1867 rBV6 37608 95721 1.42%
12 13.945 1929 1933 1939 rVB 109283 146541 2.18%
13 14.186 1967 1974 1981 rBV 1486897 2288431 33.97%
14 14.750 2065 2070 2082 rBV3 26917 99351 1.47%
15 14.897 2090 2095 2100 rVB 240933 301315  4.47%

OOV
Ui
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B

16 15.290 2157 2162 2167 rBV 58373 100877 1.50%
17 15.549 2202 2206 2212 rVB 575801 793874 11.79%
18 15.690 2224 2230 2236 rBV 2592543 3702591 54.97%
19 15.748 2236 2240 2251 rVB 232618 384077 5.70%
20 16.095 2295 2299 2304 rBV2 80806 118659 1.76%

[ORRRVo R ]
[
[
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R

21 16.530 2368 2373 2377 rBV 304338 377915 5.61%
22 16.571 2377 2380 2387 rVB 73330 106752 1.58%
23 16.918 2434 2439 2445 rBV 1808656 2664834 39.56%
24 17.253 2492 2496 2502 rBV 185477 248876 3.69%

[CRCROR RN
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N
B

25 17.928 2607 2611 2615 rVB 314667 368464  5.47% 896%
26 18.016 2623 2626 2636 rVB2 142158 225906  3.35% ©.549%
27 18.175 2651 2653 2661 rVB2 67121 89920 1.33% 0.219%
28 18.451 2697 2700 2704 rVB 195290 264272  3.92% ©0.643%
29 18.563 2716 2719 2728 rVB2 174751 342563 5.09% 0.833%
30 18.962 2785 2787 2792 rVB 128062 148726  2.21% 0.362%
31 19.092 2806 2809 2813 rVB 238232 254758 3.78% ©.620%
32 19.139 2814 2817 2822 rVV 335281 370440 5.50% 0.901%
33 19.338 2848 2851 2855 rVB 149380 180809 2.68% 0.440%
34 19.515 2876 2881 2887 rBV 5282438 6735676 100.00% 16.384%
35 20.155 2988 2990 2994 rVB 343737 371646  5.52% ©.904%

36 21.083 3144 3148 3152 rVB 2202038 2756526 40.92% 6.705%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS Vvial : 15 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
37 23.381 3534 3539 3546 rBV 1775196 3467617 51.48%  8.435%

Sum of corrected areas: 41111344

8270-BE102824.M Mon Nov 04 12:18:33 2024 Pag 2



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
BE101438.D

: 31 Oct 2024 18:13

: RC/JU

: P4598-09

: 15  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

Time-->
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Abundance TIC: BE101438.D\data.ms

5.325 6.953

1000000 8.786 10.343
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10.17
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Time-->
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Time-->
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Abundance TIC: BE101438.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

Library Search Compound Report

Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.875 20.53ng 937708  1,4-Dichlorobenzene-d4  7.576
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 ceH140 000994-05-8 78

005162-48-1 40
000497-26-7 25
036839-67-5 23
000625-50-3 22

»2,4-Trimethyl-3-pentanol 130 C8H180
,3-Dioxolane, 2-methyl- 88 (C4H802
entane, 3-methoxy- 102 C6H140
cetamide, N-ethyl- 87 C4H9NO

uih wNnPE
> UL N

Abundance  Scan 49 (2.875 min): BE101438.D\data.ms (-45) (-) m/z 73.10 100.00%

73.1
5000

2.80 3.00 3.20

Lol 158121992831 354.9416.9476.7533.3  n/z; 43.10  35.16%

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 L B B B B L
2.80 3.00 3.20
‘ m/z 87.05 25.16%
OJJ\\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R e
2.80 3.00 3.20
5000 ITI z 55.10 24 .95%
OHH
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R
73.0 2.80 3.00 3.20

m/z 41.10 11.27%

0 I ‘ l

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

BE101438.D

: 31 Oct 2024 18:13
: RC/JU
: P4598-09

: 15  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 2 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.897 2.63 ng 301315  Acenaphthene-d10 14.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2095 (14.897 min): BE101438.D\data.ms (-2090) (- m/z 57.10 100.00%

57.1
5000
SE o
75 14.50 15.00
oAb L fPT2 2262 308936714251 5150 ./, 43.10  74.78%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 sa —
14.50 15.00
m/z 71.10  65.25%
M P 70 2260
O \\H‘f“\‘WThJ!\I\W““\‘f\\f\‘\\ TTTTJTTTT TTTT [T T T T TTTT [T TTT[T
[ [ | I [ [ [ [ [ [ [ [

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

N

Abundance #123960: Heptadecane
57.0
T —_—
14.50 15.00
5000 ITI/Z 85.10 42 .80%
i P 70 2400
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane T —
57.0 14.50 15.00
m/z 41.10 34.63%
h «/J\M/L
ol | 12r01ss0
e e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15 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 3 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.549 6.94 ng 793874  Acenaphthene-di10 14.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 50
4 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 45
5 Azobenzene 182 C12H1ON2 000103-33-3 40

Abundance Scan 2206 (15.549 min): BE101438.D\data.ms (-2202) (- m/z 105.00 100.00%

105.0
182.0
5000
T T
39 15.50
Ofrntd | L2580 341.2401.0460.7519.1 /7 77.16  61.82%
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  53.45%
27‘0 11 " \
O \\‘\1[‘r\\r‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-

105.0
—T T T
15.50
5000 182.0 m/z 51.10 22.09%
32.
o —
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 181.05 8.65%
5000 182.0
28.0
Y S S N £ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Data Path : Z:
BE101438.D
: 31 Oct 2024 18:13

Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

Operator : RC/JU

Sample
Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

. P4598-09

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 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 4 Octadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.749 2.88 ng 384077 Phenanthrene-d10 16.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 87

5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 2240 (15.748 min): BE101438.D\data.ms (-2236) (- m/z 57.10 100.00%

57.1
5000

o T
‘ 15.50 16.00

7.1
ol AT 2402 3307 4181 5267 .0 7119

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane
57.0

5000 T T
15.50 16.00
m/z 43.10 67.22%
O\\\l"\\I\J‘].\‘F\‘\\“l\\:l-\g\e’\(\)\z\ls‘?\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0
1&50 1&00
5000 ITI/Z 85.10 42 .84%
0 ‘J”W****\H**\**Hv****w***\**H\****w‘**\**ww****w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane T T
57.0 15.50 16.00

m/z 41.10 31.69%

B /\JUWANVVJ\WWNWm/bUV
1270 2570 2680

oL L e — —
miz--> 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_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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 5 Heptadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.530 2.84 ng 377915  Phenanthrene-d10 16.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2373 (16.530 min): BE101438.D\data.ms (-2368) (- m/z 57.10 100.00%
57.1

-

5000
1
‘ 1272 16.50
ob Al LET2 19612542 3281 4294 5180 y/p 4310 70.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 —— ‘
16.50
m/z 71.10 67.28%
7.0
0 \‘ I M J}llﬁlm“ 249'0
‘\\\1’1\\\[1\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #287350: Octadecane, 1-iodo-
57.0
—
16.50
5000 ITI/Z 85.10 48.97%
7.0 253.0
o‘u¢uuhﬁﬁﬂmﬂmuw‘H‘$‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193300: Dodecane, 1-iodo- —r— :
57.0 16.50
m/z 41.10 30.12%
5000
155.0
L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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 6 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.928 2.77 ng 368464  Phenanthrene-d10 16.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2611 (17.928 min): BE101438.D\data.ms (-2607) (- m/z 57.10 100.00%
7.1

5
5000

‘ 127.1
AR 1971 282.1341.940024501 5402 iy 7119 71.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 T

o
-
©_
[=)
S |

m/z 43.10 64.49%

7.0
‘\\“\l\"\J\‘\‘I\A‘]‘\IﬁJ\A‘l\'\l\gz'\‘(\)\\‘2\\8%"()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 m/z 85.10 47.72%

o LT S0 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #246481: Tetracosane —
57.0 18.00

m/z 41.10 25.76%

- MMAMJJKN«AJ\wawuw%
27.0

ol 1111 1210 197.0 267.0 338.0

e A S e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15 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 7 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.563 2.57 ng 342563  Phenanthrene-d10 16.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetracosane 338 (C24H50 000646-31-1 81
4 Nonadecane 268 C19H40 000629-92-5 81
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 78
Abundance Scan 2719 (18.563 min): BE101438.D\data.ms (-2716) (- m/z 57.10 100.00%
57.1
T \
‘ | 1430 2T s 384.3444.3 5205 16.59
O b bt L s o 2052 38830983 9205 m/z 71.18 72.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
5000 —— :
18.50
m/z 43.10 64.45%
o \‘ | 14270 2260
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
— T \
18.50
5000 m/z 85.10 51.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ‘
57.0 18.50
m/z 41.10 27.21%
o $MAVMAf/kMA”%AMMAAMWW
ol Ll 1270 197.0 267.0 338.0
R e R AR A R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270-BE102824.M Mon Nov 04 12:18:43 2024 Page: 10



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

VA
BE101438.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

: 31 Oct 2024 18:13
: RC/JU
: P4598-09

: 15  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 8 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.139 2.69 ng 370440 Chrysene-d12 21.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tetratriacontane, 2-methyl- 493 C35H72 014167-65-8 83
3 Tricosane 324 C23H48 000638-67-5 81
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 81
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 81

Abundance Scan 2817 (19.139 min): BE101438.D\data.ms (-2814) (- m/z 57.10 100.00%

57.1
5000

19.00 19.50

\ T
1
011”31119712810340040125%2'4 m/z 71.10 72.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 — ——
19.00 19.50
m/z 43.10 64.99%
oL, | 1270 197.0 281.0  394.0
\\1\‘\T\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336700: Tetratriacontane, 2-methyl-
57.0
—— —
19.00 19.50
5000 ITI/Z 85.10 49,82%

127 449.0

o) \‘H” \11\\1\9.7.0‘ 267.0 337.0 |
uu‘uu‘uu‘uu‘\u‘\u\‘\\u‘uu‘uu‘uu“uw\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #229644: Tricosane T —
57.0 19.00 19.50

m/z 41.10

w \M\/\AJU\/\MM
324.0

LTS om0 2970

0"H“‘H“H“‘them\pm“‘H“_“‘_“‘_“w“‘w‘

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS vial : 15 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 6
R.T. EstConc Area Relative to ISTD R.T.
20.155 2.70 ng 371646  Chrysene-d12 21.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Pentacosane 352 (C25H52 000629-99-2 80
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 80

Abundance Scan 2990 (20.155 min): BE101438.D\data.ms (-2988) (- m/z 57.10 100.00%

57.1
5000

FFI‘ 2161 éQOd 20.50

‘ 281.1342.1 423.2 490.1549. .
“Ha,u‘w‘u“u‘w‘u‘_“W‘H‘_“W‘H‘_‘H“H‘_ m/z 71.10  73.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 — e
20.00 20.50

m/z 43.10 62.87%

o

0 \‘ J‘ ﬁ || 11970 28\20
‘\\\\’\\\\‘\\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
20.00 20.50
5000 ITI/Z 85.10 54.53%
‘H‘w‘u"‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 20.00 20.50

m/z 41.10 23.97%

2000 MM
I

||| 15502250
o"m‘,H“_‘Muﬁ"W‘JH“H“‘H“H“_“‘_“w“u“ — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101438.D

Acqg On : 31 Oct 2024 18:13
Operator : RC/JU

Sample : P4598-09

Misc

ALS Vvial : 15 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... 2.875 20.5 ng 937708 1 7.576 913689 20.0
Hexadecane 14.897 2.6 ng 301315 3 14.186 2288430 20.0
Benzophenone 15.549 6.9 ng 793874 3 14.186 2288430 20.0
Octadecane 15.749 2.9 ng 384077 4 16.924 2664830 20.0
Heptadecane 16.530 2.8 ng 377915 4 16.924 2664830 20.0
Eicosane 17.928 2.8 ng 368464 4 16.924 2664830 20.0
Pentadecane 18.563 2.6 ng 342563 4 16.924 2664830 20.0
Octacosane 19.139 2.7 ng 370440 5 21.083 2756530 20.0
Heneicosane 20.155 2.7 ng 371646 5 21.083 2756530 20.0
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