LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 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 M\Methods\8270-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44769.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.687 777 782 795 rVB 448498 766884 1.93% 0.716%
2 8.887 983 986 996 rVB 319983 505469 1.27% 0.472%
3 10.434 1242 1249 1251 rBV 477926 806055 2.03% 0.753%
4 10.469 1251 1255 1260 rVB 502214 827499 2.09% 0.773%
5 11.886 1486 1496 1502 rBV 635596 1080784 2.72% 1.009%
6 12.945 1672 1676 1683 rBV 294621 442202 1.11% 0.413%
7 13.145 1703 1710 1717 rVB 708396 1085538 2.74% 1.014%
8 14.233 1889 1895 1900 rBV 891395 1174729 2.96% 1.097%
9 14.333 1903 1912 1920 rVB 783711 1344001 3.39% 1.255%
10 15.192 2053 2058 2063 rVB 869716 1075333 2.71% 1.004%
11 15.598 2121 2127 2132 rVB 241364 417657 1.05% ©.390%
12 15.833 2160 2167 2174 rVB4 263608 554810 1.40% 0.518%
13 16.057 2201 2205 2214 rBV 879388 1506588 3.80% 1.407%
14 16.857 2336 2341 2345 rBV 779946 977575 2.46% 0.913%
15 16.904 2345 2349 2359 rVB 279616 499341 1.26% 0.466%

16 17.092 2375 2381 2387 rBV 904829 1320900 3.33% 1.233%
17 17.598 2462 2467 2472 rBV 704721 869278 2.19% ©0.812%
18 17.780 2492 2498 2503 rVB 9193310 11824159 29.81% 11.041%
19 18.004 2531 2536 2541 rBV 648810 960205 2.42% 0.897%
20 18.292 2580 2585 2589 rBV 667192 839197 2.12% 0.784%

21 18.945 2687 2696 2698 rBV2 19157376 39669698 100.00% 37.042%
22 18.974 2698 2701 2710 rVB3 17181504 25460220 64.18% 23.774%
23 19.092 2716 2721 2726 rBV 4711859 5496390 13.86% 5.132%
24 19.145 2726 2730 2732 rBV2 536366 672562 1.70% ©.628%
25 19.286 2751 2754 2762 rVB3 295022 467501 1.18% ©.437%

26 19.515 2789 2793 2797 rBV2 498251 550154 1.39% 0.514%
27 19.733 2824 2830 2834 rVB 521360 799875 2.02% ©.747%
28 20.051 2881 2884 2887 rBV 401538 508592 1.28% ©0.475%
29 20.086 2887 2890 2899 rVB2 378898 619913 1.56% ©.579%
30 20.198 2905 2909 2912 rBV 471488 565086 1.42% 0.528%
31 21.150 3068 3071 3077 rBV 468222 501602 1.26% ©.468%
32 21.292 3090 3095 3099 rBV 1072130 1407587 3.55% 1.314%

33 23.539 3472 3477 3485 rVB 782423 1496335 3.77% 1.397%

Sum of corrected areas: 107093719
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044769.D\data.ms
1.5e+07
1e+07
5000000
7.687 8.887 MRAED
0 \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM044769.D\data.ms
18.945
18974
1.5e+07
le+07 17.780
5000000 19-092
. 092
P i WS ShoapdffST RIS Usomagnener  |ASmIeiammes
I e e e e e e e e e R B e e e e e e e e L e A
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM044769.D\data.ms
1.5e+07
1e+07
5000000
2 2 23.539
PR ¢ -
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26,50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.886 26.12 ng 1080780  Naphthalene-d8 10.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
Abundance Scan 1496 (11.886 min): BM044769.D\data.ms (-1486) ( m/z 57.85 100.00%
57.0
1150 12,00
99.1 145.0 : :
om_mh‘:HMH‘,“J“Hp&um\mu_m,mWl‘?f‘azwHW,HW%‘?R-} m/z 43.10 80.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 = -
11.50 12.00
m/z 71.05 53.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
= =
11.50 12.00
5000 m/z 41.00 43.26%
o 27"0“\‘ 4 ‘ 990 1410 1830 2260
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 11.50 12.00
m/z 85.05 32.66%
5000
141.0
270 | | 99.0 |
Ol b b b e e rrere e . =
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BM031324.M Wed Mar 27 13:28:57 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.145 16.15 ng 1085540  Acenaphthene-d10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 86
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 59

Abundance Scan 1710 (13.145 min): BM044769.D\data.ms (-1703) ({ | m/z 57.85 100.00%
7.0

5
5000

‘ 99.0 13.‘00 13.50
ol A b T, 1540 1982 2810 o 43,05 82.22%
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane XAJUl‘#J\JVN/»NJwN
57.0
5000 T

=
13.00 13.50
m/z 71.05 55.39%

27\'0‘\ [
1 I | I | L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

=T
13.00 13.50

o

5000 m/z 41.00 41.12%
o 27‘\'0“\‘ 4 “‘9?'0‘ 1410 1830 2260
AL B A A A B
m/z--> 50 100 150 200 250
Abundance #33081: Undecane — —
57.0 13.00 13.50

m/z 85.05 35.84%

5000
210 99.0 156.0
0 M\“LJ | e

Ea— -
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.233 17.48 ng 1174730  Acenaphthene-d10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72

Abundance Scan 1895 (14.233 min): BM044769.D\data.ms (-1889) (- | m/z 57.05 100.00%
1.0

5
5000

T T
99.1 14.00 14.50

ol by, 14101741 2122 2810 ./, 43,00  78.47%
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 P -
14.00 14.50

m/z 71.05 57.29%

27.0‘ 99.0
O “\ ‘\“ ‘H‘\ ‘!‘ \“‘\ ““ \“ T “]\_4\%[‘0‘\ :\1_8\2\0‘21\‘2\0\ L
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane

57.0

an e =
14.00 14.50

5000 ITI/Z 41.00 41.01%
99.0
ol LA LI, 2410 ass0 2260
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane T ——
57.0 14.00 14.50

m/z 85.05 39.02%

5000
27‘.0‘ H 99.0 141.0 198.0
0 | \‘\ L \!\ ‘\‘\‘ \\“ Lo |

: s
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.192 16.00 ng 1075330  Acenaphthene-d10 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80

Abundance Scan 2058 (15.192 min): BM044769.D\data.ms (-2053) (- | m/z 57.05 100.00%
57.0

T
99.0 15.00 15.50
L H\ L u‘ i

‘ 141.0171.0 2262 281 ,
HwHuﬂmﬂwu‘_uwH‘wmu_‘uwuw‘uwuu‘uu_u‘_uwu m/z 43.05 74.48%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane
57.0

5000 T
15.00 15.50
m/z 71.05 57.24%

27.0
99.0
\“‘}\\M"\\H}\“1‘\\\”“H}‘\‘\‘\1\4\.“1\“\\0\’\\]\-ﬁ\g\.g‘\\%‘z\e\\.\o‘ HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0

T
15.00 15.50

o

o

5000 m/z 85.10 38.03%
99.0
N N X
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane " T
57.0 15.00 15.50

m/z 41.00 37.78%

zwok H 990 1410 184.0

0‘H‘H‘“m“,‘“‘h“luH“‘Hmm‘“m‘,‘m,w‘H‘Hu“m‘uu“m,u e o
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.057 22.81 ng 1506590  Phenanthrene-d10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 94
3 Tridecane 184 C13H28 000629-50-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 2205 (16.057 min): BM044769.D\data.ms (-2201) (- | m/z 57.05 100.00%
57.0
‘ 16.00 |
113.1 :
Obrrd b ol HP1141016901971 2402 L 4306 76.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 —— :
16.00
m/z 71.10 61.35%
29.0 113.0
Ot T \‘\‘\ \“‘1 T \H“ \‘\H} T “w‘\ T \H‘ T \‘1‘\ T \“\]\_Lwli‘:l\.\()\”\]’-\ew‘gwlﬂ‘\]\-\gz.\o\ T %‘\1?\\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59031: Nonane, 5-butyl-
43.0 71.0
T \
16.00
5000 1260 m/Z 85.05 41.6400
0 0 | 1ss0 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane T ‘
57.0 16.00
m/z 41.00 37.47%
5000
85.0
29.0
o | | 3010 1m0
e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.857 14.80 ng 977575  Phenanthrene-d1e 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2341 (16.857 min): BM044769.D\data.ms (-2336) (- | m/z 57.05 100.00%
57.0
o J\\J\ﬁ
— —
141 1 16.50 17.00
ob kb, “‘ Ll 1831210.12543 ALl oy 7 43.10 74.00%
miz-> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0
5000 — =
16.50 17.00
99.0 m/z 71.10 60.80%
L4 140180 2540
0\\‘\\‘ ““‘“\“\“\““\‘\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #141070: Heptadecane, 8-methyl-
57.0
— —
16.50 17.00
5000 m/z 85.10 43.21%
126.0
AN ‘H Ldyl eso w0
miz--> 100 150 200 250 300
Abundance #194590: Heneicosane T —T
57.0 16.50 17.00
m/z 41.00 36.35%
5000
‘ 99.0
41.0
50 L L 1018302250 260 S
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Tridecane, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.904 7.56 ng 499341  Phenanthrene-d10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2349 (16.904 min): BM044769.D\data.ms (-2345) (- | m/z 57.05 100.00%
57.0
o M&J/&M
9.0 17.00
41.0 183 1 :
bbb L[ [ 3401850 2463 3019 386 ., 7110 69.81%
m/z--> 50 100 150 200 250 300 350
Abundance #74008: Tridecane, 4-methyl-
43.0
5000 T
5.0 17.00
m/z 43.05 54.28%
‘ .0
O\\‘\“\‘\‘\‘\“\‘\\\‘“\\\1\98‘\0\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
17.00
5000 m/z 85.05 41.56%
oL | SESNECLICYP RELT
L e
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane —T
57.0 17.00
m/z 41.00 25.92%
5000
9.0
41.0
oLl Uiy Poumomso 20 =
m/z--> 50 100 150 200 250 300 350 17.00
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM032624\

Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24
Operator : MA/JU
Sample : P1861-01 5X

Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

HD-02-03252024

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.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 8 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.598 13.16 ng 869278  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2467 (17.598 min): BM044769.D\data.ms (-2462) (- | m/z 57.10 100.00%
57.1
= e
h 90 s 17.50 18.00
ob A Al 1410 1821 2252 2681 326 ./, 43,05  76.26%
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — ‘
17.50 18.00
m/z 71.10 62.24%
99.0
oL LU LT 1410 1830 2250 2680
T T T ‘ T T T ‘ T T L ‘ T T T T ‘ T T T ‘ T T T T ‘ T L
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T -
17.50 18.00
5000 m/z 85.05 43.17%
99.0 140.0
182.0
ol ‘H by T 280
m/iz--> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl- — T
57.0 17.50 18.00
m/z 41.00 34.88%
5000
182.0
99.0 h
ol bl a0 | 250 2660 |
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.780 179.03 ng 11824200  Phenanthrene-d1e 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 72

Abundance Scan 2498 (17.780 min): BM044769.D\data.ms (-2492) (- | m/z 74.00 100.00%

74.0
5000

{ ] 143.0 185, 2212 17.50 18.00
ol 380l iy L oy 1, 20 8400y 700 72.19%
miz—-> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
17 50 18 00
143.0 m z 43.00 6.38%
‘ | 1850 2270 2700
O LI \H ‘ ‘\ - ‘M\ h“ \“\ ‘\ T ‘ \ \‘ \‘\ “ T ‘\ ‘\ ‘ T } T ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
- J
17 50 18 OO
5000 m/Z 55.00 %

1Ll 20 1050 2270 2700
T \ T ‘ T T \‘ T T ‘ T \ \‘\ ‘ TT \ T ‘ T \ T ‘ L
m/z--> 100 150 200 250 300
Abundance #143 : i i

0
569: Pentadecanoic acid, methyl ester ‘
74.0 17 50 18 00
m/z 41.00 %
5000
143.0
29. q‘ ‘ ‘ 213.0 256.0
ow“‘“‘ T PR S
m/z--> 100 150 200 250 300 17 50 18 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.004 14.54 ng 960205  Phenanthrene-d1e 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2536 (18.004 min): BM044769.D\data.ms (-2531) (- | m/z 73.00 100.00%

73.0
5000
129.0
2131 S
‘ ‘ 171.1 ‘ 256.1 18.00
o3 ldbabo L L T 30813400 0 43 00 93.24%
50

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 LA
18.00
1710 213.0 256.0 m/z 60.00 91.93%
0 i“ T “h““ 1‘““\“1 \‘ T “\ \‘ \‘\ “ \“\ b ‘L\ L B
0

m/z--> 5 100 150 200 250 300
Abundance #92069: Tridecanoic acid

73.0
——
18.00
5000 129.0 m/Z 41.00 76.28%
29. 171.0
‘ 214.0
ol “M wm‘“ 10 Y ‘ S
50

N

o

-

N

miz--> 100 150 200 250 300
Abundance #109279: Tetradecanoic acid == ‘

73.0 18.00

m/z 57.05 74.69%
5000 129.0
185.0
29. 228.0

m/z--> 50 100 150 200 250 300 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
BM044769.D

Mar 2024 15:24

: MA/JU
¢ P1861-01 5X

7

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

HD-02-03252024

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.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 11 Dodecane, 2-methyl-6-propyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.292 12.71 ng 839197  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 2585 (18.292 min): BM044769.D\data.ms (-2580) (- | m/z 57.05 100.00%
57.0
w0 L/ﬂVA\A«mAAMA,Pf«V¢J\
9.1 18.00 18.50
141 0 243.2 : :
ol dalyl, 14101831 29322821 3410 /7 43.65 71.95%
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 e —
18.00 18.50
m/z 71.10 62.96%
9.0 140.0
182.0
O\\‘\“‘ h‘\“‘\“‘\‘\‘\h‘\\\“\‘\22\6\.\0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— —
18.00 18.50
5000 m/z 85.10 42.08%
9.0
0 [ ‘H\ I H‘ I ]\'4'10 183.0 268.0
e o L T LA ALALan manan oo
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 —
57.0 18.00 18.50
m/z 41.00 33.57%
h M/M
oL L L F | 141.0183.0 225.0 267.0 3230 _ 3804
““‘ T T e —— —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.945 600.65 ng 39669700  Phenanthrene-d1e 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 2696 (18.945 min): BM044769.D\data.ms (-2687) (- | m/z 67.05 100.00%
per

0
5000

09.1

‘ 150.0

263.1 :
2202
0. N‘!‘w”h‘ o1 187:1220.2 "TIT2960  h; 81,05 88.30%
50

mi/z--> 100 150 200 250 300
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester

67.0
5000
29. 09.0 m/z 55.18  65.45%
150.0 294.0
o Lo 22802610710
50

=
©
o
o

=
©
o
o

miz--> 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
=
19.00
5000 m/z 95.05 60.68%
03.0 294.0
150.0 :
oLl LIy B00mr0z00 | 7T
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester o
67.0 19.00

m/z 41.05 50.65%

5000
09.0 294.
29, ‘ 94.0
150.0
0! \‘\ \HL L \‘h“\ I \H\“ ‘\lh it ‘1‘\‘87“(‘)2‘2}0‘0 . 2‘6‘17‘0‘ I

m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.974 385.50 ng 25460200 Phenanthrene-d1e 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 97
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 96
Abundance Scan 2701 (18.974 min): BM044769.D\data.ms (-2698) (- | m/z 55.10 100.00%
55.1
5000 95.1
264.3 1 ‘
35.1 1802 2222 ‘ 19.00
0 e NL ‘ — 2280 wyz 79.05  78.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 1
70 19.00
264.0 m/z 41.10 70.20%
“ H 138.0 180.0 2220 h
0! ‘h\‘u‘“\‘\\\h\“‘ \\\\ \\\\ \\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0
— =
19.00
5000129.0 m/z 67.05 63.82%
“\\ [
Ot
m/z--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester ——
55.0 19.00
m/z 69.10 61.68%
5000
7.0
264.0
H L FSO 1800 2220 h
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 14 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.092 83.22 ng 5496390 Phenanthrene-d10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91

Abundance Scan 2721 (19 092 min): BM044769.D\data.ms (-2716) (- | m/z 74.00 100.00%

74.0
5000

143.0 \
199.1 255.2 19 OO

298.3
bbb i b b 3431 A0L1 o 87 @0 72.89%

‘ S T ‘ \
m/z--> 50 100 150 200 250 300 350 400
Abundance #197276: Methyl stearate
74.0

o

5000 T
19 OO
143.0 255.0298.0 43.05  41.16%
4 ‘ ‘ 199.0 \
O\\‘\\““‘\“\‘M\““\‘\‘\\‘\\\‘\“\‘\\\“‘\“\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19 OO
5000 ITI/Z 55.00 30.28%
28.0
143.0 255.0298.0
L e
VY (RS0 PO S S P E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester ‘
74.0 19 OO

m/z 41.00 27.07%

5000 298.0
143.0
# ‘ ‘ 199.0 255.0
eV T e

m/z--> 50 100 150 200 250 300 350 400 19 OO

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 15 (9E,11E)-Octadecadienoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.145 10.18 ng 672562  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
2 Linoelaidic acid 280 C18H3202 000506-21-8 96
3 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 96
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 94
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 91

Abundance Scan 2730 (19 145 min): BM044769.D\data.ms (-2726) (- m/z 67.00 100.00%
5000
09.0 i —
202.0 19.00 19.50
0b— " “h Ly w Sl 24002801 | 855, g1.60  79.23%
miz--> 100 150 200 250 300 350
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
5000 i ——
19.00 19.50
09.0 m/z 55.05 63.80%
2. “ 0o 280.0
O' “ HH h “‘\‘\]\-9502\37\(‘)\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #173566: Linoelaidic acid
= i
19.00 19.50
5000 ITI/Z 41.00 61.49%
09.0
h 280.0
o ALiR0es0 0
m/iz--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)- — = ——
67.0 19.00 19.50
m/z 95.00 54.05%
5000
09.0
29. h . 280.0
0 A Hh”“‘}““‘1969‘23‘6‘?”1“””“ s ——
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 16 Tridecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.515 7.82 ng 550154  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2793 (19.515 min): BM044769.D\data.ms (-2789) (- | m/z 57.10 100.00%
57.1
T \
‘ 113 20‘2.0 J
— “M“M““ﬂ“ﬂl"s‘?‘p"yu“25‘7‘;'”‘372‘5‘9“”“%1‘5" m/z 43.00 69.70%
miz--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 s :
19.50
m/z 71.10 65.22%
TP as0 2400
O\\‘\‘\“ \“‘\‘\“‘\“\“‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
19.50
5000 m/z 85.10 46.75%
183.0
oL L0 T a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane T ‘
57.0 19.50
m/z 41.00 27.74%
) wﬂf\xA»\,J&,y,vﬂ
‘ 268.0
oL WL LLPD 1e00  2e80
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 17 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.051 7.23 ng 508592  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Tetracosane 338 C24H50 000646-31-1 94
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2884 (20.051 min): BM044769.D\data.ms (-2881) (- m/z 57.05 100.00%
57.0
5000 \/\NJMMJ
T 1 \
113131 1660 2251 308.0 2000
ol A g bl 20D ceor  S080 3610 429 nmyz 43.05  76.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 ——
20.00
‘ m/z 71.05 67.75%
O l} “‘ ]ﬂT“\l\\‘:‘L‘\6Y9\q‘2\2\6\\()‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
T \
20.00
5000 m/z 85.10 49, 85%
I 169.0  240.0
ol wa it Bt
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane T ‘
57.0 20.00
m/z 55.00 36.55%
h \\/\A&AMVJ\I\J\&/\/\/\I\/
13 0
0 h\ \ h \\ | 1\6\9 \0 225 0 281.0 33\8 0
H““““H R B IR B S ——
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\

Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 18 Methyl 9-eicosenoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.086 8.81ng 619913 Chrysene-di2 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl S-eicosenoate 324 C21H4002 1000336-50-5 78

2 11-Eicosenoic acid, methyl ester 324 C21H4002
3 14-Methylpentadec-9-enoic acid m... 268 C17H3202

003946-08-5 78
1000365-89-7 64

4 Disparlure 282 C19H380 029804-22-6 64
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 53
Abundance Scan 2890 (20.086 min): BM044769.D\data.ms (-2887) (- | m/z 55.00 100.00%
55.0
5000
110 16712201 2921 20,00 |
oL A 220 4300489 4/; 69.05 80.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229538: Methyl 9-eicosenoate
55.0
5000 L w
292.0 20.00
11.0 : m/z 41.00 57.36%
208.0
0 T ’ \“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
—r ‘
20.00
5000 m/z 83.00  55.50%
292.0
| w ‘152 0 208.0
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #158457: 14-Methylpentadec-9-enoic acid methyl ester P ‘
55. 20.00
m/z 74.00 55.03%
5000
236.0
‘ 1630 ’
- "”H““H‘\“MH‘mW‘Hwm‘_m_m_m —
m/z--> 50 100 150 200 250 300 350 400 450 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 19 Methyl 18-methylnonadecanoate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.198 8.03 ng 565086  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 95
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 2909 (20.198 min): BM044769.D\data.ms (-2905) (-  m/z 74.00 100.00%

143.0 2000 20‘0
283.1 - 5
199.1
0 H‘mm‘_m"m‘““““3“}7,'9”“4‘39:‘ m/z 87.00 76.31%

mlz--> 100 150 200 250 300 350 400
Abundance #232223.Meﬂwl184nemymonadecanoam

7l

2

5000
2000 2050
143.0 43.10  42.95%

326.0 m/z
o228 om0 T
m/z--> 100 150 200 250 300 350 400
Abundance #179144. Heptadecanoic acid, methyl ester
74.0

2000 2050
5000 ITI/Z 55.05 30.79%
143.0 284.0
il h\ |, Le00
(oA RO A A A D
m/z--> 100 150 200 250 300 350 400
Abundance #197349.Hemadecanmcacm,164nemyh,mewWIemer e —
74.0 20.00 20.50
m/z 41.00 25.36%
5000
143.0 298.0
o0 [y [ w00 [
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 20 Docosanoic acid, methyl ester  Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
21.151 7.13 ng 501602  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
3 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 91
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 3071 (21.150 min): BM044769.D\data.ms (-3068) (- m/z 74.00 100.00%

74.0
5000

143.0 — |

199.1255.1 311.1 2100 2150
n““*\36924452497 m/z 87.00 75.80%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264183: Docosanoic acid, methyl ester
74.0

5000 —— —
21.00 21.50

m/z 43.05 45.69%

o

143.0 354.0
O‘\\\l\‘\\\\H\J“l\‘\‘\\\‘\\]\-\9“9\0\\2\5‘5\\0\\‘\l\\\“l\\\\‘\\\\‘\\\\‘\
miz—> 0 100 150 200 250 300 350 400 450
Abundance #264191:Meﬂwl204neﬂwhhenemosanoam
74.0
— —
21.00 21.50
5000 ITI/Z 57.05 30.34%
143.0 354.0
199.0255.0 ‘
op-—tl 4 T O R
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #308198: Hexacosanoic acid, methyl ester e —
74.0 21.00 21.50

m/z 55.00  29.81%

- NM
143.0
T

HHM‘ 199.0255.0311.0  410.0

LN 1 O L i SR

7 ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44769.D

Acqg On : 26 Mar 2024 15:24

Operator : MA/JU

Sample : P1861-01 5X

Misc : HD-02-03252024

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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|
Tridecane 11.886 26.1 ng 1080780 2 10.469 827499 20.0
Tetradecane 13.145 16.1 ng 1085540 3 14.333 1344000 20.0
Pentadecane 14.233 17.5 ng 1174730 3 14.333 1344000 20.0
Hexadecane 15.192 16.0 ng 1075330 3 14.333 1344000 20.0
Heptadecane 16.057 22.8 ng 1506590 4 17.092 1320900 20.0
Octadecane 16.857 14.8 ng 977575 4 17.092 1320900 20.0
Tridecane, 4-me... 16.904 7.6 ng 499341 4 17.092 1320900 20.0
Nonadecane 17.598 13.2 ng 869278 4 17.092 1320900 20.0
Hexadecanoic ac... 17.780 179.0 ng 11824200 4 17.092 1320900 20.0
n-Hexadecanoic ... 18.004 14.5 ng 960205 4 17.092 1320900 20.0
Dodecane, 2-met... 18.292 12.7 ng 839197 4 17.092 1320900 20.0
9,12-Octadecadi... 18.945 600.6 ng 39669700 4 17.092 1320900 20.0
13-Octadecenoic... 18.974 385.5 ng 25460200 4 17.092 1320900 20.0
Methyl stearate 19.092 83.2 ng 5496390 4 17.092 1320900 20.0
(9E,11E)-Octade... 19.145 10.2 ng 672562 4 17.092 1320900 20.0
Tridecane, 1-iodo- 19.515 7.8 ng 550154 5 21.292 1407590 20.0
Tetracosane 20.051 7.2 ng 508592 5 21.292 1407590 20.0
Methyl 9-eicose... 20.086 8.8 ng 619913 5 21.292 1407590 20.0
Methyl 18-methy... 20.198 8.0 ng 565086 5 21.292 1407590 20.0
Docosanoic acid... 21.151 7.1 ng 501602 5 21.292 1407590 20.0

8270-BMO31324.M Wed Mar 27 13:29:25 2024 Pag 23



