LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc :

ALS vial : 8 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-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49839.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 398 405 412 rBV 4671634 6683478 22.81% 5.196%
2 6.957 667 675 688 rVB 4320612 6736507 22.99% 5.237%
3 7.781 808 815 822 rBV 1301913 2016383 6.88% 1.568%
4 8.939 1005 1012 1023 rVB 2541033 4123713 14.08%  3.206%
5 10.581 1280 1291 1297 rBV 1539663 2620949 8.95% 2.038%
6 13.045 1703 1710 1719 rBV 7323006 10304806 35.17% 8.012%
7 13.216 1734 1739 1749 rBV 354459 596192 2.03% 0.464%
8 14.427 1936 1945 1954 rVB 2278959 3558532 12.15% 2.767%
9 15.780 2171 2175 2183 rVB 1807300 2468258 8.42% 1.919%
10 15.916 2192 2198 2204 rBV 6695903 9138578 31.19% 7.105%
11 16.174 2238 2242 2247 rVB 473773 633801 2.16% 0.493%
12 16.345 2268 2271 2275 rVB 336166 396471 1.35% 0.308%
13 16.992 2378 2381 2389 rVB 302812 452946 1.55% 0.352%
14 17.168 2406 2411 2417 rBV 2662340 3621423 12.36% 2.816%
15 18.086 2559 2567 2584 rBV 11652102 21698672 74.06% 16.870%

16 19.156 2745 2749 2753 rBV 677534 829646 2.83% 0.645%
17 19.233 2759 2762 2771 rVB3 312139 498299 1.70% ©.387%
18 19.362 2777 2784 2804 rBV 16249463 29297320 100.00% 22.778%
19 19.792 2852 2857 2863 rVB 11602183 13904463 47.46% 10.810%
20 21.092 3074 3078 3087 rBV2 664918 1000701 3.42% 0.778%

21 21.403 3127 3131 3136 rVB 2677125 3688874 12.59%  2.868%
22 24.409 3635 3642 3659 rVB 1685649 4353007 14.86%  3.384%

Sum of corrected areas: 128623019
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Apr 2025 14:43
: RC/JU
1 01675-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
BM049839.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM049839.D\data.ms

8.939
7.781

10.581

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM049839.D\data.ms

18.086

3.045 15.916

17.168
14.427 15.780

216 1645445 16.99

19.862

19.792

ﬂﬁﬁbw

21.403

21.092

0

19
T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM049839.D\data.ms

24.409

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.216 3.35 ng 596192  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 55
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 32

Abundance Scan 1739 (13.216 min): BM049839.D\data.ms (-1734) (- m/z 193.15 100.00%
2

193
5000 69.1 95.1 1231
41.1

-
‘ H ‘ ‘ 151.0 13.00 13.50
e el L Tl m/z 123.10  46.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 950 —
13.00 13.50

m/z 95.10 43.68%

151.0
O' L—W_LY_Y_‘—Y_Y?
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0

7
123.0 13.00 13.50
5000 m/z 69.10  40.26%

150.0
- 95.0 ‘
42.
10 0 600 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- —
198.0 13.00 13.50

m/z 55.10  37.25%

5000 55.0
109.0
81.0
O 1 H MM H‘ 137.0

\h‘ | Ll Al \\163'0 222.C

7 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.780 13.87 ng 2468260  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
3 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
Abundance Scan 2175 (15.780 min): BM049839.D\data.ms (-2171) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 — ——
15.50 16.00
152.0
ot o S L 207 2581 s 77,10 66.62%
miz-> 50 100 150 200 250
Abundance #56927: Benzophenone
105.0
182.0
5000 \
1550 1&00
51.0 m/z 182.10  63.00%
152.0
\ A | I I
0 T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—
1550 1&00
5000 m/z 51.00 22.15%
51.0
od80 | | | 13501650
A B A e
miz--> 50 100 150 200 250
Abundance #19859: Benzenecarbothioic acid —— =
105.0 15.50 16.00
m/z 181.05 10.03%
5000
51.0
o180 | | | 1380
— 7 — =
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.174 3.50 ng 633801 Phenanthrene-di10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 81
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 74
4 Octane, 5-ethyl-2-methyl- 156 C1l1H24 062016-18-6 72
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 64

Abundance Scan 2242 (16.174 min): BM049839.D\data.ms (-2238) ({ | m/z 57.10 100.00%

57.1
5000

113.1 T LN

“ ‘ ‘ 32 244.2 16.00 16.50
ol—L b W | “148‘1 2 2820 3219 /7 71,10 89.07%

miz--> 50 100 150 200 250 300
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — ——
16.00 16.50
113.0 m/z 43.10 51.30%
690
O\“\ ‘\““ h‘ “‘ “ \“‘\\\ ‘\\ il ?-110\\‘2\67\.9\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
—— —
16.00 16.50
5000 m/z 85.10 34.17%
113.0
ol A dh it 1820 2830
miz--> 50 100 150 200 250 300
Abundance #33088: Decane, 2-methyl- — —
43.0 16.00 16.50

m/z 41.10 24.92%

T

85.0

| 141.0
o“m“‘uw‘w“”‘”_H“HH_H‘_H‘

T ‘
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43

Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: 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 Methanone, (1-hydroxycycloh... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.345 2.19 ng 396471  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 59
3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 59
4 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 53
5 Furan, tetrahydro-2,2-dimethyl-5... 156 C10H200 033978-70-0 42

Abundance Scan 2271 (16.345 min): BM049839.D\data.ms (-2268) (- | m/z 99.10 100.00%
99.1
- A,/t
= =
55.1 ‘ 16.00 16.50
ob ihﬂ il Al 163119012332 2809 327.1 ., 8119  75.07%
miz--> 50 100 150 200 250 300
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 — —
16.00 16.50
550 m/z 77.10 34.11%
O T H\ ‘\M i““\ “\ “\‘ T }L\ ;3\4\.()’ \]-\76\.0\ ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid
99.0
— —r
16.00 16.50
5000 m/z 105.1@  19.95%
55.0
S
miz--> 50 100 150 200 250 300
Abundance #14894: Cyclohexanol, 1-(aminomethyl)- — —
81.0 16.00 16.50
m/z 55.10 15.86%
5000
23. W\«W
‘ | 129.0
I 1 B
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.992 2.50 ng 452946  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Nonadecane 268 C19H40 000629-92-5 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2381 (16.992 min): BM049839.D\data.ms (-2378) (- | m/z 57.10 100.00%
57.1
5000 J/\‘M—/
113.1 L
17.00
183.2 229.2 |
ol u“ ‘h | u“u“““u“ ALBLTES SENE 2751 3400y 71,10 85.91%
miz-> 50 100 150 200 250 300
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 R
17.00
113.0 m/z 43.10  49.25%
169.0
0 \“\ ‘\““‘\ ‘H‘ \H‘\ ““ \“‘\“\ \‘ “\ ‘\ A \%1\1.\0\ T ‘2\67\\0\ T T
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
——
17.00
5000 m/z 85.10 47 .68%
99.0
oLl | 1410 1830 2250 2680
e
miz--> 50 100 150 200 250 300
Abundance #176385: Eicosane —
57.0 17.00
m/z 41.10 22.65%
5000 W
LU0 1410 1830 2950 2620
ey ——
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.086 119.83 ng 21698700  Phenanthrene-d1e 17.168
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 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2567 (18.086 min): BM049839.D\data.ms (-2559) (- | m/z 73.05 100.00%

73.0
5000
129.1 213.2
1711 1 7 T
L LT
o“thWNuNwa‘ L L 29913409 4000 n; 6o 05 77.08%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00
m/z 43.10 68.19%

H 171.0213.0256.0
M 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
‘ ‘ \

T
18.00

5000 ITI/Z 57.10 60.30%
29.
‘ 17102140
0“\‘ ’uL/A‘ . “\“‘\H“‘H“HH‘HH“
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid T
73.0 18.00

m/z 55.10 56.71%

5000 129.0
9. ‘ 185.0 241 0284 0
\H‘ H“L M I \ ‘\ ‘ L

T
m/z--> 50 100 150 200 250 300 350 400 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.157 4.58 ng 829646  Phenanthrene-di10 17.168
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 95
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81

Abundance Scan 2749 (19.156 min): BM049839.D\data.ms (-2745) (- | m/z 74.10 100.00%

74.1
5000
143.1 \ \

I
| l 199.1 25T2 19.00 19.50
‘M bt bt ey S05:2 896.0 431 /7 87 05 72.81%

mi/z--> 100 150 200 250 300 350 400
Abundance #197277: Methyl stearate
74.0

5000 — —
143.0 298.0 19.00 19.50

m/z 43.10 30.65%

# 199.0

O T ‘\ \‘ ‘“‘\ h 1‘“\ ““ \“\ \ T [‘\ \ \‘f “ \‘ \2\4\7 \d‘f T “ TTTT ‘ L ‘ L

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

Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

[
19.00 19.50
5000 m/z 55.10 25.64%

143.0 255.0
‘ l 199.0
— 1“ ‘\‘H l‘\ \\\‘\L . ‘\ I \ ‘ \ _— ‘\‘m‘ gp‘b‘o‘ T
m/z--> 50 100 150 200 250 300 350 400

Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester — ——
74.0 19.00 19.50

m/z 143.05 21.09%

5000 298.0
143.0
29. ‘ \ 199.0
Il \“ \\\u\‘m L ‘ Iy ﬂqq ‘ : :

T T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\

Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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 1@-Heneicosene (c,t) Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.233 2.75 ng 498299  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Heneicosene (c,t) 294 C21H42 095008-11-0 94
2 Z-10-Tetradecen-1-0l acetate 254 C16H3002 1010130-99-3 70
3 trans-9-Octadecenoic acid, penty... 352 C23H4402 1000405-19-1 60
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 53
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 53

Abundance Scan 2762 (19.233 min): BM049839.D\data.ms (-2759) (- | m/z 55.10 100.00%

5!:
5000 .

264.1 1o, 19.00 19.50
S — : . m/z 69.10  97.52%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #192006: 10-Heneicosene (c,t)
55.0

5000 ‘ ‘
19.00 19.50
m/z 41.10 78.23%

i \\ L
0‘\‘\‘\ ‘\ h ‘1 "h‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #140832: Z-10-Tetradecen-1-ol acetate

43.0

19.00 19.50
5000 m/z 97.10 70.97%

l “\} ka }55 0203.0 254.0

0l
mizw> 0 50 100 150 200 250 300 350 400

Abundance #261968: trans-9-Octadecenoic acid, pentyl ester — ——
43.0 19.00 19.50

m/z 83.10 60.45%

5000 97.0

Il
0“W\ MMM‘mmWWWMJHﬁwL\‘w\m‘\\?§%9\\‘u\\ —

m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : 07 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.362 158.84 ng 29297300  Chrysene-di12 21.403
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 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
Abundance Scan 2784 (19.362 min): BM049839.D\data.ms (-2777) (- | m/z 73.10 100.00%
129.1
5000
185.2 241.2 JL
— —=
‘ ‘ ‘ 19.00 19.50
of bl \HHMM Ll Ll 2em23562 4200480, /0 6o 05 75.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — e
19.00 19.50
” 1850 2840 m/z 43.10 72.03%
O \\J‘\ “‘ ‘ l"“““ !“‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid
73.0
— ——
19.00 19.50
5000 129.0 m/z 57.10 66.84%
242.0
‘ 185.0 \
o LLALLLLL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46961: n-Decanoic acid — 7
60.0 19.00 19.50
m/z 55.10 58.80%
5000
129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Data Path :
Data File
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
: BM@49839.D
: @7 Apr 2025 14:43

Operator : RC/JU

Sample
Misc
ALS vial : 8

Quant Method
Quant Title

TIC Library

1 Q1675-19

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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 10 1-Heneicosyl formate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.092 5.43 ng 1000700  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 99
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 93

Abundance Scan 3078 (21.092 min): BM049839.D\data.ms (-3074) (-
83.1

m/z 83.10 100.00%

5000

:

T I
1591 2261 21.00
b MM LLEP Ty ] 2881 STLL 4462 549, p 7 57.10

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— ‘
21.00
125.0 m/z 97.10 89.28%
Ly, a080 2000
O‘\H A T A T T T T T T T T T T T T T T

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

B

Abundance #104594: Cyclohexadecane

55.0
LI \
21.00

5000 m/z 69.10 89.04%
5.0
UL 28
B —

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

Abundance #179253: n-Nonadecanol-1 T
83.0 21.00
m/z 43.10 87.71%
- *anwwwMMkaMw¢Mwwww
0290{ 111 15402380
A A e et e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40725\
Data File : BM@49839.D

Acqg On : @7 Apr 2025 14:43
Operator : RC/JU

Sample : Q1675-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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|
Decahydro-1,1,4... 13.216 3.4 ng 596192 3 14.427 3558530 20.0
Benzophenone 15.7860 13.9 ng 2468260 3 14.427 3558530 20.0
Hexadecane, 2,6... 16.174 3.5 ng 633801 4 17.168 3621420 20.0
Methanone, (1-h... 16.345 2.2 ng 396471 4 17.168 3621420 20.0
Nonadecane 16.992 2.5 ng 452946 4 17.168 3621420 20.0
n-Hexadecanoic ... 18.086 119.8 ng 21698700 4 17.168 3621420 20.0
Methyl stearate 19.157 4.6 ng 829646 4 17.168 3621420 20.0
10-Heneicosene ... 19.233 2.8 ng 498299 4 17.168 3621420 20.0
Octadecanoic acid 19.362 158.8 ng 29297300 5 21.403 3688870 20.0
1-Heneicosyl fo... 21.092 5.4 ng 1000700 5 21.403 3688870 20.0
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