LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql1420-01

Misc :

ALS Vvial : 17 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_ F\Methods\8270-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141770.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.799 284 290 301 rVB 7657 15541 1.09% 0.127%
2 5.404 558 563 585 rVB 873376 1313167 92.05% 10.746%
3 5.934 648 653 663 rVB 46297 64778 4.54%  0.530%
4 6.422 731 736 764 rBV 869025 1324514 92.85% 10.839%
5 6.781 792 797 806 rBV 314651 416042 29.16%  3.405%
6 7.345 887 893 904 rBV 564669 818034 57.34% 6.694%
7 7.622 935 940 952 rBVS 9283 28327 1.99% 0.232%
8 7.751 958 962 968 rVB 10778 14637 1.03% 0.120%
9 8.063 1008 1015 1029 rBV 324411 514662 36.08% 4.212%
10 8.781 1134 1137 1144 rBV 10574 15241 1.07% 0.125%
11 9.133 1192 1197 1207 rBV 1055452 1381577 96.85% 11.306%
12 9.216 1207 1211 1220 rVB3 15508 28529 2.00% 0.233%
13 9.475 1251 1255 1258 rvwv2 10993 17568 1.23% 0.144%
14  9.528 1262 1264 1272 rVB 13597 21296 1.49% 0.174%
15 9.739 1297 1300 1305 rVB 13094 16037 1.12% 0.131%
16 9.810 1307 1312 1317 rBV 357106 486847 34.13% 3.984%
17 10.022 1342 1348 1352 rBV3 10501 18201 1.28% 0.149%
18 10.239 1378 1385 1389 rBV2 25637 39085 2.74% 0.320%
19 10.363 1402 1406 1411 rBV 19623 27601 1.93% 0.226%
20 10.457 1418 1422 1428 rVB 17103 26683 1.87% 0.218%
21 10.527 1429 1434 1440 rVW 127468 174598 12.24% 1.429%
22 10.604 1441 1447 1457 rVV 529061 758840 53.19% 6.210%
23 10.722 1461 1467 1475 rVB 48966 86496 6.06% 0.708%
24 11.157 1538 1541 1544 rBV 22598 31492 2.21% 0.258%
25 11.192 1544 1547 1553 rVB2 27814 39254  2.75% 0.321%
26 11.298 1560 1565 1575 rBv2 355952 592999 41.57% 4.853%
27 11.375 1575 1578 1582 rVB 15715 22527 1.58% 0.184%
28 11.539 1603 1606 1610 rBV 13860 20213 1.42% 0.165%
29 11.586 1611 1614 1618 rVB 21018 24888 1.74% 0.204%
30 11.833 1651 1656 1666 rBV 240982 394580 27.66%  3.229%
31 11.992 1680 1683 1688 rVB 18314 23152 1.62% 0.189%
32 12.380 1747 1749 1755 rVB3 20065 25300 1.77% 0.207%
33 12.510 1767 1771 1775 rBV 77851 105377 7.39% 0.862%
34 12.616 1784 1789 1801 rBV 105109 216977 15.21% 1.776%
35 12.739 1806 1810 1814 rvV 78395 137745 9.66% 1.127%

36 12.774 1814 1816 1826 rVV 52219 102107 7.16% ©0.836%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql1420-01

Misc

ALS Vvial : 17 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_ F\Methods\8270-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.880 1829 1834 1843 rVB 1120900 1426536 100.00% 11.674%
38 13.786 1984 1988 2000 rVB3 52625 1173068  8.22% ©.960%
39 13.939 2008 2014 2026 rVB 381543 592607 41.54%  4.850%
40 14.686 2137 2141 2152 rBV3 83674 157064 11.01%  1.285%

41 15.386 2254 2260 2276 rVB 325078 581339 40.75% 4.757%

Sum of corrected areas: 12219766
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141770.D\data.ms

1000000
5.404 6.422

800000

600000 7.345

400000

6.781

200000

3.799 o334 7.622

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\/‘\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF141770.D\data.ms

12.880
9.133

1000000
800000
600000 10.604

400000 9.810 11.298

8.063
200000 105
éozaﬁnm 0.722
R 8.781 216 9915289 73910, 02 R

T T — S N — — 7
Time--> 8.00 8.50 9 50 10 00 10 50 11 00 11.50 12.00 12.50 13.00

Abundance TIC: BF141770.D\data.ms

1000000

800000

600000
13.939 15.386

400000

14.686
200000 13.786

T ‘ T T ‘ T T ’ T T ‘ T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Diethyl disulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.934 3.11 ng 64778 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl disulfide 122 C4H1eS2 000110-81-6 96
2 Diethyl sulfone 122 C4H1002S 000597-35-3 38
3 6-exo-Methyl-5-endo-norbornenol 124 C8H120 041414-52-2 38
4 Dixanthogen 242 C6H1002S54 000502-55-6 17
5 3-Pyridinecarboxaldehyde, oxime,... 122 C6HEN20 051892-16-1 9
Abundance Scan 653 (5.934 min): BF141770.D\data.ms (-648) (-) m/z 122.00 100.00%
122.0
66.0
94.0
5000
R AR
47-0 | 5.60 5.80 6.00 6.20
O el b Ll myz e6.00  72.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11044: Diethyl disulfide
66.0 122.0
29.0 94.0
5000 L B LR B B
5.60 5.80 6.00 6.20
450 m/z 94.00 53.50%
O H\‘]\_\5\‘\0‘HH‘H‘H’HM‘\’H\‘M‘\! ‘1‘\\\\‘.\H\‘\‘\‘l\‘\\\\‘\\\\‘ ‘1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11021: Diethyl sulfone
29.0 66.0
R A manEE R
94.0 5.60 5.80 6.00 6.20
5000 m/z 59.00 14 .44%
122.0
LI L IO W RO PO USROS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12047: 6-exo-Methyl-5-endo-norbornenol A R
66.0 5.60 5.80 6.00 6.20
m/z 45.00 13.99%
5000
39.0
S A PRI LT LI Y |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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.
10.528 7.17 ng 174598  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 47
Abundance Scan 1434 (10.527 min): BF141770.D\data.ms (-1429) (-} | m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
N
10.50
152.0
Ol ool 2280 O0F L myz 77.05  60.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e ‘
10.50
510 m/z 182.05 57.12%
o270 ||| 1601520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester
105.0
RN
10.50
5000 77.0 m/z 50.95 26.20%
51.0
0 27.0 | L | 141.0 19{3.0
e A o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26899: Vinyl benzoate e ‘
105.0 10.50
m/z 181.10  10.37%
77.0
5000
51.0
15.0 ‘ ‘ 148.0 /\ A
) S R N SN RN i SN 1 WP
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Tridecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.722 2.92 ng 86496  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 94
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
3 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 74
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1467 (10.722 min): BF141770.D\data.ms (-1461) (- m/z 57.05 100.00%

57.0
5000
85.0

—— —
| ‘ | ‘11“3 1 155.1 183.2 293¢ 10.50 11.00
0“H‘W‘H‘m‘w,HlWWH‘_‘H‘A‘W‘H‘WJHHM‘W‘H‘_“ m/z 71.05 62.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74020: Tridecane, 2-methyl-
57.0
5000 R ——
85.0 10.50 11.00
29.0 m/z 43.05 56.62%

113.0 155.0
183.0
O\2‘9\\‘\‘\‘\\‘H\H’\\H}\‘w‘\H“\\\‘\‘\‘H\‘H\‘\’\\\\"\\\\‘\\H‘\H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74014: Tridecane, 3-methyl-
57.0

T
10.50 11.00

5000 m/z 85.05 31.60%
29.0
85.0
o Ll L 11301400 1890 195,

et e b e e e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #22092: Octane, 3,5-dimethyl- C ——
57.0 10.50 11.00

m/z 41.05 24.56%

- MM
290 85.0 113.0

‘ ‘ 142.0
owmW“"_"H,HMw1‘”&‘_HM_m_m,w,wwwm — —

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.833 13.31 ng 394580 Phenanthrene-d10 11.298
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1656 (11.833 min): BF141770.D\data.ms (-1651) (- m/z 72.95 100.00%
43.1 ,73.0
5000 1290 /L
213.2 — —
15711851 256.1 11.50 12.00
0“WH‘“W‘ m/z 43.10 97.28%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 91.94%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— =
11.50 12.00
5000 129.0 m/z 57.10 82.52%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid T —
3
43.0 73.0 11.50 12.00
m/z 41.05 75.96%
5000 129.0
171.0
214.0
0150? - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.616 7.32 ng 216977  Phenanthrene-di10 11.298
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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Isopropyl palmitate 298 C19H3802 000142-91-6 72
Abundance Scan 1789 (12.616 min): BF141770.D\data.ms (-1784) (-} ' m/z 43.10 100.00%
e
31 730
5000 129.0
—— —
‘ 12.50 13.00
[ e— m/z 73.80 81.74%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 T —
129.0 12.50 13.00
m/z 60.00 79.55%
‘ 185.0 5410 284
0b— \“ \“\ M\ \‘H‘ “M”‘L \M ] - . S ‘L - ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 57.10 79.11%
‘ 199.0 2420
oL— ‘\‘ w’ h!\ “HM\‘\‘ \\hu\ M\‘ u} “‘ ‘1‘61‘9“ ‘i S “\ P
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ——
60.0 12.50 13.00
m/z 55.05 67.51%
5000 129.0
97.0 1710 2130 256.0
o) M— “\‘ U!‘ “H“‘\‘ \\h“‘\ }‘H‘\‘M} ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ , —— ——
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04

Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Trifluoroacetoxy hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.786 3.96 ng 117308 Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 E-14-Hexadecenal 238 C16H300 330207-53-9 90
3 1-Hexacosene 364 C26H52 018835-33-1 90
4 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 87
5 16-Hentriacontanol 452 C31H640 001070-54-8 83

Abundance Scan 1988 (13.786 min): BF141770.D\data.ms (-1984) (- m/z 43.10 100.00%

431 g31
5000
251 —— —
H 168.1 21792511 1350 14.00
ol Rl b b b S m/z 57.18  94.07%
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 e ——
13.50 14.00
m/z 55.10 89.97%
39.0
01\5\4\ ‘i H T H\‘ M‘ \:ﬁl\ ‘W ‘“\ T \19\‘6‘.(\)\‘\ T ‘2\6?\0\ ‘3\2\0.\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #121278: E-14-Hexadecenal
43.0
—— —
83.0 13.50 14.00
5000 ITI/Z 83.10 83.27%
25.0
100020
ol AR AL, 288D
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T —
57.0 97.0 13.50 14.00
m/z 69.10 66.85%
- MJ\\W
L
ol LiALLI T 1810 2380 2020 sear
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.686 5.40 ng 157064  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Octadecanamide 283 C18H37NO 000124-26-5 72
5 Decanamide- 171 C10H21NO 002319-29-1 53

Abundance Scan 2141 (14.686 min): BF141770.D\data.ms (-2137) (- m/z 59.00 100.00%

59.0
5000

= e
14.50 15.00

Huh Hh m ﬂh 11861 235.1 276.1 320.2

0! R R T T B m/z 72.05 62.17%
miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 — o

14.50 15.00
m/z 55.10 55.66%

137.0

p7-0 3370
o A ULLLLLL 1530 2a00 29403370
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141770.D

Acqg On : 25 Feb 2025 18:04
Operator : RC/JU

Sample : Ql420-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
Diethyl disulfide 5.934 3.1 ng 64778 1 6.781 416042 20.0
Benzophenone 10.528 7.2 ng 174598 3 9.810 486847 20.0
Tridecane, 2-me... 10.722 2.9 ng 86496 4 11.298 592999 20.0
n-Hexadecanoic ... 11.833 13.3 ng 394580 4 11.298 592999 20.0
Octadecanoic acid 12.616 7.3 ng 216977 4 11.298 592999 20.0
Trifluoroacetox... 13.786 4.0 ng 117308 5 13.939 592607 20.0
13-Docosenamide... 14.686 5.4 ng 157064 6 15.386 581339 20.0
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