Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\

BF137628.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 18 Mar 2024 13:38
: CG\JU
: P1773-04

: 8 Sample Multiplier: 1

rteint.p

: TIC: BF137628.D\data.ms

peak R.T. first max 1

# min

6 9.081
7 9.757
8 10.545
9 11.239
10 11.774

11 12.827
12 13.757
13 13.874
14 14.645
15 14.715

16 14.968
17 15.298
18 15.327
19 15.739
20 16.215

scan scan s

1186 1189 1
1300 1304 1
1434 1438 1
1553 1556 1
1644 1647 1

1821 1826 1
1977 1984 2
2000 2004 2
2132 2135 2
2143 2147 2

2186 2190 2
2241 2246 2
2249 2251 2
2316 2321 2
2397 2402 2

ast
can

193
315
456
572
655

829
000
016
139
158

195
249
260
327
410

Sum

PK
TY

rBv
rBv
rBv
rBv
rBv

rBv
rBv
rBv
rBv
rBv2

rBv
rBv
rBv
rvB
rvB2

rBv
rBv
rVB
rBv
rvB2

of corrected areas:

peak
height
1272649
809399
658280
1991452
972443

4107671
1315177
2461743
1214805

54672

4651444
23712
890368
49870
75486

82448
518500
103793

59971

32308
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Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.

area %

1395361 33.
858143 20.
661837 15.

2039578 48.
863639 20.

3782028 90.
1066440 25.
2286351 54.
1095453 26.

94154 2.

4168580 100.

79402 1.
839611 20.
52786 1.
91975 2.
95143
651966 15.

93543
60867

2
5
142873 3.
2
1

20419730

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Mar 2024 13:38
: CG\JU
. P1773-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\
BF137628.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF137628.D\data.ms

7.292

5.328

6.357 6.722

0
Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760
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4000000

3000000

2000000
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TIC: BF137628.D\data.ms
12.827

9.081

10.545

9.r57 11.239

u I

8.004

0
Time-->
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4000000

3000000

2000000

1000000

TIC: BF137628.D\data.ms

13.874
15.298

13.75 1416451514.968 15327 15,739 16.215

Time-->

T ‘ T T T T ‘ T T ‘ ‘ ‘ ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\
Data File : BF137628.D

Acqg On : 18 Mar 2024 13:38
Operator : CG\JU

Sample : P1773-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.716 2.82 ng 91975  Perylene-d12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 64
5 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64

Abundance Scan 2147 (14.715 min): BF137628.D\data.ms (-2143) (- m/z 69.05 100.00%

69.0
5000

e
137.2 1450  15.00
- p““ L u“‘m‘ pid s 2001 2669 3411 h/; g1.10  51.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000

137.0 ’
7.0 h il ), 1910 2730 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0

5000 m/z 95.05 15.22%

137.0
Zer JH M\h\d”wﬂ | 19%'0 24?'0 316.0
e B b el T
m/z--> 50 100 150 200 250 300 350 400

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- —
69.0 14.50 15.00

5000
136.0
027\‘ L “ h ulh \h\ e ll \“ | 205024\80
L e B B B B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\
Data File : BF137628.D

Acqg On : 18 Mar 2024 13:38
Operator : CG\JU

Sample : P1773-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.968 2.92 ng 95143  Perylene-di12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2190 (14.968 min): BF137628.D\data.ms (-2186) (- m/z 57.05 100.00%

57.0
5000
15.00
131 .
207.0
OH S 280 m/z 71.18 73.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 T
15.00
m/z 43.10 59.94%
13.0
oL LT 18002250 2050 3670
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
——
15.00
5000 m/z 85.05 54.48%

9 J‘ | | [169:0225.0 296.0

o

e

R B L  RARANRaNA S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0 15.00
m/z 55.05 20.73%
- M
113.0
0 \ ‘L\Ll\ﬂ§9922502810337039304490506(
A A A e T T e e T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\
Data File : BF137628.D

Acqg On : 18 Mar 2024 13:38
Operator : CG\JU

Sample : P1773-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.739 2.87 ng 93543  Perylene-di12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetratetracontane 619 C44H99 007098-22-8 81
Abundance Scan 2321 (15.739 min): BF137628.D\data.ms (-2316) (- m/z 57.10 100.00%
57.1
- m
1550  16.00
141.0 2071 281.0 : :
0 “‘N‘ M“JLMM‘J“\n““u“““““““‘ m/z 71.05 67.15%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T 5
15.50 16.00
m/z 43.05 52.96%
ol ‘L‘ Iy M | 1410183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
15.50 16.00
5000 m/z 85.10  49.45%
‘ 9.0
41.0
o150 |11 1030250 200
m/z--> O 100 150 200 250 300 350
Abundance #298427: Octacosane P T
57.0 15.50 16.00
m/z 55.00 22.40%
- MMM/\
ol h‘ “ 141.0183.0225.0 281.0 337.0 394.
e ‘w“"\““\““w“‘\““\““\ —— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031824\
Data File : BF137628.D

Acqg On : 18 Mar 2024 13:38
Operator : CG\JU

Sample : P1773-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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|
Supraene 14.716 2.8 ng 91975 6 15.298 651966 20.0
Hexacosane 14.968 2.9 ng 95143 6 15.298 651966 20.0
Heneicosane 15.739 2.9 ng 93543 6 15.298 651966 20.0
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