LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc :

ALS vial : 3  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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 389 396 412 rBV 5084135 7136938 42.37% 9.191%
2 7.022 662 669 682 rBV 4494452 7250493 43.05% 9.337%
3 7.845 802 809 817 rBV 920499 1474912 8.76% 1.899%
4 9.022 1001 1009 1023 rBV 2853160 4739984 28.14% 6.104%
5 10.651 1279 1286 1302 rBV 1220288 2108797 12.52% 2.716%

6 13.121 1698 1706 1719 rBV 7370462 10759297 63.88% 13.855%
7 14.492 1932 1939 1953 rVB 1889234 2748778 16.32%  3.540%
8 15.980 2185 2192 2208 rBV 5754528 8119247 48.20% 10.456%
9 17.233 2398 2405 2414 rBV 2399513 3315441 19.68% 4.270%
10 19.862 2846 2852 2863 rBV 13856602 16843757 100.00% 21.691%

11 21.415 3111 3116 3124 rBV 3157856 3822818 22.70% 4.923%
12 22.509 3299 3302 3311 rVB 321213 410018 2.43% 0.528%
13 23.050 3391 3394 3402 rVB 472928 733185 4.35%  0.944%
14 23.668 3495 3499 3507 rVB 738709 1227963 7.29% 1.581%
15 23.768 3510 3516 3526 rVB2 1950295 3909231 23.21% 5.034%
16 24.374 3614 3619 3632 rVB 719446 1472942 8.74% 1.897%
17 25.203 3755 3760 3769 rVB 696289 1580111 9.38%  2.035%

Sum of corrected areas: 77653912
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\

BM036123.D
: 05 Aug 2022 17:28
: CG/JU
: PB146797BL
: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BM036123.D\data.ms

5.416
7.022

9.022

7.845 10.651

I

7.00 750 8.00 850

3.50

4.00 4.50

5.00 5.50

6.00 6.50

9.00 950 10.00 10.50 11.00 11.50

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM036123.D\data.ms

19.862

13.121

15.980

17.233

14.492

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM036123.D\data.ms

21.415
23.768

25.203

23.6%8 24.374
23.050
22.?09 /\ /\

Time-->

21.00 21.50 22.00 2250 23.00 23.50 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@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.509 2.15 ng 410018  Chrysene-d12 21.415
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 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
4 Nonadecane 268 C19H40 000629-92-5 81
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 3302 (22.509 min): BM036123.D\data.ms (-3299) (- | m/z 57.10 100.00%
57.1
5000 QMWWVWWAM¢quf//\
22:50 |
1 190.9 :
o J,uh‘ ‘”‘ vk Vit 2289 3232 4018 4751 549.  n/z 71.05  68.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 S :
22.50
m/z 43.05 59.72%
ob L1/ 110 197.0 2670 3670
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T
22.50
5000 m/z 85.10 52.63%
0 127.0 197.0 296.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —— ‘
43.0 22.50
m/z 55.00 23.08%
0 J\ l\ J flJO\ 1183 0 29I5 0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.050 3.75 ng 733185  Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3394 (23.050 min): BM036123.D\data.ms (-3391) (- | m/z 57.10 100.00%
57.1
5000 */L
113.1 éS‘Od |
) 193.0 281.0 :
0 “.‘ 1 e‘uﬁm b oo M8 ATTL sz 71,05 74.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 —
23.00
m/z 43.05 61.66%
154.0
0 \\\l\“ T I\ \“\h" \l‘\“\ T ‘h\i\ \\2‘]-\]-\.(\)\ ‘\2\8\]-\.(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
U \
23.00
5000 m/z 85.10 53.45%
0 113.0 169.0 240.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T ‘
57.0 23.00
m/z 55.00 21.79%
5000

R

113.0
oL LIl 16902250 2960

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.668 6.28 ng 1227960  Perylene-di12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3499 (23.668 min): BM036123.D\data.ms (-3495) (- | m/z 57.10 100.00%
7.1

5
5000

—
23.50 24.00
LLHFfll 207.0 281.0 355.1415.0475.0 549

0o b L g T TP PO TSR 0T m/z 71.10  73.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 T

T
23.50 24.00
m/z 43.05 60.23%

127.0
O‘\\“\l\’\J\‘\‘I\J“\Iﬁ“\{\“\“\].\gz'\o\\\‘2\\8%'?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
23.50 24.00

5000 ITI/Z 85.10 53.24%
127.0 240.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane = =
57.0 23.50 24.00
m/z 55.10  21.60%
5000
169.0
ol b T eas0 B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00

8270-BM@80122.M Tue Aug 09 01:56:36 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.374 7.54 ng 1472940  Perylene-di12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
Abundance Scan 3619 (24.374 min): BM036123.D\data.ms (-3614) (- | m/z 57.10 100.00%
57.1
5000
2400 2450
127.1 : :
281.0
ol LT 100 20103010 4310 535 Ly 71.05  72.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 = ——
24.00 24.50
m/z 43.05 57.42%
127.0
0‘\\“\‘\‘\II\\II\J‘\Iﬁll\{\“‘\“\].\gr'\o\\\‘?\8\‘2\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
— ——
24.00 24.50
5000 m/z 85.10 52.75%
0 127.0 197.0 296.0
e e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane = —_—
57.0 24.00 24.50
m/z 55.00 22.73%
- WWvMNWNwﬂ/\Vﬁdlwwa
112779 1970 20m0 70
A A A e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1
R.T. EstConc Area Relative to ISTD R.T.
25.203 8.08 ng 1580110 Perylene-di12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3760 (25.203 min): BM036123.D\data.ms (-3755) (- | m/z 57.10 100.00%
7.1

5
5000

127.1 |
0 _“H‘ud‘"H‘N“m]"gr"]i“25‘3‘2"‘0‘?‘5‘1&3‘“42‘9(‘1‘4{39":‘[‘5‘4?5‘ m/z 71.1e 71.86%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0

5000 T
25.00 25.50
m/z 43.05 55.27%

\‘ | 2270 2400
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

—
25.00 25.50

o

5000 m/z 85.10 53.10%
0 127.0 1970 281.0 394.0
e S RN N R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- = —
57.0 25.00 25.50

m/z 55.00 22.41%

5000 mwmﬂvwwww/\M/MMMWWMM
L 70 g 3090

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36123.D

Acqg On : 05 Aug 2022 17:28
Operator : CG/JU

Sample : PB146797BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Hexacosane 22.509 2.1 ng 410018 5 21.415 3822820 20.0
Eicosane, 10-me... 23.050 3.8 ng 733185 6 23.768 3909230 20.0
Eicosane 23.668 6.3 ng 1227960 6 23.768 3909230 20.0
Heneicosane 24.374 7.5 ng 1472940 6 23.768 3909230 20.0
Heptadecane 25.203 8.1 ng 1580110 6 23.768 3909230 20.0
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