LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

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_ G\Methods\8270-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60479.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.499 401 410 424 rBV 3664786 5862245 28.76% 6.445%
2 7.092 674 681 699 rBV 3704337 6442021 31.60% 7.082%
3 7.920 815 822 833 rBV 633296 1110090 5.45% 1.220%
4 9.083 1012 1020 1041 rBV 2342114 4337754 21.28% 4.769%
5 10.723 1292 1299 1312 rBV 933031 1694841 8.31% 1.863%

6 13.184 1707 1718 1733 rBV 7200088 11808259 57.93% 12.981%
7 14.559 1945 1952 1964 rBV 1944972 2893568 14.20%  3.181%
8 16.052 2198 2206 2234 rBV 6024508 9487117 46.54% 10.429%
9 17.309 2412 2420 2431 rBV 2762720 4172696 20.47% 4.587%
10 19.618 2806 2813 2823 rVB2 215554 322567 1.58% ©.355%

11 19.930 2859 2866 2877 rBV 13893080 20383074 100.00% 22.408%
12 20.658 2986 2990 2994 rBV2 204389 222481 1.09% 0.245%

13 21.569 3138 3145 3157 rBV2 3046038 5089132 24.97% 5.595%
14 22.344 3272 3277 3284 rVB2 203871 326642 1.60% ©.359%
15 22.532 3299 3309 3320 rVB5 83695 338830 1.66% ©.372%
16 23.026 3385 3393 3402 rVB 469607 913952 4.48%  1.005%
17 23.813 3519 3527 3539 rVB 592572 1267873 6.22% 1.394%
18 24.736 3672 3684 3697 rBV2 2495380 6974748 34.22% 7.668%
19 25.840 3860 3872 3886 rBV2 664331 1963072 9.63% 2.158%
20 27.162 4084 4097 4112 rBV2 578559 2067997 10.15% @ 2.273%
21 28.760 4356 4369 4387 rVB3 372729 1601283 7.86% 1.760%

22 30.687 4682 4697 4710 rBV5 309278 1684398 8.26% 1.852%

Sum of corrected areas: 90964640
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060479.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 1 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.026 3.59 ng 913952  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 3393 (23.026 min): BG060479.D\data.ms (-3385) (- | m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.813 3.64 ng 1267870  Perylene-di12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
2 Tetratetracontane 619 C44H90 007098-22-8 74
3 Heptacosane 380 C27H56 000593-49-7 72
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 68
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 3527 (23.813 min): BG060479.D\data.ms (-3519) (- | m/z 57.10 100.00%
57.1
5000 A
23. 50 24 00
7.1
0 ‘H“JwﬁhwmE%SﬁH?"??H?m‘f‘?‘o‘?‘wwwwm m/z 71.e5 71.01%
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Abundance #132769: 2-Bromo dodecane
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Abundance #347241: Tetratetracontane
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ol [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane
57.0 23 50 24 00
m/z 55.10 20.38%
ol \ 1127.0197.0267.0  380.0
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 50 24 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.840 5.63 ng 1963070  Perylene-di12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 4-Methylheneicosane 310 C22H46 025117-29-7 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 3872 (25.840 min): BG060479.D\data.ms (-3860) (- | m/z 57.05 100.00%
57.0

-

5000
2550  26.00
127.1 . : :
Obrd ‘1‘ [LB2TL 2111 280934224009 4761 548: 11 7110 68.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
BGO60479.D

: 30 Jan 2024 11:48

: MA/JU

: PB158676BL

: 3  Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 4 Eicosane, 10-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.162 5.93 ng 2068000  Perylene-d12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 4097 (27.162 min): BG060479.D\data.ms (-4084) (- | m/z 57.05 100.00%
57.0
5000 /\
2700 27.50
1691 ’ .
Ot “‘ L ]WL [, 18912252 294935494152 4780 1/, 7110 69.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 —r s
27.00 27.50
m/z 85.10 53.68%
0 \\\‘\‘\\\”\J‘\i‘\l\\‘h\h\\\z%\l\\o\‘?\8\]_\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
—r —
27.00 27.50
5000 43.10 49.,94%
3.0
0 Iy ,\ | 169:0225.0 296.0
H““H,H“"H,‘H“H‘w“u‘u“_“w‘u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0 2700 2750
55.10 20.85%
5000
ol ‘ | | 1130160.0225.0281.0338.0
—— e e T ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2700 2750
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Tritriacontane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.760 4.59 ng 1601280  Perylene-di12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 90
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 4369 (28.760 min): BG060479.D\data.ms (-4356) (- | m/z 57.10 100.00%
57.1
- M/\\
P ==
‘ “ﬁﬁ&l 207.0 28.50 29.00
bbb b Ly SO0, 282.0336.28025  802:  y s 71 10 76.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #333759: Tritriacontane, 2-methyl-
57.0
5000 P e
28.50 29.00
m/z 85.10  55.43%
oL ae90z2m0  s7g0%0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
o ey
28.50 29.00
5000 m/z 43.10 50.88%
ol i | \ \l d ) ‘116‘9 02250 309.0365.0 436.0
“H“H““‘_“‘“‘w“u“u“u“‘u“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292194: Silane, trichlorooctadecyl- P Y
57.0 28.50 29.00
m/z 55.10  23.66%
- Mj\m
. L9 1500810 som0amso
T e SEe e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Dodecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
30.688 4.83 ng 1684400  Perylene-di12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 68
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
3 Docosane 310 C22H46 000629-97-0 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 4697 (30.687 min): BG060479.D\data.ms (-4682) (- | m/z 57.05 100.00%

57.0
5000
360.1

—T
30.50 31.00

152.0
211.1 280.9 :
oH“w‘w}n\“ﬂum‘um"u‘wm"Mkwf“lﬁ-pwmﬁl“‘c: m/z 71.10  74.29%
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 — et
30.50 31.00

m/z 85.10 54.96%

155.0
O\\‘\‘J\I‘\‘\”\l“WI\\\\‘J\¥\\2‘J-\1\.\0\‘\\2\9\6‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0

—1
30.50 31.00

5000 m/z 43.10 45.24%
183.0
113.0
oLl T s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane — —
57.0 30.50 31.00

m/z 360.10  25.00%

5000
113.
0 \‘ L ‘\ | I‘ Jsdo.\lAG\glwo 225.0 310.0

A —
m/z--> 50 100 150 200 250 300 350 400 450 500 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013024\
Data File : BGO60479.D

Acqg On : 30 Jan 2024 11:48
Operator : MA/JU

Sample : PB158676BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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|
Heneicosane 23.026 3.6 ng 913952 5 21.569 5089130 20.0
2-Bromo dodecane 23.813 3.6 ng 1267870 6 24.730 6974750 20.0
Octacosane 25.840 5.6 ng 1963070 6 24.730 6974750 20.0
Eicosane, 10-me... 27.162 5.9 ng 2068000 6 24.730 6974750 20.0
Tritriacontane,... 28.760 4.6 ng 1601280 6 24.730 6974750 20.0
Dodecane, 1-iodo- 30.688 4.8 ng 1684400 6 24.730 6974750 20.0
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