LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc : SP-303-20240404

ALS vial : 6 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60841.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.093 12 18 27 rBV2 34179 95609 2.01% 0.523%
2 3.175 27 32 47 rVB 311729 623195 13.12% 3.407%
3 5.537 427 434 444 rVB 539251 901676 18.99% 4.930%
4 7.106 694 701 710 rVB 360206 620930 13.07%  3.395%
5 7.946 835 844 853 rBV 224131 385537 8.12% 2.108%

6 9.104 1032 1041 1050 rBV 599200 1077401 22.69% 5.891%
7 10.743 1309 1320 1328 rBV 299311 521583 10.98% 2.852%
8 13.205 1729 1739 1745 rBV 1523236 2407871 50.70% 13.165%
9 14.574 1965 1972 1980 rBV 479302 759457 15.99%  4.152%
10 16.060 2218 2225 2238 rBV 1350865 2150718 45.28% 11.759%

11 17.323 2432 2440 2447 rBV 647763 956496 20.14% 5.230%

12 18.228 2588 2594 2603 rBV2 54553 94404  1.99% 0.516%

13 19.403 2785 2794 2801 rBV2 49503 101275 2.13% 0.554%

14 19.509 2806 2812 2821 rBv4 34607 63805 1.34% ©.349%
5

15 19.950 2880 2887 2894 rBV 3570968 4749341 100.00% 25.

16 20.249 2932 2938 2946 rBV 76017 137109 2.89%
17 20.984 3058 3063 3071 rVB 79403 145860 3.07%
18 21.583 3159 3165 3172 rVB 663473 1033075 21.75%

[CRCRGECE]
o
A
o
R

19 21.765 3191 3196 3202 rVB2 56756 106038 2.23% 580%

20 22.641 3338 3345 3353 rBV3 53119 111086 2.34% 607%

21 23.639 3508 3515 3524 rVB4 35740 83472 1.76% ©.456%

22 24.715 3688 3698 3708 rBV 404492 1094595 23.05% 5.985%

23 24.838 3714 3719 3727 rVB4 25499 69093 1.45% 0.378%
Sum of corrected areas: 18289626
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc : SP-303-20240404

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060841.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc SP-303-20240404

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.175 32.33 ng 623195 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 45
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 32 (3.175 min): BG060841.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
43.0
5000

D A N —
I 320 340 3.60
‘H“Mwuu‘w‘n‘m"_“‘_“‘_“w“‘w“‘39§9 m/z 43.05 55.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e S
320 340 360
43.0

‘ m/z 55.10  36.19%
ol

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15755: 3-Hexanol, 2,4-dimethyl-
73.0
45.0

3.20 340 3.60

o

o

5000 m/z 87.05 25.15%
0 A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.20 3.40 3.60

m/z 41.05 16.31%

5000 JJk
H 97.0 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc : SP-303-20240404

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 6
R.T. EstConc Area Relative to ISTD R.T.

19.403 2.12 ng 101275  Phenanthrene-di10 17.323
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 80

Abundance Scan 2794 (19.403 min): BG060841.D\data.ms (-2785) (- | m/z 57.10 100.00%
57.1

a

5000
1950
155.1 283, :
0_‘H‘;'uh“u”mMMW,M‘W?ﬁ‘(‘)uW‘H‘mWm_m‘uu‘m m/z 43.05 72.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 U
19.50
‘ m/z 71.10 44 .83%
O‘\\J’\\‘J\l\J\?‘fz\"?\%??\.c\)\\‘2\\8%“0\\\\‘\\\\‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
19.50
5000 ITI/Z 85.10 33.40%

|

I

1111 F#79197.0267.0337.0407.0 491.0562.0

-

Ot e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211086: Tridecane, 1-iodo-

57.0 19.50

m/z 55.10 28.84%
5000
183.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc SP-303-20240404

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.249 2.65 ng 137109  Chrysene-di12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2938 (20.249 min): BG060841.D\data.ms (-2932) (- | m/z 57.05 100.00%

57.0
5000

o 141.1183.2225.1 282 20.00 20.50
ol dbd ) 341118320051 2820 m/z 43.05 72.29%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T T T T
20.00 20.50

m/z 71.10 49.11%

9.0
oLl bl [} 141018302250 281.0 337.0 394,
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

20.00 20.50
5000 m/z 85.10 39.09%
9.0
A e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0 20.00 20.50

m/z 55.05 25.82%

5000
9.0
‘ H\ L 141.0183.0 268.0

oh o Loy SRR T : —
miz--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc SP-303-20240404

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.984 2.82 ng 145860  Chrysene-di12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Octadecane 254 C18H38 000593-45-3 83
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
4 Eicosane 282 (C20H42 000112-95-8 83
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
Abundance Scan 3063 (20.984 min): BG060841.D\data.ms (-3058) (- | m/z 57.05 100.00%
57.0
‘ %91 2100
ob Il 2228 T 2670 85Ty 43,18 72.49%
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 T
21.00
F m/z 71.10 47.20%
9.0
O%g\-di ‘!‘ \“‘\ ““ \“ \{4!‘1.‘9\ T \2‘1\‘2;0\ T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
21.00
5000 m/z 85.05 37.21%
‘ 9.0
ol dlh bl 301830 2540
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0 21.00
m/z 41.05 26.88%
- wmwwwwmwMvawMMV“mw
9.0 183.0
ol Lo T a0 o
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

SP-303-20240404

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.765 2.05 ng 106038  Chrysene-di2 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 80
2 Octadecane 254 C18H38 000593-45-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3196 (21.765 min): BG060841.D\data.ms (-3191) (- | m/z 57.10 100.00%
57.1
- J\WW
2150 22,00
13.2 207.0 : .
267.1 355.1
0 H;‘M‘w‘l L JoL0T 17 200t S m/z 43.e5 57.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 e —
21.50 22.00
m/z 71.10 46.67%
oL | h‘ 1771690 2250 3000 3650 a3s.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\Y\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
21.50 22.00
5000 m/z 85.05 37.83%
\ ‘ | ﬂl?o 169.0 254.0
(o RRE N R R et
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0 21.50 22.00
m/z 55.00 20.25%
B WM\WL/\"’WW\M
oLl 180 2000 250 2sz0 o AL T
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\

Data File : BGO60841.D

Acqg On 9 Apr 2024 12:18

Operator : MA/JU

Sample : P2008-03

Misc SP-303-20240404

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 Octadecane, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.641 2.15 ng 111086  Chrysene-di12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 (C28H58 000630-02-4 86
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 3345 (22.641 min): BG060841.D\data.ms (-3338) (- | m/z 57.05 100.00%
57.0
o *J\J\“ﬁ
9.1 —T5 .
22.50 23.00
ol J“, k M“ QL0 172, 219 35504000 . 43.05  68.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —— ——
22.50 23.00
m/z 71.10 48.92%
9.0
0 \‘ ‘ H\ I M‘ | 1410]783 0225.0 282.0
\\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
B T ‘ T T ‘ T
22.50 23.00
5000 m/z 85.05 38.84%
L L \\ | 141018302250 2810 337.0 3940
L B R L e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158608: Octadecane, 2-methyl-
57.0 22.50 23.00
m/z 55.05 27.11%
h WM\mAWMW
225.0
LU oo e ke
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040924\
Data File : BGO60841.D

Acqg On : 9 Apr 2024 12:18
Operator : MA/JU

Sample : P2008-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
RT Resp Conc|

.946 385537
.323 956496
.583 1033080
.583 1033080
.583 1033080

20.
20.
20.
20.
20.

SP-303-20240404

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 3.175 32.3 ng 623195 1
Eicosane 19.403 2.1 ng 101275 4
Octacosane 20.249 2.6 ng 137109 5
Pentadecane 20.984 2.8 ng 145860 5
Hentriacontane 21.765 2.0 ng 106038 5
Octadecane, 2-m... 22.641 2.1 ng 111086 5
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