LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12324\
Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc :

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-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60400.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.508 404 412 423 rBV 4427423 7127505 31.64% 7.212%
2 7.100 672 683 702 rBV 4506167 7867084 34.92% 7.960%
3 7.929 814 824 832 rBV 745897 1277007 5.67% 1.292%
4 9.092 1014 1022 1035 rBV 2690830 4768226 21.17%  4.825%
5 10.731 1293 1301 1312 rBV 1042941 1860365 8.26% 1.882%

6 13.187 1711 1719 1736 rBV 7881410 12566056 55.78% 12.715%
7 14.568 1945 1954 1965 rBV 1945829 3175040 14.09%  3.213%
8 16.054 2200 2207 2227 rBV 6788022 10586111 46.99% 10.712%
9 17.312 2414 2421 2434 rBV 3089390 4797950 21.30% 4.855%
10 19.621 2807 2814 2818 rVB2 216294 301163 1.34% ©.305%

11 19.932 2860 2867 2879 rBV 15755843 22527518 100.00% 22.795%
12 21.572 3140 3146 3161 rBV2 3217814 5401112 23.98% 5.465%

13 22.353 3275 3279 3287 rVB 215021 304218 1.35% ©.308%
14 23.029 3388 3394 3401 rVB 421050 784043 3.48% ©.793%
15 23.816 3521 3528 3538 rBV 550304 1163087 5.16% 1.177%
16 24.744 3675 3686 3704 rBV2 2531118 7121545 31.61% 7.206%
17 25.855 3866 3875 3889 rVB2 676793 2021974 8.98%  2.046%
18 27.183 4090 4101 4116 rVB3 585681 2135924 9.48% 2.161%
19 28.775 4363 4372 4390 rVB3 410068 1695072 7.52% 1.715%
20 30.708 4693 4701 4716 rVB3 302720 1346984 5.98% 1.363%

Sum of corrected areas: 98827984
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Jan 2024 12:27
: MA/JU
: PB158553BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
BGO60400.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BG060400.D\data.ms

5.508 7.100
9.092

7.929 10.731

0
Time-->

350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BG060400.D\data.ms
19.932

13.187
16.054

17.312 21.572

14,568
L 19.621 22.353

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BG060400.D\data.ms

24.744

23.029 23.816 25.855 27.183 28.775 30.708

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
BGO60400.D

: 23 Jan 2024 12:27

: MA/JU

: PB158553BL

: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 1 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.029 2.90 ng 784043  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 74
4 Hexacosane 366 C26H54 000630-01-3 68
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 3394 (23.029 min): BG060400.D\data.ms (-3388) (- | m/z 57.10 100.00%
57.1

-

5000
23.00 |
127.1 :
o AMIFETS 2110 3235 416147485307 7116 71.42%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 s :
23.00
m/z 85.10 54.37%
ol LI LI A270 1970 2810  394.0
\\1\‘\T\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #246481: Tetracosane
57.0
1 T
23.00
5000 m/z 43.10 50.77%
ohl [1]£279 1970 2670 330
R L R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —— ‘
57.0 23.00
m/z 55.10 24.67%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc

ALS vial : 6 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.816 3.27 ng 1163090  Perylene-di12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 3528 (23.816 min): BG060400.D\data.ms (-3521) (- | m/z 57.10 100.00%
57.1

:

5000
|| L7272 197.1257.0 2350 24.00
ol kLT 197.1257.0 330.0 4072 488.9548! 1/, 71.19  72.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = Eae
23.50 24.00
m/z 43.10 55.60%
239.0
O‘\\\ ‘\I\‘\\“]-\F\J\\HJ\‘\!\[f\\1[\1§O‘T8\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 52.77%
] ‘1 240.0
OWM‘““M‘m“um‘u‘Wm‘mwm‘mwmwuu_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane a= Tt
57.0 23.50 24.00
m/z 55.10 21.95%
B mmwwwwMMm/\MmmwMVJMMm
ol ‘ || 1?70 107.0 2670  367.0
_‘H‘H‘w‘u‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc

ALS vial : 6 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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.855 5.68 ng 2021970  Perylene-d12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 87
Abundance Scan 3875 (25.855 min): BG060400.D\data.ms (-3866) (- | m/z 57.10 100.00%
57.1
5000 Jﬂ
— =
’ 1|1?7 1 197.12533 2550 26.00
oA T P 22022033 3948 422.2 5304 nyz 71.10 77.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 = e
25.50 26.00
m/z 43.10 53.53%
ohd } 113.0169.0225.0 295.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
25.50 26.00
5000 m/z 85.10 52.76%
183 0
3 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T g
57.0 25.50 26.00
m/z 55.10 23.15%
B Mﬁ/\/\kv/\
ob ‘ 1130160.00250  337.0394.0
“H“H“H“_“w"H“H“H“_“w“u,‘u“u“_ P —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG012324\

Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc

ALS vial : 6

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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Pentacosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.183 6.00 ng 2135920  Perylene-d12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane 282 (C20H42 000112-95-8 83
5 Hexadecane 226 C16H34 000544-76-3 68

Abundance Scan 4101 (27.183 min): BG060400.D\data.ms (-4090) (- | m/z 57.10 100.00%

57.1
5000

T
| 1 n \1ﬂ27 11971 265.1 3480 428.1 515.4 27.90 27:59
A B SR s 9900 S0 2% m/z 71.10  78.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0

5000 e —
27.00 27.50

m/z 85.10  55.25%

LTS, 2110 2810 3520
‘\\\\‘\\1\‘\\\\‘\1\I‘T\\1‘\\f\‘1\\\[\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
P

o

o

27.00 27.50
5000 m/z 43.10 52.08%
o \‘ || [F270 1970 267.0  367.0
“H‘_‘H‘H‘w‘u‘_“W‘H‘_‘H‘H‘W‘H‘“‘H‘H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane T —
57.0 27.00 27.50

m/z 55.10 21.73%

J 1 | FF‘l‘ 240.0 wmwwWWVm//\Wwwmmwwmw

0‘H"M"w"H"m"H“M‘H“H“H“M“W“H“H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc

ALS vial : 6 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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.775 4.76 ng 1695070  Perylene-di12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Nonadecane 268 C19H40 000629-92-5 80
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Tetratetracontane 619 C44H99 007098-22-8 80
Abundance Scan 4372 (28.775 min): BG060400.D\data.ms (-4363) (- | m/z 57.10 100.00%
57.1
o JL
2850  29.00
3.1 . .
169.2
obd ,H* ﬁﬁw ADDZ 264932203840 4841 vz 71,10 77.44%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 s s
28.50 29.00
m/z 85.10 58.95%
o ‘ | 1513-0169.0225.0281.0337.0394.0
\\1\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
Foere i
28.50 29.00
5000 m/z 43.10 50.80%
113.0
o Ll fPoee0 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193300: Dodecane, 1-iodo- —— —
57.0 28.50 29.00
m/z 55.10 20.31%
5000
155.0
okl L — —
m/z--> 50 100 150 200 250 300 350 400 450 500 28.50 29.00
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Data Path : Z:
BGO60400.D
: 23 Jan 2024 12:27

Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG012324\

Operator : MA/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

: PB158553BL

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 6 Heptadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
30.708 3.78 ng 1346980  Perylene-di12 24.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 80

Abundance Scan 4701 (30.708 min): BG060400.D\data.ms (-4693) (- | m/z 57.10 100.00%

57.1
5000

7
30.50 31.00

41.2
o bl p2 e zm0  ama a2 0 UL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
5000 T —
30.50 31.00
m/z 85.10 52.68%
O‘\\“Tg“\W\J‘\JFF\‘\W‘“‘\‘\\\‘\2\?10‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
s ]
30.50 31.00
5000 ITI/Z 43.10 38.63%

on L LLFTS 1970 2670 3380
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #287348: Octadecane, 1-iodo- —— —
57.0 30.50 31.00
m/z 99.10  20.23%
5000
253.0
7.0
m/z--> 0 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\BG012324\
Data File : BGO60400.D

Acqg On : 23 Jan 2024 12:27
Operator : MA/JU

Sample : PB158553BL

Misc

ALS vial : 6 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|
Octacosane 23.029 2.9 ng 784043 5 21.572 5401110 20.0
Heptadecane, 9-... 23.816 3.3 ng 1163090 6 24.738 7121550 20.0
Heptacosane 25.855 5.7 ng 2021970 6 24.738 7121550 20.0
Pentacosane 27.183 6.0 ng 2135920 6 24.738 7121550 20.0
Nonadecane 28.775 4.8 ng 1695070 6 24.738 7121550 20.0
Heptadecane 30.708 3.8 ng 1346980 6 24.738 7121550 20.0
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