LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS Vvial : 21  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_F\METHODS\8270-BF092121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125547.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 9 14 19 rVB 78937 98391 4.42% 0.680%
2 5.498 576 580 583 rBV 377956 309703 13.90% 2.139%
3 6.498 747 750 754 rBV 427699 329435 14.79% 2.276%
4 6.892 814 817 821 rBV 1620192 1407735 63.18% 9.724%
5 7.445 907 911 914 rBV 256787 197918 8.88% 1.367%

.175 1031 1035 1039 rBV 2305262 2011873 90.30% 13.897%
.251 1214 1218 1221 rVB 591209 470034 21.10%  3.247%
.933 1330 1334 1337 rVB 2780429 2228009 100.00% 15.390%
10.710 1463 1466 1470 rBV 254975 214408 9.62% 1.481%
10 11.416 1582 1586 1589 rBV 2344229 1977458 88.75% 13.659%

O O 0

11 11.939 1669 1675 1680 rBV5 38802 70050 3.14%  ©.484%
12 12.468 1761 1765 1768 rBV 40205 41986 1.88% 0.290%
13 12.510 1768 1772 1776 rVV5 36373 51959 2.33% ©.359%
14 12.627 1789 1792 1795 rBV 286223 242681 10.89% 1.676%
15 12.721 1806 1808 1812 rBv4 32201 37371 1.68% ©.258%
16 12.857 1825 1831 1833 rBV 285322 270200 12.13% 1.866%
17 12.880 1833 1835 1838 rVB2 45395 35888 1.61% ©.248%
18 12.998 1852 1855 1858 rBV 452466 354641 15.92%  2.450%
19 13.239 1893 1896 1900 rVB2 69274 66869 3.00% 0.462%
20 13.286 1901 1904 1907 rBV2 37595 47295 2.12%  0.327%
21 13.580 1952 1954 1957 rBV 93289 80263 3.60% 554%

(%21
=
D
R

22 13.892 2004 2007 2009 rBV 91241 114619
23 14.051 2030 2034 2037 rBV 1417073 1418391 63.66%

OO0 UVWOEe
N
(o]
~N
3R

24 14.080 2037 2039 2041 rVB 99564 78889 3.54% 545%
25 14.227 2061 2064 2068 rVB 128183 116212 5.22% 803%
26 14.533 2113 2116 2119 rBV 158379 147875 6.64% 1.021%
27 14.845 2167 2169 2172 rBV 123657 104649 4.70% ©.723%
28 15.192 2225 2228 2234 rVB2 151079 197038 8.84% 1.361%
29 15.539 2282 2287 2291 rBV 1122688 1327431 59.58% 9.169%
30 16.033 2369 2371 2377 rVB2 134859 159920 7.18% 1.105%

31 16.274 2409 2412 2422 rVB3 137816 268121 12.03% 1.852%

Sum of corrected areas: 14477312
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Sep 2021 21:16
: M3804-01 10X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092121\
BF125547.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1,1'-Biphenyl, 2-fluoro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.251 4.22 ng 470034  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-fluoro- 172 C12HSF 000321-60-8 96
2 1,1'-Biphenyl, 4-fluoro- 172 C12HSF 000324-74-3 93
3 2,2'-Oxydipyridine 172 C10H8N20 053258-94-9 52
4 4-Pyrimidinol, 5-phenyl- 172 C1OH8N20 022433-69-8 42
5 DL-Norleucine, N-propoxycarbonyl... 357 C20H39NO4 1000339-03-3 37

Abundance Scan 1218 (9.251 min): BF125547.D\data.ms (-1214) (-) m/z 172.05 100.00%
1

172
5000
.00 9.20 9.40 9.60
51.0 85.0 120.0  151.0 ST Ser SAE
0H“‘H‘“um‘mww‘“m“‘H‘iwu“‘;““lw,u‘ m/z 171.10 33.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47459: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 L B B I LN L
9.00 9.20 9.40 9.60
m/z 170.00 23.42%
14.0 51\'0 I 85\'0 120.0 | 149\\0 ‘
0 H‘\‘\\H“\\‘H“‘\\H‘\‘H‘\‘\\Hi\‘\\\‘M‘H’H‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47458: 1,1'-Biphenyl, 4-fluoro-
172.0
R EE S R
9.00 9.20 9.40 9.60
5000 m/z 173.10 12.11%
85.0
o 30 680 0 1200 1510 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47259: 2,2'-Oxydipyridine R EEmmEEEEE
172.0 9.00 9.20 9.40 9.60
m/z 85.00 5.81%
5000 78.0 118.0
51.0 144.0
0 H“‘H‘_Hl"u‘u““m“mm“‘u‘u“mu,u “,‘ R RAARREEERRLALSEEN LY
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.533 2.09 ng 147875 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2116 (14.533 min): BF125547.D\data.ms (-2113) (-] 57.10 100.00%
57.1
5000 M
262.1 14 50
- u“‘ m‘“ “‘w“ bl 189L | 80813453 71.10  67.17%
mlz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000
1450
m/z 43.10 57.81%
OL\5\d\ ‘\““‘ “ \H‘\ ““ \“‘ \]“_\4“1“0\ ]\_8\3\()’ T \2\4?‘0\ L ‘ UL ‘ LI
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
T \
14.50
5000 m/z 85.05 53.83%
‘ 9.0
ol LLAbid 10830 2500
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 14.50
m/z 55.00 23.97%
5000
REERENSI h\‘ |¥401s30050 2980 L
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.192 2.97 ng 197038 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Octacosane, 1-iodo- 520 (C28H57I 1000406-32-2 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 87
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 2228 (15.192 min): BF125547.D\data.ms (-2225) (-} m/z 57.10 100.00%
57.1

5000 M
1500 1550
oL L M »J 1101 loze1 2871 302 4000 750 10 70.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — ——
15.00 15.50
m/z 43.10 54.72%
ol \ e ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> O 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.10 54.50%
155.0
oLl L BP0 oamr 0nzmg 3520 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane T —
57.0 15.00 15.50
m/z 55.10  23.39%
5000 MM
L I T
et e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.033 2.41 ng 159920 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Octadecane 254 C18H38 000593-45-3 92
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2371 (16.033 min): BF125547.D\data.ms (-2369) (-, 57.10 100.00%
57.1
5000 J\\/M_J\\M/
} 9.1 16.00 |
141.1
ol H 9 M‘ ok ki, 2000 2071 31723903 412 71.10  62.05%
mlz--> 50 100 150 200 250 300 350 400
Abundance #90193: Pentadecane
57.0
5000
1600

85.10  55.00%

212.0
‘ | 901410
\“\‘\‘“‘\“‘\““\“\“\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0

o

1600
5000 43.10 46.05%
9.0
L poes0  2se0
oLk MWMNNW MM\‘H“““‘H“““““w“
m/z--> 50 100 150 200 250 300 350 400
Abundance #275539: Hexacosane T
57.0 16.00
m/z 69.10  25.79%
5000
9.0
ol L LI | 3H0183.0225 0267.0308.0 3%
B e N B e —
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 28-Nor-17.beta.(H)-hopane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.274  4.04ng 268121 perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta.(H)-hopane 308 C2oHse 036728-72-0 64
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 59

3 Phenanthrene, 9-dodecyltetradeca... 360 C26H48

4 Amberonne (isomer 3)

234 C16H260

5 5-(1-Isopropenyl-4,5-dimethylbic... 332 C22H3602

055334-01-5 43
1000470-69-9 38
1000195-69-8 35

Abundance Scan 2412 (16.274 min): BF125547.D\data.ms (-2409) (-] m/z 191.10 100.00%

191.1
95.1
5000
41. T T T T T T
245.1 332.2 383.3 128, 16.00 16.50
ol ' ; m/z 95.10 56.80%
mlz--> 50 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
5000 — e
109.0 16.00 16.50
‘ ‘ 308.0 m/z 177.10  48.82%
260.0
O\\\‘\\\\"“‘\““\‘\L‘\‘\L‘\ ‘m\‘\\\“l\\\‘\3\2\8.9“\\\“\“\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
—r —
81.0 16.00 16.50
5000 m/z 81.10  44.56%
398.0
0229 \\ \‘w \‘“ w“u | \ iy, 25003130 ||
miz--> 50 100 150 200 250 300 350 400
Abundance  #270200: Phenanthrene, 9-dodecyltetradecahydro- e —
191.0 16.00 16.50
950 m/z 123.10  41.10%
5000| 430
264.0 360.0
IO N2 T O N
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92121\
Data File : BF125547.D

Acqg On : 21 Sep 2021 21:16
Operator : JU/CG

Sample : M3804-01 10X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.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|
1,1'-Biphenyl, ... 9.251 4.2 ng 470034 3 9.933 2228010 20.0
Heptadecane 14.533 2.1 ng 147875 5 14.051 1418390 20.0
Heptacosane 15.192 3.0 ng 197038 6 15.539 1327430 20.0
Pentadecane 16.033 2.4 ng 159920 6 15.539 1327430 20.0
28-Nor-17.beta.... 16.274 4.0 ng 268121 6 15.539 1327430 20.0
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