LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc :

ALS vial : 5 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128218.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.522 545 550 553 rBV 2002365 1846794 24.93% 7.526%
2 6.528 716 721 724 rBV 1854841 1890922 25.53% 7.706%
3 6.893 779 783 787 rBV 590773 464238 6.27% 1.892%
4 7.457 875 879 882 rBV 1276391 1289524 17.41% 5.255%
5 8.175 997 1001 1004 rBV 687516 581183 7.85% 2.368%

6 9.134 1159 1164 1167 rBV 179767 166704  2.25%
7 9.251 1179 1184 1187 rBV 2040396 1728333 23.34%
8 9.322 1191 1196 1199 rBV 155583 154906 2.09%
9 9.469 1207 1221 1225 rBV 393749 969603 13.09%

9.628 1244 1248 1252 rVB4 115607 145258 1.96%
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e
R

11 9.851 1282 1286 1290 rVB2 162356 156487 2
12 9.933 1297 1300 1303 rVB 739324 603861 8
13 10.133 1331 1334 1338 rVB3 178969 165349  2.23%
14 10.257 1351 1355 1360 rBV2 210677 279740 3
15 10.351 1366 1371 1374 rBV 171549 168150 2
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16 10.410 1378 1381 1386 rVB 102696 119054 1.61%
17 10.569 1404 1408 1410 rBV 104492 113480 1.53%
18 10.728 1431 1435 1438 rBV 1494016 1290150 17.42%
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19 10.828 1449 1452 1456 rBV 192113 266568 3.60% 086%
20 11.022 1482 1485 1487 rBV 114095 105320 1.42% 429%
21 11.151 1504 1507 1512 rBv4 60509 117393 1.58% 0.478%
22 11.257 1517 1525 1527 rVV 4905227 7406596 100.00% 30.182%
23 11.275 1527 1528 1530 rVV 255078 152311 2.06% 0.621%
24 11.304 1530 1533 1535 rVB 157378 143865 1.94% ©.586%
25 11.433 1551 1555 1557 rBV 659545 566121 7.64% 2.307%
26 11.457 1557 1559 1564 rVB 110273 102874 1.39% 0.419%
27 11.704 1598 1601 1604 rVB 171498 144015 1.94% ©.587%
28 12.110 1667 1670 1672 rBV 192142 144268 1.95% ©.588%
29 12.498 1734 1736 1741 rVB 213177 198714 2.68% ©0.810%
30 12.645 1758 1761 1765 rBV 136950 161844 2.19% 0.660%
31 12.874 1797 1800 1806 rVB2 264447 261891 3.54% 1.067%
32 13.016 1820 1824 1827 rVB 1512195 1259700 17.01% 5.133%
33 13.227 1858 18660 1862 rBV 157331 113734 1.54% 0.463%
34 13.574 1916 1919 1922 rBV 150381 142191 1.92% ©.579%
35 13.904 1972 1975 1977 rBV 101703 88069 1.19% ©.359%

36 14.074 2001 2004 2008 rBV 392824 368878 4.98% 1.503%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.180 2189 2192 2197 rVB 97848 109005 1.47%  ©.444%
38 15.574 2255 2259 2264 rVB 338497 425439 5.74% 1.734%
39 16.645 2437 2441 2447 rVB4 80011 127364 1.72% 0.519%

Sum of corrected areas: 24539896
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42

Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
5000000

TIC: BF128218.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Cyclohexane, 1,1'-oxybis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.134 5.52 ng 166704  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-oxybis- 182 C12H220 004645-15-2 94
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
3 Octenyl angelate, 5Z- 210 C13H2202 1000383-60-2 47
4 Acetic acid, mercapto-, cyclohex... 174 C8H1402S 016849-98-2 43
5 5-Heptenoic acid, 2,6-dimethyl-2... 182 C11H1802 100052-75-3 40

Abundance Scan 1164 (9.134 min): BF128218.D\data.ms (-1159) (-) m/z 55.10 100.00%

55.1
82.1
2000 MAAM«/AWfAﬂAA$AwJ4WﬁJ
R AREmmaE
| | lises 13m0 18‘2-2 8.80 9.00 9.20 9.40
ol b L 31111350 1610 s g 10 82.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56866: Cyclohexane, 1,1'-oxybis-
100.0
55.0
5000 L B L R B B
8.80 9.00 9.20 9.40
182.0 m/z 100.10 72.43%
29.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13259: Cyclohexane, (1-methylethyl)-
82.0
55.0
8.80 9.00 9.20 9.40
5000 m/z 83.05 60.55%
27.0 126.0
by b 2080, L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #87335: Octenyl angelate, 5Z- AR R
55.0 82.0 8.80 9.00 9.20 9.40
m/z 41.05 48.65%
B I (\MM
0 ““‘ Eama
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.322 5.13 ng 154906  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane 184 C13H28 000629-50-5 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1196 (9.322 min): BF128218.D\data.ms (-1191) (-) m/z 57.10 100.00%
57.1
5000
851 WW
 AAESSamsEESs S
9.00 9.20 9.40 9.60
126 1
0 541 1931 m/z 43.10  75.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 L L R B R
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.05 55.39%
11
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
A AREE AR RS S
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 40.80%

u‘ Lo [f80141.0169.0197,0226.0

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #158598: Nonadecane e ARRREEES ST,
57.0 9.00 9.20 9.40 9.60

m/z 85.10  35.66%

o
N
©
o

85.0
5000

29.0

%

“ || 1130141.0169.0197.0 268.(

0 m_h“J‘mh‘w‘HH‘Hw‘wm,w“mem,mwm_m PR P R

m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.469 32.11 ng 969603  Acenaphthene-dile 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 CS5H9NO3 003356-88-5 83
2 4-Morpholineethanol 131 C6H13NO2 000622-40-2 35
3 1-Butanol 74 C4H100 000071-36-3 27
4 2H-Imidazole-2-thione, 1,3-dihydro- 100 C3H4N2S 000872-35-5 22
5 2-Butenoic acid, 3-methyl- 100 C5H802 000541-47-9 9
Abundance Scan 1221 (9.469 min): BF128218.D\data.ms (-1207) (-) m/z 56.10 100.00%
56.1
100.0
5000
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_T
1311 9.20 9.40 9.60 9.80
Ob o W T70) | ) oo 1640 1881 /7 100.00  76.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15883: 3-(2-Hydroxyethyl)-2-oxazolidinone
56.0 100.0
5000 \\\‘(\\\\‘\\\\‘\\\\’\\\\
9.20 9.40 9.60 9.80
29.0 m/z 101.10 44.68%
! M L], 1810
O\\\‘\\\\i\\‘H‘\\\‘\‘\\\\‘\\\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15934: 4-Morpholineethano
100.0
e e
9.20 9.40 9.60 9.80
5000 m/z 42.10 26.70%
42.0
15.0 70.0 131.0
o A P S TN N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #966: 1-Butanol  E  BAARE S
56.0 9.20 9.40 9.60 9.80
m/z 41.10 10.78%
31.0
5000
0 e SRS,
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1,4-Dimethyl-2-cyclopentylb... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.628 4.81 ng 145258  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-2-cyclopentylbenzene 174 C13H18 062379-92-4 62
2 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 42
3 Benzene, 2-(2-butenyl)-1,3,5-tri... 174 C13H18 063435-25-6 41
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 35

Abundance Scan 1248 (9.628 min): BF128218.D\data.ms (-1244) (-)| | m/z 159.10 100.00%
150.1

119.1
5000 431 711
e -
- H 193.2 9.50 10.00
0 ‘qw‘mwnwk‘uﬁw;;u m/z 145.00  91.47%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49141: 1,4-Dimethyl-2-cyclopentylbenzene
150.0
5000 ) s —
05.0 131 ¢ 9.50 10.00
m/z 174.18  66.29%

0 49\9 ‘77“'0 “ 1 \\“ AL ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49104: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl-
159.0 Nk
M //\P\M‘

PRl e e
9.50 10.00
5000 ITI/Z 119.05 56.32%
131.0
150 390 ggo %O ‘ M
[o) S ‘ ““ ‘\“\‘ ‘\‘;\“‘\U‘ ' “h‘ . “‘ , ‘\h‘\‘ . “h“ I “‘\“‘ - 1 - ‘H‘ A maa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49151: Benzene, 2-(2-butenyl)-1,3,5-trimethyl- e P
159.0 9.50 10.00
m/z 43.10 38.84%
5000
0“”\J“‘M‘MWM””W‘”‘N‘AM“ e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF050922.M Mon May 16 01:40:55 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 10
R.T. EstConc Area Relative to ISTD R.T.
9.851 5.18 ng 156487  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 72
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 64
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58
Abundance Scan 1286 (9.851 min): BF128218.D\data.ms (-1282) (-) m/z 57.10 100.00%
57.1
9 ‘50‘ iO‘Od
113.1 : !
S ‘Uu My do 1T A0 A3 2120 wmyz 43.85  74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — e
85.0 9.50 10.00
29.0 m/z 71.10 55.78%
0 \‘ ‘\\ H \‘\ Il ‘11?0\14\1 0 169.0 212 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
— ——
9.50 10.00
5000 85.0 m/z 85.10 40.76%
29.0
0 |l 1301410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane . T
57.0 9.50 10.00
m/z 41.10 37.47%
5000
85.0
29.0
0 ‘\ “ | M‘ ,113.0 141.0 169.0 197.0 226.0
Frrrr e e e e T e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42

Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: 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 Dodecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.134 5.48 ng 165349  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Tridecanoic acid 214 C13H2602 000638-53-9 46
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 Octanoic acid 144 C8H1602 000124-07-2 38
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 35

Abundance Scan 1334 (10.133 min): BF128218.D\data.ms (-1331) (-} | m/z 73.10 100.00%
3.1
43.1
155.1
5000
Pt —
H‘ “ 1872 9991 10.00 10.50
O Frrrprr il m/z 60.00  97.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75718: Dodecanoic acid
73.0
5000 e ——
43.0 129.0 10.00 10.50
157.0 m/z 43.18 76.70%
[ et O s
H u“ H‘ uh\ \h\ L ‘ ‘
O\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92068: Tridecanoic acid
73.0
43.0
—— —
10.00 10.50
5000 ITI/Z 41.10 76.60%
129.0
214.0
I W
0 H“m‘ﬂh‘ﬂ”ﬂﬂ‘m"MMuw,‘m‘m‘wu“u,ﬂu‘““W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60689: Undecanoic acid T —
60.0 10.00 10.50
m/z 55.10 67.16%
5000
29.0 85.0 129.0
L AL Jsro e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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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_F\Data\BF051222\

BF128218.D
: 12 May 2022 14:42
: CG\JU
: N2792-01
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Nonadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.351 5.57 ng 168150  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Decane, 5-propyl- 184 C13H28 017312-62-8 87
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1371 (10.351 min): BF128218.D\data.ms (-1366) (- m/z 57.10 100.00%

57.1

5000

=

85.1
P P
10.00 10.50
113.1  155.1
owHm“mh‘_“Mlmm“Heh_mum““‘1‘8_3;‘2‘_‘?ﬁ?:?ww” m/z 43.10  77.14%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #158600: Nonadecane
57.0
5000 P —
85.0 10.00 10.50
29.0 m/z 71.10 59.65%
O “ \‘\ “‘\ ‘H\ Il \\‘11\\30\14\10‘16901970 268(
\‘HH‘HH‘\\H‘HH‘\H\‘\\H‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160 180200 220 240 260

3

Abundance #59032: Decane, 5-propyl-
57.0
— —
10.00 10.50
5000 m/z 41.10 39.22%
85.0
29.0
‘ ‘ 112.0140.0
0 [l ‘\ \‘\ T A 184.0
R HA R T e S N B R RN RR R

m/z--> 20 40 60 80 100120140 160 180200 220 240 260

Abundance #45492: Undecane, 2-methyl- “ T
43.0 10.00 10.50
m/z 85.10  38.21%
5000 71.0
| | ) o tsse
0‘_M‘wHWMW‘ﬂuNMm‘_h‘wuhwu‘wu‘wu‘wu‘wu‘wu‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 10.00 10.50

8270-BF050922.M Mon May 16 01:40:57 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 8 Dicyclopentadiene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.410 3.94 ng 119054  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dicyclopentadiene 132 C1eH12 000077-73-6 87
2 1,2,4-Metheno-1H-cyclobuta[cd]pe... 132 C1OH12 006707-86-4 78
3 Cyclobuta[1,2:3,4]dicyclopentene... 132 C10OH12 000612-09-9 78
4 5-Norbornene-2-methanol 124 C8H120 000095-12-5 72
5 endo-4-Oxatricyclo[5.2.1.0(2,6)]... 150 C9H1002 095340-93-5 72

Abundance Scan 1381 (10.410 min): BF128218.D\data.ms (-1378) (- m/z 66.05 100.00%

66.0
5000
1320 D e
91.0
411 ‘ 10.50
161.1 198.1
Ot b bl gl AOLL TP 2800 s 132,00 25.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16110: Dicyclopentadiene
66.0
5000 — 1
132.0 1050
91.0 m/z 67.10 19.61%
41.0\\ “ M\ ‘h do \“ \
O\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #16183: 1,2,4-Metheno-1H-cyclobuta[cd]pentalene, octa
66.0

%

T
10.50

5000 m/z 91.00 12.65%

39.0 910 1170
0*!*‘***“!**‘**!*‘*H“‘w‘”w*‘*‘\leHw”w”wmwHw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16186: Cyclobuta[1,2:3,4]dicyclopentene, 1,3a,3b,6,6a, —
66.0 10.50
m/z 97.10 9.42%

-

5000

£

39.0

0‘,ﬂ‘ﬂw‘uwﬂkHW“H,‘H“Hl‘_“W“H“H“H“_“W‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

91.0 132.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9 Undecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.569 3.76 ng 113480  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tridecane 184 C13H28 000629-50-5 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72

Abundance Scan 1408 (10.569 min): BF128218.D\data.ms (-1404) (- m/z 57.10 100.00%
57.1

=

5000
169.1 10.50
0 ““J “‘FN L, Jpw\ﬂ‘2%§?“““‘ e m/z 71.1@0  53.41%
miz--> 50 100 150 200 250 300 350
Abundance #33081: Undecane
57.0
5000 — :
10.50
m/z 43.10 49.65%
‘ ‘ | FQ 0 156.0
O\\‘\"\‘\‘\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
R \
10.50
5000 m/Z 85.10 25.99%

% “ 141.0 184.0
H 1

LS-CJ 1]

a

0 — —
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ‘
57.0 10.50
m/z 41.10 24.36%
5000

ol L | F ‘}410183022502670 3230 3804
“““ R At iea LR L LTEL IS ZE LA s

m/z--> 50 100 150 200 250 300 350 10.50

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 10 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.828 9.42 ng 266568  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 1452 (10.828 min): BF128218.D\data.ms (-1449) (- m/z 57.10 100.00%
57.1
w0 M
9.1 1050  11.00
141.0 190.1 : '
o bt 300 1901 2402 3207 4/, 4310 71.45%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — e
10.50 11.00
9.0 m/z 71.10 66.11%
0154 ALy 14018302250 2960
\\f\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— ——
10.50 11.00
5000 m/z 85.10 39.47%
0 [ “\ ] H‘ I ]\'4\1 0183 0 268.0
e
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 10.50 11.00
m/z 41.10 34.55%
b M
9.0
oL L I F | 141.0183.0225.0267.0 323.0 380.
“““ e I I e e B e — ——
m/z--> 0 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 11 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.022 3.72 ng 105320  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 97
2 1H-1,2,3-Triazole, 4,5-diphenyl- 221 C14H11N3 @05533-73-3 47
3 Propynone, 3-(2-aminophenyl)-1-p... 221 C15H11NO 1010311-26-1 47
4 Benzo[h]quinoline, 2,3,4-trimethyl- 221 C16H15N 063042-66-0 38
5 Ambrox 236 C16H280 100679-85-4 38

Abundance Scan 1485 (11.022 min): BF128218.D\data.ms (-1482) (-} | m/z 221.10 100.00%

2211
5000 571 sl
91.0
T I
‘ ‘ ‘ # 178.1 ‘ 11.00
oo bbb b bl L2483 57 e 4118w

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny

5000 e :
11.00
91.0 143.0 m/z 143.05  39.42%
‘ 191.0
O\‘\al\\‘\\\\‘\\\\‘\\\\‘H‘\’]\-%\‘ﬂ\\‘\\\\’\\\\’\1“}\‘”\”\\\“\\\‘\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100350: 1H-1,2,3-Triazole, 4,5-diphenyl-
221.0
T [
11.00
5000 m/z 91.00 27.42%
165.0
77.0
S 1180 ‘ 1930 |
S Y O R Wb GO SN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #100439: Propynone, 3-(2-aminophenyl)-1-phenyl- —— ‘
221.0 11.00

m/z 71.10  25.40%

5000
165.0 193.0

77.0
51.0 ‘ ‘ 105.0

0139{1!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

;
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 12 unknownll.151 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.151 4.15 ng 117393  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 46
2 Hexadecane 226 C1l6H34 000544-76-3 42
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 41
4 Decane, 3-methyl- 156 C11H24 013151-34-3 38
5 4-0Octanone 128 C8H160 000589-63-9 30

Abundance Scan 1507 (11.151 min): BF128218.D\data.ms (-1504) (- m/z 57.10 100.00%

57.1
5000
85.0

1191 179.1 — e
Il H‘\ Ul \‘ ‘\ Hu\\ %M H\‘ ‘\\ |02 260 e —
UMM YW 1 NYCER 0 1T O PR Y i m/z 43.10  67.76%
m/z--> 20 40 60 80 100 120140160 180 200 220 240 260
Abundance #74004: Tetradecane
57.0
5000 85.0 T T 7

11.00 11.50
‘ m/z 71.10  47.29%

29.0
11
\H’\‘\‘H‘HH’\\“}\“HH“’\\ﬁ‘o\‘%?“]}\(\)\]‘-\eg\o‘\]\-\g\?\(\)\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107217: Hexadecane
57.0

o

T —
11.00 11.50
5000 m/z 41.10 45.37%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ Il \113014101690 226.0
e e e e e e e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #59046: Dodecane, 3-methyl- T —
57.0 11.00 11.50

m/z 56.10 34.32%

5000 85.0
155.0
29.0
‘ 113 0 184.0
i

m/z--> 20 40 60 80 100120140160 180200 220240 260 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 13 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.704 5.09 ng 144015 Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81

Abundance Scan 1601 (11.704 min): BF128218.D\data.ms (-1598) (- m/z 57.10 100.00%

57.1
5000

—— ——
‘ 9.1 11.50 12.00
Obrdd ddoLy 155129822442 L 4310 69.51%
miz--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 —r ——
11.50 12.00

m/z 71.10 64.70%

9.0
Ol\s\d ‘f“ \“‘\ “‘ f“ \]“.\4\‘]-“0\ T \]-\9? \()\ T ‘ L ‘ L ’ T T
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

57.0

T
11.50 12.00

5000 m/z 85.10 42.43%
ol L1 F ‘3‘-410183022502670 323.0 380.
et e e S T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T ——
57.0 11.50 12.00
m/z 41.10 30.14%
5000

Z

| L ‘ | A u\ ‘\ 141.0183.0225.0 268.0

O bbb g e S N — —
miz--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 14 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.110 5.10 ng 144268  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1670 (12.110 min): BF128218.D\data.ms (-1667) (-} ' m/z 57.10 100.00%
57.1
5000 M
—— —
99.1
12.00 12.50
1411 243.2
ob b d f [y 243117512080 24322781 0 3 10 72.83%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 —r ——
12.00 12.50
99.0 m/z 71.10 70.28%
70, || 1| 249 am0 a0 20
O T T \ \ ‘ T H\ T ‘\ T T T “‘\ “\ \ T ‘ \ T T T ‘ T T \‘ T
m/z--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
—— —
12.00 12.50
5000 m/z 85.10 43.19%
99.0
oL 70l LLL 1| 2410 ges0 260
miz--> 50 100 150 200 250
Abundance #107222: Tridecane, 6-propyl- T —
43.0 12.00 12.50
m/z 41.10 32.42%
2000 = M
126.0 183.0
ol LAl T 260 -
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 15 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.498 7.02 ng 198714  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 98
2 Heptadecane 240 C17H36 000629-78-7 95
3 Hexadecane 226 C16H34 000544-76-3 95
4 Nonadecane 268 C19H40 000629-92-5 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 1736 (12.498 min): BF128218.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1
——
99.1 211.1 1250
o dd bl |y 28T are1 |\ 26112061 ., 4319 70.08%
miz-> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 1
12.50
m/z 71.10 64.06%
O T L \L‘ ‘ ‘\ U‘ \‘H\ “ \“‘ T ‘\ \‘]_‘o\ ]\_8\3\0 T \2\3\9.9 T T \2\96‘.9
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
——
12.50
5000 m/z 85.10 44 ., 20%
99.0
0 L | u‘ 1410 1830 2400
‘ = L T
miz--> 50 100 150 200 250 300
Abundance #107219: Hexadecane T
57.0 12.50
m/z 41.10 28.76%
2000 W
99.0
0 h\ \ 1 H‘ 1410 183.0 22\60
\ \ \ \‘ ‘ T \ T ‘\ \ T \ ‘ ‘“ T \ TT ‘ T T T ‘ T T T ‘ T ‘ T
m/z--> 100 150 200 250 300 12.50

8270-BF050922.M Mon May 16 01:40:59 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 16 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.227 6.17 ng 113734  Chrysene-di12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Hexadecane 226 C16H34 000544-76-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Pentacosane 352 C25H52 000629-99-2 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1860 (13.227 min): BF128218.D\data.ms (-1858) (- m/z 57.10 100.00%
57.1
5000
99 1 —— ——
13.00 13.50
155.1 225.1
ob— M‘ L | L, 195 22D2631 3121 431 6445
miz-> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
5000 —r ——
1300 13.50
m/z 61.14%
99.0
0 \“‘\ ‘\“‘”‘\ “!‘ H‘ “‘ “ %41 Q\ ]\-8\2\0‘ t \2\4?‘0\ L B B
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
—— —
1300 13.50
5000 m/z 42.01%
99.0
0189 ‘L \‘ Lid 34048302260
miz--> 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane —— —
57.0 13.00 13.50
m/z 41.10 27.74%
5000
99.0 169.0
T Y 7 Y T IR
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 17 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.574 7.71 ng 142191  Chrysene-di2 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 86
Abundance Scan 1919 (13.574 min): BF128218.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1
5000
9.1 T I
13.50
2251
ol A “‘H‘ jAatiasal ™ 2081 8183z 7110 74.32%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— :
13.50
m/z 43.10 71.68%
0 Il “\ L H‘ 1 ]\'4101830 268.0
‘\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
T
13.50
5000 m/z 85.10 48.90%
9.0
226.0
o150 |14l 000
m/z--> 0 50 100 150 200 250 300 350
Abundance #158611: Octadecane, 2-methyl- ——
57.0 13.50
m/z 41.10 27.88%
5000
225.0
w20 ||l om0 e -
m/z--> 0 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42

Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 18 Tridecane, 1-iodo- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.904 4.77 ng 88069  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Pentadecane 212 C15H32 000629-62-9 92
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1975 (13.904 min): BF128218.D\data.ms (-1972) (- m/z 57.10 100.00%
57.1
5000
9.1 14.00
' 211.1 ‘ :
- w“ ““ LL Ladttt S 28213302370 0 10 ea.67%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 T T
14.00
m/z 43.10 56.18%
‘ 9.0 183.0
0 \“\‘ ‘\“[‘\“M \“‘\ “‘ “‘%‘4“1-‘9‘ T \‘\ I \3‘19.\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
——
14.00
5000 ITI/Z 85.10 45.43%
9.0
0280 | || F e mzo
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane —
57.0 14.00
m/z 41.10 20.66%
5000
9.0
0 Jw | 141.0183.0225.0 282.0
L B L B T T L G B S B e e R ——
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 19 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.180 5.12 ng 109005 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Docosane 310 C22H46 000629-97-0 93
3 Tricosane, 2-methyl- 338 (C24H50 001928-30-9 93
4 Tetracosane 338 C24H50 000646-31-1 93
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2192 (15.180 min): BF128218.D\data.ms (-2189) (- m/z 57.10 100.00%
57.1
5000
1500 1550
132 . .
2192
ol u“ A h Al Jend 570226813101 3942 L0 71010 68.31%
miz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 —r e
15.00 15.50
m/z 43.10 60.24%
0 ‘ L\ uh\ um h u‘ | 1\699 . 2250 281.0 337. 03800
\\\ \\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 46.21%
13
\Hu i ] \\‘1690 2250 3100
O B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #246492: Tricosane, 2-methyl- T —
43.0 15.00 15.50
m/z 55.10 27.50%
5000
LU0 a0 om0,
— e N I A AR —— ——
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\BF051222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 20 Octachlorodibenzo-p-dioxin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.645 5.99 ng 127364  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 98
2 2,3,6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 49
3 Thiocyanic acid 3,3'-dibromo-2,2... 456 C14H6Br2N202S2 1000251-75-9 25
41,1':3',1"":3"",1""":3""",1"""":... 458 C36H26 004740-51-6 10
51,1': 4',1":4",1"':4"',1"":... 458 C36H26 004499-83-6 10

Abundance Scan 2441 (16.645 min): BF128218.D\data.ms (- 2437) (- m/z 459.80 100.00%

5000
P o
16.50 17.00
0! m/z 457.80 95.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000 U T
16.50 17.00
142.0 2300 m/z 461.70 59.97%
95.0 : : 332.0 395.0
O,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid
458.0
16 50 17 00
331.80 45.94%
5000 174.0
45.0 oo 3340
oL ‘m L ‘\M‘ ' “”m : ‘\“\‘ TR ‘m“ —— all ‘;’3‘8‘1‘-(‘)“‘\‘ : \‘M\‘ _
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #327544: Thiocyanic acid 3,3'-dibromo-2,2'-dihydroxy-5,5
352.0 458.0 16.50 17.00
141.90 44.,22%
5000 53-0
130 18302340 2920‘ h 4040
0 \l\h\l\m MRRTIN I UN .

m/z--> 50 100 150 200 250 300 350 400 450 16 50 17 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51222\
Data File : BF128218.D

Acqg On : 12 May 2022 14:42
Operator : CG\JU

Sample : N2792-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Cyclohexane, 1,... 9.134 5.5 ng 166704 3  9.933 603861 20.0
Tetradecane 9.322 5.1 ng 154906 3 9.933 603861 20.0
3-(2-Hydroxyeth... 9.469 32.1 ng 969603 3 9.933 603861 20.0
1,4-Dimethyl-2-... 9.628 4.8 ng 145258 3 9.933 603861 20.0
Pentadecane 9.851 5.2 ng 156487 3  9.933 603861 20.0
Dodecanoic acid 10.134 5.5 ng 165349 3 9.933 603861 20.0
Nonadecane 10.351 5.6 ng 168150 3 9.933 603861 20.0
Dicyclopentadiene 10.410 3.9 ng 1190654 3  9.933 603861 20.0
Undecane 10.569 3.8 ng 113480 3 9.933 603861 20.0
Heneicosane 10.828 9.4 ng 266568 4 11.433 566121 20.0
1H-Indene, 2,3-... 11.022 3.7 ng 105320 4 11.433 566121 20.0
unknown11.151 11.151 4.2 ng 117393 4 11.433 566121 20.0
Heptacosane 11.704 5.1 ng 144015 4 11.433 566121 20.0
Eicosane 12.110 5.1 ng 144268 4 11.433 566121 20.0
Heptadecane, 2,... 12.498 7.9 ng 198714 4 11.433 566121 20.0
Heptadecane 13.227 6.2 ng 113734 5 14.074 368878 20.0
Hexadecane 13.574 7.7 ng 142191 5 14.074 368878 20.0
Tridecane, 1-iodo- 13.904 4.8 ng 88069 5 14.074 368878 20.0
Docosane 15.180 5.1 ng 109005 6 15.574 425439 20.0
Octachlorodiben... 16.645 6.0 ng 127364 6 15.574 425439 20.0
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