LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124194.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 12 rVB 453177 560592 6.34% 1.677%
2 5.492 576 579 587 rBV 728798 699193 7.91% 2.092%
3 6.504 747 751 760 rBV 644772 651044 7.36% 1.948%
4 6.863 808 812 815 rBV 295988 224652 2.54% 0.672%
5 7.422 903 907 910 rBV 472180 436195 4.93% 1.305%
6 8.145 1025 1030 1033 rBV 318290 255614 2.89% 0.765%
7 9.110 1188 1194 1197 rBvV8 45914 108743 1.23% 0.325%
8 9.169 1201 1204 1208 rVB 216953 183305 2.07% 0.548%
9 9.222 1209 1213 1216 rBvV 937615 746881 8.45% 2.234%
10 9.304 1223 1227 1230 rBv4 179600 250357 2.83% 0.749%
11  9.610 1277 1279 1280 rBV 440550 361437 4.09% 1.081%
12 9.627 1280 1282 1284 rVB 524033 406093 4.59% 1.215%
13 9.727 1295 1299 1302 rVB3 90346 123343 1.39% 0.369%
14 9.775 1303 1307 1309 rBv4 313089 373221  4.22% 1.117%
15 9.816 1311 1314 1317 rVB 638187 504324 5.70% 1.509%
16 9.851 1318 1320 1322 rBV3 118784 106161 1.20% 0.318%
17 9.886 1322 1326 1327 rBV3 324591 369503 4.18% 1.105%
18 9.945 1333 1336 1339 rBv4 193943 292981 3.31% 0.876%
19 10.098 1360 1362 1365 rBV2 194406 185588 2.10% 0.555%
20 10.163 1370 1373 1376 rBV2 465334 537881 6.08% 1.609%
21 10.245 1385 1387 1389 rVB2 227637 165058 1.87% 0.494%
22 10.280 1390 1393 1396 rBv2 330513 391884 4.43% 1.172%
23 10.322 1397 1400 1403 rBV 508644 477483 5.40% 1.428%
24 10.369 1406 1408 1410 rBV2 261819 258042  2.92% 0.772%
25 10.569 1438 1442 1448 rBV 1721913 2306585 26.09% 6.900%

26 10.616 1448 1450 1454 rVV3 292137 290709 3.29% 0.870%
27 10.851 1484 1490 1495 rBV 4777880 7246080 81.95% 21.677%
28 11.333 1566 1572 1577 rVB 5818168 8841944 100.00% 26.451%
29 11.680 1628 1631 1637 rBV 1629785 1863707 21.08% 5.575%
30 12.404 1752 1754 1760 rVB 1183747 1438720 16.27%  4.304%

31 13.004 1850 1856 1864 rVB2 1038622 2312905 26.16% 6.919%
32 14.045 2031 2033 2036 rVB 274742 255496 2.89% 0.764%
33 15.521 2280 2284 2289 rVB2 156847 201610 2.28% 0.603%

Sum of corrected areas: 33427331
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M2601-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
BF124194.D

8 Jun 2021 22:56

Ju/ca

: 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abun%%¥§%
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0

TIC: BF124194.D\data.ms
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128 6.863 7.422
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.128 49.91 ng 560592  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 7 (2.128 min): BF124194.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.1
87.1
R RaRa EARRRREEEE LSS
‘ 2.202.302.402.50
Ol et L myz 43.00 43.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L IR B I
430 2.202.302.402.50
— 850 87.0 m/z 55.10  35.87%
29.0 ‘
O\\\‘\\\\‘\\\\‘\\\”"\\\\“M\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
R EABAREaREEE LSS
410 o, 87.0 2.202.302.40 2.50
5000 ’ m/z 87.10 26.84%
29.0
wo |
e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R ARaRaEEEEE
73.0 2.202.302.402.50
m/z 41.00 13.74%
5000
43.0
15.0 29.0 H 59.0
LS M WERBI SR NN 1 MU L —
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown9.110 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.110 5.89 ng 108743  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 14
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 12
3 1-(2'-Hydroxy-5"'-methylphenyl)-1... 179 C1@H13NO2 1000146-14-7 11
4 .alpha.-Methylstyrene 118 C9H1e0 000098-83-9 11
5 1H-Benzimidazole, 1-ethyl-2-methyl- 160 C10H12N2 005805-76-5 10

Abundance Scan 1194 (9.110 min): BF124194.D\data.ms (-1188) (-) m/z 81.00 100.00%

55.0 81.0
105.3
145.0
5000 179.1
R RRRRRRR R
8.80 9.00 9.20 9.40
01 m/z 55.00 88.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 L B LR B R
010 117.0 8.80 9.00 9.20 9.40 .
410 ‘ ‘ m/z 105.30 80.45%
O \]_\5\‘0\‘}\\“‘\ \\\‘m\ \‘}‘H‘\\‘\\“‘\\\l”‘ \‘!H‘\\‘\‘\ \\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0 W
145.0 T4 PR
8.80 9.00 9.20 9.40
5000 m/z 97.10 72.43%
91.0
28.0 51.0
o e VT W STE 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44762: 1-(2'-Hydroxy-5'-methylphenyl)-1-propanone (E)- R ARERRREEEEERE S
133.0 8.80 9.00 9.20 9.40
m/z 118.10 64.25%
179.0
5000
51.0 104.0 ‘
0 -
m/z--> 20 40 60 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\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tetratetracontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.169 9.92 ng 183305  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 50

Abundance Scan 1204 (9.169 min): BF124194.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1

P

5000
R AR
1217'0193'2 8.80 9.00 9.20 9.40 ]
O e st b e e m/z 71.10 67.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 L L LN DU B B
8.80 9.00 9.20 9.40
m/z 43.05 57.48%
ok [ 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\V]T\\T[\WT\‘TF\WW\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
RN
8.80 9.00 9.20 9.40
5000 m/z 41.05 35.59%
OW%F?-ONZO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28441: Nonane, 3,7-dimethyl- e EERARRmEES ST
57.0 8.80 9.00 9.20 9.40
m/z 55.00 30.05%
5000
‘ 127.0
O‘HLWm‘qHLw‘HW‘Hw‘HW‘H‘_H‘_H‘_‘H_‘HM‘H‘H‘ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Pentadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.304 13.55 ng 250357  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 51
2 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 43
3 Cyclohexane, 1,1,3-trimethyl-2-(... 210 C15H30 054965-05-8 30
4 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 30
5 4-Tetradecene, (E)- 196 C14H28 041446-78-0 25

Abundance Scan 1227 (9.304 min): BF124194.D\data.ms (-1223) (-) m/z 55.05 100.00%

55.0
193.2
5000
AR AR RRRE
‘ ‘ 9.00 9.20 9.40 9.60
0k m/z 41.05  98.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69579: 1-Pentadecene
41.0
83.0
5000 L B B R LR B |
9.00 9.20 9.40 9.60
111.0 m/z 57.10  75.98%
2 \‘ ‘\ 1400 1820 210
O' ? \\‘\‘\\\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69508: Cyclododecanol, 1-ethenyl-
55.0
e RRRRR
83.0 9.00 9.20 9.40 9.60
50001 29 o m/z 193.15 69.41%

‘ ‘ 111.0
35.0
I ‘ b il L. 156.0 183 0 210 0

miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #69597: Cyclohexane, 1,1,3-trimethyl-2-(3-methylpentyl)- iy e e T
41.0 69.0 9.00 9.20 9.40 9.60

m/z 69.10  58.55%

o

%

5000

125.0
97 0 210.0

é

0! m_m‘HH_m_m_m_m‘ s e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown9.610 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.610 19.56 ng 361437  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Octadienal, 3,7-dimethyl-, (Z)- 152 C1eH160 000106-26-3 35
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 27
3 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 27
4 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 25
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 25

Abundance Scan 1279 (9.610 min): BF124194.D\data.ms (-1277) (-) m/z 193.20 100.00%
198.2

411 691
5000
=y S
‘ 9.50 10.00
O m/z 69.10  77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25205: 2,6-Octadienal, 3,7-dimethyl-, (2)-
41.0 69.0
5000 — —
9.50 10.00
94.0 m/z 41.10  75.52%
19.0
O\ \%%‘.C\)M\ T }“\ \‘\M} “ \“H\ \‘ \“\“1“ \”{F‘\ T “”\ T \‘\“]\.\5}2\'?\ TTT ’ LI ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25430: Neopentylidenecyclohexane
69.0
—r —
9.50 10.00
5000 41.0 109.0 137.0 m/z 55.05 70.28%
0150“,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36524: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3- P —
41.0 9.50 10.00
69.0
m/z 119.05 46.97%
109.0
5000
0! ‘meﬂh‘Wupﬁg?g‘u%§§p,u‘w“u‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.627 21.98 ng 406093  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 74
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 68
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59

Abundance Scan 1282 (9.627 min): BF124194.D\data.ms (-1280) (-) m/z 57.10 100.00%
57.1

5000 W
1132 o5 1000
"143.1 183.2 . :
ob— u““”u bA L J43l 1832 2182 m/z 71.10  74.37%
miz--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 S —
9.50 10.00
o m/z 43.10  70.95%
113.
27.0
0 \“‘\ ‘\‘ ““\ ‘H‘ \H‘\ ‘M‘ \“ T “\ ?‘5‘3\0\18\‘3\0“ | \25‘3\0\ T
m/z--> 50 100 150 200 250
Abundance #83040: Pentadecane, 7-methyl-
57.0
—— —
9.50 10.00
5000 ITI/Z 85.10 31.27%
112.0
210‘
P/ O - T -
m/z--> 50 100 150 200 250
Abundance #19182: Octane, 3,5-dimethyl- R —
57.0 9.50 10.00
m/z 41.00 21.98%
5000
210‘ ‘ 99.0
Y O . S —
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 Nonane, 3,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.727 6.68 ng 123343  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 50
4 Tridecane 184 C13H28 000629-50-5 47
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47

Abundance Scan 1299 (9.727 min): BF124194.D\data.ms (-1295) (-) m/z 57.10 100.00%
57.1

5000
85.2
—— —
H ‘ H 1310 1653 2971 9.50 10.00
0 ‘_m‘pm ‘,1‘11“““‘1“““‘“wu”w‘ﬂ”u“w‘;“um“uu‘mM‘Nm‘u m/z 71.10  52.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
5000 ‘9 ‘50‘ ‘10‘00‘
85.0 : :
29.0 m/z 85.15  34.21%
‘ 27.0
0 \‘\‘\H“‘iH“’H‘M\‘\‘\H“HH‘\‘H\‘\]\-\5\6‘.\0\\\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38335: Undecane, 3-methyl-
57.0
T —
9.50 10.00
5000 m/z 41.10 28.24%
85.0
29.0
0 120 140 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50324: 1-Octanol, 2-butyl- — —
57.0 9.50 10.00
m/z 43.00 26.14%
5000
29.0 85.0
111.0
ol e 1540 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060321.M Wed Jun @9 13:57:02 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 7-Hexadecene, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.775 20.20 ng 373221  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 56
2 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1000245-50-0 43
3 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 30
4 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 30
5 Cetene 224 C16H32 000629-73-2 25

Abundance Scan 1307 (9.775 min): BF124194.D\data.ms (-1303) (-) m/z 69.10 100.00%
69.1

<

5000
—— —
9.50 10.00
0! m/z 55.10 92.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81249: 7-Hexadecene, (Z)-
55.0
83.0
5000 — ——
9.50 10.00
29.0 9
111.0 m/z 57.10  74.55%
0 \‘ | |k ,1400 1670 1960 220
\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #220101: 2-Heptafluorobutyroxypentadecane
43.0
69-0 T ‘ T T ‘ T
9.50 10.00
5000 ITI/Z 41.05 71.31%
97.0
‘ 125.0 169.0 2100
0 T S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #209981: 3-Heptafluorobutyroxytridecane —— ——
41.0 9.50 10.00
69.0 m/z 43.10 63.85%
5000
97.0
125.0 169.0
o A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060321.M Wed Jun @9 13:57:02 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Decahydro-4,4,8,9,10-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.816 27.30 ng 504324  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 58
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 43
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 41
4 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 27
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25

Abundance Scan 1314 (9.816 min): BF124194.D\data.ms (-1311) (-) m/z 193.20 100.00%
198.2

55.1
97.1
5000 123.1
o o
151.1 2244 9.50 10.00
o Lﬂw m/z 55.10 88.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
9.50 10.00
m/z 69.10 84.40%
‘ ‘ 151.0
O \\\‘\\\\’\\\‘\‘\ \\“’1\\“\‘\‘\“1\"!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
P e
69.0 9.50 10.00
5000 ITI/Z 41.10 82.95%
138.0
01&0,, NHHJH‘MH‘W‘H‘_‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56377: Cyclododecanone, 2-methylene- — ——
41.0 9.50 10.00
m/z 97.10 76.07%
67.0
5000
95.0
123.0
1510 19‘4'0
0! TR N P NS N — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060321.M Wed Jun 09 13:57:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 unknown9.851 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.851 5.75 ng 106161  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H240 1000215-77-9 25
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 14
3 2,2,6,6-Tetramethyl-3-(2-cyanoet... 208 C12H20N20 111335-32-1 14
4 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 14
5 7-Pentadecyne 208 C15H28 022089-89-0 14

Abundance Scan 1320 (9.851 min): BF124194.D\data.ms (-1318) (-) m/z 83.10 100.00%

41.1 83.1 123.1
5000 159.1 208.2
— —r
3 9.50 10.00
0+ m/z 41.10 89.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67886: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahy
123.0
5000 43.0 — ——
96.0 9.50 10.00
710 208.0 m/z 123.10  87.73%
L o]
O \\‘\\\\‘\\\“\" \H‘\h\ \“"H\ \U“\“ H‘\ \‘i !‘\\‘\“ TTTT ‘ %7\\5‘0\\ \ T ‘ T \‘\ T ‘ TT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0 == e
9.50 10.00
5000 ITI/Z 55.05 80.14%
41.0 69.0
97.0 152.0
oo, | bl J ol d ey |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67630: 2,2,6,6-Tetramethyl-3-(2-cyanoethyl)piperid-4-or P ——
83.0 9.50 10.00
m/z 109.10 66.11%
5000
55.0 193.0
168.
‘ 108.0 140.0 \ I
oH‘WUM‘m\,"",lm_""‘H"‘Muwmh_wm — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF060321.M Wed Jun 09 13:57:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.098 10.05 ng 185588  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
3 Undecane 156 C1l1H24 001120-21-4 59
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58
5 Tridecane 184 C13H28 000629-50-5 53

Abundance Scan 1362 (10.098 min): BF124194.D\data.ms (-1360) (- m/z 57.10 100.00%

57.1
5000

I
‘ 113.2155.1 10.00 10.50
L \‘ \M

7.2
““‘ AL d 002 m/z 43.05 63.71%

m/z--> 100 150 200 250 300 350
Abundance #38315: Dodecane
57.0

o

5000 b —
10.00 10.50
# m/z 71.10  39.39%
170.0
Ol\s\q\““‘\‘\H‘\“\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57.0
o —
10.00 10.50
5000 m/Z 41.00 35.20%
0154 11 % ddHlO 189.0231.0273.0315.0  386.C
B e e e R B B
miz--> 50 100 150 200 250 300 350
Abundance #28422: Undecane 7 ‘
43.0 10.00 10.50
m/z 85.10 32.28%
5000
5.0
L o
0 | [ N

m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF060321.M Wed Jun @9 13:57:04 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 Sulfurous acid, 2-propyl tr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.163 29.11 ng 537881  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 64
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 53
3 Eicosane 282 C20H42 000112-95-8 52
4 Hexadecane 226 Cl6H34 000544-76-3 47
5 Octadecane 254 C18H38 000593-45-3 47

Abundance Scan 1373 (10.163 min): BF124194.D\data.ms (-1370) (- m/z 57.10 100.00%
57.1

5000

L

119.1

10.00 10.50
‘,‘m\“m‘_w“"#H""m‘}uhw‘ﬁmmwﬁ?ﬁ???ﬁ‘mw,m m/z 43.10  68.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0

o

L

5000
85.0 10.00 10.50

m/z 71.10 66.40%

\’HH‘HH‘HH‘HH‘\H\‘\‘H\‘HH’HH‘\H\‘\\H‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #182578: Sulfurous acid, butyl pentadecyl ester
57.0

o

L

10.00 10.50
5000 m/z 55.05 56.46%

182.0211.0 2630

%

0‘“H‘_H‘_H‘_H‘_H‘_H‘_H‘VH‘_H‘_H‘_H‘_H‘_H‘VH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129492: Eicosane
57.0 10.00 10.50
m/z 41.00 42 .54%
o MWJ\V
99.0
o h |, 1410 1830 2250 282.(
WHH‘HH‘HH‘HH‘HH‘HH‘HH,HH‘HH‘HH‘HH‘HH‘HH,H‘ —— —
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

8270-BF060321.M Wed Jun @9 13:57:05 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On 8 Jun 2021 22:56

Operator Ju/caG

Sample : M2601-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 unknownl®.245 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.245 8.93 ng 165058  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 2-fluoro-N-methallyl- 193 C11H12FNO 1000340-07-0 38
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-12-7 27
3 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 14
4 2-(4-Fluorobenzoylamido)thiazole 222 C1OH7FN20S 313376-92-0 14
5 Ethanone, 1-(3-fluorophenyl)- 138 C8H7FO 000455-36-7 14

Abundance Scan 1387 (10.245 min): BF124194.D\data.ms (-1385) (- m/z 41.10 100.00%

411 123.1 193.2
69.1
97.1
5000
—r —
1511 223.0 10.00 10.50
oy — m/z 193.20  86.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55235: Benzamide, 2-fluoro-N-methallyl-
123.0
5000 SAs —
10.00 10.50
950 178.0 m/z 123.10 83.30%
ol 390 700 | | 150 | |
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #78627: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
— —
10.00 10.50
5000 63.0 m/z 69.10 61.19%
oy e
0 H‘,‘U‘A‘Hm“m‘u‘m\uH‘;,H‘whHuH‘u;_m,m‘\_“2‘2‘2‘19‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17503: Ethanone, 1-(4-fluorophenyl)- T —
128.0 10.00 10.50
m/z 97.10 51.94%
95.0
5000
43.0
15.0 “ 69. | |
0 et pred e b e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF060321.M Wed Jun 09 13:57:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 unknownl@.280 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.280 21.21 ng 391884  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 25
2 Bicyclo[3.1.1]heptane-2-carboxal... 152 C1@H160 004764-14-1 25
3 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 14
4 4-t-Butyl-2-(1-methyl-2-nitroeth... 241 C13H23NO3 1000192-74-8 12
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 10

Abundance Scan 1393 (10.280 min): BF124194.D\data.ms (-1390) (- m/z 57.10 100.00%
57.1

193.2

5000

-

s —
10.00 10.50
m/z 41.10 58.65%

o

ARRRRNRAR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #115650: 2-Dodecen-1-yl(-)succinic anhydride

41.0 69.0

o

.

5000 T T T T T
97.0 10.00 10.50
137.0 m/z 193.20 49.58%
- T ‘ T ‘ TTTT ‘ TTrTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #25345: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-din

°

F

41.0
69.0
; ; o
10.00 10.50
5000 1230 m/z 69.10  46.10%
“ ‘ .0 152.0
oLl
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #35191: 2,5-Octadiene, 3,4,5,6-tetramethyl- —— ——
41.0 137.0 10.00 10.50
m/z 43.10 39.91%
95.0
B Mw
166.0
06'q P P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.00 10.50

8270-BF060321.M Wed Jun @9 13:57:06 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 unknownl@.322 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.322 25.84 ng 477483  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17N0O2 1000306-89-3 46
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 43
3 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 43
4 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 43
5 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43

Abundance Scan 1400 (10.322 min): BF124194.D\data.ms (-1397) (-  m/z 123.10 100.00%
128.1

.

5000 1 g1
— ——
10.00 10.50
(o} m/z 55.10 49.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)-
123.0
5000 T

“ ‘
207.0 10.00 10.50
m/z 109.10 43.73%

290 57.0 950, | 165.0 ‘
‘ L ’

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthe
95,0 123.0 207.0

o

5

69.0

“ T
10.00 10.50
5000 m/z 81.10 42.52%

151.0

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

5

o

Abundance #57850: 4-Fluorobenzoic acid, 2-butyl ester — —
128.0 10.00 10.50
m/z 69.10 42.28%
5000
95.0
56.0
29.0 ‘

e [ [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 unknown1®.369 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.369 13.97 ng 258042  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 38
2 Tridecane 184 C13H28 000629-50-5 38
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 27
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 25
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 25
Abundance Scan 1408 (10.369 min): BF124194.D\data.ms (-1406) (- m/z 57.05 100.00%
57.0
> wk\/\
100.1 1401 103.2 = e
‘ ‘ ‘ m ' 2303 10.00 10.50
((JRRRE B o : m/z 55.10  72.97%
miz-> 50 100 150 200 250 300
Abundance #159577: Heptadecane, 1-bromo-
57.0
5000 — ——
137 0 10.00 10.50
m/z 43.10 46.37%
REEREN u\ oly a0 07750 atec
miz-> 50 100 150 200 250 300
Abundance #48835: Tridecane
57.0
= ——
10.00 10.50
5000 m/z 71.10 45 .44%
99.0
Jmd || 0 a0 o
miz--> 50 100 150 200 250 300
Abundance #125656: Sulfurous acid, butyl decyl ester = T
57.0 10.00 10.50
m/z 41.05 43.84%
- MM
oH‘wu‘lu“‘?s‘g‘ﬁul&:‘l'?‘“19‘3;0‘H‘_‘H_H - —
mlz--> 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Undecane, 3,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.569 124.85 ng 2306590  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
2 Heneicosane 296 C21H44 000629-94-7 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1442 (10.569 min): BF124194.D\data.ms (-1438) (- m/z 57.10 100.00%
57.1

> WI\JL
‘ 10.50 |
9.0 .
- u“‘ L ‘f“\ Lt oana  wjz 71.18 45.44%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 T T \
10.50
m/z 43.10 43.89%
L1 pmosss
O\\‘\‘\“\‘\‘\\”‘\“\\\“\\\\‘\\\\|\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
—— ‘
10.50
5000 m/z 41.05 26.45%
9.0
e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T ‘
57.0 10.50
m/z 55.10 21.33%
5000
9.0
0 “‘ hh‘\‘%410183022502670 323.0 380.(
A e S R AL T A i i e ——
m/z--> 0 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\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 unknownl®@.616 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.616 15.74 ng 290709  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 35
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 35
3 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 27
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 27
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 27

Abundance Scan 1450 (10.616 min): BF124194.D\data.ms (-1448) (- m/z 55.10 100.00%

55.1
5000
1871
—— —
J ‘M 10.50 11.00
ol ‘JL “"‘U“ Ly M/z 57.1@00 95.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #81244: Cetene
43.0
5000 - —
10.50 11.00
1.0 m/z 41.00  81.89%
‘ h 224.0
O\H‘HH‘\\\\lf‘l\\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104187: 9-Octadecene, (E)-
55.0
—— —
10.50 11.00
5000 ITI/Z 97.10 67.78%
i
L e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242399: Dotriacontyl heptafluorobutyrate P ——
57.0 10.50 11.00
m/z 43.10 58.60%
5000
5.0
0 ‘} J[ J,“1950 278.0348.0 448.0 644.(
e e e e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 Pentadecane, 2,6,10,14-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.851 16.39 ng 7246080  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 95
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
4 Octadecane 254 C18H38 000593-45-3 74
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72

Abundance Scan 1490 (10.851 min): BF124194.D\data.ms (-1484) (- m/z 57.10 100.00%
57.1

S

5000
85.1
10.50 11.00
183.2
0141221522533 m/z 71.10  66.93%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 =& ———
10.50 11.00
85.0 o
29.0 113.0 20 m/Z 43.05 48.48%
0 \‘ ‘ h\ Il \ “ 155 0 ‘ 225.0253.0
\‘\H\‘\\\ ‘\H\‘HH‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
P P
10.50 11.00
5000 ITI/Z 41.10 26.74%
29.0 85.0
113.0
Oyt et 2420 183.0
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #71405: Dodecane, 2,6,10-trimethyl- — —
57.0 10.50 11.00
m/z 85.10 26.12%
5000
29.0 85.0
o L ‘ 130 1550183.0
A o A o a maaa e e R ARRARanaasars o = —r
m/z--> 20 40 60 80 100120140160 180200 220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.333  20.00 ng 8841940  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1572 (11.333 min): BF124194.D\data.ms (-1566) (1 m/z 57.10 100.00%
57.1

5000 m\k
‘ 99.1 11.00 11.50
' 41.2 183.2 : :
- “HM L || 242 1832 2252 2673 ./, 7110 69.91%
miz--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
11.00 11.50
‘o m/z 43.10 41.75%
113.
R7.0
[ “‘\ ‘\‘ ““\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ 715‘3\0\18\‘3\0“ E— \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P e
11.00 11.50
5000 m/Z 85.10 38.16%
99.0
ol ‘L‘ L[ 2410 1830 2390 296
miz-> 50 100 150 200 250
Abundance #59889: Tridecane, 2-methyl- “ 7
57.0 11.00 11.50
m/z 41.10 25.33%
- W
99.0
R7.0 155.0
i O 1 T I
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124194.D

Acqg On : 8 Jun 2021 22:56
Operator : JU/CG

Sample : M2601-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.128 49.9 ng 560592 1 6.863 224652 20.0
unknown9.110 9.110 5.9 ng 108743 3 9.904 369503 20.0
Tetratetracontane 9.169 9.9 ng 183305 3 9.904 369503 20.0
1-Pentadecene 9.304 13.6 ng 250357 3 9.904 369503 20.0
unknown9.610 9.610 19.6 ng 361437 3 9.904 369503 20.0
Hexadecane, 2,6... 9.627 22.0 ng 406093 3 9.904 369503 20.0
Nonane, 3,7-dim... 9.727 6.7 ng 123343 3 9.904 369503 20.0
7-Hexadecene, (Z)- 9.775 20.2 ng 373221 3 9.904 369503 20.0
Decahydro-4,4,8... 9.816 27.3 ng 504324 3 9.904 369503 20.0
unknown9.851 9.851 5.8 ng 106161 3 9.904 369503 20.0
Dodecane 10.098 10.1 ng 185588 3 9.904 369503 20.0
Sulfurous acid,... 10.163 29.1 ng 537881 3 9.904 369503 20.0
unknown10. 245 10.245 8.9 ng 165058 3 9.904 369503 20.0
unknown10.280 10.280 21.2 ng 391884 3 9.904 369503 20.0
unknown10.322 10.322 25.8 ng 477483 3 9.904 369503 20.0
unknown10. 369 10.369 14.0 ng 258042 3 9.904 369503 20.0
Undecane, 3,6-d... 10.569 124.8 ng 2306590 3 9.904 369503 20.0
unknownl10.616 10.616 15.7 ng 290709 3 9.904 369503 20.0
Pentadecane, 2,... 10.851 16.4 ng 7246080 4 11.416 8841940 20.0
Heptadecane, 2,. 11.333  20.0 ng 8841940 4 11.416 8841940 20.0
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