LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 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 M\Methods\8270-BM121620.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28250.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.693 420 426 432 rVB 55488 83338 1.27% 0.329%
2 7.334 698 705 713 rBV2 63681 107823 1.65% 0.425%
3 8.198 841 852 861 rBV 501740 795685 12.15%  3.139%
4 10.975 1319 1324 1327 rBV 79627 126771 1.94%  0.500%
5 11.028 1327 1333 1339 rVB 614068 1042136 15.91% 4.111%

6 11.157 1347 1355 1362 rVB2 53341 125099 1.91% 0.493%

7 11.598 1420 1430 1436 rBVi1o 23946 77966 1.19% 0.308%
8 11.922 1479 1485 1492 rBV6 45652 113683 1.74%
9

0.448%

12.204 1528 1533 1538 rBV2 74911 118770 1.81% 0.468%

10 12.410 1564 1568 1572 rVB 94234 125318 1.91% 0.494%
11 12.916 1651 1654 1658 rVB2 63419 81965 1.25% ©.323%
12 13.351 1724 1728 1736 rVB 214548 333919 5.10% 1.317%
13 13.639 1774 1777 1781 rVB 196461 237012 3.62% 0.935%
14 14.169 1863 1867 1871 rBV 407542 533674 8.15% 2.105%
15 14.251 1877 1881 1884 rBV2 309480 520740 7.95% 2.054%
16 14.286 1884 1887 1891 rVB2 495934 671314 10.25% 2.648%
17 14.657 1946 1950 1954 rVB2 558612 843435 12.88%  3.327%
18 14.704 1955 1958 1960 rBv2 268221 352906 5.39% 1.392%
19 14.827 1975 1979 1985 rVB 937162 1467095 22.40% 5.787%
20 15.604 2109 2111 2115 rVB 549824 618560 9.44%  2.440%

21 16.045 2183 2186 2195 rVB 1314401 2324674 35.49%  9.170%
22 16.527 2263 2268 2272 rVB 3373533 4872016 74.38% 19.218%
23 17.339 2401 2406 2410 rBV 4337020 6550480 100.00% 25.839%
24 21.662 3137 3141 3154 rVB 1210470 1765515 26.95% .964%
25 24.021 3536 3542 3550 rVB2 767920 1461558 22.31% 5.765%

o))

Sum of corrected areas: 25351452
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028250.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 6108 11.028

0 5.693 7.334 A 10.97557 11,5981 ¢
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM028250.D\data.ms
8000000 17.839

7000000
16.527

6000000

5000000

4000000 16.045

3000000
15.604

14.27 l
4 657

.639 NG
12.404410 12.1613'é§ i
e e ———
Time> 1200 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028250.D\data.ms
8000000

2000000

1000000

7000000

6000000

5000000

4000000

3000000

21.662
2000000

24.021
1000000

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.975 2.43 ng 126771 Naphthalene-d8 11.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 2,6-Dimethyldecane 170 C12H26 013150-81-7 74
Abundance Scan 1324 (10.975 min): BM028250.D\data.ms (-1319) (- 57.05 100.00%
57.0
> /\WJUKM
85.1
131.0 11. 00
1661
0 MWHUMH‘ T 43.05  82.27%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38318: Dodecane
57.0

5000
11 00

85.0
71.05  42.47%

29.0 ‘
113.0 170.0
\\\‘\‘{‘\\“M\\‘!‘\\“\\‘1\\\H‘\\}‘\‘\‘\\]_\4‘]_\(\)\\‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0

o

85.0 11 00
5000 41.10 41.64%
29.0 113.0
0 Hw““H“‘mh“m“m,‘:uHWl‘wmwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
57.0 11 00

m/z 85.10  24.19%

5000
29.0 85.0
0 “ \ H ll \‘ I 113 0 141 0 184.0 [\A/“W\ /\M fam )

m/z--> 40 60 80 100 120 140 160 180 11.00

s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.157 2.40 ng 125099 Naphthalene-d8 11.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 80
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 53
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50

Abundance Scan 1355 (11.157 min): BM028250.D\data.ms (-1347) - m/z 57.10 100.00%

57.1
5000
— —
‘ 98.1 149.1 11.00 11.50
o"""m“m!uuh”uww‘\““%‘2‘1"‘2”\”“““‘“““‘2‘9‘710‘ m/z 43.05 43.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 T —
11.00 11.50
m/z 41.10 36.62%
290‘ 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\H\\‘“\\\“\\\H\‘\\?‘\4.‘]-\.(\)\\‘]_\6\9\.\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57.0
—— —
11.00 11.50
5000 ITI/Z 71.05 36.08%
obrrlerther bl e 41400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59887: Tridecane, 6-methyl- T .
57.0 11.00 11.50
m/z 55.00 17.55%
5000
29.0‘ 85.0 1260
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 unknownll.92 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.18 ng 113683 Naphthalene-d8 11.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 38
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 38
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 38
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 38

Abundance Scan 1485 (11.922 min): BM028250.D\data.ms (-1479) (- m/z 131.05 100.00%

57.1 131.1
5000 109.1 j\ j\
165.1
85.1
AL
‘ ‘ 12.00
0 b L2070 h/ o 57.16 95.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131.0
5000 T
91.0 12.00
270 510 m/z 43.10 83.83%
O\\\\‘\h\\U\\“\‘\‘m\\\‘\\‘}\“‘”\\H“‘\U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
—
12.00
5000 m/z 41.00 55.05%
91.0
180 #0080 | ]
) i N PV Y P 1 A N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21678: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- e
131.0 12.00
m/z 71.05 49.57%
5000
91.0
o‘Hw“‘H“umwHH‘mpmM‘M_‘uwwwww I
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17

Operator Ju/caG

Sample L5176-05 20X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.204  2.28ng 118770 Naphthalene-ds 11.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 CllH14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96

3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14

074663-81-3 76
000769-25-5 70
053172-84-2 55

Abundance Scan 1533 (12.204 min): BM028250.D\data.ms (-1528) (-  m/z 131.05 100.00%
1

131.
5000 jk
P e
12.00 12.50
0! m/z 118.05  86.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 U AU
105.0 12.00 12.50
m/z 146.00 75.22%
39.0 77.0 ‘
O ‘\\\\“‘!\“‘\‘\“M\H‘\‘H‘\\u\“M‘\\ \“Hu‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 /\
en LNl
12.00 12.50
5000 m/z 117.05  42.46%
105.0
39.0 77.0 ‘
o ‘\“\\\““\\M\\H}‘h‘\\‘}\“‘“\\ \“\“\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- \W‘/\m ; ——
146.0 12.00 12.50
m/z 105.10 35.99%
5000 118.0
NEATLLIRT R Sl O P A
m/z--> 20 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.410 2.41 ng 125318 Naphthalene-d8 11.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane 170 C12H26 000112-40-3 72
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Decane 142 C10H22 000124-18-5 72
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72

Abundance Scan 1568 (12.410 min): BM028250.D\data.ms (-1564) (- m/z 57.10 100.00%
57.1

o UAM
85.1
——
145.0 12.50
113.1
Ol sbedh kT L 1842 m/z 43.05 83.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 R
12.50
290 m/z 71.10 48.51%
L) oo o
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
—r—
12.50
5000 ITI/Z 41.10 37.59%
85.0
290
L | 1120 1010 1700
0“‘_“w"H“‘H"H“HJ‘_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane —
57.0 12.50
m/z 85.10  28.22%
5000
85.0
29.0
0 ‘\ “ | H‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e T T e T T T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.351 4.55 ng 333919  Acenaphthene-d10 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
Abundance Scan 1728 (13.351 min): BM028250.D\data.ms (-1724) - m/z 57.10 100.00%
57.1
5000 M
85.1
— ——
oWH,MHM‘:‘,Huw_m‘1‘35‘1‘””‘1‘?‘3‘1“‘29?? m/z 71.10  73.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 — ——
13.00 13.50
20.0 85.0 m/z 43.10 59.13%
o NEN ‘ 130 1550 183.0 206.0
\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
— ——
13.00 13.50
5000 m/z 41.10 37.52%
29.0 85.0
ool 20 a10 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- — —
57.0 13.00 13.50
m/z 85.10 29.94%
5000
85.0
29.0
N H I ‘ (180 1410 1690 1970
R B s N A RABaa F P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.639 3.23 ng 237012  Acenaphthene-die 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 58
3 Hexadecane 226 C1l6H34 000544-76-3 58
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 Nonadecane 268 C19H40 000629-92-5 53

Abundance Scan 1777 (13.639 min): BM028250.D\data.ms (-1774) - m/z 57.10 100.00%
57.1

5000
85.1
119.1 1350 1400
13.50 14.00
149.1 180.2
o‘HWH“MHHW‘M“‘!m\w“mw‘_mw“z‘l‘q‘z_m m/z 43.10 70.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
5000 — e
85.0 13.50 14.00
29.0 m/z 71.10 51.80%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59898: Dodecane, 2,5-dimethyl-
57.0
—— —
13.50 14.00
5000 ITI/Z 41.10 39.21%
85.0
29.0 126.0
NE |7 1550 183.0
MR [ et RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane T ——
57.0 13.50 14.00
m/z 85.10 33.60%
5000
85.0
29.0
o \‘ | |, 11301410 1690 226.0
HH‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM‘H‘H‘W‘H‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

8270-BM121620.M Thu Dec 24 13:28:50 2020

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.169 7.28 ng 533674 Acenaphthene-d10 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
2 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 90
3 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 87
4 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 74
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 72

Abundance Scan 1867 (14.169 min): BM028250.D\data.ms (-1863) (- m/z 191.15 100.00%

191.2
5000
57.1 131.0 T T
91.1 163.1 ‘ 14.00 14.50
O bbb e H_Ww_‘?‘%?ﬁ m/z 57.10  21.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — e
14.00 14.50
57.0 1310 m/z 206.20  20.88%
20.0 91.0 7 163.0 ‘
O \\\‘\\‘\\“\\\‘\‘\\\‘\“\M\\’\H\\‘\“\\‘\\‘\\\\‘\\\\‘\\!\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66057: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta
191.0
== —
14.00 14.50
5000 43.0 149.0 ITI/Z 131.00 18.02%
91 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65897: Ethyl 4-t-butylbenzoate T 7
191.0 14.00 14.50
m/z 192.20 14.55%
5000
29.0 91.0
65.0 ‘ 115.0 ‘
om_‘:H“‘H‘wm“_m‘,wm“”‘wmmw‘mwulw‘uwm - B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BM121620.M Thu Dec 24 13:28:51 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 unknownl4.25 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.251 7.10 ng 520740  Acenaphthene-d10 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
4 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 32
5 2-Anthracenamine 193 C14H11N 000613-13-8 30

Abundance Scan 1881 (14.251 min): BM028250.D\data.ms (-1877) (- m/z 193.20 100.00%

193.2
41.1 69 1
5000 " 951 1231
S e
14.00 14.50
0 2223 sz 41.10  59.64%
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 — ——
14.00 14.50
m/z 69.10 50.79%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
P e
123.0 14.00 14.50
5000 ITI/Z 55.10 41.15%
150.0
95.0
070, 20 800 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti —— ——
193.0 14.00 14.50
69.0 123.0
' m/z 123.10 40.15%
41.0
5000 95.0
0,1520 —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.286 9.15 ng 671314  Acenaphthene-die 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Decane, 5-propyl- 184 C13H28 017312-62-8 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1887 (14.286 min): BM028250.D\data.ms (-1884) (- m/z 57.10 100.00%
57.1

.

5000
‘ ﬁ 14.00 14.50
0b ol ‘wmm"H"H‘wwwwwww m/z 43.10 81.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83026: Hexadecane
57.0
5000 — —

14.00 14.50
m/z 71.10 74.49%

°

226.0
T ase0

O‘\\‘1\[11\!‘1\\!“\!\\‘!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
57.0
7 T
14.00 14.50
5000 ITI/Z 85.10 36.96%
ok ‘ |/ 13:0169.0225.0281.0338.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane T 7
57.0 14.00 14.50
m/z 55.10  36.88%
5000

ol H]] 9 11‘69022502810337 0393.0449.0506.(
L o B e s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 unknownl4.65 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.657 11.50 ng 843435  Acenaphthene-die 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 35
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
3 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 22
4 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 22
5 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 22
Abundance Scan 1950 (14.657 min): BM028250.D\data.ms (-1946) (-  m/z 193.20 100.00%
69.1 193.2
41.1 97.1
5000 123.1
—— ——
‘ | ‘1522 rou 14.50 15.00
o _‘e‘wu‘wumu‘h_H‘uw‘www m/z 69.10  86.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine
1938.0
5000 —r— ——
165.0 14.50 15.00
97.0 m/z 55.10 82.12%
70.0 139.0
O ‘\\\\‘\\\\‘1\\\’“}‘\\\‘\\1\‘\1\\‘\\\\“U\\‘\‘\\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
198.0
—— ——
123.0 14.50 15.00
5000 69.0 95.0 m/z 97.10 76.26%
‘ ‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64752: 6-Bromo-2,2-dimethylcyclohexanone —— ——
69.0 97.0 14.50 15.00
m/z 41.10 74.62%
5000 41.0
125.0
O A7 L S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Decane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.704 4.81 ng 352906  Acenaphthene-d10 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 72
3 Pentadecane 212 C15H32 000629-62-9 70
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 58

Abundance Scan 1958 (14.704 min): BM028250.D\data.ms (-1955) (- m/z 57.10 100.00%
57.1

5000 MM/\'/\/
85.1
1251 ae0 100
14.50 15.00
L 15111772 205.2
om_m_th_‘m_m‘Ju“w‘mmHum‘mwH_mw m/z 43.10  74.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19157: Decane
43.0
5000 — —
71.0 14.50 15.00
m/z 41.10 52.54%
LLL ) Jseo e
O\\\‘\}\\‘\\\\‘\\‘\\‘\\\\H‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
—r —
14.50 15.00
5000 ITI/Z 71.10 52.22%
29.0 85.0
0 | NHH1130141016801970 243.(
- \\‘ LU \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71396: Pentadecane T —
57.0 14.50 15.00
m/z 85.10 32.43%
85.0
5000
29.0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘w‘u —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

8270-BM121620.M Thu Dec 24 13:28:53 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 13 unknownl5.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.604 8.43 ng 618560 Acenaphthene-die 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 49
2 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 49
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 49
4 4,4-Dimethoxy-2,5-cyclohexadien-... 154 C8H1003 000935-50-2 47
5 3-Fluorobenzoic acid, 3-tridecyl... 322 C20H31F02 1000280-60-3 47

Abundance Scan 2111 (15.604 min): BM028250.D\data.ms (-2109) (-  m/z 123.10 100.00%
12B8.1

5000 55.1
81.1
207.2

— —
15.50 16.00

170.1 .
2502 n/z 55.10  42.76%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67444: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester

123.0
5000 68.0 — T
15.50 16.00
41.0 95.0 m/z 41.10 39.33%
ol L || 1001700 2080
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79081: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)p
128.0
—— —
15.50 16.00
m/z 81.10 35.58%
5000 43.0
95.0 222.0
5.
0 \‘ 69 Q L ‘ \“\ 164.0

| 1= oy I
R L e N AR R RA LA RRRRARAS

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

Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester P —

1238.0 15.50 16.00
m/z 109.10 34.99%

68.0
5000

95.0
41.0 ‘ ‘
L

o ‘ ., 1630  208.0
O e b b bR _

— \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.045 31.69 ng 2324670  Acenaphthene-die 14.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
3 Pentadecane 212 C15H32 000629-62-9 64
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59

Abundance Scan 2186 (16.045 min): BM028250.D\data.ms (-2183) (- m/z 57.10 100.00%
57.1
T \
‘ | 411 1832 ‘ 1600
om‘mwmA,HMme“\HM‘%W‘,WW_W??f?‘??‘,‘?f‘?‘ m/z 43.10  46.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— :
16.00
m/z 71.10 45.75%
99.0
0 L “ | 1410 1830 2390
\H‘\H\‘HH’HH‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #100330: 2-Bromo dodecane
57.0
T \
16.00
5000 m/z 41.10 22.18%
99.0 169.0
o) azo T aso
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71394: Pentadecane T
57.0 16.00
m/z 85.10 21.09%
99.0
0 27‘ H\ H\ i d‘ | 1410 18202120
HWHH‘HHMH‘_HWH‘WHHMH‘MHWH‘WHHM‘HMHW‘HWH P
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.527 14.88 ng 4872020  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 87
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 83
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 81
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 80

Abundance Scan 2268 (16.527 min): BM028250.D\data.ms (-2263) (- m/z 57.10 100.00%
57.1

5000

85.1
113 1

183.2 1650
1411
2132 244.2 m/z 71.10  73.71%

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

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

—

o

%

5000
16.50

8.0 113.0 m/z 43.10 54.43%

183.0
L) \\ 1410 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180200 220240260

o

%

Abundance #117657: Hexadecane, 2,6,10-trimethyl-
57.0
16.50
5000 m/z 41.10 25.77%
85.0 112.0 183.0
oo asse [ oo
w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘W‘HW‘H‘_H‘_‘H_‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #59900: Dodecane, 4,6-dimethyl- ——
57.0 16.50
m/z 85.10 25.70%
5000
85.0
29.0 113.0 155.0
S U O N e X o
m/z--> 20 40 60 80 100120140160 180200 220240 260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.339 20.00 ng 6550480  Phenanthrene-die 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87

Abundance Scan 2406 (17.339 min): BM028250.D\data.ms (-2401) (- m/z 57.10 100.00%
57.1

5000 J\J\W
17‘06 5.7‘56
41.1183.2 : :
I M‘ M 2888 w/z 71.10  73.52%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 — —
17.00 17.50
m/z 43.10 52.08%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #59889: Tridecane, 2-methyl-
57.0
— —
17.00 17.50
5000 ITI/Z 85.10 41.58%
| %90 155.0
ol ALy Tl ee0
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 17.00 17.50
m/z 41.10 28.19%
= J\NWJLW
0 ‘\\ “\ I \‘ u‘ 14101830 239.0 296.0
A A e e — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28250.D

Acqg On : 23 Dec 2020 14:17
Operator : JU/CG

Sample : L5176-05 20X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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|
Dodecane 10.975 2.4 ng 126771 2 11.028 1042140 20.0
Undecane, 2,6-d... 11.157 2.4 ng 125099 2 11.028 1042140 20.0
unknown11.92 11.922 2.2 ng 113683 2 11.028 1042140 20.0
Naphthalene, 1,... 12.204 2.3 ng 1187760 2 11.028 1042140 20.0
Tridecane 12.410 2.4 ng 125318 2 11.028 1042140 20.0
Dodecane, 2,6,1... 13.351 4.5 ng 333919 3 14.827 1467100 20.0
Tetradecane 13.639 3.2 ng 237012 3 14.827 1467100 20.0
Phenol, 2,6-bis... 14.169 7.3 ng 533674 3 14.827 1467100 20.0
unknown14. 25 14.251 7.1 ng 520740 3 14.827 1467100 20.0
Hexadecane 14.286 9.2 ng 671314 3 14.827 1467100 20.0
unknownl4.65 14.657 11.5 ng 843435 3 14.827 1467100 20.0
Decane 14.704 4.8 ng 352906 3 14.827 1467100 20.0
unknown15.60 15.604 8.4 ng 618560 3 14.827 1467100 20.0
Pentadecane, 2,... 16.045 31.7 ng 2324670 3 14.827 1467100 20.0
Pentadecane, 2,... 16.527 14.9 ng 4872020 4 17.551 6550480 20.0
Heptacosane 17.339 20.0 ng 6550480 4 17.551 6550480 20.0
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