LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS Vvial : 14 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122108.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.722 785 788 797 rBV 624527 588151 65.78% 7.248%
2 8.010 1003 1007 1022 rBV 842110 812519 90.87% 10.013%
3 8.728 1126 1129 1139 rBV 48860 53237 5.95% 0.656%
4 8.822 1141 1145 1151 rBV 27450 27524 3.08% 0.339%
5 9.086 1187 1190 1196 rBV 27912 25819 2.89% 0.318%
6 9.757 1301 1304 1314 rVB 924952 880641 98.49% 10.853%
7 10.092 1356 1361 1369 rBvV2 14612 23629 2.64% 0.291%
8 10.157 1369 1372 1375 rVB 27088 24100 2.70%  0.297%
9 10.986 1510 1513 1517 rBV 27019 24929 2.79% 0.307%
10 11.245 1554 1557 1561 rBV 873358 764469 85.50% 9.421%
11 11.286 1561 1564 1569 rVB2 22024 38574 4.31% 0.475%
12 11.416 1584 1586 1590 rBV 42553 47750 5.34% 0.588%
13 11.545 1604 1608 1612 rBV2 30671 60081 6.72% 0©.740%
14 11.698 1628 1634 1639 rBV2 81880 170119 19.03% 2.097%
15 11.792 1648 1650 1653 rBvV2 27965 30954 3.46% 0.381%

16 11.827 1653 1656 1660 rBV 78434 106089 11.87%
17 11.945 1673 1676 1678 rBV 90568 102919 11.51%
18 12.092 1698 1701 1704 rBV 170965 244141 27.30%
19 12.222 1721 1723 1727 rBV2 147813 211257 23.63%
20 12.333 1739 1742 1744 rBV 225990 275776 30.84%
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21 12.474 1763 1766 1772 rBV ~ 337957 686721 76.80%
22 12.574 1780 1783 1784 rBV 192015 187117 20.93%
23 12.704 1803 1805 1807 rBV 309450 299717 33.52%
24 12.839 1825 1828 1834 rBV3 369005 570790 63.84%
25 13.186 1885 1887 1891 rBV 445762 548442 61.34%
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26 13.898 2006 2008 2011 rVB 543791 414756 46.39%
27 15.333 2249 2252 2265 rVB2 583114 894131 100.00% 11.019%
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Sum of corrected areas: 8114352
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Oct 2020 19:52

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
BF122108.D

Ju/CaG
L4487-01 16X

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.698 4.45 ng 170119  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 74
2 9-methylheptadecane 254 C18H38 026741-18-4 72
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72

Abundance Scan 1634 (11.698 min): BF122108.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1

5000 MJMMﬂNJMKj\NfAJW&j\M
7.1
— —
11.50 12.00
ol 1‘ | 1pi1e22, ase2 m/z 71.10  73.58%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 —— —
11.50 12.00
m/z 43.10 73.38%
oL \MMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #105887: 9-methylheptadecane
57.0
— —
11.50 12.00
5000 ITI/Z 85.10 50.51%
140.0
9.0
ol b d iy | ae02390
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl- —— —
57.0 11.50 12.00
m/z 55.00 30.26%
5000
9.0 140.0
AT TR 7Yy L E— (R
m/z--> 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\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Sulfurous acid, butyl dodec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.827 2.78 ng 106089  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64
3 Octacosane 394 C28H58 000630-02-4 62
4 Tetracosane 338 C24H50 000646-31-1 58
5 Tetradecane 198 C14H30 000629-59-4 58

Abundance Scan 1656 (11.827 min): BF122108.D\data.ms (-1653) (- m/z 57.10 100.00%
57.1

5000 Wdugfw\jkﬂﬁw$ﬁufo}AJ
— —r
“ 169.1 2532 11.50 12.00
0 HMMMM‘WH‘ “Mwm U — m/z 43.10  56.23%
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 — e
11.50 12.00
m/z 71.10 48.57%
O\\\"\\H‘\“\‘\*‘]-\6?\()\‘2\2\]-\0\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
— —r
11.50 12.00
5000 ITI/Z 41.10 39.47%
7.0
0 \u‘ il H Il 13? 0 197 0 249 0
; R T e S e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane “ T
57.0 11.50 12.00
m/z 85.10 37.93%
5000 MM
oLl \h H d141918302250 281.0 337.0 394
byl “““‘“““‘“““““““““‘ — —
m/z--> 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\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.945 2.69 ng 102919  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 1-Todo-2-methylnonane 268 C1OH21I 1000101-47-9 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 1676 (11.945 min): BF122108.D\data.ms (-1673) (- m/z 57.10 100.00%
57.1

5000 M
99.1 Lol
12.00
ol— b “h A, “‘ e 1h eztary m/z 71.10 62.72%
miz-> 50 100 150 200 250 300
Abundance #100330: 2-Bromo dodecane
57.0
5000 T
12.00
m/z 43.10 58.69%
99.0 169.0
01\5.\q‘\ ‘\“ ‘H ‘\ ‘h‘ \h‘\ ‘L \‘ \13\5\.0’ T ‘\ T T ’ T T \2\48’.(\) T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
——
12.00
5000 m/z 85.10 46.69%
99.0 183.0
o A A L g T s
mfz--> 50 100 150 200 250 300
Abundance #83023: Hexadecane —
57.0 12.00
m/z 41.10 32.39%
5000 M
99.0
ied ||| 20 1910 1030 260 .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.092 6.39 ng 244141  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 1701 (12.092 min): BF122108.D\data.ms (-1698) (- m/z 57.10 100.00%
7.1

57.
5000

T \
12.00

7.1
oL w”wHi 118220051 2813 m/z 43.10  73.16%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 T T

12.00
m/z 71.10 71.44%

9.0
ol d i) 141018302250 281.0 337.0 394
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57.0
T \
12.00
5000 m/z 85.10 51.28%
9.0 140.0
SRR R NEDNE 1 7Y L I
miz--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane T
57.0 12.00
m/z 41.10 31.24%
5000
9.0
oL LI} ar0tes0 a0 .
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Sulfurous acid, butyl tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.222 5.53 ng 211257  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
3 Hentriacontane 437 C31He4 000630-04-6 80
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 1723 (12.222 min): BF122108.D\data.ms (-1721) (-~ m/z 57.10 100.00%

57.1
5000
‘ 1200 12550
13.1 :
267.3
ol AT, 2882 008 . m/z 43.10 57.33%
mlz--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000 — —
12.00 12.50
m/z 71.10 55.28%
130
m/z--> 100 150 200 250 300 350 400
Abundance #149369:Sumﬂousadd,buwldodecyleﬁer
57.0
—r —
12.00 12.50
5000 ITI/Z 85.10 35.31%
13.0 169 0
221.0
ok ““ﬁJﬁuu .
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T ——
57.0 12.00 12.50
m/z 41.10 27.73%
5000 WWAAJijWWJﬁJVHJMWJNm
0 uh\ \‘hﬁ h‘ Ly 16\9 P L 2\2\5 0 309.0 365.0 437.1
R e T e B B R e —r —r
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.333 7.21 ng 275776  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1742 (12.333 min): BF122108.D\data.ms (-1739) (- m/z 57.10 100.00%
57.1

5000 M
9.1 [ T
12.00 12.50
155.2
ol ““ LaoD1962 25212988 m/z 43.10 67.96%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 — —
12.00 12.50
m/z 71.10 66.20%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
— ——
12.00 12.50
5000 m/z 85.10 46.44%
9.0
ol50L L1y Moo 200
miz--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane “ —
57.0 12.00 12.50
m/z 41.10  29.29%
5000
9.0
otsg [l ([} 110 2980 I
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF101220.M Mon Oct 26 13:52:21 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heptadecane, 8-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.475 17.97 ng 686721  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 83
2 Octacosane 394 C28H58 000630-02-4 76
3 Hexatriacontane 507 C36H74 000630-06-8 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 1766 (12.474 min): BF122108.D\data.ms (-1763) (. m/z 57.10 100.00%
57.1

s

5000
12550
13.1 :
168.2
ol ﬁ“ Liioes 2242 2993 e mM/z 43.10  65.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105898: Heptadecane, 8-methyl-
57.0
5000 L
12.50
126.0 m/z 71.18  64.75%
O‘ \“‘\”‘\A\‘L\“‘\%\8\3\.‘()!2\§%9‘.0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
P
12.50
5000 ITI/Z 85.10 57.09%
ol 1L |113-0160.0225.0281.0337.0 394.0
e S e S S A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane T
57.0 12.50
m/z 41.10 30.54%
5000 M
ol } | 20169.0225.0 281.0337.0393.0449.0 506.
A A e e e e e e e —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Decane, 3,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.575 9.02 ng 187117 Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
Abundance Scan 1783 (12.574 min): BF122108.D\data.ms (-1780) (. m/z 57.10 100.00%
57.1
5000 ﬁﬁjijvfw/“JAWﬁVﬁmf
9.1 T \
“ | | 14111832 25232023 1250
ol b bl SE5 SRS m/z 43.10 69.65%
mlz--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
5000 —— :
12.50
m/z 71.10 60.44%
‘ 9‘-0 141.0
O\\\“‘\‘!‘\M\‘\M\\f“\\\\‘\\\\‘\\\\‘\\\\|\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
T
12.50
5000 m/z 85.10 49,69%
9.0
A e e T
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane —
57.0 12.50
m/z 55.10 30.73%
5000 ﬁLMh/fﬁNfAN/“NWM/kAﬁW$
9.0
oLl ] 141018302250 2810 337.0 394
e L AL e B S —
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF101220.M Mon Oct 26 13:52:22 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.704 14.45 ng 299717 Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1805 (12.704 min): BF122108.D\data.ms (-1803) (- m/z 57.10 100.00%
5

7.1
5000
—— —
‘ [ | 99‘-1 411 1832 ‘ 12.50 13.00
Ol JART 1832 2242 2711 809 00 g1 19 62.12%
miz--> 50 100 150 200 250 300
Abundance #100330: 2-Bromo dodecane
57.0
5000 T T T T T T
12.50 13.00
m/z 43.10 60.38%
OL\S.\O“\ ‘\“ ‘“ ‘\ ‘h‘ \h‘\ “‘ \‘ \J-S\S\.O‘ T ‘\ T ‘ T \2\4'8‘.9\ T ’ T
m/z--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
12.50 13.00
5000 m/z 85.10 46.82%
99.0
oL LT 1410 1830 2390 2060 M
L T e e B B B B e LA
m/z--> 50 100 150 200 250 300
Abundance #105884: Octadecane T —
57.0 12.50 13.00
m/z 55.10  25.73%
5000
‘ 99.0
ol b b i Ly 240 qes0 2540 T —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.839 27.52 ng 570790 Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 64
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
5 2-methyloctacosane 408 C29H60 1000376-72-8 53
Abundance Scan 1828 (12.839 min): BF122108.D\data.ms (-1825) (- m/z 57.10 100.00%
57.1
5000
99.1 . 200
12.50 13.00
154.2 244.2
ol “M“ Lo oha 2982 T 8093 hyz 7110 69.31%
miz-> 50 100 150 200 250 300
Abundance #83028: Hexadecane
57.0
5000 — —
12.50 13.00
m/z 43.10 60.82%
990 41 226.0
O i”““‘\ ‘!‘ \“‘\ ““ \“\ﬂ‘ i‘ -‘?\ %8\‘3\0‘ T \‘\.\ AL B
miz--> 50 100 150 200 250 300
Abundance  #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
— —
12.50 13.00
5000 m/z 85.10 56.17%
113.0
o“““““uhu‘u_hH_H‘_H‘_‘H_‘
miz--> 50 100 150 200 250 300
Abundance #116707: Decane, 1-iodo- “ T
85.0 12.50 13.00
43.0 m/z 41.10 26.98%
5000
141.0
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.186 26.45 ng 548442 Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Octadecane 254 C18H38 000593-45-3 72
3 Octacosane 394 (C28H58 000630-02-4 62
4 Eicosane 282 C20H42 000112-95-8 58
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 58
Abundance Scan 1887 (13.186 min): BF122108.D\data.ms (-1885) (- m/z 57.10 100.00%
57.1
5000
—— —
‘ | Qﬂ 141 2182 25 13.00 13.50
ol A TS P52 22532673 3244 m/z 71.10  65.44%
mlz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 —r e
13.00 13.50
9.0 m/z 43.10 58.21%
Ol\ \d\ ‘ H‘ \h‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
—— —
13.00 13.50
5000 m/z 85.10 51.00%
9.0
0 \\‘ “\ \\ H‘ ‘ 141 0183 0 254 0
““‘ L I T L
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T ——
57.0 13.00 13.50
m/z 41.10 24.22%
5000
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “““‘ T T T T —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122108.D

Acqg On : 23 Oct 2020 19:52
Operator : JU/CG

Sample : L4487-01 10X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Octacosane 11.698 4.5 ng 170119 4 11.245 764469 20.0
Sulfurous acid,... 11.827 2.8 ng 106089 4 11.245 764469 20.0
2-Bromo dodecane 11.945 2.7 ng 102919 4 11.245 764469 20.0
Nonadecane, 9-m... 12.092 6.4 ng 244141 4 11.245 764469 20.0
Sulfurous acid,... 12.222 5.5 ng 211257 4 11.245 764469 20.0
Heneicosane 12.333 7.2 ng 275776 4 11.245 764469 20.0
Heptadecane, 8-... 12.475 18.0 ng 686721 4 11.245 764469 20.0
Decane, 3,8-dim... 12.575 9.0 ng 187117 5 13.898 414756 20.0
Heptadecane, 2,... 12.704 14.4 ng 299717 5 13.898 414756 20.0
Hexadecane 12.839 27.5 ng 570790 5 13.898 414756 20.0
Octadecane 13.186 26.4 ng 548442 5 13.898 414756 20.0
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