LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124994.D

Acqg On : 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124994.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.828 803 806 809 rBB 42312 33860 12.91% 1.515%
2 8.110 1021 1024 1028 rBB 52548 42779 16.31% 1.914%
3 9.869 1320 1323 1325 rBB 50700 42639 16.26% 1.907%
4 10.974 1504 1511 1512 rBV3 4024 6133 2.34% 0.274%
5 11.086 1526 1530 1533 rBV2 15807 13163 5.02% ©.589%
6 11.210 1549 1551 1553 rBV 6553 5504 2.10% 0.246%
7 11.351 1572 1575 1579 rBV 51792 43083 16.43% 1.927%
8 11.392 1579 1582 1586 rVVv2 8169 10885 4.15% 0.487%
9 11.521 1600 1604 1607 rVB3 8269 9955 3.80% 0.445%
10 11.657 1622 1627 1630 rBv4 13133 25786 9.83% 1.153%
11 11.692 1630 1633 1636 rVB4 6836 11251 4.29% 0.503%
12 11.810 1647 1653 1658 rBvV2 50808 94485 36.03% 4.227%
13 11.851 1658 1660 1662 rVB 13832 8613 3.28% 0.385%
14 11.880 1662 1665 1667 rBV2 22914 24046 9.17% 1.076%
15 11.910 1667 1670 1673 rBV4 14500 19512 7.44% 0.873%
16 11.945 1673 1676 1679 rBV 39817 53780 20.51% 2.406%
17 11.998 1681 1685 1686 rBv4 20147 25169 9.60% 1.126%
18 12.063 1693 1696 1699 rBV 67179 92825 35.40% 4.152%
19 12.216 1718 1722 1727 rBV3 117164 240637 91.76% 10.764%
20 12.286 1731 1734 1736 rBV2 43981 48166 18.37% 2.155%
21 12.345 1741 1744 1747 rBV 85370 98601 37.60% 4.411%

22 12.457 1760 1763 1766 rBV 100631 135202 51.56% 6.048%
23 12.598 1784 1787 1793 rBV 153594 262244 100.00% 11.731%
24 12.668 1797 1799 1801 rBV3 60729 55922 21.32% 2.502%
25 12.833 1824 1827 1830 rBV 97658 106225 40.51% 4.752%

26 12.963 1847 1849 1856 rVB 132327 183470 69.96%
27 13.215 1890 1892 1898 rVB2 98875 148609 56.67%
28 13.315 1906 1909 1913 rBV2 147442 183631 70.02%

NN 0O O 00
N
=
i
R

29 13.386 1919 1921 1922 rBV2 67438 54177 20.66% 423%

30 15.098 2210 2212 2216 rVB 46952 49380 18.83% 209%

31 15.474 2273 2276 2289 rVB 33617 68753 26.22% 3.076%

32 15.904 2345 2349 2358 rVB2 22296 37004 14.11% 1.655%
Sum of corrected areas: 2235489
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF124994.D\data.ms
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Abundance TIC: BF124994.D\data.ms
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8270-BF080421.M Mon Aug 09 15:49:36 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 n-Dodecyl methacrylate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.086 6.11 ng 13163  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 59
2 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 47
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 47
4 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 43
5 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 32
Abundance Scan 1530 (11.086 min): BF124994.D\data.ms (-1526) (1 m/z 69.00 100.00%
69.0
41.1
5000 81.0 M
111.1 T J\‘ n \A T T T ‘
H ‘ 11.00
o1ttt m/z 41.10 80.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #140803: n-Dodecyl methacrylate
41.0
69.0
5000 87.0 ‘ W\ “‘/W \
11.00
m/z 57.10 60.24%
111.
0 L ‘ Il \‘u ° | 1400 1680
\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45171: 2-Propenoic acid, 2-methyl-, hexyl ester
41.0 69.0 m
T
11.00
5000 87.0 m/z 43.05 53.70%
0 ) H‘M ‘ ‘ 1130 137.0  170.0
A el e
miz--> 20 40 60 80 100 120 140 160 /\ (\‘1
Abundance #13199: Cyclopentane, butyl- ﬂ - A T
41.0 69.0 11.00
m/z 55.00 52.15%
5000
97.0
Ll
20 40 60 80

m/z--> 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 1-Octadecanesulphonyl chloride Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.657 11.97 ng 25786  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 50
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 47
3 Tritetracontane 605 C43H88 007098-21-7 47
4 Hexadecane 226 Cl6H34 000544-76-3 43
5 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 43

Abundance Scan 1627 (11.657 min): BF124994.D\data.ms (-1622) (1 m/z 57.10 100.00%

57.1
5000
149.1

L —
'
oL Mz 43.05  67.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000

T —
11.50 12.00
m/z 71.10 53.98%

33.0
OHJ\ |H“‘“]]‘|‘r288.0’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
LN

—
11.50 12.00

5000 m/z 41.10 39.51%
rt et e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T ——
57.0 11.50 12.00

m/z 85.10  39.10%

5000
0 I‘j f27:0197.0267.0337.0  463.0533.0 6040 1 |

—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Methyltetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.810 43.86 ng 94485  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 74
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
3 Octacosane 394 C28H58 000630-02-4 68
4 Tetracosane 338 (C24H50 000646-31-1 64
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
Abundance Scan 1653 (11.810 min): BF124994.D\data.ms (-1647) (- m/z 57.05 100.00%
57.0
5000 M
7.1 = —
|| ‘ 91 11.50 12.00
0 H\“H‘ww““ J“w‘h T L R m/z 43.10 73.68%
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 = —
11.50 12.00
m/z 71.10 68.30%
O \“‘\ ‘\“ h“ \“‘ \“H‘ ‘\“ \JT\4.\ ‘ \%8\3\?2\2\5\0‘267\\0\3‘0\9 \()\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
/\'\ ‘ T T ‘ T
11.50 12.00
5000 m/z 85.10 44 .57%
9.0
oLy “‘ H‘\ | 1410483, 0225.0267.0309.0 365.0
iy “““““““‘ T
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane Losres —
57.0 11.50 12.00
m/z 41.10 41.42%
5000 M
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ — —
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\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2,5-Heptanedione, 3,3,6-tri... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.880 11.16 ng 24046  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Heptanedione, 3,3,6-trimethyl- 170 C10H1802 051513-40-7 53
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
4 Nonane, 1-iodo- 254 C9H19I 004282-42-2 47
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 47

Abundance Scan 1665 (11.880 min): BF124994.D\data.ms (-1662) (1 m/z 43.10 100.00%
3.1

5000 85.0 M
113.1 o~ —
‘ ‘ | a0 19‘1'1 260.3 11.50 12.00
Ot ol Ll Tl m/z 71.10  88.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45099: 2,5-Heptanedione, 3,3,6-trimethyl-
43.0 127.0
5000 Bopeers —
85.0 11.50 12.00
m/z 57.10 72.98%
O\‘\}‘\\“‘}\\‘U‘\H\“‘\\\\“H‘\‘\‘\!\\‘\H\]’_\7\0\\(‘)\H\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
= ——
11.50 12.00
5000 m/z 41.00  52.86%
oL LR asaoren0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 11.50 12.00
m/z 85.00 45.73%
5000
7 ‘ 113.0 83.0
otk A ) 15001830 25302020 e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknownl11.910 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.910 9.06 ng 19512  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 37
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 37
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 35
4 1-TIodoundecane 282 C11H23I 004282-44-4 35
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 32

Abundance Scan 1670 (11.910 min): BF124994.D\data.ms (-1667) (- m/z 57.10 100.00%
57.1

5

149.0
113.0 205.1
| Ly |
A ,‘MH Ll b w2 a3ies 76.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126391: Dodecyl isobutyl ether
57.0
5000 LA
12.00
. 85.0 m/z 55.10 49.79%
LU a0 1990 1000
O‘\‘\\\“\\\\’\U\‘\’\\\\“’\\\“\‘\\\\i\\\\‘\l\\‘\\\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
—
12.00
5000 ITI/Z 85.10 47.83%

Pl

155.0
| | 1130 ] 207.0

el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester

57.0 12.00

m/z 71.10 43.52%

o
[o0)
(4]
o
=g
é

85.0
5000

29.0 113.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

3

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16

Operator : JU/CG

Sample : M3289-09 20X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hentriacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.945 24.97 ng 53780  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 Heptacosane 380 C27H56 000593-49-7 74
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
4 Heneicosane 296 C21H44 000629-94-7 68
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64

Abundance Scan 1676 (11.945 min): BF124994.D\data.ms (-1673) (- m/z 57.10 100.00%
57.1

.

5000
| ‘1 Ty, 1o10 2532 o
ol D P e m/z 43.10  58.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 T
12.00
m/z 41.10 50.68%
O uh\ H\]\.I h h\ \1\6\9 \O 1 2\2‘\5 O 309 0 365.0 437.!
\\\\‘\r\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’

m/z--> 50 100 150 200 250 300 350 400

é_

Abundance #287976: Heptacosane
57.0
12.00
5000 ITI/Z 71.10 48.37%
o L L1 3090 2250 2810 3800
e R i R
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #168307: 2-Bromotetradecane —
57.0 12.00
m/z 85.10 39.59%
5000
‘ ‘ ﬂlfo 197.0
ol L —
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl11.998 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.998 11.68 ng 25169  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 43
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 40
4 10-Chloro-1-decanol, TBDMS deriv... 306 C16H35C10Si 1000333-09-1 35
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 32

Abundance Scan 1685 (11.998 min): BF124994.D\data.ms (-1681) (- m/z 55.10 100.00%

58.1
5000
203.1 —
I ‘ 12.00
0 e M/z 57.100 94.36%

m/z--> 0 100 200 300 400 500 600 700 800
Abundance #293663: Carbonic acid, tetradecyl 2,2,2-trichloroethyl es

83.0 A/JuwﬂﬁwwﬁWfA\J\NﬁﬁJv
5000 T
12.00
m/z 43.10 64.86%
lf30
O AW\I’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz—-> 0 100 200 300 400 500 600 700 800
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
P
12.00
5000 ITI/Z 41.10 61.51%
167.0
ol e
miz—> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo- ——
57.0 12.00
m/z 83.10 59.84%
5000 }NJWWJNNwﬂJWMfMN“ﬂW
oL lﬂﬁﬁo 253.0 351.0443.0541.0 670.0  835.(
L A S e e e —r
m/z--> 0 100 200 300 400 500 600 700 800 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.063 43.09 ng 92825  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Eicosane 282 (C20H42 000112-95-8 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 1696 (12.063 min): BF124994.D\data.ms (-1693) (- m/z 57.10 100.00%
57.1

5000 /JMxJKNfWJM\J\Mﬂ%ﬁqq
T T
9.1 12.00
0b— u“m‘“ h “‘ i e m/z 43.10  82.00%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — |
12.00
9.0 m/z 71.10 57.39%
Ol\s\d\ “ H‘ \“‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T T
12.00
5000 ITI/Z 85.10 44 ,95%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
A A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T ‘
57.0 12.00
m/z 41.10 42.23%
5000
9.0
A e e ——
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\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Sulfurous acid, dodecyl 2-p... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.216 111.71 ng 240637  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 9-methylheptadecane 254 C18H38 026741-18-4 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 1722 (12.216 min): BF124994.D\data.ms (-1718) (-] m/z 57.10 100.00%

57.1
85.1
5000
2o iz
126.1 . :
1551 1971
0 m_m“wlw“m ":M,Hwh,w‘hH,‘mu‘mnww‘??‘l“z‘w m/z 43.10 84.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
5000 710 — ——
12.00 12.50
m/z 71.10 68.43%
‘ ‘ 970 125.0
O \\\‘\‘\‘\\“\\\!‘i\‘\‘\“}\\\H’\\‘\‘\’\‘\\\’\\\\]‘-\6\9\\()‘\\\2\(‘)\3\\0\‘2\\3\\‘(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane
57.0
—— —
12.00 12.50
m/z 85.10 52.91%
5000 85.0
29.0
H‘_‘H‘H‘w‘H‘_‘H,H‘W‘H‘W‘H‘H‘w‘u‘_‘u‘u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane T —
57.0 12.00 12.50
m/z 41.10 40.87%
5000 85.0
29.0
0 \‘ l H \‘\ il \‘11?0 1410 169.0 212.0
e e e e e e P o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl2.286 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.286 22.36 ng 48166  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 47
2 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 43
3 Butanoic acid, tridec-2-ynyl ester 266 C17H3002 1010299-12-6 35
4 4-Amino-2-butyl-N-(tert-butylimi... 256 C10H20ON602 1010411-43-7 35
5 1-Threitol, 2-0-nonyl- 248 C13H2804 163776-15-6 22

Abundance Scan 1734 (12.286 min): BF124994.D\data.ms (-1731) (. m/z 43.10 100.00%

43.1
71.1
5000
1551 1200 1250
‘ ‘ \‘ L1271 207.2 2533 12.00 12.50
(SN ‘MMH“‘MU_Mw‘w Wy b m/z 71.1@ 79.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59073: Undecane, 4,8-dimethyl-
43.0
71.0
5000 - —
12.00 12.50
m/z 57.10 62.90%
141.0
O\\‘\“i‘\\““\\\‘\“\\\\‘\\9\\‘9“?\\‘\\\\‘\\\\‘\\\]-\S‘ﬁ\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester
57.0
—r —
85.0 12.00 12.50
5000 m/z 55.10  48.15%
29.0 ‘ 141.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #155787: Butanoic acid, tridec-2-ynyl ester P ——
71.0 12.00 12.50
m/z 70.10 43.97%
5000
43.0
111.0
O bbb pdOT 0180 M
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Sulfurous acid, butyl tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.345 45.77 ng 98601 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 86
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 78
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1744 (12.345 min): BF124994.D\data.ms (-1741) (-] m/z 57.10 100.00%
57.

1
5000
12‘0(5 ‘12‘50‘
7.1 : :
245.2
omu"\u“-f’ﬂl‘ﬁmw\uwm‘mwH_m‘wwH_m_mw m/z 43.18  55.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 - U
12.00 12.50
m/z 71.10 44 .53%
| “ ] J 27.0197.0
O\\Jf\“\”\f\‘\”\.‘\%“\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
— —r
12.00 12.50
5000 m/z 85.10  37.67%
0 ‘ ‘l J f27-0197.0267.0337.0  463.0 561.0
Rt B R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #224370: Sulfurous acid, butyl tridecyl ester P —
57.0 12.00 12.50
m/z 41.10 28.13%
5000 W
1Ly, 220
O e o ! — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.457 62.76 ng 135202  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
5 Hexatriacontane 507 C36H74 000630-06-8 86

Abundance Scan 1763 (12.457 min): BF124994.D\data.ms (-1760) (- m/z 57.10 100.00%
57.1

5000

:

12.50
7.1197.2
o ALl 2 2758 2 430 73.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0

T

5000 ]
12.50
“ m/z 71.10 56.98%
1 27.0197.0
O‘HJ‘H‘\‘J!J\P-HH‘HH’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—
12.50
5000 m/z 85.10 43.93%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

:

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0 12.50
m/z 41.10 34.57%
5000

E

ol Ul || 127.0197.0 281.0  394.0
““““““

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Octadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.598 121.74 ng 262244  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 80

Abundance Scan 1787 (12.598 min): BF124994.D\data.ms (-1784) (- m/z 57.10 100.00%
7.1

57.
5000

99.1 en L

1250  13.00
ol “L L0 1821 2251 2743 . 4310 74.42%

m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0

5000

— —
12.50 13.00

m/z 71.10 62.46%

99.0
Ot “\ il “h‘\ ”“‘ \‘“‘\ “L \“‘ T %4}’0‘\ %8\3\0’ T \25"4\0\ -
m/z--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0

— —
12.50 13.00

5000 m/z 85.10 49,39%
99.0 169.0
ols0 L L | 1350 2480 W
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — ‘
57.0 12.50 13.00

m/z 41.10 34.23%

5000 M

‘ 99.0 183.0
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\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Oxalic acid, 2-ethylhexyl i... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.668 25.96 ng 55922  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 53
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
3 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 43
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 43
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 27

Abundance Scan 1799 (12.668 min): BF124994.D\data.ms (-1797) (- m/z 43.10 100.00%
3.1

» MWVMW
97.1
—— —
Jm ‘ 1271 1832 2353 288 12.50 13.00
o—— wu“uudhﬂhw ot m/z 57.10  85.14%
miz--> 50 100 150 200 250
Abundance #181390: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0
5000 —r— —
12.50 13.00
112.0 m/z 71.10 79.32%
27 .
0 \‘[‘(‘) “\ ”‘\‘ \‘H‘\ T \“\ g \1‘5‘7‘\0\ [ \\24\.3‘0\ I
miz--> 50 100 150 200 250
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
—— —
12.50 13.00
5000 85.0 m/z 55.10 51.80%
miz--> 50 100 150 200 250
Abundance #215091: Heptyl tetradecyl ether T —
57.0 12.50 13.00
m/z 70.10  38.10%
5000 WWNW
‘ 97.0
oLzl Ll Lo assomno I
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.833 39.21 ng 106225 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 72
Abundance Scan 1827 (12.833 min): BF124994.D\data.ms (-1824) (- m/z 57.10 100.00%
57.1
5000
25 1900
40.1  210.1 . ' :
owm‘u‘ ! H‘_‘w ‘m““1“”“2‘7?‘1‘””‘”” m/z 43.10  76.44%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — e
12.50 13.00
m/z 71.10 58.29%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
— ——
12.50 13.00
5000 m/z 85.10 37.66%
9.0 1690
SCTH 0 S ST I
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane “ —
57.0 12.50 13.00
m/z 41.10 32.72%
5000
ol 0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Dodecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.215 54.86 ng 148609 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
2 2-Methyltetracosane 352 C25H52 001560-78-7 64
3 10-Methylnonadecane 282 C20H42 056862-62-5 59
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 53
5 Docosane, 9-octyl- 422 C30H62 055319-83-0 53
Abundance Scan 1892 (13.215 min): BF124994.D\data.ms (-1890) (- m/z 57.10 100.00%
57.1
5000
991 —— —
1 13.00 13.50
oLl B 1 mszams sosa B B
miz-> 50 100 150 200 250 300
Abundance #59047: Dodecane, 3-methyl-
57.0
5000 —r —
13.00 13.50
m/z 85.10 62.77%
H 99.0  155.0
02?.‘\ ‘\“‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane
57.0
—— —
13.00 13.50
5000 m/z 71.10 54.45%
‘ 99.0
41.0
ol A1 \H |11 3449 1830 2250 2670 3090
miz--> 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane —— —
57.0 13.00 13.50
m/z 55.10 42.23%
5000
99.0 154.0
NI i R 7 E S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Sulfurous acid, butyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.315 67.79 ng 183631 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 2-Methyltetracosane 352 (C25H52 001560-78-7 80
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 78

Abundance Scan 1909 (13.315 min): BF124994.D\data.ms (-1906) (- m/z 57.10 100.00%
57.1

5000

— ——
27.1 13.00 13.50
210.2
o‘HH‘HMELMNHh,hH%Z?%HH‘H‘WH‘WH‘W‘HW‘HW‘H m/z 43.10  69.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0

5000 — ——
13.00 13.50
m/z 71.10 59.70%
d JJF 7.0 2250
O‘\\J\\‘\‘\\\“\\“\‘\“H\\\’\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
P e
13.00 13.50
5000 m/z 85.10  49.70%
oL 019702670 3650
Pl R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 13.00 13.50
m/z 55.10 29.95%
5000
o JHHlﬂﬁ;wozmosw04wo 491.0 562.0
P N e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Triallylmethylsilane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.386 20.00 ng 54177 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triallylmethylsilane 166 C1OH18Si 001112-91-0 52
2 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 35
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 35
4 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 30
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 27
Abundance Scan 1921 (13.386 min): BF124994.D\data.ms (-1919) (- m/z 43.10 100.00%
3.1
5000
— ——
151.1 945 2 13.00 13.50
oAbl e M/Z 97,10 78.07%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #41364: Triallylmethylsilane
97.0
5000 — —
13.00 13.50
L m/z 57.10  77.47%
O \\d\‘“‘\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo-
57.0
— ——
13.00 13.50
5000 m/z 55.10 69.99%
JJFS'O 253.0 351.0 835.(
oMM L5922 391.04430 5410 €70.0 835
miz--> 0 100 200 300 400 500 600 700 800
Abundance #170576: Sulfurous acid, 2-propyl undecyl ester — —
43.0 13.00 13.50
m/z 71.10 67.42%
5000
|1550
o — e
m/z--> 0 100 200 300 400 500 600 700 800 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Undecane, 5-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.098 14.36 ng 49380 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
2 Octadecane 254 C18H38 000593-45-3 59
3 Undecane, 4-ethyl- 184 C13H28 017312-59-3 59
4 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 59
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 59

Abundance Scan 2212 (15.098 min): BF124994.D\data.ms (-2210) (- m/z 57.10 100.00%
57.1

5000 85.1

4

——
‘ U314411 1934 15.00 15.50
“HuﬂmuMJMWWHﬂ_nWNNmwmwwm‘quﬁu_u‘_‘u_‘u“ m/z 43.10  73.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59035: Undecane, 5-ethyl-
57.0

o

5000 — ‘
15.00 15.50
29.0 85.0 m/z 71.10 48.23%
“ ‘ H ‘ 126.0 155.0
O\‘\}H“‘HH“\\HHH\HH‘\H\‘\‘\H‘H\H\‘\\H‘\H\‘\H\‘HH‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141057: Octadecane
57.0
— —
15.00 15.50
5000 85.0 m/z 85.10 45.79%
2.0 113.0
ol Ll [PP01410160.0197.0 2250 2540
RN R R R R L B S L e A RAARRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59033: Undecane, 4-ethyl- T —
43.0 15.00 15.50

m/z 55.10 30.19%

5000 sa0 M

A= s
(O R f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Octadecane, 1-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.903 10.76 ng 37004 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 50
2 Tridecane 184 C13H28 000629-50-5 47
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 47
4 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 43
5 1-Iodoundecane 282 C11H23I 004282-44-4 43

Abundance Scan 2349 (15.903 min): BF124994.D\data.ms (-2345) (- m/z 57.10 100.00%
57.1

5000 %
113 1 —
‘ ‘ H . 16.00
ol “‘ Mu “ 2o m/z 43.05 63.59%
m/z--> 50 150 200 250
Abundance #184136. Octadecane, 1-chloro-
57.0
5000 L
1.0 16.00
m/z 85.10 49.29%
0 27‘ \ u\ \‘ H\‘ ‘\ |l | \HS\\?’ \0\ \175 0 217.0 252.0 288 C
T T T \ ‘ T T T \ T ‘ T T T T ‘ T T T \ ‘
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
—
16.00
5000 m/z 71.10 36.60%
27.0
UL %0, aa0 1880
0 ““NMM‘W‘”‘”““ ““““ —
m/z--> 50 100 150 200 250
Abundance #107225: Tetradecane, 4-ethyl- —
43.0 16.00
m/z 113.10 21.80%
5000 85.0
197.0
ol M‘M Ly 2210 1660M %22r0
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124994.D

Acqg On i 8 Aug 2021 2:16
Operator : JU/CG

Sample : M3289-09 20X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Dodecyl metha... 11.086 6.1 ng 13163 4 11.351 43083 20.0
1-Octadecanesul... 11.657 12.0 ng 25786 4 11.351 43083 20.0
2-Methyltetraco... 11.810 43.9 ng 94485 4 11.351 43083 20.0
2,5-Heptanedion... 11.880 11.2 ng 24046 4 11.351 43083 20.0
unknownl1.910 11.910 9.1 ng 19512 4 11.351 43083 20.0
Hentriacontane 11.945 25.0 ng 53780 4 11.351 43083 20.0
unknown11.998 11.998 11.7 ng 25169 4 11.351 43083 20.0
Heneicosane 12.063 43.1 ng 92825 4 11.351 43083 20.0
Sulfurous acid,... 12.216 111.7 ng 240637 4 11.351 43083 20.0
unknownl12.286 12.286 22.4 ng 48166 4 11.351 43083 20.0
Sulfurous acid,... 12.345 45.8 ng 98601 4 11.351 43083 20.0
Tetratetracontane  12.457 62.8 ng 135202 4 11.351 43083 20.0
Octadecane 12.598 121.7 ng 262244 4 11.351 43083 20.0
Oxalic acid, 2-... 12.668 26.0 ng 55922 4 11.351 43083 20.0
Octacosane 12.833 39.2 ng 106225 5 14.015 54177 20.0
Dodecane, 3-met... 13.215 54.9 ng 148609 5 14.015 54177 20.0
Sulfurous acid,... 13.315 67.8 ng 183631 5 14.015 54177 20.0
Triallylmethyls... 13.386 20.0 ng 54177 5 14.015 54177 20.0
Undecane, 5-ethyl- 15.098 14.4 ng 49380 6 15.474 68753 20.0
Octadecane, 1-c... 15.903 10.8 ng 37004 6 15.474 68753 20.0
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