LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc :

ALS Vvial : 15 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133393.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.322 547 550 567 rBV 1061555 1028216 8.22% 1.995%
2 6.357 723 726 735 rBV 1105139 996178 7.97% 1.933%
3 6.716 784 787 791 rBV 1444418 1149865 9.20% 2.231%
4 6.798 796 801 816 rvv 87203 226494 1.81% 0.439%
5 7.281 879 883 889 rBV 542703 474991 3.80% ©0.922%

8.004 1002 1006 1009 rBV 1807736 1462566 11.70%
9.075 1185 1188 1193 rBV 1080677 814226  6.51%
9.757 1300 1304 1307 rVB 1622877 1414652 11.31%
10.192 1375 1378 1381 rVB 203291 151794  1.21%
10 10.463 1421 1424 1428 rBV 271919 234268 1.87%
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N
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U
R

11 10.539 1433 1437 1441 rBV 833171 770395 6
12 10.663 1455 1458 1464 rBV 345431 417277 3
13 10.986 1509 1513 1518 rVB 415664 486089  3.89%
14 11.11@ 1531 1534 1537 rBV 371175 309547 2
15 11.139 1537 1539 1546 rVB3 169212 205492 1

(SRR
0
S
w
3R

16 11.239 1552 1556 1558 rBV 1539786 1394115 11.15%
17 11.257 1558 1559 1563 rVB 401287 328763 2.63%
18 11.539 1604 1607 1610 rBV 424509 353340 2.83%

wWoOooN
)]
[e]
(o))
R

19 11.639 1620 1624 1628 rBV 4203159 3555818 28.44% 900%
20 11.780 1643 1648 1654 rBV3 1447987 1663662 13.31% 228%
21 11.833 1654 1657 1662 rVB2 210743 295431 2.36% ©.573%
22 11.945 1673 1676 1680 rBV 425096 375146 3.00% 0.728%
23 12.098 1700 1702 1705 rBV3 86344 128051 1.02% 0.248%

24 12.333 1737 1742 1744 rBV 8739808 12503530 100.00% 24.262%
25 12.357 1744 1746 1752 rVV2 8382505 7917566 63.32% 15.363%

26 12.433 1756 1759 1763 rBV2 2903418 3043709 24.34%
27 12.474 1763 1766 1767 rVV 1390699 1444308 11.55%
28 12.492 1767 1769 1776 rVB 1369685 1590169 12.72%

R ® WN U
[
4]
(@)
R

29 12.563 1779 1781 1786 rVV2 405323 458386  3.67% 889%
30 12.680 1798 1801 1803 rVB 837902 750919  6.01% 457%
31 12.710 1803 1806 1808 rBV 414130 319609 2.56% ©.620%
32 12.827 1822 1826 1831 rBV 2206669 2317127 18.53% 4.496%
33 13.063 1864 1866 1868 rBV 377436 398152 3.18% 0.773%
34 13.269 1898 1901 1903 rBV2 400455 488331 3.91% ©.948%
35 13.374 1916 1919 1921 rBV 594840 498315 3.99% ©.967%

36 13.880 2002 2005 2008 rVB2 1073291 966518  7.73% 1.875%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS Vvial : 15 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.304 2245 2247 2251 rVB 607135 602436  4.82% 1.169%

Sum of corrected areas: 51535451
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133393.D\data.ms

8000000

6000000

4000000

2000000 6.716

5.322 6.357
7.281
.798

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF133393.D\data.ms

hin2geiisg

8000000

6000000

11.639
4000000 12.433

1
2000000 8.004 9.757 11. 239 1.780
9.075
10.539
10.19210.4680.663 10 5711539 1185817 09

00— P e e e o e
Time--> 8.00 8.50 9.00 9.50 10. 00 10 50 11 00 11 50 12 00 12.50 13.00
Abundance TIC: BF133393.D\data.ms

8000000
6000000

4000000 13.880

2000000

15.304

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.798 3.94 ng 226494  1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 53
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 47
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 43
5 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 42

Abundance Scan 801 (6.798 min): BF133393.D\data.ms (-796) (-) m/z 57.05 100.00%

57.0
o MJL
830 1192 [TT T T T T T[T T[Tt
h ‘ ‘ ‘ 6.40 6.60 6.80 7.00 7.20
bbb b b 2970 s 41,05 40.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 B L NN B
6.40 6.60 6.80 7.00 7.20
29.0 83.0 m/z 43.10 31.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
R e O RARRNE
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.10 26.83%
29.0
“ H 83.0 112.0
0“‘_u‘ﬂ"mu‘M‘HM‘HM‘LW“}f%Q‘_“W“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92373: Heptane, 1,1'-oxybis- R RARRSRRRE
57.0 6.40 6.60 6.80 7.00 7.20
m/z 119.20  21.93%
5000
‘ ‘ 97.0
o 0 1290 amo
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.192 2.15 ng 151794  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 80
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1378 (10.192 min): BF133393.D\data.ms (-1375) (- m/z 57.10 100.00%

57.1
5000 85.1

I
1000  10.50
(1131 1411
172.2197.2 2262 /7 43.10  74.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0

5000 85.0 — T
10.00 10.50

m/z 71.10 60.39%

29.0 ‘ 113
226.0
\\\\‘\\\\‘\\\!‘\\Hl\‘w‘\\\H“\\‘H\‘\“\]\-\4’i‘]-\9‘\]‘-\62\()‘\1\-\919\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

T
10.00 10.50

o

o

m/z 85.10 41.987%
5000 85.0
29.0
0 \‘ L H\ l \‘11\’\30\14101690 212.0
R R R L L e R e AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester T —
57.0 10.00 10.50

m/z 41.10  29.30%

5000 85.0
290 113.0
|

0“H“H“H“_lewu“ul‘_“W“H“H“H“_“W“H

7 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.463 3.31 ng 234268  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone dimethyl ketal 228 C15H1602 002235-01-0 80
3 Azobenzene 182 C12H16N2 000103-33-3 58
4 Benzilic acid 228 C14H1203 000076-93-7 49
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 47

Abundance Scan 1424 (10.463 min): BF133393.D\data.ms (-1421) (-] ' m/z 105.10 100.00%

105.1
77.0
5000 182.1
51.0 =
10.50
152.1
Ol il 29020 L2168 sz 77.00  59.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
10.50
510 m/z 182.10  47.40%
0 2?.0 ‘ | 152.0 |
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109403: Benzophenone dimethyl keta
105.0
77.0 10.50
5000 ITI/Z 51.00 22.79%
182.0
51.0
151.0
0 _""‘mwmw‘_m”HWMwwm“_mz‘??-?‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene ™
77.0 10.50

m/z 181.05 9.90%

182.0
5000
51.0 105.0
152.0
0 27.0 A | 128.077) | ”

R R N R R R N R s ] B [

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.663 5.99 ng 417277  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 94
3 Tridecane 184 C13H28 000629-50-5 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexadecane 226 Cl16H34 000544-76-3 90
Abundance Scan 1458 (10.663 min): BF133393.D\data.ms (-1455) (- m/z 57.05 100.00%
57.0
0. 50 1100
169 1 : :
ob— u“p‘ bad “1373% Sreltl2 8298 sz 43.e5  71.57%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 — ——
10.50 11.00
99.0 m/z 71.10 61.41%
01\5.\Q‘\ “‘“ H “‘ H‘ \“‘ \%4“1 ?\ ]\_8\3\0‘ T \2\4?.?\ L ’ T T T
miz--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
—— —
10.50 11.00
5000 85.0 m/z 85.10 40.87%
126.0 1830
I 1 I Y S -~ E—
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane — —
57.0 10.50 11.00
m/z 41.05 32.11%
h WU
“““ : e —— —
m/z--> 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Methacrylic acid, tetradecy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.986 6.97 ng 486089  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 91
2 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 87
3 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 87
4 3-Tridecene, (E)- 182 C13H26 041446-57-5 64
5 5-Hexadecanol 242 C16H340 021078-87-5 53
Abundance Scan 1513 (10.986 min): BF133393.D\data.ms (-1509) (- m/z 69.10 100.00%
69.1
. Jw
111.2 ifod
168.2 :
ol 3501 | Al s‘“ ey e 2252 266.9  320.n/; 87 05  79.49%
miz--> 50 100 150 200 250 300
Abundance #176250: Methacrylic acid, tetradecyl ester
69.0
5000 T
11.00
20 11.0 m/z 41.10 78.35%
04 \H‘\ H‘ ““\‘ Lyt “L‘ ‘}‘h \“H\ 4 ‘l\6§(\) T ‘21\3\0\ LA e e e
miz--> 50 100 150 200 250 300
Abundance #140802: n-Dodecyl methacrylate
69.0
——
11.00
5000 m/z 57.05 48.01%
29.0 Fl'o
168.0
ol L il s e
m/iz--> 50 100 150 200 250 300
Abundance  #106958: 2-Propenoic acid, 2-methyl-, decyl ester ——
69.0 11.00
m/z 55.10 47.64%
5000
11.0
i 11 10
ol Lyl 183010302270 -
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.110 4.44 ng 309547  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1534 (11.110 min): BF133393.D\data.ms (-1531) (-} ' m/z 57.10 100.00%
57.1
5000 85.1 LM
—— —
1131 11.00 11.50
141.2
0 m‘w_Hh_“‘mwu‘_u;h_uww“‘1‘9‘2“1“?‘2“"&1“2‘?““?”‘ m/z 43.10  71.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141057: Octadecane
57.0
5000 —r ——
85.0 11.00 11.50
29.0 m/z 71.10 60.67%
0 L [M$0141.0160.0167.0225.0254.0
H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
—— —
11.00 11.50
m/z 85.10 38.31%
5000 85.0
29.0
HwH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane T —
57.0 11.00 11.50
m/z 41.05 31.31%
5000 85.0
29.0
0 \‘ il H \‘\ i 11d3 0141 0169 0 212.0
HwHH_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHH_H‘_HWH“ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Dodecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.139 2.95 ng 205492  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86

Abundance Scan 1539 (11.139 min): BF133393.D\data.ms (-1537) (- m/z 57.10 100.00%

57.1
5000

‘ H 91 oo 1072 11.00 11.50
Ok bl RAOL 1972 238.2 2820 .1 16 go.57%
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 —_— R
11.00 11.50

m/z 43.10 50.39%

‘ 990 1550
\‘\\‘\\“\\\\‘\\M\‘\\\\“\\\‘\‘\‘\\\‘\\\‘\‘\\‘\\‘\]-\91\(\)\\‘\\\\‘\\\\’\H\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-

57.0

o

11.00 11.50
5000 m/z 85.10 37.97%
NG s ST ST R W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- P e
57.0 11.00 11.50

m/z 41.10 22.69%

5000
mol | |, e o
I L

i Y — = :
miz--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF042123.M Tue May 16 11:15:31 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.539 5.07 ng 353340 Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1607 (11.539 min): BF133393.D\data.ms (-1604) (- m/z 57.10 100.00%
57.1
99.0 1150 |
T 1412 2031 ;
ob— M‘u Lo date 2031 26843041 7 43.10  67.43%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — :
11.50
m/z 71.10 63.36%
99.0
oL L1110 1410 1830 2250 2680
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T \
11.50
5000 m/z 85.10 44.84%
99.0
0 \‘ L “ H\ ‘h\ h‘ | }4\19 1830 225.0 267.0 338.
e e e
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane T ‘
57.0 11.50
m/z 41.05 31.01%
5000
99.0 198.0
otso | Ly 70 1m0 180 e
m/z--> 50 100 150 200 250 300 11.50

8270-BF042123.M Tue May 16 11:15:32 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26

Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.639 51.01 ng 3555820  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1624 (11.639 min): BF133393.D\data.ms (-1620) (- m/z 74.05 100.00%
74.0
5000
431
143.1 LT T
227.3 11.50 12.00
11.1 185.2 270.3 303
ol u“ ‘Hu‘v‘ﬁ et ‘ et Ly SOTR03 87,05 71.07%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 11.50 12.00
143.0 m/z 43.10  34.60%
‘ ‘ “ 111.0 ‘ 185.0 227.0 270.0
O\\\H“‘\‘” \“M\“ \“\‘\\“\\\‘\“\\\‘\’ }\\‘\
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
: : —
11.50 12.00
5000 43.0 m/z 55.05 26.13%
| L M \“ ;11.014‘3'0 1850 227.0 270.0
(o P s A M
m/iz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.10 25.27%
5000{ 43.0
143.0
e 1850 2280
T s s =
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF042123.M Tue May 16 11:15:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.780  23.87 ng 1663660  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1648 (11.780 min): BF133393.D\data.ms (-1643) (- m/z 73.00 100.00%
73.0
5000 129.0 i
213.2 —r —
3910 ‘ | 171.2 ‘ 256.3 11.50 12.00
ol A UL L T 8000 43 10 93.89%
miz-> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 = =
213.0 11.50 12.00
171.0 m/Z 60.00 88.25%
el
0’ ”}“H\”m\ ‘\‘L‘ L \“ \‘\““ \‘\‘\ T “\ LA e |
miz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— —
11.50 12.00
5000 129.0 m/z 57.10 75.30%
29. 171.0
‘ 214.0
ol ““ wm‘“ L ‘ —
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —— —
73.0 11.50 12.00
m/z 41.05 70.65%
5000 129.0
29.
199.0 2420
NI T T T N I FUUU N o W P
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF042123.M Tue May 16 11:15:34 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1-Tetradecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.833 4.24 ng 295431  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 92
2 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 68
3 Cetene 224 C16H32 000629-73-2 53
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 45
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 41
Abundance Scan 1657 (11.833 min): BF133393.D\data.ms (-1654) (- m/z 69.10 100.00%
69.1
Tll'l 11.50 12,00
155.1 208.2 : :
ol ! Vg wl“wh‘w k2001 8201w 57,10 77.53%
miz--> 50 100 150 200 250 300 350
Abundance #71726: 1-Tetradecene
41.0
83.0
5000 — —
11.50 12.00
m/z 87.05 75.33%
LLL L0 1960
O “\ \‘\“1\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #140802: n-Dodecyl methacrylate
69.0
‘ T T ‘ T \/
11.50 12.00
5000 m/z 41.10 71.99%
29.0 Tll'o
168.0
ol b A LMLy 7210
m/z--> 50 100 150 200 250 300 350
Abundance #104590: Cetene T T
41.0 11.50 12.00
m/z 43.10 62.92%
83.0
5000
25.0
ol O I g PO P9 7 S
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF042123.M Tue May 16 11:15:35 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.945 5.38 ng 375146  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1676 (11.945 min): BF133393.D\data.ms (-1673) (- m/z 57.10 100.00%
57.1
‘ 99.1 1551 12,00
ol d d ) 1551 10712382 2823 3321\, 43,19  65.19%
miz-> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 R
12.00
99.0 m/z 71.10 64.70%
ol Ll Li 1 as00 2250 20
miz--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
——
12.00
5000 85.0 m/z 85.10 41.94%
126.0 1830
ol b b b b 12280
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane T
57.0 12.00
m/z 41.10 29.31%
5000
99.0
ol50 || L1} 1s0 2250 290 e
m/z--> 50 100 150 200 250 300 12.00

8270-BF042123.M Tue May 16 11:15:35 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.333 179.38 ng 12503500  Phenanthrene-d1e 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1742 (12.333 min): BF133393.D\data.ms (-1737) (-} | m/z 67.10 100.00%
67.1
5000
09.1
— P
‘ 25 12.00 12.50
2203
ol ‘;““ “l “““”‘n i A 1§51 i 297““‘33‘4‘ m/z 8l.1e 88.49%
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
670
5000 — ==
12.00 12.50
29. 09.0 m/z 55.10  64.19%
294.0
ol ‘uh ‘M m m 2230 WD
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
r e
12.00 12.50
5000 m/z 95.10 60.00%
09.0 294.0
29. ‘
N Hu‘m‘h\\u‘ L\ 1185022002540 |
m/iz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- = T
67.0 12.00 12.50
m/z 41.10 53.64%
5000
09.0 294.0
150. '
o LU L1900 200 T U
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF042123.M Tue May 16 11:15:36 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.357 113.59 ng 7917570  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98

Abundance Scan 1746 (12.357 min): BF133393.D\data.ms (-1744) (-] ' m/z 55.10 100.00%

55.1
5000
264.3
222.3 = e
37.1 18‘02 ‘ ‘ 12.00 12.50
ob— bbb fn L2903 0 sy 69,10 67.91%
m/z--> 150 200 250 300
Abundance #194440. 9-Octadecen0|c acid (2)-, methyl ester
55.0
5000 = —
12.00 12.50
m/z 41.10 67.63%
37.0 180 0 222.0 264.0
O T L\ ‘\ ‘ L ‘“‘ \H\ \ T T \ \0\ ‘ \H\ \2\93.9 T T
m/z--> 150 200 250 300
Abundance #194422 16 Octadecenoic acid, methyl ester

55.0
1200 1250
5000 m/z 74.10 67.12%
264.0
o | | 1sp0 w00 220 | ooy
1

miz--> 00 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester - o
55.0 12.00 12.50

m/z 83.10 55.82%
5000
264.0
38.0 1800 2220 ‘

0 m L 280 | ] U
m/z--> 100 150 200 250 300 12.00 12.50

8270-BF042123.M Tue May 16 11:15:37 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.563 9.49 ng 458386  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1781 (12.563 min): BF133393.D\data.ms (-1779) (- m/z 73.05 100.00%
73.0
5000 129.1 J{ML
185.2 2413 T ‘
‘ ‘ 284.3 12.50
q— “1““““‘*1‘\\““‘ L L 3391 4020 0 0 00 89.77%
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 A ‘
3 0 12.50
T 1850 5q 2240 m/z 43.10  88.83%
oL ““ H‘ w}‘ﬂh“hl w“‘ ‘ L ‘L “\‘ “ = \‘ “\ ‘\‘ .  EmE A
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
T \
12.50
5000 129.0 m/z 57.10 85.39%
29.C
‘ 199.0242.0
oL, ‘L‘ H‘ M\‘u} “““ “ ;“ L I “\‘ I I
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid ——
73.0 12.50
m/z 41.10 72.09%
5000
129.0
29. 185.0228.0
m/z--> 50 100 150 200 250 300 350 400 12.50

8270-BF042123.M Tue May 16 11:15:38 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.063 8.24 ng 398152  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 86
4 Eicosane 282 C20H42 000112-95-8 81
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
Abundance Scan 1866 (13.063 min): BF133393.D\data.ms (-1864) (- m/z 57.10 100.00%
57.1
5000
‘ 13.00 |
141.1 197.2 :
ol J‘ww Gl lenft 2924 3703 4413 4., 43,10 65.13%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 —— :
13.00
m/z 71.10 61.30%
ol L LLITP0 169.0 2250 281.0 337.0 394.0
\\\‘\1\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
T \
13.00
5000 m/z 85.10 47 .57%
113.0
0 ‘ w‘\ u|\ \i\ ‘\‘ I‘ { ‘\1‘\6\9"0 225.0 295.0 367.0
B R B e AR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158618: 5,5,7,7-Tetraethylundecane T
57.0 13.00
m/z 55.10 24.81%
5000
127.0
Ly \‘ | 183.0 %29
B R e
m/z--> 50 100 150 200 250 300 350 400 450 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 9-Tricosene, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.269 10.11 ng 488331  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 50
2 1-Hexacosene 364 C26H52 018835-33-1 50
3 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 41
4 9-Hexacosene 364 C26H52 071502-22-2 41
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 38
Abundance Scan 1901 (13.269 min): BF133393.D\data.ms (-1898) (- m/z 55.10 100.00%
55.1
5000
— —
| 1L 2053 s : 13.09 1359
oL Lk 230t ML n/z 69.10  66.31%
miz--> 50 100 150 200 250 300 350 400
Abundance #227237: 9-Tricosene, (2)-
55.0
5000 11.0 L — T
13.00 13.50
m/z 43.10 64.99%
L s g 5
0 \“x“ T ‘H‘ M‘ ‘H‘ I} ‘h\?\ \2‘0\9\0\ \26\2\0\\ T \L\ LI L
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
— —
13.00 13.50
5000 m/z 41.10 57.74%
D L srezos a0 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #234823: 2-Octadecyl-propane-1,3-diol T —
43.0 13.00 13.50
m/z 57.10 52.05%
5000 70
280.0
05302360,3280 —— ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Hexanedioic acid, dioctyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.374 10.31 ng 498315  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 91
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
4 Diisooctyl adipate 370 C22H4204 001330-86-5 86
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 64
Abundance Scan 1919 (13.374 min): BF133393.D\data.ms (-1916) (- m/z 129.00 100.00%
129.0
5000{ s57.1
‘ ‘ 13.00 13.50
241.2 : :
ol ‘ i i 4 “\ u“‘ 1832 "L 334l 4304 sz 57.10 42.04%
mlz--> 100 150 200 250 300 350 400 450
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 — —
13.00 13.50
m/z 71.10 28.47%
Ll 2o
O\\\‘\\\‘\\\“\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400 450
Abundance #279382. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
P P
13.00 13.50
5000 m/z 70.10 28.25%
57.0
Lo e 22
ol Ll L iee T\ sta0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester — ——
129.0 13.00 13.50
m/z 55.10 26.17%
5000
241.0
57.0
SEUERURUR RTINS i S
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133393.D

Acqg On : 15 May 2023 20:26
Operator : CG\JU

Sample : 02784-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
1-Hexanol, 2-et... 6.798 3.9 ng 226494 1 6.716 1149870 20.0
Hexadecane 10.192 2.1 ng 151794 3 9.757 1414650 20.0
Benzophenone 10.463 3.3 ng 234268 3 9.757 1414650 20.0
Heptadecane 10.663 6.0 ng 417277 4 11.239 1394120 20.0
Methacrylic aci... 10.986 7.0 ng 486089 4 11.239 1394120 20.0
Octadecane 11.110 4.4 ng 309547 4 11.239 1394120 20.0
Dodecane, 1-iodo- 11.139 3.0 ng 205492 4 11.239 1394120 20.0
Nonadecane 11.539 5.1 ng 353340 4 11.239 1394120 20.0
Hexadecanoic ac... 11.639 51.0 ng 3555820 4 11.239 1394120 20.0
n-Hexadecanoic ... 11.780 23.9 ng 1663660 4 11.239 1394120 20.0
1-Tetradecene 11.833 4.2 ng 295431 4 11.239 1394120 20.0
Eicosane 11.945 5.4 ng 375146 4 11.239 1394120 20.0
9,12-Octadecadi... 12.333 179.4 ng 12503500 4 11.239 1394120 20.0
9-Octadecenoic ... 12.357 113.6 ng 7917570 4 11.239 1394120 20.0
Octadecanoic acid 12.563 9.5 ng 458386 5 13.880 966518 20.0
Octacosane 13.063 8.2 ng 398152 5 13.880 966518 20.0
9-Tricosene, (Z)- 13.269 10.1 ng 488331 5 13.880 966518 20.0
Hexanedioic aci... 13.374 10.3 ng 498315 5 13.880 966518 20.0
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