LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7186.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.458 396 403 417 rBV 2296093 3404783 41.63% 4.123%
2 7.052 665 674 688 rBV 2125079 3361827 41.11% 4.071%
3 7.881 808 815 824 rBV 1470489 2255083 27.58% 2.731%
4 9.040 1005 1012 1022 rBV 1290448 2184617 26.71% 2.646%
5 10.463 1245 1254 1265 rBV 178302 329741 4.03% 0.399%

6 10.681 1283 1291 1299 rBV 1855573 3116424 38.11%
7 13.140 1702 1709 1717 rBV 3617757 5375228 65.73%
8 13.416 1750 1756 1763 rBV 57528 91003 1.11%
9 14.516 1936 1943 1951 rBV 2839712 4252588 52.00%
10 14.928 2005 2013 2019 rBV2 99095 195400 2.39%
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11 15.528 2101 2115 2137 rBv4 313338 1498527 18.32%
12 15.722 2144 2148 2161 rVB 43246 111115 1.36%
13 16.004 2190 2196 2204 rBV 2933290 4187310 51.20%
14 16.657 2301 2307 2317 rVB2 148378 293782 3.59%
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15 17.263 2404 2410 2415 rBV 3609806 5129341 62.72% 212%
16 17.304 2415 2417 2422 rVWW 140366 167276 2.05% ©0.203%
17 17.387 2424 2431 2437 rVB3 40385 84902 1.04% ©.103%
18 17.704 2479 2485 2496 rVB3 114104 297486 3.64% ©.360%
19 18.157 2553 2562 2577 rBV 2326061 3721667 45.51% 4.507%
20 18.422 2602 2607 2610 rBV 197231 295735 3.62% ©.358%

21 18.463 2610 2614 2630 rVB 375129 690043 8.44%
22 18.775 2661 2667 2676 rVB 561546 1020583 12.48%
23 19.063 2713 2716 2720 rBV2 115560 129392 1.58%
24 19.269 2748 2751 2757 rVB 150797 202622 2.48%
25 19.386 2766 2771 2788 rBV 703535 1122993 13.73%
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26 19.639 2807 2814 2830 rVB2 1260241 2329269 28.48%
27 19.822 2839 2845 2850 rBV 6687668 8177696 100.00%
28 20.098 2888 2892 2900 rBv4 107654 231515 2.83%
29 20.363 2931 2937 2945 rBV 1564425 2550122 31.18%
30 21.004 3041 3046 3051 rBV 1745493 2366698 28.94%
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31 21.057 3051 3055 3062 rVV2 554676 699813 8.56%
32 21.351 3099 3105 3115 rBV 4761735 6300678 77.05%
33 21.586 3141 3145 3155 rVB 1436693 2211322 27.04%
34 22.216 3247 3252 3267 rVB 1311510 2352300 28.76%
35 22.916 3367 3371 3378 rVB 1032279 1862175 22.77%
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36 23.692 3499 3503 3508 rVB 650290 1058699 12.95%  1.282%

8270E-BP092121.M Mon Sep 27 16:08:11 2021 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc

ALS vial : 6 Sample Multiplier: 2

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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.763 3508 3515 3533 rVB2 3439569 7326722 89.59% 8.873%
38 24.598 3651 3657 3671 rVB 640548 1590482 19.45% 1.926%

Sum of corrected areas: 82576959
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP007186.D\data.ms
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Abundance TIC: BP0O07186.D\data.ms
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6000000
21.351

5000000

23.763
4000000

3000000

21.004
21.586 22216
2000000 22.916 23.692
: 24.598

1000000 AP OO I\ W N SO D

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

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
BP007186.D
Sep 2021 15:01
: CG/JU
: M3907-03
Sample Multiplier: 2

. 6

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
le.463  2.12ng 320741 Naphthalene-ds 10.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90

018912-80-6 72
004439-24-1 64
000585-24-0 59

3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403

Abundance Scan 1254 (10.463 min): BP0O07186.D\data.ms (-1245) (- m/z 57.10 100.00%
57.1

o

5000
‘ 1321 10.50
ol Akild321 20692669 3689 47495331 . 455  o6.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 17
10.50
’ ‘ m/z 41.05 31.92%
132.0
O‘\\I\l “!IJL!\“\!\WN\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—r
10.50
5000 m/z 75.00 20.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10.50
m/z 56.05 15.84%
) NmW¢WVNW%j\mW/\MWMWJ
ol LUl e0 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01

Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 2

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.528 7.05 ng 1498530  Acenaphthene-d10 14.516
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 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 2115 (15.528 min): BP007186.D\data.ms (-2101) (- m/z 73.05 100.00%

73.0
5000
241.2
T \
‘ } ” 171‘ ‘ 15.50
o L L L 3419 415147505346 /0 g pp  88.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 S ‘
185.0 15.50
‘} m/z 43.05 87.23%
()III \L““l\h\f‘ \\\l\\‘\l\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T \
15.50
5000 ITI/Z 57.05 74 .96%

199.0

OLS.OL m MH’P\ | ‘ i

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

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ‘
43.0 15.50

m/z 55.05 68.90%

-

5000 284.0

129.0

0 IJ;J‘HH 1\ L E\ \ \\ 372.0
LB L L L L B B B L L L Y A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50

%
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092521\

BP007186.D
: 25 Sep 2021 15:01
: CG/JU
: M3907-03
: 6  Sample Multiplier: 2

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.157 14.51 ng 3721670 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 2562 (18.157 min): BP007186.D\data.ms (-2553) (- m/z 73.00 100.00%

73.0
5000
213.2

W } \ 18.00 18.50
ol Al J'w L AL, PB193420 415147455313 /) co o 80.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid JA\\
60.0
5000 129.0 RN T

18.00 18.50
m/z 43.10 69.10%

” 213.0
O\\i“ \l\‘i‘lll“\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid

73.0

T
18.00 18.50

5000 m/z 57.05 65.14%
L 228.0
o M“‘mu* \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid = =
73.0 18.00 18.50

m/z 55.05 61.33%

5000 J\A}\\MN\N
214.0
| \I‘\n_%% )

ok, "_‘H_Mww‘_m_Mwwww
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 cis-Sinapyl alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.463 2.69 ng 690043  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 95
2 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
3 Syringylacetone 210 C11H1404 019037-58-2 64
4 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 46
5 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 41

Abundance Scan 2614 (18.463 min): BP007186.D\data.ms (-2610) (- m/z 167.00 100.00%
167.0

-

5000
77.0
\MN“MJ“M “ 262.1 355.0 428.9 502.9 e
bbb dlb i bl | 202.1 859.0 4289 5029  nm/z 210.10  94.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
5000 77.0 s
149.0 18.50
m/z 154.00 37.76%
OLS-@H‘\}\{HJ““J\m’\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
—
18.50
5000 ITI/Z 149.00 33.47%

77.0 147
i “ J.x U|. J\“ il \ b ﬂﬂ

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

Abundance #86874: Syringylacetone
167.0 18.50

m/z 77.00  28.62%

o

-

5000

43.0 106.

Ly 1)
N L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

-

8270E-BP092121.M Mon Sep 27 16:08:16 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.775 3.98 ng 1020580  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Eicosane 282 C20H42 000112-95-8 98
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2667 (18.775 min): BP007186.D\data.ms (-2661) (- m/z 57.10 100.00%

57.1
5000

= .
18.50 19.00

i
ol ALLLEPIE 2111 26113383 417147565350 1/, 7105 71.11%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 —— —
18.50 19.00

m/z 43.05 58.30%

LT 10 s s
\\\‘\\\\‘\\\T‘\\\\‘\‘\\\‘\\\\‘\\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane

57.0

T
18.50 19.00

5000 m/z 85.05 54.28%
0 \‘ J‘ ﬁ |1 “1‘9‘70 282.0
m‘mwm A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- = =T
57.0 18.50 19.00

m/z 55.00 22.16%

- \JJ\JLJL\/

0 L H2110 281.0
O RN B

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01

Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 2

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.386 3.56 ng 1122990 Chrysene-d12 21.351
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2771 (19.386 min): BP007186.D\data.ms (-2766) (- m/z 73.00 100.00%
3.0

3

-

5000
241.2
‘ ‘I } 171 ‘ 19.00 19.50
oy M L ‘H“ Ll 18279 4309490.9549. /7 43.05  82.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = —
185.0 19.00 19.50
‘ " m/z 60.00 82.26%
O‘\\l\!l"\ \’\IIWHWJ“IW‘“\\l\\“\l\‘l\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

-

19.00 19.50
5000 m/z 57.05  75.22%

oLsoL " HHN ,.Wllg‘gﬂ

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

-

Abundance #109281: Tetradecanoic acid ‘
73.0 19.00 19.50
m/z 55.05 67.73%
5000
L 228.0
LT O USSR L SVNASS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP092121.M Mon Sep 27 16:08:18 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 2

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane, 1-iodo- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.639 7.39 ng 2329270 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2814 (19.639 min): BP007186.D\data.ms (-2807) (- m/z 57.10 100.00%
57.1
1950  20.00
7.1 2021 A : :
o J ‘ | Jw\w'h Firinbre 2811 8524 4171 4892547 /7 71.10  71.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 = —
19.50 20.00
225.0 m/Z 43.10 56.05%
15
0‘\\J\%‘\l}l!J‘\HI‘WJ\WH‘\%\\‘!\\\‘\\\\‘\\3\'7:)%-\()\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
— —
19.50 20.00
5000 m/z 85.10 53.91%
ol LI A27.0 1970 281.0 3940
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T ==
57.0 19.50 20.00
m/z 55.05 23.14%
0 \‘ J ‘ .| J\ JIJ 71\01 \1.970 296.0
R R A e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP092121.M Mon Sep 27 16:08:19 2021

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2
R.T. EstConc Area Relative to ISTD R.T.
20.363 8.09 ng 2550120 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane 282 C20H42 000112-95-8 97
3 Hexacosane 366 C26H54 000630-01-3 94
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2937 (20.363 min): BP007186.D\data.ms (-2931) (- m/z 57.10 100.00%
57.1

-

5000
‘ P 1972 20.00 20.50
o_mwwm Wm:m‘“2‘9‘5‘3‘3“?‘?‘4439“2‘4??‘9‘5‘4?' m/z 71.10  72.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 ‘ T T

I
20.00 2050
m/z 85.85 55.18%
I

11 1‘1%7‘\ . 197.0 296.0

0‘\\‘\\‘\\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
= —
20.00 20.50
5000 m/z 43.10 54.99%

LT aer0 2820

T+

O M b o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0 20.00 20.50
m/z 55.05 23.24%
ol ‘ || 1?70 197.0 2670  367.0
"H“‘H"H“_“‘_"w“H“‘H“H“H“_“‘_“W‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP092121.M Mon Sep 27 16:08:19 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.004 7.51 ng 2366700 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tricosane 324 C23H48 000638-67-5 95
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3046 (21.004 min): BP0O07186.D\data.ms (-3041) (- m/z 57.10 100.00%
57.1
71 7 1
‘ ﬁz 21.00
om_wmml'1‘972”‘2“?7‘1“?"3‘7‘3‘”“‘?’%‘1“"595”2‘“‘ m/z 71.10  72.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 — :
21.00
m/z 85.05 55.30%
|| 70 1970 2820
O\“\‘\‘\\\\‘\\\T‘\‘%\‘\‘!\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229643: Tricosane
57.0
1 1
21.00
5000 m/z 43.10 54.95%
324.0
| Jlﬁ 197.0 267.0
0 m‘p‘u‘u“‘**“'wym“_‘u‘u‘w‘u‘_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- —
43.0 21.00
m/z 55.10 22.96%
B J/V
210.0
113.0
ol LD T serosaa0 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP092121.M Mon Sep 27 16:08:20 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2- Chloropropionic acid, oc... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.057 2.22 ng 699813 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3055 (21.057 min): BP007186.D\data.ms (-3051) (- m/z 57.10 100.00%
57.1
( 1p5.1 1 1
21.00
207.0
ol ‘\ | ‘\ bios i 2020 3491 4151 489.0549. ./, 55 19 88.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
5000 ——
21.00
m/z 83.10 86.80%
oL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
T \
21.00
5000 m/z 43.10 78.25%
125.0
0 L ‘ \\ ‘\ | ﬂl‘|8.2'.o \29\40
A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene T ‘
57.0 21.00
m/z 97.10 76.76%
5000
125.0
378.0
ob bt M\‘mlﬁz-o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP092121.M Mon Sep 27 16:08:21 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.586 7.02 ng 2211320 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3145 (21.586 min): BP007186.D\data.ms (-3141) (- m/z 57.10 100.00%
57.1

%

5000
‘ F_ 197.2 21.50
O \H'H‘m‘H‘?‘67‘1““3“5‘1‘?"4‘?9‘?““7“"’?“5‘323 m/z 71.10 72.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 ==

21.50
m/z 85.10 55.41%

0
|L[FT0 570 2670 00

O‘\\\\‘\\\\‘\\\1‘\1!\‘\‘\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
L \
21.50
5000 ITI/Z 43.10 54.63%
169.0
TV T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T
57.0 21.50
m/z 55.05 22.92%
5000
} 2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP092121.M Mon Sep 27 16:08:22 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01

Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 2

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.216 7.47 ng 2352300 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3252 (22.216 min): BP007186.D\data.ms (-3247) (- m/z 57.10 100.00%

57.1
5000

7
\’1 22.00 22.50

197.2 .
o"H“H‘_"w‘H“H‘%679‘§3ﬂ4‘4?§3‘ﬁ?§ﬁ5§53 m/z 71.10  72.33%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

5000 - R
22.00 22.50

m/z 85.18  56.28%
J

| | 270 1970 267.0  367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0

\
22.00 22.50
5000 m/z 43.10 53.69%

o

0 W‘“\”‘W‘”‘W‘”\”“W‘”\”‘W‘”‘W‘”!”‘W‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- ‘ ‘ 7
57.0 22.00 22.50

m/z 55.05  23.28%

B Awgw/\wxWJ\kA\JKVVN\/
‘ PF 2390

296.0
o“‘“H"H"_"w‘H"H“_“w“u“u“u“w“w‘ — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270E-BP092121.M Mon Sep 27 16:08:23 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.916 5.08 ng 1862180 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Eicosane, 1l-iodo- 408 C20H41I 1000406-31-8 87

Abundance Scan 3371 (22.916 min): BP007186.D\data.ms (-3367) (-
57.1

5000
“1
ol LT 2072 2051 3654 4515351
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
239.0
O‘\\\ ’\I\‘\\“]-\F\J\\\‘J\l\f\[1\\1[\1[3\0‘18\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

l‘ ‘H‘lFM‘lQ?.O 296.0

O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000

1 ”1 |7 197.0 267.0 3650

m/z 57.10 100.00%

—

23.00

m/z 71.10 72.99%

-

23.00

m/z 85.10 57.80%

-

23.00

m/z 43.10 51.87%

-

23.00

m/z 55.10  23.40%

%.

o"‘\‘,"H_‘H_‘h_‘H_H‘_Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

T
23.00

8270E-BP092121.M Mon Sep 27 16:08:24 2021
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092521\

Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 2

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.692 2.89 ng 1058700 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3503 (23.692 min): BP007186.D\data.ms (-3499) (- m/z 57.10 100.00%

57.1
5000

1 23.50 24.00
197.2 281.1
0 m"H‘“"nhmw‘m"m‘““3‘5“?‘1“““2“7““”?9““4‘“‘ m/z 71.10 72.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 T ——
23.50 24.00

m/z 85.10 60.55%

\\\‘\\\\‘\\\f‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

T
23.50 24.00
5000 m/z 43.10 52.71%

1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #314331: Triacontane T —
57.0 23.50 24.00

m/z 55.10 24.00%

h JM

obd 1L (710 1970 2670 3370 4220

\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00

8270E-BP092121.M Mon Sep 27 16:08:24 2021 Page: 17



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
BP007186.D

: 25 Sep 2021 15:01

: CG/JU

: M3907-03

: 6  Sample Multiplier: 2

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24.598 4.34 ng 1590480 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3657 (24.598 min): BP007186.D\data.ms (-3651) (- m/z 57.10 100.00%
57.1
. J\/\/\W
——
} ’ l Hlfm 1971 3301 24.50 25.00
bt Ly PR 2671 256 4073 5209 myz 71.10 73.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 —— ‘
24.50 25.00
1270 m/z 85.10 60.14%
J H ﬁ \ 197.0 267.0 338.0
O‘\\l‘\\’\\‘#\i\l\l\‘\“l\J\\‘M‘Hl\l\l\‘l\l\\‘\“\H\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
—— ;
24.50 25.00
5000 m/z 43.10 49,90%
239.0
ol MBS s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane 7 —
57.0 24.50 25.00
m/z 55.10 22.66%
LT ssm0aone o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

8270E-BP092121.M Mon Sep 27 16:08:25 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92521\
Data File : BP0@7186.D

Acqg On : 25 Sep 2021 15:01
Operator : CG/JU

Sample : M3907-03

Misc :

ALS vial : 6 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
Ethanol, 2-(2-b... 10.463 2.1 ng 329741 2 10.681 3116420 20.0
Octadecanoic acid 15.528 7.0 ng 1498530 3 14.516 4252590 20.0
n-Hexadecanoic ... 18.157 14.5 ng 3721670 4 17.263 5129340 20.0
cis-Sinapyl alc... 18.463 2.7 ng 690043 4 17.263 5129340 20.0
Tetracosane 18.775 4.0 ng 1020580 4 17.263 5129340 20.0
Pentadecanoic acid 19.386 3.6 ng 1122990 5 21.351 6300680 20.0
Hexadecane, 1-i... 19.639 7.4 ng 2329270 5 21.351 6300680 20.0
Heneicosane 20.363 8.1 ng 2550120 5 21.351 6300680 20.0
Eicosane 21.004 7.5 ng 2366700 5 21.351 6300680 20.0
2- Chloropropio... 21.057 2.2 ng 699813 5 21.351 6300680 20.0
2-Bromo dodecane 21.586 7.9 ng 2211320 5 21.351 6300680 20.0
Hexacosane 22.216 7.5 ng 2352300 5 21.351 6300680 20.0
Heptadecane, 9-... 22.916 5.1 ng 1862180 6 23.763 7326720 20.0
Triacontane 23.692 2.9 ng 1058700 6 23.763 7326720 20.0
Octacosane, 2-m... 24.598 4.3 ng 1590480 6 23.763 7326720 20.0
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