LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP0@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : M4e42-01

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

Signal : TIC: BP@@7313.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 394 401 417 rBV 2216072 3280908 18.82% 3.622%
2 7.045 662 673 690 rBV 1867211 3131599 17.97% 3.457%
3 7.863 804 812 819 rBV 615099 968568 5.56% 1.069%
4 9.028 1003 1010 1018 rBV 1171397 2006703 11.51%  2.215%
5 10.451 1245 1252 1261 rBV 248147 518255 2.97% ©.572%
6 10.663 1276 1288 1297 rBV 736556 1400391 8.03% 1.546%
7 13.122 1700 1706 1716 rVV 2018254 3015295 17.30% 3.329%
8 13.322 1734 1740 1747 rVB 232841 348771 2.00%  0.385%
9 13.980 1844 1852 1855 rBV2 113556 207835 1.19% 0.229%
10 14.392 1917 1922 1927 rVB 339857 439767 2.52% 0.485%
11 14.498 1930 1940 1947 rBV 726081 1188575 6.82% 312%
12 15.345 2079 2084 2089 rVB 350095 438738 2.52% 484%
13 15.751 2147 2153 2158 rBV 160282 277580 1.59%

14 15.992 2187 2194 2201 rVV 2144851 3256178 18.68%
15 16.210 2226 2231 2240 rBV 657900 1111735 6.38%
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16 17.004 2362 2366 2371 rBV 620270 762137  4.37%
17 17.057 2371 2375 2386 rVB2 273601 514863 2.95%
18 17.251 2402 2408 2412 rBV 1479789 2135060 12.25%
19 17.292 2412 2415 2421 rVB 670686 899551 5.16%
20 17.380 2427 2430 2435 rVB 179398 242054 1.39%

OO NOO
w
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R

21 17.745 2488 2492 2497 rBV 558767 693455 3.98%
22 17.921 2517 2522 2527 rVB 5166360 6213366 35.65%
23 18.145 2556 2560 2568 rVB3 399797 760721  4.36%
24 18.415 2602 2606 2610 rBV 529257 670590 3.85%
25 19.027 2704 2710 2712 rBV 12087349 17430464 100.00%
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9.242%

26 19.057 2712 2715 2725 rVB2 11595483 16424970 94.23% 18.132%
27 19.180 2732 2736 2742 rVB 3044743 3494539 20.05%  3.858%

28 19.262 2742 2750 2755 rBV 1536378 2453660 14.08%  2.709%
29 19.533 2793 2796 2800 rVB3 312161 370295 2.12%  0.409%
30 19.586 2801 2805 2807 rVVv2 590951 755323  4.33% 0.834%
31 19.615 2807 2810 2818 rVB 980979 1362453 7.82% 1.504%
32 19.809 2838 2843 2848 rBV 5712265 6734686 38.64% 7.4347%
33 20.051 2881 2884 2885 rBv2 221638 250315 1.44% 0.276%
34 20.109 2891 2894 2896 rVB2 300127 307922 1.77% ©.340%
35 20.245 2913 2917 2921 rBV3 477317 626539  3.59% 0.692%

36 20.592 2973 2976 2979 rVB 298913 317542 1.82% 0.351%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP0@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : M4e42-01

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

37 21.045 3050 3053 3056 rVB 527705 540498 3.10% ©.597%
38 21.339 3097 3103 3106 rBV2 1867715 3025528 17.36%  3.340%
39 23.745 3508 3512 3518 rVB2 1110876 2009819 11.53% 2.219%

Sum of corrected areas: 90587248
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Oct 2021 19:46
: CG/JU
: M4o42-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
BP007313.D

: 15  Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP007313.D\data.ms

5.446 7.045

9.028
10.663
7.863 10.45

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP0O07313.D\data.ms
1D 057

19.809

17.921

19.

13.122

3.322 13,93014% $98 15.34515. 751

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP007313.D\data.ms

21.339

23.745

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.451 7.40 ng 518255 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1252 (10.451 min): BPO07313.D\data.ms (-1245) (- m/z 57.10 100.00%
57.1
5000
—
‘ | 1320 10.50
O hhld 1320, 2222281934184050 5019 /7 45.00  92.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
m/z 41.05 34.27%
O‘\\U‘ "\I\‘i“\‘“\‘I]\-\\?’WZ\I‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
——
10.50
5000 m/z 74.95 21.42%
ol \‘\ ‘ 1180
s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- P
45.0 10.50
m/z 56.05 16.26%
5000
AR 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\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 2 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.322 5.87 ng 348771  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1740 (13.322 min): BP007313.D\data.ms (-1734) (-~ m/z 57.05 100.00%
57.0

3

5000
‘ 127.1 198.2 13.00 13.50
Ok b LT S50 282:1 355.8 422.2 4BB85AT  nyz 43.18  65.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0
5000 — ——
13.00 13.50
m/z 71.05 59.75%
o || pz70 1080
‘\\\\’\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 39.77%

HF 0 1970 2960

:

O‘Huw‘u"‘H‘Hww‘H‘_H‘“‘H,H‘W‘H‘“‘H,H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0 13.00 13.50
m/z 41.05 31.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 3 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.980 3.50 ng 207835  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 74
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72

Abundance Scan 1852 (13.980 min): BP007313.D\data.ms (-1844) (- m/z 57.10 100.00%
57.1

- MJ
=
‘} 141.1 14.00
ob bl Ll 0912656 3550 4466  SATC L. 7119 o1.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
5000 T
14.00
m/z 43.05 71.09%
O\J\‘\‘\“’\\J‘\A‘]-\‘EZ}‘O“\\]-\9\‘7.\0\\\2‘6\§;9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—
14.00
5000 ITI/Z 85.10 46.60%
‘ 127.0 1970
0 ‘H_lHu”‘Hu‘u‘m'm%Q?:Q‘mWm_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- =
57.0 14.00
m/z 55.10 33.42%
- M
oL L2270 20 2 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.392 7.40 ng 439767  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1922 (14.392 min): BP007313.D\data.ms (-1917) (- m/z 57.05 100.00%
57.0

-

5000
— —
‘ 1271 2123 14.00 14.50
ol AhlLERTL 2128 283.1342.2 407.1466.1 5352 4/, 43,05  63.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 — e

14.00 14.50
m/z 71.10 62.29%

\ lIJP 7.0 2400
O‘\\‘Tg’l\‘!‘\[1‘\‘\1‘“‘\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
o T
14.00 14.50
5000 ITI/Z 85.05 41.95%
’ 127.0 198.0
Y B o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane o —
57.0 14.00 14.50
m/z 41.05 33.15%
B ML/
J‘ || 1270 2120
ot — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.345 7.38 ng 438738  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58

Abundance Scan 2084 (15.345 min): BP007313.D\data.ms (-2079) (- m/z 57.10 100.00%
57.1

> M
15‘00‘ iS 50
7.1 ' :
o AR 2263 smomonr a1 W sn s esan
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 = e
15.00 15.50
m/z 43.05 63.03%
0 J\ } |1 227.0 2260
‘\\\\‘\\!\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
— ——
15.00 15.50
5000 m/z 85.10 45.46%
127.0
o WL PT as002800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane o —
57.0 15.00 15.50
m/z 41.10 31.72%
- A/AML/\V
J [ | £27.0 198.0
0 et e et e e e e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 6 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.751 4.67 ng 277580  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Tridecane 184 C13H28 000629-50-5 64
3 Decane, 2-methyl- 156 C11H24 006975-98-0 62
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 60
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59

Abundance Scan 2153 (15.751 min): BP007313.D\data.ms (-2147) (- m/z 57.10 100.00%
57.1

:

5000
‘HF71 111 15.50 16.00
Ol kb i 2111, 281.0341.9400.7463.1 8293 /7 71,10 53.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 T —
15.50 16.00
m/z 43.10 38.95%
| JP7o 226.0
O‘\\H‘!“\!Th!”!\\\““\!\\‘!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane
57.0
— —
15.50 16.00
5000 m/z 85.10 25.83%
0 \“ ‘12701850
R R R ARRR R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl- S T
57.0 15.50 16.00
m/z 41.10 18.91%
h M
opetblhiyparo S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 7 Carbonic acid, eicosyl viny... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.210 10.41 ng 1111740 Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2231 (16.210 min): BP007313.D\data.ms (-2226) (- m/z 57.10 100.00%
57.1

%

5000
1 16.00 16.50
oLl IETL, 2403 32703883 47595353 .. 7116 g5.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 R —
16.00 16.50
m/z 43.10 63.92%
J‘ } 127.0 198.0
O‘\\\‘\‘\\\h\‘!\‘\\l“\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
—r— —
16.00 16.50
5000 ITI/Z 85.10 45.61%

0 J || A27-0 197.0 268.0
R DU E Wb LU

-

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0 16.00 16.50
m/z 41.10 31.21%
5000

0l |}kﬁ 18302520 325.0
e A e e e T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.004 7.14 ng 762137  Phenanthrene-die 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2366 (17.004 min): BP007313.D\data.ms (-2362) (-  m/z 57.10 100.00%
57.1

%

5000
P 17.00
ob A ML fP7 19312543 3300 42984986 1/, 7110  65.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 —— :
17.00
m/z 43.10 63.75%
Loz
O‘\\J\l\‘1\\‘!‘\‘\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
R
17.00
5000 ITI/Z 85.10 46.53%

L1218 2070 200

-

0‘HMw‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘“‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane I I
57.0 17.00
m/z 41.10 31.04%
5000

-

0 WImem%m%w
TG B0 2670 3380

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.057 4.82 ng 514863 Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2375 (17.057 min): BP007313.D\data.ms (-2371) (- m/z 57.10 100.00%
57.1

> “KAAJMAWAA\M‘ﬁ/w«AAf
184.0 LI —
e | o
o biifoe 4, 2530 3549 4610 5360 n/; 71.10  79.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 I :
17.00
m/z 43.10 46.34%
169.0
O‘\\d\l\"\j\‘\i\J“WLJ\W[\Jf\\‘\%4\.‘8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
17.00
5000 ITI/Z 85.10 46.06%
127.0
197.0
o et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane T
57.0 17.00
m/z 41.10 24.96%
- wwvuwvuﬁAA»»wvmwﬂA/
127.0
ob bbbt if D ase0zsa0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 Dodecane, 2-methyl-6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.745 6.50 ng 693455  Phenanthrene-die 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2492 (17.745 min): BP007313.D\data.ms (-2488) (- m/z 57.10 100.00%
57.1

o %
= —
127.1 17.50 18.00
ob A LLLET 197.2 26833280 418147615339 /0 71 19 65.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 i -
17.50 18.00
m/z 43.10 63.99%
|‘ \ﬁolwozwo
O\\‘\\‘\\‘\\l‘\\‘\\‘“\l\\\‘f\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
= —
17.50 18.00
5000 m/z 85.10  48.51%
140.0
o 2280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane 7 —
57.0 17.50 18.00
m/z 41.05 31.40%
) U/LAgL
127.0
R T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.921 58.20 ng 6213370  Phenanthrene-die 17.251
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 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83

Abundance Scan 2522 (17.921 min): BP007313.D\data.ms (-2517) (- m/z 74.00 100.00%

74.0
5000
143.1 S
I
o"H‘lJ‘\uw"umw‘f 2891 355.1414.1471.4828.7  m/z 87.60  76.42%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.10  26.27%
by 20
O\\\\‘\\\‘\i‘\l\\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 m/z 55.10  23.97%
L 80 2o
om1MMM‘H_mw"""_‘H_m,wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.10 19.55%
5000
Wil 1 2280
oy e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 12 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.145 7.13 ng 760721  Phenanthrene-die 17.251
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2560 (18.145 min): BP007313.D\data.ms (-2556) (-  m/z 73.00 100.00%

73.0
5000
213.2
—T— —
s, L gees
O UL L g L1 £62.1842.0400.1  490.0547. /7 6o.00  82.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 43.10 78.61%
O‘\\\\IH 1’“!'“\“\\‘\\f\\]\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.10 69.75%
171.0
1191
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 55.10 64.30%
5000
185.0
N ) T Lo
m/z--> 0 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\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 13 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.415 6.28 ng 670590  Phenanthrene-die 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Eicosane 282 C20H42 000112-95-8 96
3 Octadecane 254 C18H38 000593-45-3 96
4 Hexadecane 226 C16H34 000544-76-3 94
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93

Abundance Scan 2606 (18.415 min): BP007313.D\data.ms (-2602) (-  m/z 57.10 100.00%
57.1

r

5000
[ f27L 1972 2821 352, 16:50
o LLLE0 297.2 2821 352.1 417147525352 17 71,19 66.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 T

18.50
m/z 43.10 64.48%

[llifzro. 200
O‘\\‘Tg‘11‘!\[1\\1““\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
T
18.50
5000 m/z 85.10 48.33%
|‘ 197.0 282.0
o"w“uu‘hwuﬂmu«u_"w"H“H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane T
57.0 18.50
m/z 41.10 27.89%
- LL‘AN
o L g .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 14 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.027 163.28 ng 17430500 Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 2710 (19.027 min): BP007313.D\data.ms (-2704) (- m/z 67.10 100.00%
67.1

L

19.00
ol 326.1 403.2461.1519.6 m/z 81.10 98.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0

5000

5000 T
19 00
‘ 294.0 m/z 95.10 75.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
\
19 00
5000 m/z 55.05 57.37%
294.0
o MU0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester R ‘
67.0 19.00

m/z 82.10  49.20%

5000
1500 294.0
0! h A || "\ ‘I bt 229 0 \\ ‘\ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 15 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.057 153.86 ng 16425000 Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 2715 (19.057 min): BP007313.D\data.ms (-2712) (- m/z 55.10 100.00%

55.1
5000 264.3
311802 |\ ‘
' il ‘ 19.00
bk, w“ UM g 133433920 475.15362 /7 69 19 83.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 — :
19.00
264.0 m/z 74.05 82.99%
il
0 \J\‘\‘\H\\‘J\“\"'\JEH ‘\J\l\‘\}\H‘\l\\\“\\\\‘\H\‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194435: (2)-15-Octadecenoic acid methyl ester
74.0
T T
19.00
5000 ITI/Z 83.10 81.03%
264.0
‘ Pss 0
o JlM 2o |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194417: 15-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 97.10 77.23%
5000
264.0
80.0
0 “”\Jﬂlhﬂwwi’x —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP092121.M Tue Oct 05 14:51:53 2021

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 16 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.180 32.73 ng 3494540  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 2736 (19.180 min): BP007313.D\data.ms (-2732) (- m/z 74.00 100.00%

74.0
5000
143.0

——
255.2 1900 19.50

"m‘MU‘HH“,HmkmH‘Mw‘“‘?"5{‘7‘9“'71‘9”3‘494‘5”54‘2‘5 m/z 87.00  78.20%

m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197277: Methyl stearate
74.0

5000 1
143.0 298.0 19 00 19.50
m/z 43.10 30.85%

LS.O‘“thfmfugf\f’lfflE‘\\\Lt‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

o

o

1900 1950
143.0 298.0
om.‘m.,ml\,
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #126207: Methyl tetradecanoate
74.0 1900 1950

m/z 143.00  20.26%

5000
143.0
Asol )| 210

= \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 17 Methyl 9-cis,11-trans-octad... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

19.533 2.45 ng 370295 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
2 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
3 Ethanol, 2-(9,12-octadecadienylo... 310 C20H3802 017367-08-7 97
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 96
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95

Abundance Scan 2796 (19.533 min): BP007313.D\data.ms (-2793) (- m/z 67.10 100.00%

67.1
5000
“ | M 205.1 294 1 1950 |
O] Jh MR el o L 388345225203 0 g1 10 70.63%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — :
19.50
' 294.0 m/z 95.10 53.88%
220.0
O‘\\\\“I‘\ \I\m\"\“‘\'\“\\'[\{\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #191929: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0

.

19.50
5000 m/z 55.10  41.69%

' 294.0
\M Jl‘ M Hl\ || “ s 2200 | L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212203: Ethanol, 2-(9,12-octadecadienyloxy)-, (Z,2)-
67.0 19.50

m/z 79.10 40.76%

o

.

5000

rFSO
248.0
m }l i s | 3100

0 bbb e o e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 18 Hexadecanoic acid, 15-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.245 4.14 ng 626539 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 89
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 81
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 76

Abundance Scan 2917 (20.245 min): BP007313.D\data.ms (-2913) (- m/z 74.00 100.00%

74.0
5000
216.1
143.0 s ——
| ’ 283.1 20.00 20.50
o_m,u“ﬂ“wMuwlmm‘uu_m‘_‘39““-‘1“‘_4‘39‘-??“‘?:‘ m/z 87.05 82.76%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179165:Hexadecanmcacm,154nemyb,meﬂwleaer
74.0
5000 7 =
20.00 20.50
143.0 284.0 m/z 43.10 35.45%
O‘\\\\’\L\L‘“#J\J\l‘\\\i\zy‘]-WT\W\[\\\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232223:Meﬂwl184nemyMOnadecanoam
74.0
—r— —
20.00 20.50
5000 m/z 216.10  34.82%
‘ 143.0 326.0
0L5°‘,|Jm\‘h\*27*0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester P —
74.0 20.00 20.50
m/z 55.10 33.87%
5000 MW
H 143.0 284.0
o_“‘H,‘\J#MHM\_H‘Z‘;LHHW‘WHWm_mwwm_ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 19 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.592 2.10 ng 317542 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentacosane 352 (C25H52 000629-99-2 93
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2976 (20.592 min): BP007313.D\data.ms (-2973) (- m/z 57.10 100.00%
57.1

5000 M
T \
‘ LA/ 1971 2811 2050
o""_"WMmH_Mwﬁf‘?“l“ﬁ??’%f’?ﬁ?w m/z 71.10 71.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
5000 — :
20.50
‘ m/z 43.10 60.98%
O\\"\\‘\\\h\ll‘\?\l\\lo“\\]-\g\z\o\\\‘2\\8\2\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
T \
20.50
5000 ITI/Z 85.10 54.30%
1
oL LLLETD 210 20503520
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl- ——
57.0 20.50
m/z 41.10 24.70%
= W
155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP@@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : Mde42-01

Misc :

ALS vial : 15 Sample Multiplier: 1

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 20 Carbonic acid, octadecyl vi... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.045 3.57 ng 540498 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 3053 (21.045 min): BP007313.D\data.ms (-3050) (-~  m/z 57.10 100.00%
57.1
T \
} ,182:1239.1 2100
0 MW_J"« pfmeots 31113682 432.4490.2547.0 /7 71.10  63.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
5000 — :
21.00
} m/z 43.10 63.35%
5.0
O \J\\“\IWJL“EM‘\“\;?\%'Q??%‘?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T \
21.00
5000 m/z 85.10 47 .84%
0 l}lﬂ. U N — w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— ‘
57.0 21.00
m/z 55.10 47.21%
= MJMM
om }Fhmom -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100421\
Data File : BP0@7313.D

Acqg On : 04 Oct 2021 19:46
Operator : CG/JU

Sample : M4e42-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

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... 10.451 7.4 ng 518255 2 10.663 1400390 20.0
Tetradecane 13.322 5.9 ng 348771 3 14.498 1188580 20.0
Nonadecane 13.980 3.5 ng 207835 3 14.498 1188580 20.0
Heptadecane 14.392 7.4 ng 439767 3 14.498 1188580 20.0
Hexadecane 15.345 7.4 ng 438738 3 14.498 1188580 20.0
Tridecane 15.751 4.7 ng 277580 3 14.498 1188580 20.0
Carbonic acid, ... 16.210 10.4 ng 1111740 4 17.251 2135060 20.0
Pentadecane 17.004 7.1 ng 762137 4 17.251 2135060 20.0
2-Bromo dodecane 17.057 4.8 ng 514863 4 17.251 2135060 20.0
Dodecane, 2-met... 17.745 6.5 ng 693455 4 17.251 2135060 20.0
Hexadecanoic ac... 17.921 58.2 ng 6213370 4 17.251 2135060 20.0
n-Hexadecanoic ... 18.145 7.1 ng 760721 4 17.251 2135060 20.0
Eicosane 18.415 6.3 ng 670590 4 17.251 2135060 20.0
9,12-Octadecadi... 19.027 163.3 ng 17430500 4 17.251 2135060 20.0
16-Octadecenoic... 19.057 153.9 ng 16425000 4 17.251 2135060 20.0
Methyl stearate 19.180 32.7 ng 3494540 4 17.251 2135060 20.0
Methyl 9-cis,11... 19.533 2.5 ng 370295 5 21.339 3025530 20.0
Hexadecanoic ac... 20.245 4.1 ng 626539 5 21.339 3025530 20.0
Pentacosane 20.592 2.1 ng 317542 5 21.339 3025530 20.0
Carbonic acid, ... 21.045 3.6 ng 540498 5 21.339 3025530 20.0
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