LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc :

ALS Vvial : 19 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-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8426.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.740 798 808 817 rBvV2 213504 412392 1.29% ©.488%
2 8.969 1012 1017 1026 rVB 308222 480826 1.51% 0.568%
3 10.516 1272 1280 1289 rBV2 506713 1125844 3.53% 1.331%
4 11.969 1517 1527 1532 rBV 553549 868850 2.73% 1.027%
5 13.010 1700 1704 1713 rVB 245199 373390 1.17% 0.441%
6 13.222 1732 1740 1747 rBV 674179 982640 3.09% 1.162%
7 14.298 1917 1923 1928 rBV 760774 1004284 3.15% 1.187%
8 14.392 1931 1939 1946 rVVW 442659 788693  2.48% 0.932%
9 15.257 2081 2086 2090 rVB 739736 906398 2.85% 1.072%
10 15.663 2149 2155 2160 rBV 216060 357737 1.12% 0.423%
11 15.904 2187 2196 2202 rBV3 183537 402526 1.26% 0.476%
12 16.122 2228 2233 2242 rBV 745793 1328158 4.17% 1.570%
13 16.922 2364 2369 2373 rBV 668622 807090 2.53% 0.954%
14 16.975 2373 2378 2389 rVB 223875 405365 1.27% 0.479%
15 17.157 2404 2409 2414 rBV 547789 781112  2.45% 0.923%

16 17.663 2491 2495 2500 rBV 561731 702797 2.21%
17 17.845 2520 2526 2530 rVB 6629832 8358879 26.25%
18 18.069 2560 2564 2576 rVB2 267327 456672 1.43%
19 18.339 2606 2610 2613 rBV 551265 633011 1.99%
20 18.969 2708 2717 2719 rBV 16511987 31848594 100.00%

WO oUWV
Ul
IS
®
R

7.650%

21 18.998 2719 2722 2729 rVV2 14111149 20430826 64.15% 24.153%
22 19.110 2736 2741 2746 rVB 3616303 4032979 12.66% 4.768%

23 19.163 2746 2750 2753 rBV 628586 900412  2.83% 1.064%
24 19.186 2753 2754 2767 rVB3 493189 834872 2.62% ©.987%
25 19.516 2806 2810 2813 rBV 337890 381553 1.20% ©.451%
26 19.733 2842 2847 2851 rVB 539026 652436  2.05% 0.771%
27 20.033 2895 2898 2901 rBV 292905 350458 1.10% 0.414%
28 20.175 2918 2922 2926 rBvV2 432915 559937 1.76% ©.662%
29 21.104 3076 3080 3086 rBV 394976 466874 1.47% 0.552%
30 21.263 3103 3107 3112 rVB 703537 874475 2.75% 1.034%
31 21.380 3123 3127 3136 rVB 749693 1101050 3.46% 1.302%

32 23.633 3505 3510 3522 rVB 515002 979026 3.07% 1.157%

Sum of corrected areas: 84590156
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008426.D\data.ms
1.6e+07

1.4e+07
1.2e+07
1le+07
8000000
6000000
4000000

2000000

7.740 8.969 10.516
0 T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9,50 10.00 10.50 11.00 11.50

Abundance TIC: BP008426.D\data.ms
1.6e+07 18.969

18/998

1.4e+07

1.2e+07

le+07

8000000
17.845

6000000

4000000 -110

2000000

11.969 ls_aﬁjﬁzz 14293, 15'25715.613.&?4122 1_{3 189 50573288375

O e e e e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP008426.D\data.ms
1.6e+07

1.4e+07
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6000000
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Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP121521\
Data File : BP0@8426.D

Acqg On : 15 Dec 2021 20:23

Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Decane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.969  23.32 ng 480826 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Decane 142 C10H22 000124-18-5 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78

5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 78

Abundance Scan 1017 (8.969 min): BP008426.D\data.ms (-1012) (-) m/z 57.10 100.00%
57.1

i%

5000
156.1 8.60 8.80 9.00 9.20
ol hhlly, 15612147 2808341.0 4287 4989 1/, 43.05 80.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0
5000 T T T [T T (T[Tt
8.60 8.80 9.00 9.20
m/z 71.10 44.08%
ol Lil|] p270185.0
‘\\T[\1!\‘!\\!’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22068: Decane
43.0
R e REmant L
8.60 8.80 9.00 9.20
5000 m/z 41.05 37.30%
1“1420
O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane R
57.0 8.60 8.80 9.00 9.20
m/z 85.10 25.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.969 15.43 ng 868850  Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 1527 (11.969 min): BP008426.D\data.ms (-1517) (- m/z 57.05 100.00%
57.0

5000

3

1 12.00

1451
bl 2271 8071 401046135275 m/z 43.e5  72.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane

a1
=l
o

5000
12.00

m/z 71.10 51.13%

| “ 127.0185.0

T \‘\ T ‘\‘\‘\ T ‘\ TTT ‘\ L ‘\ TT \‘\\ T \‘\\ T \‘ L \‘ L \‘ L \‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane

o
o T
1 |
o

12.00
5000 m/z 41.05 37.31%

o Mligzme o

-

|, 127.0 226.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0 12.00
m/z 85.10 31.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.222 24.92 ng 982640  Acenaphthene-dile 14.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1740 (13.222 min): BP008426.D\data.ms (-1732) (- m/z 57.10 100.00%
57.1

N

5000
= —
154.1 13.00 13.50
obdliy, 15412125 27913385 4136 4835542.C 1y 4310 71.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 = =
13.00 13.50
m/z 71.10 55.38%
OJ‘J‘}[%J;'Z?#O|‘19‘8.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
—= =
13.00 13.50
5000 m/z 41.10 36.17%
owr“ﬂ?mzz&o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane — —
57.0 13.00 13.50
m/z 85.10 34.80%
- WNJ\/\W
ol Ll 2701850 M o
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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Carbonic acid, eicosyl viny... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.298 25.47 ng 1004280  Acenaphthene-d10 14.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 72

Abundance Scan 1923 (14.298 min): BP008426.D\data.ms (-1917) (- m/z 57.05 100.00%
57.0

- ML
P e
271 2122 14.00 14.50
ob AL AEIL 21222716 356.1414.7 49165491 ./, 4310  71.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 = ——
14.00 14.50
m/z 71.10 58.73%
0 HM ‘ 1270 2260
\\\\‘\\1\‘f\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90191: Pentadecane
57.0
P e
14.00 14.50
5000 ITI/Z 85.10 37.99%
127.0 212.0
o o R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester =5 =
57.0 14.00 14.50
m/z 41.10 36.75%
h JAAJLAJJWAfNNAAAWfV
o N ‘1‘%?30182.0 252.0 325.0
e S e e P o
m/z--> 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.257 22.98 ng 906398  Acenaphthene-di1e 14.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 2086 (15.257 min): BP008426.D\data.ms (-2081) (- m/z 57.10 100.00%
57.1

-

5000
= =
‘ 21 26,2 15.00 15.50
of AL IEZL | 226228713500 4337 5176 /7 43.10  65.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 = o
15.00 15.50
m/z 71.10 58.52%
0 J\ } L ‘ 1270 226.0
‘\\\\‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
= —
15.00 15.50
5000 ITI/Z 85.05 38.52%

L4270 1970 2680
o aere a0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane e =
57.0 15.00 15.50
m/z 41.10 33.86%
h wL
o llizese el
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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.663 9.07 ng 357737  Acenaphthene-d10 14.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 81
2 Octacosane 394 (C28H58 000630-02-4 72
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 68
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
5 Eicosane 282 C20H42 000112-95-8 53

Abundance Scan 2155 (15.663 min): BP008426.D\data.ms (-2149) (- m/z 57.10 100.00%
57.1

== —
‘ ‘ ‘ 160.1 ; 15.50 16.00
bbbl b 2 239.1297.1 8599 431.0488.9545.8 /7 71.10  44.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e =
15.50 16.00
m/z 43.10 40.56%
‘ 127.0 197.0
O\J\‘\“\‘J\‘\J\‘\\‘\A\A\\1“\\\l\l‘.\\\%6\?.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
= —
15.50 16.00
5000 m/z 41.10 21.15%
oLl 1270 197.0 2810  394.0
Es L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59087: Decane, 2,6,8-trimethyl- — —
57.0 15.50 16.00
m/z 85.10 20.44%
) M
o‘lJ‘meo‘ — _—
m/z--> 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.122 34.01 ng 1328160  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 95
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2233 (16.122 min): BP008426.D\data.ms (-2228) (- m/z 57.05 100.00%
57.0

-

5000
— L
1 71 16.00 16.50
ob AL fRlL 24033061 404146495251 [/, 4319  65.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000

T ]
16.00 16.50
m/z 71.10 60.60%

llifero 200
0‘\\‘T¥"1!\[#\‘\1‘“‘\‘\\‘\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
. —
16.00 16.50
5000 ITI/Z 85.05 40.85%
o\hkﬁwwW,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane T =
57.0 16.00 16.50
m/z 41.05 31.91%
h /MVL
m‘ 1270 212.0
R e S e e - 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.922 20.67 ng 807090  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2369 (16.922 min): BP008426.D\data.ms (-2364) (-  m/z 57.10 100.00%
57.1

- JWbVLAwAAAVWJMthA
—T
1 197.1 17.00
obr AL [P 197.1254.3 354941504721 8417 /7 43,10 64.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 T T
17.00
m/z 71.10 61.82%
127.0
O\\J\‘\“‘\J\‘\A\'l‘\‘F\l\\‘“\‘\l\gz.\o\\z\s‘ﬂ“\()\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane
57.0
T
17.00
5000 ITI/Z 85.05 41.87%
[ ||| A27.0 2400
0‘ﬂhplLﬂNhuum‘_‘m‘u““‘u‘u‘w‘u‘_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane T
57.0 17.00
m/z 41.10 32.61%
B J\\N
o lLpEre om0 200 -
m/z--> 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.975 10.38 ng 405365  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Tridecane 184 C13H28 000629-50-5 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2378 (16.975 min): BP008426.D\data.ms (-2373) (- m/z 57.10 100.00%
57.1

o WMULKTAAA\MNA/\«AAf
‘ 17.00
184.1 .
o LLLLPIHB s ans  asiz sz s 72aex
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T T
17.00
m/z 43.10 44.92%
O\J‘\\‘\|\\\‘ﬂ‘\‘\I\\J“\\]_\83\0\\%6\7\\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane
57.0
—r—
17.00
5000 ITI/Z 85.05 39.34%
o 20840
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320591: Hentriacontane —
57.0 17.00
m/z 41.10 23.46%
1
0 ’ \l}ﬁhl}gzg 309.0 379.0437.0
“w“u“u“u“_“w‘H“H“_“w“u“u“u“_ —
m/z--> 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.663 17.99 ng 702797  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetradecane 198 C14H30 000629-59-4 93
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2495 (17.663 min): BP008426.D\data.ms (-2491) (-  m/z 57.10 100.00%
57.1

=

5000
71 17.50 18.00
ob ALLLE] 21122603 34414029 48185413 1/, 4319 65.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 — S

17.50 18.00
m/z 71.10 61.95%

147270 1070 2680

O‘\\J\\‘\\\\‘\\‘\\l“\l\\\’\\\1’\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
T —
17.50 18.00
5000 ITI/Z 85.10 42.76%
J‘ 127.0 198.0
o‘u“‘HMNHA‘H‘W‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane T —
57.0 17.50 18.00
m/z 41.10 30.31%
5000

e, 200

0‘“H"H“Lhéymu‘w“w“‘w“H“H“‘H“H“_“‘_

m/z--> 0 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.845 214.03 ng 8358880  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 2526 (17.845 min): BP008426.D\data.ms (-2520) (-  m/z 74.05 100.00%

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 17.50 18.00

m/z 41.05 23.18%

74.0
5000
143.0 227.2 T R
“ \ { 17.50 18.00
o‘u‘wl‘hﬂukw‘mh_“h??5?3%%?49%?&?995?94_ m/z 87.05 77.64%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 — ——
17.50 18.00
143.0 m/z 43.10 29.47%
“ \ 227.0
OI‘-SWO%’I\LV\\L‘J\“\‘\\[l\\‘\\\“\\‘\l\l‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester
74.0
= P
17.50 18.00
5000 m/z 55.10 27.41%
14&0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
= =

5000

H[ 1430 ,y7 4
\l \HJ L

O etk e 5t e e
miz—> 0 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.069 11.69 ng 456672  Phenanthrene-d10 17.157
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2564 (18.069 min): BP008426.D\data.ms (-2560) (-  m/z 73.00 100.00%

73.0
5000
213.2 1

st
ol Mwwm_‘\u\ﬂ‘“‘37‘9?"3?7‘941“?9_“‘9?‘3‘”_ m/z 59.95 86.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000 e i

129.0 18.00

O‘\\\‘““ ml’l!l\lﬂ‘\}?ﬂbl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
IR [

18.00
5000 m/z 57.10 69.22%
171.0
o“‘ ‘”'W}“h‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid B
73.0 18.00
m/z 41.10 67.18%
5000
‘ 143.0 242.0
o ML) -
m/z--> 0 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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.339 16.21 ng 633011 Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Octadecane 254 C18H38 000593-45-3 96
3 Pentadecane 212 C15H32 000629-62-9 95
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87

Abundance Scan 2610 (18.339 min): BP008426.D\data.ms (-2606) (-  m/z 57.10 100.00%
57.1

2

5000
18.00 18.50
127.1 243.2
o_m‘ll | [PT 1850202 3552416.247495345 1/, 7116 62.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000 — —

18.00 18.50
m/z 43.10 62.53%

igze,. o

L1y

O‘\\\l[\T!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
=5 —
18.00 18.50
5000 m/z 85.10 42.66%

\‘ ‘ | | ‘137.\ | 196. 02540

:

O‘H‘w‘u‘“H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0 18.00 18.50
m/z 41.10 28.58%
5000
“ 127.0 212.0
o"‘M‘_“"Amu“"w““‘H““‘H“““H““‘H““‘M = —
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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.969 815.47 ng 31848600 Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 2717 (18.969 min): BP008426.D\data.ms (-2708) (-  m/z 67.05 100.00%
67.
5000
’ ﬁso 1 263.3 ‘19‘00‘
0 “M ) ‘k bbb L B21.1379.14383 5064 [/, g1.18  93.05%
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 R
19.00
ﬂ5°° 204.0 m/z 95.10 67.24%
0‘\\““”’1 \u‘””\\‘\‘jh\‘k\‘l\‘\\\z‘\z\c)\(\)[\“\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
P
19.00
5000 m/z 55.05 61.02%
294.0
o .}ffnu?z?%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate P
67.0 19.00
m/z 82.05 46.61%
5000
294.0
oo MULEEES 200 11
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\BP121521\
Data File : BP0@8426.D

Acqg On : 15 Dec 2021 20:23

Operator : CG/JU

Sample : M5032-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.998 523.12 ng 20430800 Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 95

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

0

Abundance Scan 2722 (18.998 min): BP008426.D\data.ms (-2719) (-~ m/z 55.10 100.00%
55.1
T /\f\L
180.2 =
‘ 19.00
Al "“ bl Lok o 3981 43084941 /7 69,10 72.37%
0 50 100 150 200 250 300 350 400 450 500 550
#194442: 9-Octadecenoic acid (Z)-, methyl ester
74.0
=
264.0 19.00
{1520 m/z 74.10 69.52%
0 50 100 150 200 250 300 350 400 450 500 550
#194445: 9-Octadecenoic acid, methyl ester, (E)-
55.0
=
264.0 19.00
m/z 41.10 65.74%
3.0
lidugze., |
0 50 100 150 200 250 300 350 400 450 500 550
#194426: 13-Octadecenoic acid, methyl ester T
55.0 19.00
m/z 83.10 64.24%
H il /{J@
,’“"1'}"\"‘ J U
0 50 100 150 200 250 300 350 400 450 500 550 19.00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.110 103.26 ng 4032980  Phenanthrene-di10 17.157
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 92
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83

Abundance Scan 2741 (19.110 min): BP008426.D\data.ms (-2736) (- m/z 74.00 100.00%

74.0
5000
1431 o559 A —
\ \ 19.00 19.50
ot bbby by B25.1 4001 4893548, ), g7 09 76.27%
m/z--> 0 lOO 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 P ——
143.0 298.0 19.00 19.50
m/z 43.10 33.87%
ol d
O‘\\\O\“‘LMJIWW%H‘!W‘\\I‘IF-\‘\\!‘\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester

%

74.0
19.00 19.50
5000 ITI/Z 55.05 28.78%
143.0 298.0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester = —r—
74.0 19.00 19.50
m/z 41.10 23.24%
5000
143.0
“ \ 227.0
S T P G L\ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Heptadecane, 9-octyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.033 8.02 ng 350458 Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane 282 C20H42 000112-95-8 94
4 Tetradecane 198 C14H30 000629-59-4 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91

Abundance Scan 2898 (20.033 min): BP008426.D\data.ms (-2895) (-
57.1

m/z 57.10 100.00%

2000 m
20.00 |
127.1 197.2 ;
Obrr “J‘M“u‘“‘ ik 200l 3411 412147345346 /71,10 67.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 ——
20.00
m/z 43.10 65.28%
127.0 239.0
O\\\J“\J‘\‘\‘\\d‘\lﬁJ\\J‘l\l\W‘\[!\\‘L‘\\2!9\6‘.10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
7 \
20.00
5000 ITI/Z 85.10 45.79%
‘1%&0 196.0
ob bl zsso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane T ‘
57.0 20.00
m/z 55.05 35.20%
o W«/J/U\WM
o0 a0 220 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Eicosanoic acid, methyl ester  Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.174 12.81 ng 559937  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 96
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
4 Silane, methylvinyl(cis-2-methyl... 326 C19H3802Si 1000421-05-3 95
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 94

Abundance Scan 2922 (20.175 min): BP008426.D\data.ms (-2918) (- m/z 74.00 100.00%

74.0
5000
143.0 — —r—L
‘ i l 2831 20.00 20.50
ol w,mﬂ eu‘muh\ M Mw‘ $ol.2 4290 5103~ m/z 87.e0 81.70%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000 — —
20.00 20.50
143.0 m/z 43.10 41.93%
H \ 326.0
OI‘-\S\-?%’I\JJ\LM\“\\\‘\\\l\“2\2\7\\0‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232223: Methyl 18-methylnonadecanoate
74.0
—— —
20.00 20.50
5000 ITI/Z 55.10 34.01%
’ 143.0 326.0
oLSQMM‘“l*N*O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester e ——
74.0 20.00 20.50
m/z 41.10 26.76%
o JvJMA/H”\WA\AfJ«wﬂfo
H 143.0 284.0
o_“‘H,’\J#MHM\_H‘Zﬁ‘HW‘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\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 19 Nonadecanoic acid, methyl e... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.104 10.68 ng 466874  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
Abundance Scan 3080 (21.104 min): BP008426.D\data.ms (-3076) (- m/z 74.00 100.00%
74.0
5000
143.0 % N L N "
‘ ‘ 311.3 21.00 21.50
o_‘H‘HM‘m‘,mw‘wmH_‘Hwhf‘ﬁ‘“?f"f‘ﬁ???ﬂ? m/z 87.00 80.14%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #214951: Nonadecanoic acid, methyl ester
74.0
5000 e
21.00 21.50
143.0 m/z 43.10 43.78%
H‘ ‘ siag | 3120
0]‘.\\\0\‘J\\\l\JI\Jl“\“\\\y\!\lf%\‘\\!‘ILf‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264179: Docosanoic acid, methyl ester
74.0
e e
21.00 21.50
5000 m/z 55.05 36.09%
‘ 143.0 354.0
2550
o200 H\,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester — —
74.0 21.00 21.50
m/z 57.10 30.31%
- ‘\/\/M\JL\
H‘ 143.0 284.0
AN L ONTNEE - PO S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 20 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.380 25.18 ng 11010560 Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 80
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 32
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

Abundance Scan 3127 (21.380 min): BP008426.D\data.ms (-3123) (- m/z 277.10 100.00%

2771 ‘
5000
77.0 199.0
‘ 139()\“ 21,00 2150
Oh ek 23901 L | 340.0404.0 47145374 /7 578 19 34.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.00 2150
77.0 199.0 m/z 199.00  20.95%
0%4\.\91J\\‘\\‘\\\\’J\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
2100 2150
o 183.0
o]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, Onphenwphosphoranyhdene)hy
277. 2100 2150
m/z 77.00 19.06%
5000
o 183.0
o‘HH“Hw‘MHJ‘,“‘H\“UhHW“Hwwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8426.D

Acqg On : 15 Dec 2021 20:23
Operator : CG/JU

Sample : M5032-01 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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|
Decane 8.969 23.3 ng 480826 1 7.740 412392 20.0
Tridecane 11.969 15.4 ng 868850 2 10.534 1125840 20.0
Tetradecane 13.222 24.9 ng 982640 3 14.393 788693 20.0
Carbonic acid, ... 14.298 25.5 ng 1004280 3 14.393 788693 20.0
Hexadecane 15.257 23.0 ng 906398 3 14.393 788693 20.0
Octacosane 15.663 9.1 ng 357737 3 14.393 788693 20.0
Heptadecane 16.122 34.0 ng 1328160 4 17.157 781112 20.0
Octadecane 16.922 20.7 ng 807090 4 17.157 781112 20.0
Hexadecane, 2,6... 16.975 10.4 ng 405365 4 17.157 781112 20.0
Nonadecane 17.663 18.0 ng 702797 4 17.157 781112 20.0
Hexadecanoic ac... 17.845 214.0 ng 8358880 4 17.157 781112 20.0
n-Hexadecanoic ... 18.069 11.7 ng 456672 4 17.157 781112 20.0
Pentadecane 18.339 16.2 ng 633011 4 17.157 781112 20.0
9,12-Octadecadi... 18.969 815.5 ng 31848600 4 17.157 781112 20.0
9-Octadecenoic ... 18.998 523.1 ng 20430800 4 17.157 781112 20.0
Methyl stearate 19.110 103.3 ng 4032980 4 17.157 781112 20.0
Heptadecane, 9-... 20.033 8.0 ng 350458 5 21.263 874475 20.0
Eicosanoic acid... 20.174 12.8 ng 559937 5 21.263 874475 20.0
Nonadecanoic ac... 21.104 10.7 ng 466874 5 21.263 874475 20.0
Triphenylphosph... 21.380 25.2 ng 1101050 5 21.263 874475 20.0
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