LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc :

ALS Vvial : 17 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@08200.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.922 321 329 338 rVB 85738 133021 1.27% 0.289%
2 5.393 401 409 421 rBV 562209 871266 8.30% 1.896%
3 6.981 668 679 694 rBV 513185 881610 8.40%  1.918%
4 7.799 809 818 824 rBV 366111 585051 5.57% 1.273%
5 8.957 1009 1015 1023 rBV 339542 571377 5.44% 1.243%

6 10.593 1283 1293 1299 rBV 491264 941923 8
7 12.028 1527 1537 1543 rBV 172986 283155 2
8 12.257 1569 1576 1584 rVB5 51435 119235 1.14%
9 12.987 1696 1700 1705 rVB3 81230 115387 1
10 13.063 1707 1713 1723 rVB 830323 1226735 11.
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11 13.275 1742 1749 1756 rBV 234717 350721 3.34%
12 14.351 1927 1932 1937 rBV 296643 368859 3.51%
13 14.445 1940 1948 1954 rVV 673058 1068470 10.18%
14 14.975 2034 2038 2046 rVB4 78310 126718 1.21%
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15 15.310 2090 2095 2099 rVB 296741 371779 3.54% 809%
16 15.716 2158 2164 2169 rVB 105631 170222 1.62% 0.370%
17 15.945 2196 2203 2210 rVV 639199 1010713 9.63%  2.199%
18 16.175 2237 2242 2245 rBV 343121 481400 4.59% 1.048%
19 16.975 2373 2378 2382 rBV 276002 354753 3.38% 0.772%
20 17.028 2383 2387 2396 rVB 148852 255633 2.44%  ©.556%
21 17.204 2412 2417 2421 rBV 810976 1166937 11.12%  2.539%
22 17.251 2421 2425 2429 rVB 286694 401172 3.82% 0.873%
23 17.339 2437 2440 2445 rVB 76728 114898 1.09% 0.250%
24 17.716 2500 2504 2508 rBV 287489 355335 3.39% ©.773%
25 17.757 2508 2511 2514 rVV2 102683 109109 1.04% ©.237%

26 17.886 2528 2533 2538 rBV 1314187 1553694 14.80%
27 17.992 2548 2551 2555 rBV2 80320 114485 1.09%
28 18.116 2567 2572 2584 rVB 1722735 2534894 24.15%
29 18.263 2594 2597 2601 rVB2 76971 106374 1.01%
30 18.392 2615 2619 2623 rBV = 254632 307825 2.93%
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31 18.992 2716 2721 2723 rBV 1917433 2288354 21.80% 4.980%
32 19.027 2723 2727 2730 rVV 5842779 7142495 68.04% 15.543%
33 19.051 2730 2731 2737 rVB3 551888 570240 5.43% 1.241%
34 19.157 2744 2749 2753 rBV 1122502 1388284 13.23% 3.021%
35 19.251 2754 2765 2775 rBV3 4116145 10497210 100.00% 22.843%

36 19.357 2779 2783 2792 rVB3 518427 827774  7.89% 1.801%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS Vvial : 17 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.580 2815 2821 2829 rVB2 569869 1076697 10.26% 2.343%
38 19.780 2850 2855 2859 rVB 1403451 1673766 15.94% 3.642%
39 20.086 2905 2907 2909 rVB 151693 118284 1.13% 0.257%
40 20.221 2928 2930 2934 rVB 211109 201740 1.92% 0.439%
41 20.569 2987 2989 2995 rVB 202940 204538 1.95% 0.445%
42 21.027 3065 3067 3072 rVB3 267953 278186 2.65% 0.605%
43 21.310 3110 3115 3119 rBV2 999283 1482428 14.12% 3.226%
44 23.710 3519 3523 3530 rVB2 609630 1150605 10.96%  2.504%

Sum of corrected areas: 45953352
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Dec 2021 20:00
: CG/IU
: M4876-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
BP008200.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP008200.D\data.ms

5.393 6.981

10.593

7.799 8.957
4.922

ol

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BP008200.D\data.ms

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

19.027

19.251

19.780

7

3580 eea21

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

10000001

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008200.D\data.ms

21.310

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.922 4.55 ng 133021 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
Abundance Scan 329 (4.922 min): BP008200.D\data.ms (-321) (-) m/z 43.00 100.00%
3.0
5000
101.0 S EAEEE R R

4.60 4.80 5.00 5.20
206.9 281.1340.9 429.8 501.9

Ol A S0 4298 S01Y - m/z 59.e0  63.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e AR RAEEEmEmas

4.60 4.80 5.00 5.20

m/z 101.00  20.96%

10.?..0
e

‘\\1!‘\\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9522: 2-Pentanol, 2,4-dimethyl-

59.0

4.60 4.80 5.00 5.20
5000 m/z 57.95 15.59%

| \H‘I \ ’

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

Abundance #4528: 2,3-Butanedione, monooxime R e AR REA
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.36%
5000
101.0
L e aaa T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP112521.M Fri Dec 03 16:49:34 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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.
12.028 6.01 ng 283155 Naphthalene-d8 10.593
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 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1537 (12.028 min): BP008200.D\data.ms (-1527) (- m/z 57.05 100.00%

57.0
5000
T \
144.9 12.00
ol il n7n" 2088 281933913959 476.1534.7  n/z 43.05  76.36%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane
57.0
5000 = :
12.00
m/z 71.05 52.01%
\‘ | ‘ [127.0184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
T \
12.00
5000 ITI/Z 41.00 37.99%
Ulitzre zase
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59069: Undecane, 2,6-dimethyl- — ‘
57.0 12.00
m/z 85.10 32.76%
o L
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 11
R.T. EstConc Area Relative to ISTD R.T.
13.275 6.56 ng 350721  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Heptadecane 240 C17H36 000629-78-7 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1749 (13.275 min): BP008200.D\data.ms (-1742) (-  m/z 57.05 100.00%
57.0

N

5000
T —
154.0 ‘ 13.00 13.50
Ol ddddd 77 2211279.1 354.9 4648 549 .., 43,95  72.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 T — T
13.00 13.50
m/z 71.10 57.26%
‘\\J\l\"\J\‘\‘\“‘]k\AZ\Z}‘(‘)\\]_\9\?\.0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
e —
13.00 13.50
5000 ITI/Z 41.05 35.62%
\‘ |4 4270 226.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane T —
57.0 13.00 13.50
m/z 85.05 33.85%
5000

N

zmo 2

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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.351 6.90 ng 368859  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
4 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 68
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 1932 (14.351 min): BP008200.D\data.ms (-1927) (- m/z 57.05 100.00%

57.0
5000
— —T
1271 2122 14.00 14.50
O b SrE e 2798 3551 42514891 m/z 43.e5  68.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 . ——
14.00 14.50
m/z 71.05 56.84%
Jk hJﬁ?Io 226.0
‘\\1!‘\!\\’\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane
57.0
= T
14.00 14.50
5000 ITI/Z 85.05 35.66%
\‘ 1111?7'0 19?'0
| I O
A A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59031: Nonane, 5-butyl- T —
43.0 14.00 14.50
m/z 41.00 34.41%
5000 126.0 VAAJVMWWAAJNMMMM\/V
)m,m-o‘ el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

8270E-BP112521.M Fri Dec 03 16:49:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.310 6.96 ng 371779  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 2095 (15.310 min): BP008200.D\data.ms (-2090) (-  m/z 57.05 100.00%

57.0
5000
— —
1270 15.00 15.50
ol AdLi 210 2263284.23410 4223 8216 ./, 43.05 66.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
5000 — —=
15.00 15.50
m/z 71.1@ 57.28%
j‘ .|‘.Il12.710 226.0
Tr ‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
— =
15.00 15.50
5000 m/Z 85.10 36.82%
[T 2400
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —r=
57.0 15.00 15.50
m/z 41.00 30.45%
5000
140.0
m/z--> 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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.716 3.19 ng 170222  Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68

Abundance Scan 2164 (15.716 min): BP008200.D\data.ms (-2158) (- m/z 57.05 100.00%
57.0

- w
— —
‘ ‘ 19717541 15.50 16.00
ol hbLLL AL 28303420 4381 8350 ., 7119  47.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T e
15.50 16.00
m/z 43.05 41.67%
‘FllAl?l?.‘Ole.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74013: Tridecane, 2-methyl-
57.0
. — —
15.50 16.00
5000 m/z 41.10 24.78%
‘ 155.0
S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- 7 —
57.0 15.50 16.00
m/z 85.05 21.92%
5000
|1, 1270 1970
| I [
R R aaan R RARARERR RN T —
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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.175 8.25 ng 481400  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 92
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2242 (16.175 min): BP008200.D\data.ms (-2237) (- m/z 57.05 100.00%
57.0

-

5000
— —
169.1 16.00 16.50
Ok bdd e obir, 2401 314.18743434.2  537.0 ./, 43,05  67.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 — ——
16.00 16.50
m/z 71.05 56.47%
\\ } |11 12701850
‘\\T\[\\f\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
— —
16.00 16.50
5000 m/z 85.05 39.98%

1270 197.0 282.0

|

m/z--> 6 Sb 160 1éo 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #246481: Tetracosane T T
57.0 16.00 16.50
m/z 41.10  32.52%

-

5000

-

| ‘ ‘ || 270 197.0 267.0 338.0

‘\\\\‘\\\‘\‘\\‘\\“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

T ‘
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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.975 6.08 ng 354753  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2378 (16.975 min): BP008200.D\data.ms (-2373) (-~ m/z 57.05 100.00%
57.0

w0 NW\/JLVW
——
1271 17.00
oAl 1Pl1 192025433101 4182 5045 1/, 4310  64.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 T
17.00
m/z 71.10 61.03%
L) 2270 197.0 2670 380.0
\\\\‘\\\\‘\\\T‘\\\\‘f\\\‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
——
17.00
5000 ITI/Z 85.05 41.94%
1111 2270 1970 281.0 394.0
B R L e AR S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane —
57.0 17.00
m/z 41.10 30.76%
- J*NwA/MmWWAAww»n/\mmk
“ L1l 1270 197.0 268.0
e e S e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP112521.M Fri Dec 03 16:49:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Tricosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.028 4.38 ng 255633  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 89
2 Triacontane 422 C30H62 000638-68-6 76
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62
5 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 60

Abundance Scan 2387 (17.028 min): BP008200.D\data.ms (-2383) (- m/z 57.10 100.00%

57.1
5000 184.0
R \
H 127 17.00
ol bbbl [ i L, 2489 3281 4020 47495325 ./, 7110  74.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229645: Tricosane
57.0
5000 —— ‘
17.00
m/z 43.05 45.90%
127.0 324.0
\\“\J“\\\\”‘\\\f“‘\“\\‘\“\‘\‘\‘\2“6\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane
57.0
R \
17.00
5000 ITI/Z 184.00 45.03%
LLELT, 1970 2670 3370 4220
B e A e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane —
57.0 17.00
m/z 85.10 40.97%
5000
L1270 70 2680
‘H"H‘w"H‘H"_‘H“H‘_“W‘H‘_“W‘H“H‘w‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00

8270E-BP112521.M Fri Dec 03 16:49:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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.
17.716 6.09 ng 355335  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2504 (17.716 min): BP008200.D\data.ms (-2500) (-  m/z 57.00 100.00%
57.0
o M
— —
1271 203.0 17.50 18.00
o AL IEIY 2030 28003303 41484753 549. ./, 43.10  67.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 Sees =
17.50 18.00
m/z 71.10 63.95%
LLLA770 2570 2680
\\\\‘\\\\‘\\\\‘\\\\‘!\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
—T —
17.50 18.00
5000 m/z 85.10 41.76%
’ 183.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo- R T
57.0 17.50 18.00
m/z 41.00 31.25%
5000
ML Esp0 2250
| )
e = T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP112521.M Fri Dec 03 16:49:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.886 26.63 ng 1553690  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80
Abundance Scan 2533 (17.886 min): BP008200.D\data.ms (-2528) (- m/z 73.95 100.00%
74.0
5000
— ——
‘ I 1430 2272 17.50 18.00
obrdddllly Lo |y 296.9354.9 430.34873549. ;g7 09 72.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — -
17.50 18.00
143.0 m/z 43.10 34.20%
‘ ‘ ‘ 227.0
\\\\l“\‘\‘\\‘\l“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
= =
17.50 18.00
5000 m/z 55.00 29.75%
‘ “ 1430 2970
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate T —
74.0 17.50 18.00
m/z 41.05 25.42%
5000
T
L B o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP112521.M Fri Dec 03 16:49:43 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 2
R.T. EstConc Area Relative to ISTD R.T.

18.116  43.45 ng 2534890  Phenanthrene-d10 17.204
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2572 (18.116 min): BP008200.D\data.ms (-2567) (- m/z 73.00 100.00%

3

5000 J
213.2 — —
HH 9, \ 18.00 18.50
Ol 'me Ll 271.1329.3 4001 4724 B49. ./, 4310 87.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
” 2130 m/z 60.00 87.34%
1\ H“\ h il \ l L \
‘\\\\’ T \\\1‘1!\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 m/z 57.10 75.28%
171.0

| }Hmhm |

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

-

Abundance #126199: Pentadecanoic acid ‘
73.0 18.00 18.50
m/z 55.05 73.96%
5000
tL } 199.0
solbllLizso, . |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP112521.M Fri Dec 03 16:49:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.392 5.28 ng 307825  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
Abundance Scan 2619 (18.392 min): BP008200.D\data.ms (-2615) (-  m/z 57.05 100.00%
57.0
. JUW\
— ——
‘ ‘ 1137.1 16712571 18.00 18.50
bbb b £ 1972 257:1313.9373.4434.3 4964 /7 71,10 59.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 = "
18.00 18.50
m/z 43.05 58.54%
L2270 1070 2670 3800
\\\\‘\\\\‘\\\1‘\T\\‘\\\1‘\\\\‘1\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
— ——
18.00 18.50
5000 m/z 85.05 44.78%
127.0
P perezsa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane — —
57.0 18.00 18.50
m/z 41.00 25.84%
h kJNA\AN~J\N¢-VV
“ L1 1270 197.0 268.0
e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP112521.M Fri Dec 03 16:49:45 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP©@8200.D

Acqg On : 02 Dec 2021 20:00

Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3

R.T. EstConc Area Relative to ISTD R.T.
18.992  39.22 ng 2288350  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402

ethyl 10-

trans,12-cis-octadecad... 294 C19H3402

»12-Octadecadienoic acid, methy... 294 C19H3402

19
2 M
3 9,15-Octadecadienoic acid, methy... 294 C19H3402
4 9
5M

ethyl 9-cis,11-trans-octadecadi... 294 C19H3402

Abundance Scan 2721 (18.992 min): BP008200.D\data.ms (-2716) (-
67.0

002566-97-4 99
1000336-44-2 99
017309-05-6 99
002462-85-3 99
013058-52-1 98

m/z 67.00 100.00%

5

5000
HH ﬁ LA79.1 263135593880 4554 549 1990
o A Fl2: 3299 388.0 4894 849 m/z 81.10  83.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
19.00
‘ m/z 55.05 68.35%
\“‘M\ Hf”ﬂ‘\\li\“\‘}\\\\’\\\\2’6\2\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
=
19.00
5000 m/z 95.10 57.07%
294.0
10T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
67.0 19.00
m/z 41.10 49.85%
5000
} PF 294.0
A Dy 2200 | S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP112521

.M Fri Dec 03 16:49:46 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.027 122.41 ng 7142500  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 2727 (19.027 min): BP008200.D\data.ms (-2723) (- m/z 55.05 100.00%

55.0
5000
3 264.1 — i
1802 h 19.00
o] “!n';‘a‘h L) w" 3209 416048055375 sz 69.10  70.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 = :
19.00
3.0 m/z 74.00 65.05%
’ ' ﬁ "7180.0 264.0
\\‘\“ ‘\“\‘\‘H“l\“‘\"‘l\m\hl‘"\"\J\\‘\\i\\‘\I\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
T T
19.00
5000 ITI/Z 41.10 59.09%
264.0
{ 1“' 3.0180.0
SNEY N S S ————
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester =T ‘
55.0 19.00
m/z 83.10 58.57%
5000
264.0
3.0180.0
HmkJLHVEWMWMM“H‘_‘H"H‘_“w‘u‘_“w‘u“‘ =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP112521.M Fri Dec 03 16:49:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 unknownl19.051 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.051 9.77 ng 570240  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 i-Propyl 11,12-methylene-octadec... 338 C22H4202 1000336-77-0 46
2 5-Tetradecene, (Z)- 196 C14H28 041446-62-2 43
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 37
4 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 37
5 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 37

Abundance Scan 2731 (19.051 min): BP008200.D\data.ms (-2730) (-~  m/z 55.05 100.00%

55.0 '
5000
206.1 = :
.
Ll it 'q "wu Lo B[00 30324048 4762 549 . 43 16 4s.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #246411: i-Propyl 11,12-methylene-octadecanoate
55.0
5000 —— :
19.00
’ F 279.0 m/z 41.00  41.30%
‘ TTTT "'\ i J M\“‘\JAI‘\“ILJ‘“\‘“ﬂ“\“\"‘l\ \‘ \"\ \ \“\ T ‘ \:3\3\\8‘(\)\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71739: 5-Tetradecene, (Z)-
55.0
RN
19.00
5000 ITI/Z 83.10 41.08%
196 0
Isze
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid =
55.0 19.00
m/z 74.00  34.90%
5000
H ’ 264.0
‘HAMNM“HWW&M%%Ruwﬂu‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP112521.M Fri Dec 03 16:49:48 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.157 23.79 ng 1388280  Phenanthrene-d10 17.204
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 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83

Abundance Scan 2749 (19.157 min): BP008200.D\data.ms (-2744) (- m/z 74.00 100.00%
74.0

i

5000
143.1 —
‘ ‘ ’ 255.2 19.00 19.50
ol Hs‘“ﬁ b euH‘mme‘h"??“""1“35‘3“2‘”““‘7‘5‘3}?‘3‘5‘? m/z 87.0  73.23%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 —\ —
143.0 298.0 19.00 19.50

m/z 43.10 36.52%

Ls.ol‘ ||, 2180 \ |

‘\H\‘W\H[H‘H‘Hr\‘\\\r‘\T\w\\\\‘\H\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester

%

74.0
19.00 19.50
5000 m/z 55.00  30.00%
143.0 255.0
\HM!,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143572:Pemadecanok:add,nuﬂhyleﬁer = —
74.0 19.00 19.50
m/z 41.10 23.71%
5000
M 1430 5560
S SASRLS
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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.357 11.17 ng 827774  Chrysene-di12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 2783 (19.357 min): BP008200.D\data.ms (-2779) (- m/z 73.00 100.00%

3

5000
241.2
- =
H} ‘ { si0 19.00 19.50
O ML L 840.9 4243 4982 0 4319 96.95%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — —T
19.00 19.50
’ 284.0 m/z 60.00 90.66%
J | ’M“mlx\ \lw L
‘\\\’ \\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

T

43.0
19.00 19.50
m/z 57.10 86.92%
5000 2840 /
129.0
B T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid — —
60.0 19.00 19.50
m/z 55.05 74.04%
5000 129.0
” 213.0
S ““u\wml‘Hw_m‘\‘H‘_H“wwwwww s ==
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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Dodecane, 1-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.569 2.76 ng 204538  Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 90
2 Tetracosane 338 C24H50 000646-31-1 81
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 74
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2989 (20.569 min): BP008200.D\data.ms (-2987) (- m/z 57.10 100.00%
57.1

5000 w
T \
‘ L, 180.1237.1 302.1 432.1 2050
ol MJH 800 3021 369.2482.1489.0549. /7 71,10 69.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 —— :
20.50
m/z 43.10 57.76%
‘ 169.0
\J\‘\‘\\\\\“\‘\‘\\“\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
T \
20.50
5000 ITI/Z 85.10 44 ,59%
1 338.0
Lt ° 1970 2670
““‘H“H‘ et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl- T
43.0 20.50
m/z 55.05 24.23%
5000 W
224.0
} 113.0 ’ 295.0
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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Ethanol, 2-(dodecyloxy)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.027 3.75 ng 278186  Chrysene-di12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 92
2 Hexadecane 226 C16H34 000544-76-3 76
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 62
4 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 58
5 Tridecane 184 C13H28 000629-50-5 55

Abundance Scan 3067 (21.027 min): BP008200.D\data.ms (-3065) (-  m/z 57.10 100.00%

57.1
5000
226.0 — :
} HZS-l J 241 400.3 2109
Ol AL s e 3231 00.3459.1 83283 py7 71,10 61.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111691: Ethanol, 2-(dodecyloxy)-
57.0
5000 —— :
21.00
m/z 43.10 58.16%
jpeesms
‘\\LH\‘YJ!’l‘!‘!!“\M\l‘\‘%\\‘]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
T
21.00
5000 ITI/Z 85.10 41.52%
7.0 226.0
“ﬂkwﬂJﬂﬁ‘hMu\H,‘M“H‘w“u“u‘_“w“u‘u“_ JkN/MMNV/AMJNﬁNNMAw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester 7
57.0 21.00
m/z 69.05 30.50%

5000

]

Jm \JF?5O 196.0

7
m/z--> 0 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\BP120221\
Data File : BP0@8200.D

Acqg On : 02 Dec 2021 20:00
Operator : CG/JU

Sample : M4876-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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|
2-Pentanone, 4-... 4.922 4.5 ng 133021 1 7.799 585051 20.0
Tridecane 12.028 6.0 ng 283155 2 10.593 941923 20.0
Tetradecane 13.275 6.6 ng 350721 3 14.445 1068470 20.0
Hexadecane 14.351 6.9 ng 368859 3 14.445 1068470 20.0
Heptadecane 15.310 7.0 ng 371779 3 14.445 1068470 20.0
Pentadecane, 2,... 15.716 3.2 ng 170222 3 14.445 1068470 20.0
Eicosane 16.175 8.3 ng 481400 4 17.204 1166940 20.0
Heptacosane 16.975 6.1 ng 354753 4 17.204 1166940 20.0
Tricosane 17.028 4.4 ng 255633 4 17.204 1166940 20.0
Nonadecane 17.716 6.1 ng 355335 4 17.204 1166940 20.0
Hexadecanoic ac... 17.886 26.6 ng 1553690 4 17.204 1166940 20.0
n-Hexadecanoic ... 18.116 43.5 ng 2534890 4 17.204 1166940 20.0
Octadecane 18.392 5.3 ng 307825 4 17.204 1166940 20.0
9,12-Octadecadi... 18.992 39.2 ng 2288350 4 17.204 1166940 20.0
9-Octadecenoic ... 19.027 122.4 ng 7142500 4 17.204 1166940 20.0
unknown19.051 19.051 9.8 ng 570240 4 17.204 1166940 20.0
Methyl stearate 19.157 23.8 ng 1388280 4 17.204 1166940 20.0
Octadecanoic acid  19.357 11.2 ng 827774 5 21.310 1482430 20.0
Dodecane, 1-iodo- 20.569 2.8 ng 204538 5 21.310 1482430 20.0
Ethanol, 2-(dod... 21.027 3.8 ng 278186 5 21.310 1482430 20.0
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