LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc :

ALS vial : 4 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 M\Methods\8270-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33697.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.507 379 386 396 rBV 556322 874290 28.16% 3.053%
2 7.119 652 660 670 rBvV 618019 994728 32.04% 3.473%
3 7.966 798 804 812 rBV 135132 216542 6.98% 0.756%
4 9.131 994 1002 1010 rBV 355043 597873 19.26% 2.088%
5 10.560 1238 1245 1252 rBV 91530 148754  4.79%  0.519%
6 10.783 1276 1283 1289 rBV 209185 347438 11.19% 1.213%
7 13.236 1694 1700 1706 rBV 997665 1403244 45.20% 4.900%
8 14.607 1925 1933 1938 rBV 368829 531293 17.11% 1.855%
9 15.013 1994 2002 2009 rBV4 65954 120567 3.88% 0.421%
10 16.083 2178 2184 2192 rBV 1143121 1564191 50.39% 5.462%
11 16.377 2227 2234 2235 rBV6 20783 33563 1.08% 0.117%
12 16.477 2243 2251 2252 rBV3 42895 81433 2.62% 0.284%
13 16.742 2293 2296 2301 rVB5 29517 41633 1.34% 0.145%
14 17.342 2392 2398 2402 rBV 529809 784253 25.26%  2.738%
15 17.383 2402 2405 2410 rVB 195312 257036 8.28% 0.898%
16 17.471 2416 2420 2424 rVB 40852 53733 1.73% 0.188%
17 18.018 2510 2513 2517 rVB2 29393 34539 1.11% 0.121%
18 18.242 2543 2551 2565 rBV 1412146 2312356 74.49% 8.074%
19 18.412 2575 2580 2584 rBV3 40763 74089 2.39% 0.259%
20 18.507 2593 2596 2599 rBvV4 35768 40245 1.30% 0.141%
21 18.854 2646 2655 2670 rVB2 324254 1061304 34.19% 706%
22 19.130 2699 2702 2706 rBV 27600 35817 1.15% 125%
23 19.183 2709 2711 2716 rVB6 28293 38207 1.23%

24 19.389 2742 2746 2752 rVB 386697 480020 15.46%
25 19.512 2760 2767 2784 rBV 1425927 2303236 74.19%
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26 19.748 2804 2807 2816 rVB 269817 394531 12.71%
27 19.953 2836 2842 2847 rBV 2610897 3104432 100.00% 10.840%
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28 20.089 2857 2865 2874 rBV 538966 1318997 42.49%  4.606%
29 20.318 2899 2904 2912 rVB3 170465 390172 12.57% 1.362%
30 20.989 3012 3018 3027 rBV 748551 1572357 50.65% 5.490%

31 21.218 3054 3057 3062 rVB4 181787 235540  7.59%
32 21.500 3099 3105 3109 rBV2 1106763 1676469 54.00%
33 21.542 3109 3112 3119 rVB 183164 260264  8.38%
34 21.665 3131 3133 3137 rVB 108692 106054  3.42%
35 21.753 3143 3148 3157 rVB 782090 1514829 48.80%
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36 22.130 3210 3212 3220 rVB2 178056 243980 7.86%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 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_M\Methods\8270-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.571 3281 3287 3293 rBV 590503 1197773 38.58% 4.182%
38 22.636 3295 3298 3309 rVB3 223878 404908 13.04% 1.414%
39 23.924 3511 3517 3524 rVB2 910155 1787513 57.58% 6.242%

Sum of corrected areas: 28638203
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jan 2022 14:03
: CG/JU
: N1e97-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
BM@33697.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM033697.D\data.ms

5507 7.119

9.131
10.783
7.966 j\ 10.560

0

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

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

TIC: BM033697.D\data.ms
19.953

19.512

18.242

13.236

471 18.014188507

0

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 20.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM033697.D\data.ms

21.500 23.924

Time-->

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.560 8.56 ng 148754  Naphthalene-d8 10.784
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 50

Abundance Scan 1245 (10.560 min): BM033697.D\data.ms (-1238) (- m/z 57.10 100.00%
57.1

—

5000
T T
‘87\'1 10.0132.0 206.9 0%
0brrrprrrrh mmlwe“‘ﬁu}‘Hw:_Wwwwu m/z 45.85 97.44%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 N

29.0 10.50
m/z 41.05 38.64%

‘870
\\\‘\‘H“\‘\“‘H‘\ H\\‘1‘\“\“f‘\\[H\\\\‘]\-\3\2\.‘0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-

57.0

1 \
10.50

o

5000 m/z 75.10 20.71%
29.0
‘ ‘870
SR T LA T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- a o ny
45.0 10.50

5000
I A”WMNWWWA“MJ\WWWM
0 19-%“\ m\hww.d\ || 1190 1440

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Dodecanoic acid

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.013 4.54 ng 120567  Acenaphthene-di10 14.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Undecanoic acid 186 C11H2202 000112-37-8 52
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 Nonanoic acid 158 C9H1802 000112-05-0 46
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 35

Abundance Scan 2002 (15.013 min): BM033697.D\data.ms (-1994) - m/z 73.10 100.00%
73.1
41.1
5000
129.1
T6&0 IR 1
15.00
A phw”\“u A e M e BLL s Ge.es  90.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75716: Dodecanoic acid
60.0
5000 1290 W
29.0 m/z 41.10 66.43%
‘ ‘ 7.0 71.0200.0
O \H‘\‘\ T \UJHH!“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60690: Undecanoic acid
60.
T \
15.00
5000 20.0 ITI/Z 43.10 60.79%
0 Wj\wwm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid T ‘
43.0 73.0 15.00
m/z 55.10 55.63%
5000 129.0
171.0
‘ ‘ ‘ 214.0
O‘HMkWJﬂM‘ ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Hentriacontane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.477 2.08 ng 81433  Phenanthrene-d1e 17.342
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Triacontane 422 C30H62 000638-68-6 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80

Abundance Scan 2251 (16.477 min): BM033697.D\data.ms (-2243) (-
57.1

5000
‘ |[* 20002810
Ol bbb i e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
5000

i

[270197.0267.0 351.0 436.0

O‘\\JTT‘\H\‘\Hf‘\\\l\’\\\\‘HH‘T\H‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000

|

I

| 127:0197.0267.0337.0407.0 491.0562.0

0‘HH_‘m_H‘wwwu‘wHH_‘H_H‘MHWH‘WHH‘HH_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0
5000

Al erozs0zar0 4220

m/z 57.10 100.00%

-

16.50
m/z 43.10 76.69%

-

—
16.50
m/z 71.10  55.46%

:

16.50
m/z 85.10 42.74%

%

16.50
m/z 55.10  35.53%

%

O e b e b e P b e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.242 58.97 ng 2312360  Phenanthrene-d10 17.342
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 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2551 (18.242 min): BM033697.D\data.ms (-2543) (- m/z 73.10 100.00%
73.1

5000 129.1
2132 S =
‘ | TYfT ‘ 256.3 18.00 1850
ob— ol UL L 311y 43,10 85.58%
50

ﬁ

miz--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 —— —
213.0 18.00 18.50
- 171.0 m/z 60.05 84.80%
0 ”\“““\HM ‘\‘L‘“\ \“ \‘\““ \‘\‘\ T “\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
— =
18.00 18.50
5000 129.0 m/Z 55.10 73.88%
29.0 171.0
‘ 214.0
ok WMM‘ ‘JMWMW‘MW‘uﬂ“‘k —
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid == —
73.0 18.00 18.50
m/z 57.10 72.84%
5000 129.0
29.0
‘ 199.0 2420
ol bt b L
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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, 9-octyl-

R.T. EstConc Area Relative to ISTD R.T.
18.854  27.07 ng 1061300  Phenanthrene-d10 17.342
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2655 (18.854 min): BM033697.D\data.ms (-2646) (-
57.1

Concentration Rank 3

m/z 57.10 100.00%

5000 v\mwﬁyj/\kmxwxﬂ
- T
2 1602 2392 18.50 19.00
0 ‘ Ly ‘_m‘ 239.2 2951 356.0 4291 ./, 71.10  61.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = e
18.50 19.00
m/z 43.10 61.02%
13.0 239.0
O\\\l\“ “\‘\1“\“\“\\‘%\6\9Tq‘\\\l\‘\\2\9\4E\0\\3\5‘2\(\)\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
P e
18.50 19.00
5000 m/z 85.10  45.32%
ol UL d000 220 2000
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- = T
57.0 18.50 19.00
m/z 55.10 24.03%
- WL
btk L LT 1990 250 om0 aes0 o e o
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.512 27.48 ng 2303240  Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55

Abundance Scan 2767 (19 512 min): BM033697.D\data.ms (-2760) (- m/z 73.10 100.00%

1852 2413 = ‘
Y N
ol.-38 0 Ll gl b L b 8430y 43,10 98.61%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
’J
129.0
5000 284.0 = :
1850 241.0 19.50
m/z 60.10 86.59%
0! HM\ i ‘ . ‘L A “ ‘\“‘ I ‘\‘ : “‘ —
miz--> 100 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
T T
19.50
5000 129.0 m/Z 57.10 84.03%
‘ 199.0 242.0
oL | ““‘H‘““”l‘H““‘HH‘HH‘HH_
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.10 82.27%
5000
129.0
185.0 228.0
0\\“\ HM‘ h” ML m ‘ . ‘ :
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.089 15.74 ng 1319000 Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2865 (20.089 min): BM033697.D\data.ms (-2857) (-
57.1

5000

7.2 215.1
0 .unli.u.. | 309.3
A B o R RRE e ARRRARRReaEEN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #275537: Hexacosane
57.0
5000
o \‘ ||1#/:0197.0267.0 3670
‘\\\\‘HH‘\\H‘\\\\’H\\‘\\H‘W\\\‘\\H‘\\H‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

-

T
20.00
m/z 71.10 65.66%

N

T
20.00
m/z 43.10 60.23%

-

—
20.00
m/z 85.10  48.90%

N

Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 20.00
m/z 55.10  24.54%
- “¢x4LWWAN/\VMwﬂmWMMM
7.0 239.0
o LTS, P %3080
A e e e ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Farnesol isomer a Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.318 4.65 ng 390172  Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 60
2 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 53
3 Supraene 410 C30H50 007683-64-9 50
4 Succinic acid, di(3-methylbut-3-... 254 C14H2204 1010353-45-6 43
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
Abundance Scan 2904 (20.318 min): BM033697.D\data.ms (-2899) - m/z 69.10 100.00%
69.1
2056 éde
ol bl L 2Ll 30733551 4150 . 8110 52.64%
mlz--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0
5000 — ——
20.00 20.50
m/z 149.05 49.23%
21.0
O+ ‘\‘\““\‘HW r“LL‘JN\‘ ‘4“‘\“"\ T T \1\9\1‘0\ L O
m/z--> 50 100 150 200 250 300 350 400
Abundance  #101994: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
— —
20.00 20.50
5000 ITI/Z 41.10 28.36%
Ui H |00 110
obbbh bbb 20,
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene “ —
69.0 20.00 20.50
m/z 167.10 14.60%
5000
137.0
obdddylyy |, 1910 2730 3410 4100
e e e S T —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM010522.M Thu Jan 13 12:18:34 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.989 18.76 ng 1572360  Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Heneicosane 296 C21H44 000629-94-7 95
3 Heptadecane 240 C17H36 000629-78-7 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3018 (20.989 min): BM033697.D\data.ms (-3012) (-
57.1

5000

1

230.
0 \,. ﬂ L ‘1‘69‘2” |~ 2952351.5 416.1 489.
o DL S SRR 2R, AR DO

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

Abundance #212282: Docosane
57.0
5000
‘ M 8302390 310.0
0 |\ Wl err e |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’

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

Abundance #194587: Heneicosane
57.0
5000
113.0
w | L 169.0 2250 296.0
0 ‘Muq‘JMHJMAMM\Hquu‘u_“‘_““H“‘H““H‘

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

m/z 57.10 100.00%

:

21.00
m/z 71.10 65.33%

%

21.00
m/z 43.10 58.29%

:

21.00
m/z 85.10 47.42%

:

Abundance #123961: Heptadecane
57.0 21.00
m/z 55.10 23.76%
O R R T A R R SRR RS —

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

8270-BM010522.M Thu Jan 13 12:18:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Cyclohexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.218 2.81 ng 235540  Chrysene-di12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 Cyclotridecane 182 C13H26 000295-02-3 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Cetene 224 C16H32 000629-73-2 89
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87

Abundance Scan 3057 (21.218 min): BM033697.D\data.ms (-3054) (- m/z 57.10 100.00%
57.1

- L
N -
‘ Fs'l = 341.0 431.2503.1 2199 2150
ol Ml bbb b, 3420 43125031 Gy a3.10 79.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
58.0
5000 — —
21.00 21.50
5.0 m/z 55.10 71.81%
J} \' 224.0
O\H‘HH“!\\‘\!“\H\1‘Hl\\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #56952: Cyclotridecane
41.0
— —
21.00 21.50
5000 m/z 83.10 59.02%
1.0
‘ ”‘ 182.0
O‘H"HqﬂmuhJwH‘wH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester — T
57.0 21.00 21.50
m/z 71.106 54.07%
5000
FS'O 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

8270-BM010522.M Thu Jan 13 12:18:36 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tricosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.753 18.07 ng 1514830  Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 98
2 Tricosane 324 (C23H48 000638-67-5 95
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Heneicosane 296 C21H44 000629-94-7 93
5 Heptadecane 240 C17H36 000629-78-7 93

Abundance Scan 3148 (21.753 min): BM033697.D\data.ms (-3143) - m/z 57.10 100.00%
57.1
- L
e .
‘ ‘ ‘ 169.2 21.50 22.00
ol dk HJH‘ n5225:2281.1837.2 4142 503.  m/z 71.10  65.28%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #212282: Docosane
57.0
5000 s m——
21.50 22.00
m/z 43.10 58.32%
LLTTE ase02300 3100
O\\!“\\‘\\“\\\‘\‘“‘\‘\\‘\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229645: Tricosane
57.0
—— —
21.50 22.00
5000 m/z 85.10 47.72%
113.0 324.0
169.0
oL ase0zse e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 21.50 22.00
m/z 55.10 25.02%
5000
9.0 196.0
o iy, Lo e e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00

8270-BM010522.M Thu Jan 13 12:18:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.130 2.91 ng 243980  Chrysene-di2 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 78
3 Nonadecane 268 C19H40 000629-92-5 78
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 60
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 60

Abundance Scan 3212 (22.130 min): BM033697.D\data.ms (-3210) (-
57.1

5000
242.1

1|1 1
o LT 82 | w20 01 sy

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

Abundance #123958: Heptadecane
57.0
5000
L5 0asm0 2400
O‘\\\\‘\\\\TI\r‘\‘\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘

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

Abundance #107216: Hexadecane
57.0
5000
‘\ ‘ [1130169.0226.0
0“H“H“_“w“u“u“u“W“w“u“u“u“w“w

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

m/z 57.10 100.00%

a

22.00 22.50
m/z 71.10 68.86%

i

22.00 22.50
m/z 43.10 64.01%

B

22.00 22.50
m/z 85.10 45.98%

a

Abundance #158600: Nonadecane
57.0 22.00 22.50
m/z 242.10 29.74%
5000
“‘ 11301690  268.0
0t _m‘mWm_mwH,HHWHW‘Wm,mw e e

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

8270-BM010522.M Thu Jan 13 12:18:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.571 14.29 ng 1197776  Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Tetratetracontane 619 C44H99 007098-22-8 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3287 (22.571 min): BM033697.D\data.ms (-3281) (-
57.1

5000

7.2
ol IR 1or 22071337 34070051 5091

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #246482: Tetracosane
57.0
5000
797026703300
O‘H\ ‘\\H‘\\H‘HH’\H\‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #158610: Octadecane, 2-methyl-
43.0
5000
| LFO 225.0
oh— ""“""""‘,""""“""""‘_ww_www

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

—

22.50
m/z 71.10 65.33%

%

22.50
m/z 43.10 57.48%

—

22.50
m/z 85.10 48.51%

%

Abundance #347241: Tetratetracontane
57.0 22.50
m/z 55.10  22.63%
0 \HH 27:0197.0267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BM010522.M Thu Jan 13 12:18:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1e97-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E-14-Hexadecenal

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.63  4.83ng 404908 Chrysene-d12 21.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-l4-Hexadecemal 238 Cl6H300 330207-53-9 92

2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S
4 Heptacosane, 1-chloro- 414 C27H55C1

5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S

Abundance Scan 3298 (22.636 min): BM033697.D\data.ms (-3295) (-
57.1

1000309-18-5 87
1000309-17-9 87
062016-79-9 87
1000309-12-3 87

m/z 57.10 100.00%

} 22:50 23.00
127.2° 207.1 281.1 : :
0l _MH_FAL«MW"H‘um“?4‘2‘9”“'71‘5?““7‘5”2‘”5““?‘ m/z 43.10  68.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121278: E-14-Hexadecenal
43.0
5000 T —
22.50 23.00
Lo m/z 71.10  60.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
T ]
22.50 23.00
5000 ITI/Z 85.10 48.82%
139.0 .
M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206617: Sulfurous acid, butyl dodecyl ester T T
57.0 22.50 23.00
m/z 55.10 30.71%
o}|11690330 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BM010522.M Thu Jan 13 12:18:40 2022

Page:

17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11222\
Data File : BM@33697.D

Acqg On : 12 Jan 2022 14:03
Operator : CG/JU

Sample : N1097-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.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... 10.560 8.6 ng 148754 2 10.784 347438 20.0
Dodecanoic acid 15.013 4.5 ng 120567 3 14.607 531293 20.0
Hentriacontane 16.477 2.1 ng 81433 4 17.342 784253 20.0
n-Hexadecanoic ... 18.242 59.0 ng 2312360 4 17.342 784253 20.0
Heptadecane, 9-... 18.854 27.1 ng 1061300 4 17.342 784253 20.0
Octadecanoic acid 19.512 27.5 ng 2303240 5 21.500 1676470 20.0
Hexacosane 20.089 15.7 ng 1319000 5 21.500 1676470 20.0
Farnesol isomer a  20.318 4.7 ng 390172 5 21.500 1676470 20.0
Docosane 20.989 18.8 ng 1572360 5 21.500 1676470 20.0
Cyclohexadecane 21.218 2.8 ng 235540 5 21.500 1676470 20.0
Tricosane 21.753 18.1 ng 1514830 5 21.500 1676470 20.0
Heptadecane 22.130 2.9 ng 243980 5 21.500 1676470 20.0
Tetracosane 22.571 14.3 ng 1197776 5 21.500 1676470 20.0
E-14-Hexadecenal 22.636 4.8 ng 404908 5 21.500 1676470 20.0
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