LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29113.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.199 370 376 388 rBB 267234 366952 15.52%  4.581%
2 6.822 646 652 662 rBv 242265 373070 15.78% 4.658%
3 7.616 782 787 793 rBB 33065 48227 2.04% 0.602%
4 8.799 981 988 998 rBB 149727 236076  9.99%  2.947%
5 10.410 1256 1262 1268 rBB 40813 64601 2.73% 0.806%
6 12.904 1679 1686 1692 rBV 342305 474037 20.05% 5.918%
7 14.292 1917 1922 1927 rVB 59080 82296 3.48% 1.027%
8 15.792 2172 2177 2188 rBV 261692 357329 15.12% 4.461%
9 17.039 2385 2389 2395 rVB 69479 94463 4.00% 1.179%
10 17.969 2536 2547 2577 rVB2 690215 1803369 76.29% 22.514%
11 18.480 2630 2634 2643 rVB3 18922 26179 1.11% 0.327%
12 19.021 2722 2726 2730 rBV 19364 26828 1.13% 0.335%
13 19.086 2732 2737 2739 rBV 51457 82850 3.50% 1.034%
14 19.110 2739 2741 2747 rVB 36722 51304 2.17% 0.640%
15 19.251 2752 2765 2787 rVB 1202977 2363841 100.00% 29.511%
16 19.674 2832 2837 2844 rVB 528137 631355 26.71% 7.882%
17 20.239 2926 2933 2939 rBV 62698 109888 4.65% 1.372%
18 20.304 2940 2944 2949 rBV 20285 29487 1.25% 0.368%
19 20.551 2979 2986 2995 rvv4 25380 58774 2.49% 0.734%
20 20.945 3048 3053 3059 rBV3 35799 57763  2.44% 0.721%
21 21.221 3094 3100 3107 rBV2 98768 132895 5.62% 1.659%
22 21.780 3191 3195 3198 rBV 36360 47140 1.99% 0.589%
23 21.809 3198 3200 3206 rVB2 24337 34489 1.46% 0.431%
24 22.215 3265 3269 3275 rBV 54326 70019 2.96% 0.874%
25 22.462 3307 3311 3319 rVB 22064 38617 1.63% 0.482%
26 22.692 3346 3350 3355 rVB 64345 84726  3.58% 1.058%
27 23.221 3436 3440 3448 rVB 60060 102923 4.35%  1.285%
28 23.362 3458 3464 3472 rVB 56083 98564 4.17% 1.231%
29 23.821 3537 3542 3549 rVB 35040 61990 2.62% 0.774%

Sum of corrected areas: 8010052
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029113.D\data.ms
1200000

1000000
800000
600000

400000

5.199 6.822
200000 8.799

7.616 10.410
0 L ‘ L ‘ L ‘ L ‘ T ‘ L ‘ L ‘ L ‘ L ’ [ ‘ L ‘ L ‘ L ‘ L ‘ T T /\\ ’ L ‘ L ‘ T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM029113.D\data.ms
1200000 19.251

1000000

800000
17.969

600000 19.674

400000 12.904
15.792

200000

17.039 20.2
14.292 18.480 19 D63 5
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Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM029113.D\data.ms
1200000

1000000

800000

600000

400000

200000

S NS,

21.221 22,692
20.945 %MZZ.@GZ%Q 23.821

o

Time--> 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_M\Data\BM@31221\

Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl8.48

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.480 5.54 ng 26179  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, (1,2-dimethylpropoxy)tri... 160 C8H200Si 018246-76-9 27
2 4-Methyl-2-pentanol, trimethylsi... 174 C9H220Si 1000352-38-5 27
3 Silane, trimethyl(1l-methylbutoxy)- 160 C8H200Si 001825-67-8 25
4 Trimethyl(1-propoxypropan-2-ylox... 190 C9H2202Si 1000367-03-2 22
5 Trimethylsilyl 2,2-dimethyl-3,6,... 352 C14H3206Si2 1000366-79-7 22

Abundance Scan 2634 (18.480 min): BM029113.D\data.ms (-2630) (-

m/z 73.00 100.00%

73.0 11y7.0
313.:
5000
—r—
40,0 | 170.9 213.1 18.50
A e L myz 116,95 100.00%
miz--> 50 100 150 200 250 300
Abundance #31357: Silane, (1,2-dimethylpropoxy)trimethyl-
117.0
73.0
5000 e
18.50
m/z 313.20 75.30%
39\*9‘\\\ L., | #590
L LI ‘ T T T ‘ LI ’ L ‘ L ‘ L ’ L
miz--> 50 100 150 200 250 300
Abundance #41736: 4-Methyl-2-pentanol, trimethylsilyl ether
117.0
=
73.0 18.50
5000 m/z 75.00 69.99%
159.0
miz--> 50 100 150 200 250 300 “«%
Abundance #31346: Silane, trimethyl(1-methylbutoxy)- ) Al ‘A e,
117.0 18.50
m/z 129.00 56.15%
73.0
5000
LTS W N 2 o
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptadecanoic acid, methyl ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.021 5.68 ng 26828 Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 2726 (19.021 min): BM029113.D\data.ms (-2722) (- m/z 74.00 100.00%
74.0
43.0
5000
143.0 s ‘
255.2
| b ihdi 3922 ‘ o o0
S L N TR T W m/z 87.00 78.17%
miz--> 50 100 150 200 250
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
5000 — :
43.0 19.00
m/z 43.05 62.45%
‘ h ‘ 1430 oco 2410 284C
T T \ \ ‘ ‘\ “ ‘“ "]‘T\]-\(]\ \“ T T \‘\ “ T T T \‘ “\ T \‘\
miz--> 100 150 200 250
Abundance #95859: Methyl tetradecanoate
74.0
R [
19.00
5000 m/z 55.05 48.50%
43.0 143.0
199.0
242.0
Lo |10 a0
m/z--> 100 150 200 250
Abundance #107593: Pentadecanoic acid, methyl ester — ‘
74.0 19.00
m/z 41.00 44.14%
5000
43.0
‘ 143.0
213.0 256.0
- u\ M 110, | 180”0 260 e
miz--> 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.086 17.54 ng 82850  Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 98
2 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 91
3 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 90
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 76
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 74

Abundance Scan 2737 (19.086 min): BM029113.D\data.ms (-2732) - m/z 67.00 100.00%
67.0

5000 M\waﬂﬂ\JAxwm4v
09.1 T T
“ Mjr o131 2801 19.00
LN ““““w“u“‘ T m/z 41.10 90.54%
miz--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
670
5000 — ‘
19.00
09.0 m/z 55.00 83.04%
29. h 0.0 280.0
‘“ Hh “h w‘ T \]-96‘ 0\ \2\36\0‘ T 1 T ‘ L
miz--> 50 150 200 250 300
Abundance #127645 Methyl 9,12-heptadecadienoate
610
o \
19.00
5000 m/z 81.05 73.58%
09.0
‘ 280.0
—— “‘\“ “ HL \‘M\\m\‘ ‘1\ ‘\h‘ . ‘?0‘?0“ “\‘ — ! T
miz--> 50 150 200 250 300
Abundance #178355 2-Chloroethyl linoleate T i
67. 19.00
m/z 95.00 52.49%
5000
09.0
i Lme = e )
mlz--> 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 cis-9-Hexadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.110 10.86 ng 51304 Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 80
2 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 74
3 Cyclotetradecane 196 C14H28 000295-17-0 72
4 1-Octadecanol 270 C18H380 000112-92-5 58
5 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1000245-50-0 58

Abundance Scan 2741 (19.110 min): BM029113.D\data.ms (-2739) - m/z 55.10 100.00%

5]:
5000
=T =

1380 19302222 2641 19.00 19.50
m/z 69.10 70.22%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105678: cis-9-Hexadecenoic acid
53.0

5000
97.0 19 oo 19 50
m/z 41.10 56.62%

. 236.0
TT %‘a‘ng‘ \‘ ‘”J a 194.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116954: Acetic acid, trifluoro-, undecyl ester
69.0

1900 1950
29.0 11.0
154.0
D Ld L e w0 g
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58280: Cyclotetradecane
55.0 1900 1950
m/z 83.00 51.18%
5000 Ju)ij\N
196.0
J,FF,,, S —
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.251 355.75 ng 2363840 Chrysene-d12 21.221
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2765 (19.251 min): BM029113.D\data.ms (-2752) (- m/z 43.10 100.00%

43.1
5000 1291

185 1 241.2
m ‘ 284.3 19.00 19.50
Wi “‘ﬂu‘\w‘hw‘u‘ L3212 nz 7300 79.97%
miz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 \ [
19 00 19 50
m/z 60.00 78.76%

17

L ‘ “WMM “ ““ M‘ M \‘ ‘ \ \ T ‘ \ T \ \‘ ‘ L \‘ T ‘ L ‘ 1T

miz--> 50 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0

19 00 19 50
m/z 41.10 76.33%
5000 284.0 /
3.0 129.0
‘ ‘ 1850 2410
— \\\M M‘“‘H“ uh\‘\ \u‘\ Ll ‘ \‘ “ “‘ \‘ “ el “ ‘ T “‘ T ‘3‘7‘2|
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid —r= —
73.0 19.00 19.50

m/z 55.05 75.22%

5000
129.0
29. 185.0 228.0
“ \‘\ M I uhh h” ML it Ll ‘\ | ‘\

m/z--> 50 100 150 200 250 300 350 19. 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.239 16.54 ng 109888 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 83
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 64
3 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 59
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 2933 (20.239 min): BM029113.D\data.ms (-2926) (-  m/z 70.05 100.00%
70.0 149.0
261.1
5000
| 2000 2050
207.0 . .
- MW‘M‘H “w,m‘w (TS s E B ‘ e m/z 149.00  98.33%
mlz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 —r— —
20.00 20.50
m/z 261.10 67.99%
L \M ‘h‘\“\“\‘h\"“\‘ \L \‘ T } \‘\]-\8\9.’()\ LI ‘ TT 13\0‘4\0\\ \3‘6\]_-\0\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
—— ——
20.00 20.50
5000 20.0 m/z 57.05  56.20%
149.0
219.0
O BT e T
m/fz--> 50 100 150 200 250 300 350
Abundance #207702: Terephthalic acid, 4-octyl octyl ester —— —
261.0 20.00 20.50
m/z 112.10 54.25%
5000 167.0
112.0
70.0
L R W1 T S B S SN L R—
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.304 4.44 ng 29487 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 52
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
4 Octadecanoic acid 284 C18H3602 000057-11-4 47
5 Eicosanoic acid 312 C20H4002 000506-30-9 45

Abundance Scan 2944 (20.304 min): BM029113.D\data.ms (-2940) (-  m/z 43.05 100.00%

43.0
5000
83.0 1289 — ——
“H ‘ 1710 213.0 269.1 312. 20.00 20.50
- “\‘ h h u”\ ‘H Ll e ‘ A u“‘ S “ . “‘ m/z 41.10  75.27%
mi/z--> 100 150 200 250 300
Abundance #95855: Pentadecanoic acid
73.0
41,0
5000 129.0 — ——
20.00 20.50
1990 2420 m/z 73.00 70.12%
“‘ HJ‘HH h!‘ ‘H‘ \\hH\ \M‘\ al H ‘ -‘ “‘ [ NI e
mi/z--> 50 150 200 250 300
Abundance #72647. Tridecanoic acid
73.0
— ——
41.0 20.00 20.50
5000 129.0 m/z 55.00 65.06%
171.0
"N
“‘ H“M‘ h‘ dl ol “ ‘n“ L “‘ | ““ T
m/z--> 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid “ ——
60.0 20.00 20.50
m/z 57.00 65.01%
5000 129.0
970 1710 213.0 256.0
h!‘ A ‘\ Mh”w ‘u‘\ | ‘ ‘ Py ““\‘ : ‘L‘ e — —
m/z--> 50 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14

Operator : CG/JU

Sample : M1649-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.551 8.85 ng 58774 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 62
3 Tritetracontane 605 C43H88 007098-21-7 49
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 49
5 Octacosane 394 (C28H58 000630-02-4 46

Abundance Scan 2986 (20.551 min): BM029113.D\data.ms (-2979) (- m/z 43.05 100.00%

43.0
5000
T
Al e e m/Z. 57.@5 90.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57.0
5000 —
20.50
m/z 59.00 61.01%
27. 282.
\\L ‘\I\‘\J\J‘P;\A\A\‘\l?\a‘\‘g\z\:(\)‘\\‘\\8\\‘0\\\\‘\\\\‘\\\\‘\\\\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #128446: 9-Octadecenamide, (Z2)-
59.0
‘AWAJ‘ JAMﬂMM
20.50
5000 m/z 55.05 55.69%
\ 1250 281.0
BT TTROE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane 7
57.0 20.50
m/z 41.00 48.76%
N “ﬂﬁ-‘q 197.0 267.0337.0  463.0 533.0 604.(
e A e T e e e e ‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.50

8270-BM022321.M Sat Mar 13 03:00:02 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.945 8.69 ng 57763 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 3053 (20.945 min): BM029113.D\data.ms (-3048) (-  m/z 43.10 100.00%

4’2
83.0
5000
162.9 _—
| Tzs.o ‘ 2080 21.00
A Ry ) 2080 2820y, s5.ee 99.76%
miz--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
65.0
5000 LN
21.00
‘ m/z 57.05 92.69%
L\4'\0“\‘ “ “ T H\ \‘H‘\ “ “ \%\ \ - \178\]- \0 L ‘ T 1T \3‘()8\.(\) T
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
——
21.00
5000 ITI/Z 41.05 71.42%
39.0
15.0 9y h | 1390 1960 2690 3200 w
miz--> 50 100 150 200 250 300
Abundance #180910: Pentafluoropropionic acid, tridecyl ester T
43.0 21.00
83.0 m/z 83.05 66.82%
- /\/i/u\\
Ll M ‘h m' 188.0 227.0 328,
. ““‘ ““ R ——
m/z--> 50 100 150 200 250 300 21.00

8270-BM022321.M Sat Mar 13 03:00:02 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.780 7.09 ng 47140 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3195 (21.780 min): BM029113.D\data.ms (-3191) (- m/z 57.05 100.00%
57.0

2150 2200
2070 281.0 : :
L “W‘ ‘* Fig e ST 395 myz 43,05 82.63%
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — ——
21.50 22.00
m/z 71.05 59.43%
239.0
LI ! ‘ hh‘ ‘h “ \“ \].\4\]- 0\ l‘\8\3\()‘ T \“\ ’ \2\8\]-.\0‘ :3\2\3\.()\ ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
— ——
21.50 22.00
5000 m/z 85.05 42.51%
1820
Lm0 gy 281050
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane — —
57.0 21.50 22.00
m/z 41.00 32.69%
5000
9.0
15.0 ‘L L i h‘ | 141018302250 2960
ey A A e e AR I —— ——
m/z--> 50 100 150 200 250 300 350 21.50 22.00

8270-BM022321.M Sat Mar 13 03:00:03 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Docosane, 11-decyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.810 5.19 ng 34489 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Docosane, 11-decyl- 451 C32H66 055401-55-3 59
3 Tricosane 324 C23H48 000638-67-5 59
4 5-Butyl-5-ethylheptadecane 324 (C23H48 1000360-43-0 53
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 53

Abundance Scan 3200 (21.809 min): BM029113.D\data.ms (-3198) (- m/z 57.10 100.00%

57.1
5000
21%6 ézbd
281.0 : :
“‘“““J““‘H“‘m““ ”um““ o220 m/z 43,10 72.18%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 “ ——
21.50 22.00
m/z 85.10 50.11%
L) 70 141018302050 2820
\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #227195: Docosane, 11-decyl-
57.0
o —
21.50 22.00
5000 ITI/Z 71.10 49.67%
141.0 309.0
LT 0102280767 0% Ozsn0e
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane T ——
57.0 21.50 22.00
m/z 41.00 35.16%
- MJ\
\L ‘“ MM M14%? \19?0 2530 32?0
| L b N |
T L I e S B I e S — —
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.215 10.54 ng 70019 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3269 (22.215 min): BM029113.D\data.ms (-3265) (- m/z 57.05 100.00%
57.0

5000

-

22.00 22.50
/-1 208.0 281.0
‘HH_J‘wﬂf#mu‘,HH_m_‘?‘5‘59‘_‘H_m_m_mw m/z 43.05 74.48%

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

Abundance #215181: 2-methyloctacosane
57.0

-

5000
22.00 22.50

m/z 71.05 53.00%

le701970257o 365.0

]
‘\HT‘\!H 1\\T‘H\\’\\H‘HH‘\\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0

N

22.00 22.50
5000 m/z 85.05 39.13%

| ‘H‘HZR;WOZW 0337.0407.0 491.0562.0
e e 20 33704070 49105620

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57.0 22.00 22.50

m/z 41.05 30.53%

&

5000

\ ‘ ‘ i11217‘0 197.0 267.0 338.0

e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50

R
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.462 7.84 ng 38617 Perylene-di2 23.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Heptacosane 380 C27H56 000593-49-7 76
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 68

Abundance Scan 3311 (22.462 min): BM029113.D\data.ms (-3307) - m/z 57.10 100.00%
57.1

2070 éfsd
.- Mw‘“h “H”“”‘ PR 0 sme ) aste 77.93%
m/z--> 50 10 O 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 U
22.50
9.0 m/z 71.10 51.43%
L\S\d\ “‘ \h‘\ h“ \“‘ \]ﬂ ; “0\1\8\3\?2\2\5\\0‘ T \\29\6‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
——
22.50
5000 ITI/Z 85.05 43.00%
9.0
5.0 | | | || 1410183¢ 0225.0267.0300.0 380
e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- —
57.0 22.50
m/z 55.00 27.72%
h M
141.0
m_\wh mW“‘2}?‘?‘2‘5‘3‘9‘??‘:’9‘,36‘@9‘ L
m/z--> 50 100 150 200 250 300 350 22.50

8270-BM022321.M Sat Mar 13 03:00:04 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.692 17.19 ng 84726 Perylene-di2 23.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3350 (22.692 min): BM029113.D\data.ms (-3346) (- m/z 57.10 100.00%

57.1
5000
—— —
9‘ 1o 11 22.50 23.00
AT 2 267.0 8851 0 a3.05  77.62%
mi/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
22.50 23.00
m/z 71.05 51.67%
AL H | 141:0183.0225.0267.0309.0 365.0
\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.05 42.17%
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane T T
57.0 22.50 23.00
m/z 41.05 26.03%
5000
9.0
41.0
LUl 30100050 0 AR
m/z--> 50 100 150 200 250 300 350 22.50 23.00

8270-BM022321.M Sat Mar 13 03:00:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hentriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.221 20.88 ng 102923 Perylene-di2 23.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3440 (23.221 min): BM029113.D\data.ms (-3436) (- m/z 57.10 100.00%
57.1
2300 23.50
wﬁf”“ﬂ“ }?9?‘??%9‘““““H“““ m/z 43.10 78.22%
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 — ——
23.00 23.50
m/z 71.10 55.39%
T ‘ h \ \]‘.“ \h \.“\ \‘ ‘1‘\6‘\9\‘0\ ‘2\2\5\ 10‘ T \\3(‘)\9\()\ \3)‘6\5\ \o\ ‘ \4\3\7\':
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
— —
23.00 23.50
5000 m/z 85.10 42.48%
L1 M0 1690 2250 3100
L e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane R T
57.0 23.00 23.50
m/z 41.10 24.98%
- W)Lv
13.0
m/z--> 0 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.821 12.58 ng 61990 Perylene-di2 23.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3542 (23.821 min): BM029113.D\data.ms (-3537) (- m/z 57.10 100.00%
57.1

—

5000
23‘56 é4‘06
7.1 207.0 : :
282.9 o
"‘m"J‘wf“m“‘m‘,MH‘_‘w‘H‘H‘Wm‘uu‘mwmwm m/z 43.05 65.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
5000 T

— \
23.50 24.00
m/z 71.05 53.93%

J 1] il /91970 296.0

‘\\L\\‘\\\\‘\\H‘\H‘\’HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H\

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

Abundance #241528: Tetratetracontane
57.0

-

- —
23.50 24.00

5000 m/z 85.10  38.19%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0
e 120 267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane — T
57.0 23.50 24.00
m/z 41.00  24.29%

—

5000

-

||| FB70197.02670  380.0

- —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29113.D

Acqg On : 12 Mar 2021 16:14
Operator : CG/JU

Sample : M1649-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown18.48 18.480 5.5 ng 26179 4 17.039 94463 20.0
Heptadecanoic a... 19.021 5.7 ng 26828 4 17.039 94463 20.0
9,12-Octadecadi... 19.086 17.5 ng 82850 4 17.039 94463 20.0
cis-9-Hexadecen... 19.110 10.9 ng 51304 4 17.039 94463 20.0
Octadecanoic acid 19.251 355.8 ng 2363840 5 21.221 132895 20.0
1,4-Benzenedica... 20.239 16.5 ng 109888 5 21.221 132895 20.0
Pentadecanoic acid 20.304 4.4 ng 29487 5 21.221 132895 20.0
Eicosane 20.551 8.8 ng 58774 5 21.221 132895 20.0
1-Docosene 20.945 8.7 ng 57763 5 21.221 132895 20.0
Heptadecane, 9-... 21.780 7.1 ng 47140 5 21.221 132895 20.0
Docosane, 1l-de... 21.810 5.2 ng 34489 5 21.221 132895 20.0
2-methyloctacosane 22.215 10.5 ng 70019 5 21.221 132895 20.0
Heptacosane 22.462 7.8 ng 38617 6 23.362 98564 20.0
Hexacosane 22.692 17.2 ng 84726 6 23.362 98564 20.0
Hentriacontane 23.221 20.9 ng 102923 6 23.362 98564 20.0
Heneicosane 23.821 12.6 ng 61990 6 23.362 98564 20.0
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