LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1054-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 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-BP010622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8752.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.070 9 14 25 rVB 3570676 4791047 18.74% 2.626%
2 5.458 412 420 436 rBV 7676709 11805146 46.18% 6.471%
3 7.046 681 690 700 rBV 5873231 9867999 38.60% 5.409%
4 7.869 823 830 838 rBV 1235840 1948973 7.62% 1.068%
5 9.028 1019 1027 1041 rBV 3756785 6438311 25.18% 3.529%

6 10.452 1262 1269 1277 rBV 631512 1029415 4.03% 0.564%
7 10.669 1299 1306 1314 rBV 1527647 2691257 10.53% 1.475%
8 13.134 1717 1725 1741 rBV 11108825 16737314 65.47% 9.175%
9 14.504 1952 1958 1971 rBV 2519942 3884834 15.20% 2.130%

10 15.998 2206 2212 2232 rVB 9968191 14755907 57.72%  8.089%
11 16.645 2317 2322 2336 rVB 463053 949147 3.71% ©.520%
12 17.257 2420 2426 2432 rBV 3265757 4847325 18.96% 2.657%
13 17.539 2454 2474 2475 rBV2 1058809 4137917 16.19%  2.268%
14 18.157 2574 2579 2587 rBV 1151205 1597268 6.25% 0.876%
15 18.416 2618 2623 2626 rBV 789027 1180810 4.62% 0©.647%

16 18.457 2626 2630 2644 rVB 1774861 2794203 10.93% 1.532%
17 19.316 2761 2776 2785 rBV 2763208 8270406 32.35% 4.534%
18 19.386 2785 2788 2800 rVB 593485 900088 3.52% ©.493%
19 19.822 2856 2862 2877 rVB 19306994 25565353 100.00% 14.014%
20 20.404 2954 2961 2974 rBV 4615095 9892054 38.69% 5.422%

21 20.569 2986 2989 2993 rBV 375790 493718 1.93% 0.271%
22 21.063 3069 3073 3080 rVB2 1296304 1776585 6.95% 0.974%
23 21.127 3080 3084 3088 rBV 744369 919217 3.60% 0.504%
24 21.251 3098 3105 3116 rBV 4528964 8413107 32.91% 4.612%
25 21.351 3117 3122 3127 rVB 4342366 5735047 22.43%  3.144%
26 22.075 3237 3245 3251 rBV 3850432 7533814 29.47% 4.130%
27 22.151 3252 3258 3272 rVB 936663 2487340 9.73% 1.363%
28 23.004 3395 3403 3415 rVB 2548710 6245343 24.43%  3.423%
29 23.774 3527 3534 3551 rVB2 2577467 5819884 22.76%  3.190%
30 24.080 3579 3586 3599 rVB 1627969 4859875 19.01% 2.664%

31 24.963 3729 3736 3753 rVB3 1136526 4058328 15.87%  2.225%

Sum of corrected areas: 182427032

8270E-BP010622.M Tue Jan 11 14:32:57 2022 Pa 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP008752.D\data.ms
1.5e+07
1le+07
5.458
7.046
5000000 9.028
10.669
7:869 10453
0 \\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\/\‘\\\\‘\\\\‘\\
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP008752.D\data.ms
19.822
1.5e+07
13.134
1e+07 15.998
5000000 204
14.504 17.257
17.539 18.15%8.'

e 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 1850 19.00 1050 2000
Abundance TIC: BP008752.D\data.ms
1.5e+07
le+07
5000000

23.004 23.774

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.070 49.16 ng 4791050 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 14 (3.070 min): BP0O08752.D\data.ms (-9) (-) m/z 73.00 100.00%

5000 J\
R AR R e
‘ ‘ 3.103.203.303.403.50
ol ALl 144220622661 3409 407546615289 ./, 4300  30.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T[T [Tt
3.103.203.303.403.50
m/z 87.05 26.57%
O\\“\lu“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A RAR AR e
3.103.203.303.403.50
5000 m/z 55.00 22.65%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- AN R RaR Ry
73.0 3.103.203.303.403.50
m/z 71.05 10.68%
5000 /\\
0HHM“‘\m\‘\\u‘\\\\‘\\\\‘u\\‘\u\‘\m‘\m‘\m‘uu‘\ R RRRANNRREEEESERREESEE RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.452 7.65 ng 1029420  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1269 (10.452 min): BP008752.D\data.ms (-1262) (- m/z 57.05 100.00%
57.0

5000
Y e
| |‘ h (132-1 201.9261.1 326.8384.9  477.2537.8 1050
O A T SRR 2RO 0008 LR AS m/z 45.00  89.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U
10.50
41.00 33.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50

5000 m/z 75.00 23.64%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0 10.50

m/z 87.00 16.70%

5000 /\\
0 m\ J\ 18.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.645 3.92 ng 949147  Phenanthrene-d1e 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 98
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 62
3 1-Hydroxy-1-(4-methoxyphenyl)pro... 180 C10H1203 015482-29-8 55
4 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 49
5 5-(Acetylaminomethyl)-4-amino-2-... 180 C8H12N40 023676-63-3 43

Abundance Scan 2322 (16.645 min): BP008752.D\data.ms (-2317) (- m/z 137.00 100.00%
137.0

5000

M “\ l 07.1 16.50 17.00
b uuu 2656 3411 4138 48925491 .o 1g0 10 64.93%

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

Abundance #54491: (E)-4- (3 Hydroxyprop-1-en-1-yl)-2-methoxyphen:
137.

o

%

Abundance #54432: 1-Hydroxy-1-(4-methoxyphenyl)propan-2-one
137.0 16.50 17.00

m/z 178.05  25.44%

5000
16.50 17.00
\ m/z 124.00 56.20%
O \‘\?‘\H‘m\‘\l\\w\Tfl‘\Lf‘\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
= =
16.50 17.00
5000 m/z 91.05 36.61%
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

5000

N
w
o

0 L.HHH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.539 17.07 ng 4137920  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2474 (17.539 min): BP008752.D\data.ms (-2454) (-  m/z 57.10 100.00%
57.1

p—

5000
‘ 17.50 |
197.2
owwt ‘W\ Fioi i, 2003 3373 403146215203 /7 71.10  80.32%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 —— :
17.50
m/z 85.10 62.11%
o ” | 1270 197.0 267.0 338.0
‘\\\\‘\\\\‘f\\\‘\1!\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
R [
17.50
5000 m/z 43.05 58.30%

i L

%

o"H‘_m‘HHWH‘w‘HHWH_m,w,w,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0 17.50
m/z 55.05 23.95%
127
B0 w0 o s
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.157 6.59 ng 1597270  Phenanthrene-d10 17.257
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2579 (18.157 min): BP008752.D\data.ms (-2574) (- m/z 73.00 100.00%

73.0
5000
213.2
—= —
’ W ‘l \ \ l ‘ 18.00 18.50
oAl HH*H 1 2721 SSTL 429848905460  n/; 6e.00  75.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— ———
18.00 18.50
‘ 157.0 m/z 43.05 70.16%
O \ll\“‘lJ l“”‘“‘h‘\““\\lh\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.05 59.68%
171.0
o“\ m'"“ﬂ'\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 55.00 57.43%
5000
L 228.0
143.0 ‘
0 1 mmn‘uw e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.416 4.87 ng 1180810 Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 97
3 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 55
4 4-(4-Fluoro-3-methylphenyl)-1,3-... 208 C1OH9FN2S 003830-48-6 49
5 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 46
Abundance Scan 2623 (18.416 min): BP008752.D\data.ms (-2618) (- m/z 208.10 100.00%
208.1
5000 137.0 JL‘
77.0 —
H T \ 18.50
0l _HM“M 11 2601 3410 414947675360  n/z 165.00  52.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 1
18.50
650 L37-0 ‘ m/z 137.00  38.02%
O l”u“f"‘“"“L“hlJ“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
—
18.50
5000 ITI/Z 180.10 29.39%
137.0
77.0
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84861: 1,2-Dimethoxy-4-(3-methoxy-1-propenyl)benzen e
208.0 18.50
m/z 177.00  26.23%
5000
770 145.0
o blatihibil =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 +trans-Sinapyl alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.457 11.53 ng 2794200  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 87
3 Syringylacetone 210 C11H1404 019037-58-2 58
4 Phenazine, 2-methoxy- 210 C13H1ON20 002876-18-8 58
5 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 46

Abundance Scan 2630 (18.457 min): BP008752.D\data.ms (-2626) (- m/z 210.10 100.00%

210.1
5000
149.0
77.0

18 50
_H»MM Wddddd, | 282130070008 asotsss: ) 16710 o7.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86880: trans-Sinapyl alcohol
210.0

o

5000
1 18 50
77.0 ﬂ’ 154.00  35.29%
O ‘ TT % !‘ 1 m\ “\ ‘l“ ul\ “l\“ \Im\ ‘h\h T “\‘ \‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance #86878: cis-Sinapyl alcohol
210.0
18 50
5000 77.0 149.00 30.87%

o

149.0
sollalltdl |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance : i

#86874: Syringylacetone
167.0 18 50

m/z 182.10  26.79%

5000
43.0 106. ‘
0 L 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.316 28.84 ng 8270410  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 (C24H50 000646-31-1 95
3 13-Methylheptacosane 394 (C28H58 015689-72-2 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2776 (19.316 min): BP008752.D\data.ms (-2761) (- m/z 57.05 100.00%

57.0 ‘
5000
19 OO 19 50
197.2
(- _“ HFE\ biobigie 2801 337.43954 47525338  n/z 71.05  80.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000
19 00 19 50
m/z 85.05 62.14%
L1270 1070 2960
‘\\\\[1f\f‘f\\1‘\1\\’f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
19 OO 19 50
5000 m/z 43.85 58.66%
97.0 338.0
o T m aero s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298434: 13-Methylheptacosane
57.0 19 OO 19 50
m/z 55.05 23.69%
5000
196.0
i
o UL zero a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 00 19 50

8270E-BP010622.M Tue Jan 11 14:33:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.386 3.14 ng 900088  Chrysene-di2 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2788 (19.386 min): BP008752.D\data.ms (-2785) (- m/z 73.00 100.00%

73.0
5000
241.2
— —
’H ‘ 1711 19.00 19.50
ol H‘M‘huﬂ bl L [327.0 401146095214 ./, 69 00  71.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = E——
185.0 19.00 19.50
‘ m/z 129.00 48.63%
0f|| \\I“\M‘\“\J\\\\\\“\‘\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid
73.0
— —
19.00 19.50
5000 m/z 43.10 43.47%
185.0
Obrrty wm“wm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid — ]
73.0 19.00 19.50
m/z 55.00 42.71%
5000
‘ 143.0
om‘“'elm\“““‘M‘mw""""Wm_m_Wwww = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP010622.M Tue Jan 11 14:33:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.404 34.50 ng 9892050  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2961 (20.404 min): BPO08752.D\data.ms (-2954) (- m/z 57.05 100.00%
57.0

%

5000
XFF7' 107.2 2671 20.50
bbb i £702 207 1 337.4 4084 47605352 nyz 71.85  79.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 N
20.50
m/z 85.10 61.15%
239.0
O‘\\\ ’\I\‘\\“]-\F\J\\HJ\‘\!\[1\\1[\1[3\(‘)18\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
——
20.50
5000 ITI/Z 43.05 58.26%

iz, oo

L1y

-

o"H‘,w_‘H_‘H_m_m_Hww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0 20.50
m/z 55.00 22.70%
) ’\,J\\/\/v
or il o220 2800 oL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP010622.M Tue Jan 11 14:33:08 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Heptafluorobutyric acid, pe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.063 6.20 ng 1776590  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3073 (21.063 min): BP008752.D\data.ms (-3069) (- m/z 57.10 100.00%
1.1
5.1 T
21.00
207.0
oA “H‘ } bt 2960 3934 46095200 ;m/z 83.@5  96.31%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 A :
21.00
m/z 97.10 87.72%
210.0
406.0
O‘\\ll\\\[‘ WI\iI‘WJ\IW[\1!\‘!\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
T T
21.00
5000 m/z 43.05 86.50%
5.0
L L 1950 2609 309
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene —T
57.0 21.00
m/z 55.00 84.68%
5000
5.0
0 \‘ i | ’ \‘ ‘ ] “ 1\ L |196 0 292.0 364.0
R R R e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP010622.M Tue Jan 11 14:33:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Diethylene glycol dibenzoate Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.128 3.21 ng 919217  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 87
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 78
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 64

Abundance Scan 3084 (21.127 min): BP008752.D\data.ms (-3080) (-  m/z 105.00 100.00%
105.0

—

5000
— —
420 207.0 281.0 21.00 2150
o 2afl L L AL 208D 8551 4300 5041 n/z 149.00  87.24%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 —_ —
21.00 21.50
| m/z 77.80 40.89%
42.0 179.0
O‘\\\\’J\1‘\\‘\\\\‘{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy

-

105.0
—— =
21.00 21.50
5000 m/z 150.00 8.79%
0 450 | 179.0
R R a e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m = —
149.0 21.00 21.50

m/z 51.00 8.12%

5000
77.0

-

239.0
0 ek b 2 e e e e e e _—

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP010622.M Tue Jan 11 14:33:10 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.251 29.34 ng 8413110  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3105 (21.251 min): BP008752.D\data.ms (-3098) (-  m/z 57.05 100.00%
57.0
- L
2100 2150
127.1 . .
197.2
0 me”‘ ﬁ b b 2oLt 8514 4225 48905460 1/ 71.10  80.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 A —
21.00 21.50
m/z 85.10 61.18%
‘ ’ l 197.0 267.0 338.0
0\J\\‘\\\I\i‘\\‘\‘\MA\‘L\\‘\\1\1\‘1\1\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
s —
21.00 21.50
5000 ITI/Z 43.10 57.64%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- —T T
57.0 21.00 21.50
m/z 55.00 22.95%
h M&/\/
ol | f127:0 2100 309.0544
— ‘H“_“w“u“u“H“_“w“u“u“u“_“w‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP010622.M Tue Jan 11 14:33:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.075 26.27 ng 7533810  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Eicosane 282 C20H42 000112-95-8 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3245 (22.075 min): BP008752.D\data.ms (-3237) (- m/z 57.10 100.00%
57.1

22.00 |
1 .
207.0
om_m”‘mh‘my‘H‘2‘*‘3‘1“1"35‘1‘4“_"13‘?‘5‘”"554-3 m/z 71.10  80.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 = ;
22.00
m/z 85.10 61.97%
‘ | Jﬁ 197.0 267.0 338.0
0\J\\‘\\\\‘\\\J‘l\‘\\‘\\‘H\\1\1\‘1\1\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
T T
22.00
5000 ITI/Z 43.05 56.31%
|| P10 1070 2820
ou‘u‘m‘W‘H‘MwwH"m‘mWm_m_m‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- 7 ‘
57.0 22.00
m/z 55.00 22.72%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP010622.M Tue Jan 11 14:33:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Cyclotetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.151 8.67 ng 2487340  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Octacosanol 410 C28H580 000557-61-9 94

Abundance Scan 3258 (22.151 min): BP008752.D\data.ms (-3252) (-  m/z 83.05 100.00%

83.0
5000
— —
‘ F 22212820 22.00 22.50
o AU ‘u-fm_H‘_“355‘1“4‘1?‘1‘_4??‘??“‘?‘ m/z 97.05 97.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T U
22.00 22.50
m/z 57.00 96.90%
il
O‘\\"\ ’\\‘\‘\\‘\\\‘A\‘I\\l\‘l\\“\‘\zﬁf\);c\)‘JW\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
= ==
22.00 22.50
5000 111.0 ITI/Z 69.00 86.77%
ok L | ki | ,1810 250.0308.0 378.0438.0
oL R TS SR T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol — T
57.0 22.00 22.50
m/z 43.05 81.80%
5000
125.0
op bbb 1950 2640 3780 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270E-BP010622.M Tue Jan 11 14:33:14 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Docosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.004 21.46 ng 6245340  Perylene-d12 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 93
3 4-Methylheneicosane 310 C22H46 025117-29-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
Abundance Scan 3403 (23.004 min): BP008752.D\data.ms (-3395) (-  m/z 57.05 100.00%
57.0
23.00 |
197.2 :
ouu“‘ “ ”‘ﬂfu«m"‘2‘57‘1‘333‘1‘?9?"‘4‘459‘5‘“5‘35‘1‘ m/z 71.05 79.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
5000 S :
23.00
m/z 85.05 61.09%
O TT ‘\J‘\‘\“\JF-E?WJO“\‘\\\.‘\2\3\\9‘\0\\3\‘“\\(\)\‘?’\7\\9\‘0\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307034: Octacosane, 2-methyl-
57.0
U
23.00
5000 m/z 43.05 56.47%
365.0
} ‘ H 197.0 267.0
.. u DNl IO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212284: 4-Methylheneicosane 7
57.0 23.00
m/z 55.00 23.39%
B W/\W
267.0
11870 3070
T S R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

8270E-BP010622.M Tue Jan 11 14:33:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 2-Methylheptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.080 16.70 ng 4859880  Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 2-Methylheptacosane 394 C28H58 001561-00-8 94
4 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 94
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 93

Abundance Scan 3586 (24.080 min): BP008752.D\data.ms (-3579) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1e54-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 .gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.963 13.95 ng 4058330 Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
2 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 89
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 45
5 Campesterol 400 C28H480 000474-62-4 38

Abundance Scan 3736 (24.963 min): BP008752.D\data.ms (-3729) (-  m/z 43.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8752.D

Acqg On : 10 Jan 2022 15:39

Operator : CG/JU

Sample : N1054-06 :
Misc : 20220018-CAPE-6-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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|
Butane, 2-metho... 3.070 49.2 ng 4791050 1  7.869 1948970 20.0
Ethanol, 2-(2-b... 10.452 7.7 ng 1029420 2 10.669 2691260 20.0
(E)-4-(3-Hydrox... 16.645 3.9 ng 949147 4 17.257 4847330 20.0
Tetracosane 17.539 17.1 ng 4137920 4 17.257 4847330 20.0
n-Hexadecanoic ... 18.157 6.6 ng 1597270 4 17.257 4847330 20.0
3,5-Dimethoxy-4... 18.416 4.9 ng 1180810 4 17.257 4847330 20.0
trans-Sinapyl a... 18.457 11.5 ng 2794200 4 17.257 4847330 20.0
Heneicosane 19.316 28.8 ng 8270410 5 21.351 5735050 20.0
Octadecanoic acid 19.386 3.1 ng 900088 5 21.351 5735050 20.0
Heptadecane, 9-... 20.404 34.5 ng 9892050 5 21.351 5735050 20.0
Heptafluorobuty... 21.063 6.2 ng 1776590 5 21.351 5735050 20.0
Diethylene glyc... 21.128 3.2 ng 919217 5 21.351 5735050 20.0
Docosane, 11-bu... 21.251 29.3 ng 8413110 5 21.351 5735050 20.0
Eicosane 22.075 26.3 ng 7533810 5 21.351 5735050 20.0
Cyclotetracosane 22.151 8.7 ng 2487340 5 21.351 5735050 20.0
Docosane, 7-hexyl- 23.004 21.5 ng 6245340 6 23.774 5819880 20.0
2-Methylheptaco... 24.080 16.7 ng 4859880 6 23.774 5819880 20.0
.gamma.-Sitosterol 24.963 13.9 ng 4058330 6 23.774 5819880 20.0
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