LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acqg On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc :

ALS Vvial : 12  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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55651.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.304 337 343 350 rBV 106735 164908 5.74%  0.995%
2 5.780 417 424 441 rVB 752973 1212017 42.22% 7.313%
3 7.390 688 698 712 rBV 784426 1347301 46.93% 8.130%
4 8.253 838 845 852 rVB 136950 228454  7.96% 1.378%
5 9.422 1036 1044 1053 rVB 460911 809342 28.19%  4.884%

6 10.833 1276 1284 1297 rBV2 48057 113706 3.96% ©.686%
7 11.079 1319 1326 1334 rBV 204205 356168 12.41% 2.149%
8 13.500 1730 1738 1747 rVB 1304954 2028831 70.67% 12.242%
9 14.187 1847 1855 1861 rBV2 30640 53310 1.86% ©.322%
10 14.475 1896 1904 1909 rBvVlie 25112 66255 2.31% ©.400%

11 14.875 1962 1972 1979 rVB 338562 539123 18.78%  3.253%

12 15.180 2018 2024 2030 rVB 41298 65593 2.28% ©.396%
13 15.797 2124 2129 2134 rBV3 20409 30882 1.08% 0.186%
14 16.355 2217 2224 2230 rBV 1087206 1668313 58.11% 10.067%
15 16.567 2254 2260 2268 rVB4 32540 61170 2.13% ©0.369%
16 17.061 2334 2344 2349 rBV1e 29844 99595 3.47% 0.601%
17 17.119 2349 2354 2360 rVB 131176 193500 6.74% 1.168%
18 17.613 2432 2438 2444 rBV 431392 646014 22.50%  3.898%
19 18.477 2576 2585 2602 rBV 307511 553291 19.27% 3.339%
20 19.734 2795 2799 2811 rBV 309626 450705 15.70%  2.720%
21 20.204 2873 2879 2885 rVB 2165581 2870743 100.00% 17.322%
22 20.486 2924 2927 2933 rBV 32785 46133 1.61% ©.278%
23 20.756 2969 2973 2978 rBV 32493 48900 1.70% ©.295%
24 20.991 3009 3013 3016 rBV2 42924 49913 1.74% ©.301%
25 21.438 3085 3089 3093 rBV 37966 58872 2.05% ©.355%
26 21.520 3099 3103 3114 rBV3 59211 137015 4.77% 0.827%
27 21.908 3163 3169 3181 rVB2 428344 749865 26.12% 4.525%
28 22.090 3196 3200 3207 rVB 57736 88169 3.07% ©.532%
29 22.202 3215 3219 3227 rBV3 43213 85381 2.97% ©.515%
30 22.730 3304 3309 3316 rVB 75470 127933 4.46% 0.772%
31 23.465 3428 3434 3444 rVB 68127 143648 5.00% ©.867%
32 24.329 3574 3581 3590 rVB 87943 214176  7.46%  1.292%
33 24.546 3613 3618 3625 rVB7 34843 79138 2.76% ©.478%
34 25.327 3740 3751 3769 rVB2 280935 963114 33.55% 5.811%
35 26.555 3953 3960 3973 rVB3 66456 221221 7.71% 1.335%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acqg On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vvial : 12  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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16572699
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055651.D\data.ms

2000000

1500000

1000000
5.780 7.390

500000 9.422

11.079
10.833

L R N L L L L S L S L S S S S S SR R

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055651.D\data.ms

5.304 8.253

20.204
2000000

1500000
13.500

16.355
1000000

17.61
500000 L4575 613 19.734

14.187.475 | 15.180 15797

O L o B B B e e L s o e B L e S s

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055651.D\data.ms

2000000
1500000
1000000

500000
25.327

23.465 24. 26.555

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.304 14.44 ng 164908 1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 343 (5.304 min): BG055651.D\data.ms (-337) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 T
83.0 ‘ 5.00 5.20 5.40 5.60
ottt A m/z 59.60 53.48%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B R L B |
59.0 5.00 5.20 5.40 5.60
m/z 101.00 16.69%
15.0 101.0
‘ wl ol | 83.0 | ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R REEEEE R
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.10%
59.0
2700 101.0
Y SR | R N R - R L —
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.39%
5000 41.0
0 \H\‘ \‘M 12\6'0142'0
e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.833 6.38 ng 113706  Naphthalene-d8 11.079
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
Abundance Scan 1284 (10.833 min): BG055651.D\data.ms (-1276) (- | m/z 45.00 100.00%
45.0
5000 j\
S 10.50 11.00
! N O X 9
01— L m/z 57.00 93.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10. 50 11 00
75.0 m/z 41.00 36.75%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ 1‘1‘ \l\oﬁ)\()\ T ‘ \]_\3\2\0‘ T T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/z 75.00 15.10%
29.0 75.0
100.0
0 U A . BT Y.
m/z--> 40 60 80 100 120 140 160
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0 10. 50 11 OO
m/z 56.10 15.09%
5000
29.0
75.0
; R E:
m/z--> 20 40 60 80 100 120 140 160 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Naphthalene, decahydro-1,6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.475 2.46 ng 66255  Acenaphthene-d1e 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 52
2 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-06-7 38
3 4-Methylimidazole-5-butyric acid 168 C8H12N202 1000129-14-7 38
4 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-07-8 25
5 2-C14H26 194 C14H26 000638-60-8 22
Abundance Scan 1904 (14.475 min): BG055651.D\data.ms (-1896) (- 54.95 100.00%
109.0
5000 83.0 165.1
193.1
i HH‘HM Ll \‘ 1 150
0! A L L 42.95  77.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85384: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0
165.0
5000
55.0 81.0 14 50
108.95 77.04%

o

29.0 H 208.0
’\‘\‘\\“\\\H“\l\\“”\‘\‘“‘\\‘\\“\:L\S\?‘()\\\\‘1\\\‘\\\\‘\!‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41450: 2(1H)-Naphthalenone, octahydro-4a-methyl-, cis
41.0
95.0

67.0 166.0 14.50
5000 m/z 41.00 75.35%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43942: 4-Methylimidazole-5-butyric acid ——
95.0 14.50
m/z 95.05 74.90%
5000
168.0
42.0
68.0
N P . N N P L Y.L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 +trans-Calamenene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.180 2.43 ng 65593  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Calamenene 202 C15H22 073209-42-4 97
2 4-isopropyl-1,6-dimethyl-1,2,3,4... 202 C15H22 1000378-99-6 97
3 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 95
4 cis-Calamenene 202 C15H22 072937-55-4 94
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 86

Abundance Scan 2024 (15.180 min): BG055651.D\data.ms (-2018) (- | m/z 159.10 100.00%
159.1

5000
< oot
128.0
410 770 1050 H\ | ‘ 20‘2.1 15.00 15.50 ;
0 _“‘_“w‘“w“‘w“‘w“‘ww“u“‘w“‘w““ m/z 160.10 12.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78025: trans-Calamenene
159.0
5000 T —
15.00 15.50
m/z 128.00 12.04%
129.0 202.0
0 41.0 700 1050\\ \‘H . ‘ ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78057: 4-isopropyl-1,6-dimethyl-1,2,3,4-tetrahydronapht

159.0
o
15.00 15.50
5000 m/z 129.00 11.65%
135.0

430 770 105.0 ‘ | 202.0
0 w**w‘*H\*HJ\H”*MMJH*WHWWH“vH**M*‘wt*w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-
159.0 15.00 15.50

m/z 144.05 9.61%

5000

202.0
0,280 sa0 7o 105018 | T B
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38

Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

5 Octadecanoic acid

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.061 3.08 ng 99595 Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2344 (17.061 min): BG055651.D\data.ms (-2334) (- | m/z 43.00 100.00%
43.0 73.0
129.0
5000
185.1 241.2
284.. L ‘
bk | e
oLl i o L L L a2 72005 93.45%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 5.0
5000 —
129.0 17.00
m/z 57.00 89.23%
LT O
0\\\‘\" h \“ HH\H‘H‘ M“““\“‘\‘ ‘L““\‘
m/z--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— T \
17.00
5000 129.0 m/z 59.95 83.21%
‘ 199.0 2420
oL “‘ w h \HH\‘\‘ \\hu\ M\‘u} “‘ ‘1‘61‘0““ ‘i SN— “\‘ S
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid MIﬂMMN —— ‘
73.0 17.00
m/z 55.00 80.21%
5000 129.0
185.0
H 228.0
0 “J‘HJ h N“W m“\‘ \“““‘H \\‘u\ —— ——
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38

Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 unknownl7.119 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
17119 s.99ng 193500 Phenanthrene-d1e 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenyl benzoate a30 C2oM002 103403-38-9 38
2 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 38

1000453-24-7 35
1000454-06-2 35
1000195-65-4 27

3 3-(3,4-Dihydroxyphenyl)-2-methyl... 483 C23H33NO10©
4 5-Amino-1,3,3-trimethylcyclohexa... 362 C14H20F6N202
5 Cyclopent-2-ene-1-carboxylic aci... 196 C12H2002

Abundance Scan 2354 (17.119 min): BG055651.D\data.ms (-2349) (- | m/z 123.10 100.00%
123.1
5000
236.1
41.0 — =
‘“ 1010 17.00 17.50
0 b IO L m/z 111.00  48.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #318347: Behenyl benzoate
128.0
5000 ——, S
17.00 17.50
m/z 236.10 33.71%
57.0
oL Lidull | 17802240 3080 430.(
\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #283301: Benzoic acid, octadecyl ester
128.0
— —
17.00 17.50
5000 ITI/Z 112.00 21.73%
55.0
ol ol Al il 1780 2520 s7a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #334796: 3-(3,4-Dihydroxyphenyl)-2-methyl-L-alanine, N, b e ‘/b‘”“ﬂ*”ﬁm‘/‘
123.0 17.00 17.50
m/z 41.00 17.44%
5000
43.0
0 N | k 2090 264.0 323.0
—————— e —— ——
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.477 17.13 ng 553291  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2585 (18.477 min): BG055651.D\data.ms (-2576) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.1 S
1T o O WP
Ol u,”muw“‘u“w‘l‘whwm‘W,HM‘mw‘uwlw,” m/z 43.05 95.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
1710 2130 2560 m/z 60.00 90.58%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0
e
18.50
5000 129.0 ITI/Z 41.00 74.87%
171.0
‘ 214.0
ol A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 57.10 73.31%
5000 129.0
‘ 199.0 2420
O‘HJMM“MM 18, —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.734 13.95 ng 450705 Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2799 (19.734 min): BG055651.D\data.ms (-2795) (- | m/z 43.00 100.00%
43.0
e 1230 AL\
3.0 1851 2412 o i
‘ ‘ 284.1 19.50 20.00
0! g L b L L3260 73 00 91.91%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 e —
129.0 19.50 20.00
m/z 60.00 86.18%
29. 1850 541 284.0
0- “‘1‘”“\““1 \‘ T h \‘ \“\ “ el \L‘ T \“\ R
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
— =
19.50 20.00
5000 129.0 m/z 57.05 81.54%
29.
199.0 242.0
S0 Y
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid T —
60.0 19.50 20.00
m/z 55.00 75.39%
5000 129.0
171.0 213.0 256.0
oHH‘M ‘ﬁ‘hf;‘“‘w \“‘w Ll ““ — N
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Sulfurous acid, butyl hepta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.520 3.65 ng 137015 Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 87
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87
4 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 87
5 1-Chloroeicosane 316 C20H41Cl 042217-02-7 87
Abundance Scan 3103 (21.520 min): BG055651.D\data.ms (-3099) (- | m/z 57.10 100.00%
57.1
207.0 él‘Sd |
111 . .
5.0 284.1
0 ‘HJVJ‘Jﬂ‘wh”ﬁh"‘th‘w“‘uw“‘sﬁap“,“‘ m/z 43.10  75.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #284588: Sulfurous acid, butyl heptadecy! ester
57.0
5000 —— :
21.50
m/z 71.00 57.60%
\\\‘ \\]\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #257561: Sulfurous acid, butyl pentadecy! ester
57.0
T \
21.50
5000 m/z 85.05 37.06%
11.0
oLl LI} oms0 B0 2630
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T ‘
57.0 21.50
m/z 55.05 34.36%
h W\J\/\M\/\
0 \‘ ‘L‘ |y Hm L 183.0 231.0 287.0 343.0 414(
———— e e
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.090 2.35 ng 88169  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 83
3 Tetracosane 338 (C24H50 000646-31-1 83
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 83
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80
Abundance Scan 3200 (22.090 min): BG055651.D\data.ms (-3196) (- | m/z 57.00 100.00%
57.0
22.00 |
13.1 169 1 266.0 3411 | :
o LR 20 000 san e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 — :
22.00
m/z 71.05 57.91%
O \“\ ‘\‘ “ H‘ \“‘\]‘]] \“\‘\ \‘ ’]_\6\9\0\ ‘2\2\5\(\)‘ \2\8\2\? L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
T
22.00
5000 m/z 85.10 46.41%
13.0 197.0
Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane 7
57.0 22.00
m/z 41.00 20.52%
- WUW
L9 1690 2250 se1 a8
———— e —
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Eicosane, 7-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.202 2.28 ng 85381  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 68
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 68
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
4 4-Methylheneicosane 310 C22H46 025117-29-7 64
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 3219 (22.202 min): BG055651.D\data.ms (-3215) (- | m/z 57.00 100.00%

57.0
5000

H ‘ H 141.1 1839 248.8 357.0 22.00 22.50
oL h apll ol L s \\uw S m/z 43.00 76.76%
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000 — ——
22.00 22.50

m/z 71.00 65.67%

182.
oLl 301520 g0 2810300
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0

T T
22.00 22.50

5000 ITI/Z 85.10 45.62%
141.0 .
o LT 30 2100 20 80 g
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T —
57.0 22.00 22.50

m/z 41.00  29.29%

o MM/W/MMWWWN
99.0
[

23

9.0
oLt b 1401830 *P0 pe10 3230

‘ ‘ T
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.730 3.41 ng 127933  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
4 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83

Abundance Scan 3309 (22.730 min): BG055651.D\data.ms (-3304) (- | m/z 57.05 100.00%

57.0
5000

s
9.0 22.50 23.00
0“J‘Mhuhw‘d}4%9¥83l 23912839 3561 " 4305 59.76%

m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000

m/z 71.00 56.82%

9.0
239.0
O T ‘\‘ “‘ T “h‘ \“h\ ““ \h‘ \%4}‘9\ :!\-81‘3\0‘ T H\ T \2\8\1.\0‘ 3\2\3\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 m/z 85.05 44 ,.52%
9.0
I B T B R et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 22.50 23.00

m/z 55.05 22.86%

o W«V\MJ\WLM/\/‘
9.0

155.0 197.0
O‘W‘ﬁ“bwu\“ﬁ‘u‘h“ A e — —
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.465 3.83 ng 143648  Chrysene-d12 21.908
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 1-Iodoundecane 282 (C11H23I 004282-44-4 87
4 Octacosane 394 (C28H58 000630-02-4 83
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 83
Abundance Scan 3434 (23.465 min): BG055651.D\data.ms (-3428) (- | m/z 57.00 100.00%
57.0
9.0 R
23.50
155.1193.0 .1 281.0 X
- u““u \ u“w““‘ Laniorn 2930 2384 2800 3860 hz 43.00  62.11%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
23.50
m/z 71.05 55.43%
9.0
0 \‘ ‘h ‘H\ Il M‘ | %4;(\) 1830 225.0 282.0
\\\![\\\\‘\\\\‘\\\\’1\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
—
23.50
5000 m/z 85.10 43.28%
99.0
0 Il H\ L u‘ | ]\'4\10 183.0 268.0
— el
m/z--> 50 100 150 200 250 300 350
Abundance #175097: 1-lodoundecane —
57.0 23.50
m/z 55.00 24.93%
” M/\ij\mm
d 9.0 1550
ols0 L . T igro 2820 -
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Hexadecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.328 4.45 ng 214176  Perylene-di12 25.321
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3581 (24.328 min): BG055651.D\data.ms (-3574) (- | m/z 57.05 100.00%
57.0
= —
| 99\.1 1410 1820 2251  281.0 326.9 24.90 2459
ol dhdhy 177718202251 2810 3269 ;0 7165 59.25%
m/z--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
5000 = e
24.00 24.50
00 268.0 m/z 43.18 59.16%
1410 183.0
OL?’.\Q‘\ ‘\“‘ \“H‘ \‘“‘\ “‘[ f“‘ T “\ }‘ “‘\ “\ \“ T “ \2‘2\‘5\-0\ ‘ T ‘1 T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #176387: Eicosane
57.0
— —
24.00 24.50
5000 m/z 85.05 44 . 64%
90 282.0
| ‘ 3(41-0 183.0 225.0
NIRRT T TN S—
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- o T
57.0 24.00 24.50
m/z 55.00 23.73%
- M\/\N/\~/\/\r¢/"\
9.0 155.0 225.0
ol e
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acq On : 16 Nov 2022 17:38

Operator : CG/JU

Sample : N5607-13

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Docosane

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
26.555 4.59 ng 221221  Perylene-di12 25.321
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 93
2 Docosane 310 C22H46 000629-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 3960 (26.555 min): BG055651.D\data.ms (-3953) (- | m/z 57.05 100.00%
57.0
26.50 |
197.2 281.0 :
o“‘LJJMhh‘ bl O SAL0 4290 0 7110 61.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —— :
26.50
m/z 43.05 57.65%
O T \“\ ‘f‘ “ H‘ \“\JA‘ 1“\‘\ \‘ %\GTQ\O\ ‘2\2\5\)9‘ \2\8\2\?\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
U \
26.50
5000 m/z 85.10 45.09%
ol Lt w00 2250 sw00
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ‘
57.0 26.50
m/z 55.00 18.84%
- J\ww/\w/\%
ok w“ ‘ \w, M (900 2250 2960 —
m/z--> 50 100 150 200 250 300 350 400 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111622\
Data File : BG@55651.D

Acqg On : 16 Nov 2022 17:38
Operator : CG/JU

Sample : N5607-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.304 14.4 ng 164908 1  8.253 228454 20.0
Ethanol, 2-(2-b... 10.833 6.4 ng 113766 2 11.079 356168 20.0
Naphthalene, de... 14.475 2.5 ng 66255 3 14.875 539123 20.0
trans-Calamenene 15.180 2.4 ng 65593 3 14.875 539123 20.0
Octadecanoic acid 17.061 3.1 ng 99595 4 17.613 646014 20.0
unknown17.119 17.119 6.0 ng 193500 4 17.613 646014 20.0
n-Hexadecanoic ... 18.477 17.1 ng 553291 4 17.613 646014 20.0
Pentadecanoic acid 19.734 13.9 ng 450705 4 17.613 646014 20.0
Sulfurous acid,... 21.520 3.6 ng 137015 5 21.908 749865 20.0
Eicosane 22.090 2.4 ng 88169 5 21.908 749865 20.0
Eicosane, 7-hexyl- 22.202 2.3 ng 85381 5 21.908 749865 20.0
Heptadecane, 9-... 22.730 3.4 ng 127933 5 21.908 749865 20.0
Nonadecane 23.465 3.8 ng 143648 5 21.908 749865 20.0
Hexadecane, 1-i... 24.328 4.5 ng 214176 6 25.321 963114 20.0
Docosane 26.555 4.6 ng 221221 6 25.321 963114 20.0
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