LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08
Operator : CG\JU

Sample : N5340-03

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_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130992.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.287 26 34 39 rVB 1900862 2469471 62.83% 8.898%
2 3.504 235 241 252 rBV 30107 48040 1.22% 0.173%
3  4.469 400 405 410 rBV 38388 48815 1.24% 0.176%
4 5.145 515 520 527 rBV 267159 301496 7.67% 1.086%
5 5.534 582 586 590 rBV 1330784 1285274 32.70% 4.631%
6 6.534 749 756 761 rBV 812773 835956 21.27%  3.012%
7 6.710 782 786 789 rBV 35120 52554 1.34% 0.189%
8 6.834 804 807 816 rVB2 46922 66960 1.70% 0.241%
9 6.910 816 820 823 rBV 719600 616888 15.70% 2.223%
106 6.969 827 830 834 rVB 45885 43897 1.12% ©0.158%
11 7.163 860 863 866 rBV 72556 63787 1.62% 0.230%
12 7.316 883 889 891 rBV3 60119 76896 1.96% 0.277%
13 7.481 907 917 919 rBV 1957483 2382331 60.62% 8.584%
14 7.51@ 919 922 927 rVB 311213 287565 7.32% 1.036%
15 7.628 938 942 944 rBv4 39107 45430 1.16% 0.164%
16 7.751 951 963 969 rvB 230422 490784 12.49% 1.768%
17 7.945 987 996 999 rBV 1104869 1163653 29.61% 4.193%
18 7.981 999 1002 1004 rVV2 51868 71873 1.83% 0.259%
19 8.004 1004 1006 1013 rVB2 128257 146247 3.72% 0.527%
20 8.116 1020 1025 1030 rBV2 177091 372543 9.48% 1.342%
21 8.198 1035 1039 1042 rVB 889744 871308 22.17%  3.139%
22 8.292 1049 1055 1057 rBV4 66782 95539 2.43% 0.344%
23 8.328 1057 1061 1063 rVV 258286 273336 6.95% ©0.985%
24  8.351 1063 1065 1069 rVB2 247374 232624 5.92% 0.838%
25 8.422 1069 1077 1080 rBV5 123712 236284 6.01% 0.851%
26 8.451 1080 1082 1084 rVV 47164 53073 1.35% 0.191%
27 8.475 1084 1086 1092 rVB6 81131 133805 3.40% 0.482%
28 8.528 1092 1095 1097 rBV3 40457 41357 1.05% ©0.149%
29 8.586 1102 1105 1108 rVB4 54470 63717 1.62% 0.230%
30 8.633 1108 1113 1115 rBV4 116247 128158 3.26% 0.462%
31 8.657 1115 1117 1122 rVB4 40793 44282 1.13% 0.160%
32 8.698 1122 1124 1128 rVB3 66535 69796 1.78% 0.251%
33 8.757 1128 1134 1138 rBV5 126440 252146 6.42% 0.908%
34 8.957 1164 1168 1175 rVB9 86605 140902 3.59% 0.508%
35 9.057 1181 1185 1188 rBv4 92451 121768 3.10% 0.439%
36 9.151 1198 1201 1204 rVB3 53459 56373 1.43% 0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08
Operator : CG\JU

Sample : N5340-03

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_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.280 1213 1223 1226 rBV 3862343 3930161 100.00% 14.161%
38 9.328 1229 1231 1233 rVV3 59991 44843 1.14% 0.162%
39 9.392 1237 1242 1248 rVB3 215150 315998 8.04% 1.139%
40 9.528 1262 1265 1267 rBvV3 43415 50422 1.28% 0.182%
41  9.592 1272 1276 1278 rVV4 57422 97376  2.48% 0.351%
42 9.616 1278 1280 1286 rVB3 95775 108948 2.77% 0.393%
43  9.880 1319 1325 1330 rBV 315832 308309 7.84% 1.111%
44  9.963 1335 1339 1342 rBV 884235 819757 20.86% 2.954%
45 10.080 1356 1359 1360 rBV 56374 52240 1.33% 0.188%
46 10.175 1372 1375 1378 rBV2 75075 70345 1.79% 0.253%
47 10.345 1401 1404 1406 rBV 48391 42577 1.08% ©0.153%
48 10.369 1406 1408 1412 rVV 54398 49770  1.27% 0.179%
49 10.757 1469 1474 1477 rBV 2006381 1860393 47.34% 6.703%
50 10.869 1490 1493 1496 rBV 78431 64901 1.65% 0.234%
51 10.998 1512 1515 1519 rBV 50763 44372  1.13% 0.160%
52 11.045 1519 1523 1526 rBv2 92777 117044 2.98% 0.422%
53 11.457 1589 1593 1596 rVB 848309 722764 18.39% 2.604%
54 11.492 1597 1599 1603 rBV 57080 49311 1.25% 0.178%
55 11.780 1646 1648 1651 rBV 47899 44270 1.13% 0.160%
56 11.833 1654 1657 1661 rVVv3 92213 101785 2.59% 0.367%
57 11.980 1679 1682 1685 rBV 152335 130299 3.32% 0.469%
58 12.586 1782 1785 1791 rVB2 49529 69235 1.76%  0.249%
59 12.751 1811 1813 1814 rBV 75005 66120 1.68% 0.238%
60 12.769 1814 1816 1819 rVB2 103112 91937 2.34% 0.331%
61 12.939 1842 1845 1848 rVB 143289 143198 3.64% 0.516%
62 12.974 1848 1851 1855 rBV 72524 72092 1.83% 0.260%
63 13.051 1859 1864 1867 rVV 2915465 2845703 72.41% 10.253%
64 13.080 1867 1869 1875 rVB5 46138 46445 1.18% 0.167%
65 13.204 1888 1890 1896 rBvV2 96135 130635 3.32% 0.471%
66 13.416 1924 1926 1928 rBV 68954 59496 1.51% 0.214%
67 13.645 1961 1965 1969 rBV6 31062 43114 1.10% ©.155%
68 13.680 1969 1971 1974 rBV3 41937 55340 1.41% 0.199%
69 13.874 2001 2004 2005 rBV2 40497 42549 1.08% 0.153%
70 13.957 2015 2018 2024 rVB2 110028 140421 3.57% 0.506%
71 14.104 2040 2043 2046 rBV 546224 491055 12.49% 1.769%
72 14.133 2046 2048 2055 rVB2 72900 90579 2.30% 0.326%
73 14.221 2061 2063 2065 rVB 84567 64705 1.65% ©.233%
74 14.704 2143 2145 2153 rVB 57852 71538 1.82% ©.258%
75 14.962 2185 2189 2193 rVB 67031 81742 2.08% 0.295%

76 15.615 2295 2300 2368 rVB 337519 437539 11.13% 1.576%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

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_F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 27754256
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2022 15:08
¢ CG\JU
: N5340-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
BF130992.D

MW-7-102722

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000
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2500000

2000000

1500000

1000000
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TIC: BF130992.D\data.ms
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3.504 4.469 I\ _ 69.168316) |7.62¢

0
Time-->
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TIC: BF130992.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: 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.
2.287 80.06 ng 2469470 1,4-Dichlorobenzene-d4 6.910
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 34 (2.287 min): BF130992.D\data.ms (-26) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
R B
‘ 91 220 240 260
bl 22 L1010 m/z 43.05  44.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
220 240 2.60
43.0 o
87.0 m/z 55.05 30.89%
29.0
M‘ I ‘\‘ ‘ %9\0 ‘ |
0 \‘\\\\‘\\\\‘!\f\‘\!\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SRR
220 240 2.60
5000 41.0 55.0 m/z 87.10  26.43%
27.0
N A1 112.0 1290
AR L R o e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R B
73.0 220 240 260
m/z 41.05 14.63%
5000 43.0
58.0
Obrprrthbirrre e S X
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.145 9.77 ng 301496 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 520 (5.145 min): BF130992.D\data.ms (-515) (-) m/z 43.00 100.00%

43.0
59.1
5000
1011 T T T[T T[T rrri 1t
4.80 5.00 5.20 5.40
1 i 83.0 9
-t m/z 59.10 56.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘HH‘HH‘HH‘\/\\T‘\‘\
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.42%
150 349 101.0
0 \\\‘\!‘!!‘\\!‘!“[‘\.\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e AARRmEES S
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 13.62%
29.
‘ ‘ 87.0
b8 LWLl e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e ARNAmEES S e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.40%
5000
41.0
290 101.0
O e b Al 730 800 | el e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.751  11.27 ng 490784  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
3 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0 036727-29-4 53

4 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 38
5 6,6-Dimethylheptanoic acid 158 CSH1802 015898-92-7 38

Abundance Scan 963 (7.751 min): BF130992.D\data.ms (-951) (-) m/z 57.10 100.00%

57.1

=

5000 83.0
NSRRI
39‘ ‘ 10‘3.1 125.0 143 1 7.40 7.60 7.80 8.00
O bl bl m/z 83.05  42.38%
miz--> 20 40 60 80 100 120 140 160
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl-
57.0
83.0
5000
7.40 7.60 7.80 8.00
103.0 m/z 41.18 39.19%
39? ‘ 125.0
0 \1\5\.(‘)\‘\‘\ \“‘\‘\ “ \‘\ ™ fr \“‘H\ T \‘\ \?T:\a\()\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
R R G,
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.10 20.69%
29. 103.0
9‘ 0 ‘ 125.0143.0
o NSRS 1 O NN | N B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #51494: Hexanoyl chloride, 3,5,5-trimethyl- A REAAS =S s B AT
57.0 7.40 7.60 7.80 8.00
m/z 55.05 19.15%
83.0
5000
39,0
ol180 i L | oo MOae0 b Sl s
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 (+)-2-Bornanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.945 26.71 ng 1163650 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 97
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 96
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 43
5 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 43

Abundance Scan 996 (7.945 min): BF130992.D\data.ms (-987) (-) m/z 95.05 100.00%

95.0
411
5000
69.0
1521 A BARENREEEE SE R
‘ 193 1 7.60 7.80 8.00 8.20
0 T2 L myz 81.e5  66.58%
m/z--> 20 40 60 80 100 120 140
Abundance #29113: (+)-2-Bornanone
95.0
5000 41.0
69.0 152.0 7.60 7.80 8.00 8.20
m/z 41.10  59.02%
0 \1\5\.(‘) T ‘i‘\ \‘ T \‘1“1 T \‘h‘\ \H t \‘\H“ T \‘\ \1‘2:\3\0\ \“ T T
m/z--> 20 40 60 80 100 120 140
Abundance #29050: Camphor
41.0 95.0
R R Al
7.60 7.80 8.00 8.20
m/z 55.05 43.11%
5000 69.0 /
152.0
m/z--> 20 40 60 80 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S R AEBBRARmEsE
95.0 7.60 7.80 8.00 8.20
m/z 108.10  35.59%
5000 410 69.0
152.0
015'0,123'O e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 unknown8.004 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.004 3.36 ng 146247  Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 49
2 3-Methoxybut-1-ene 86 C5H100 017351-24-5 38
3 1-Propene, 1l-methoxy-2-methyl- 86 C5H100 017574-84-4 30
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 30
5 Acetic acid, (1,2-dimethyl-1-pro... 128 C7H1202 003814-41-3 30
Abundance Scan 1006 (8.004 min): BF130992.D\data.ms (-1004) (-) m/z 43.05 100.00%
43.0
71.0
121.0
5000
96.1
Ramas A RAR R
‘ ‘ | 1420 7.60 7.80 8.00 8.20 8.40
0! S BTN L PR m/z 71.00  82.79%
miz--> 20 40 60 80 100 120 140
Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
71.0
43.0
5000 B R s B e e
96.0 7.60 7.80 8.00 8.20 8.40
m/z 41.05 67.70%
‘ l 136.0
04 \1\5\-? T ‘\‘\ \‘i‘“ T ‘\‘ ‘M \“‘M \M“ \‘\‘ \H‘ \1\ 13\.0|‘\ T !“ \1\5\4\"0
miz—-> 20 40 60 80 100 120 140
Abundance #1957: 3-Methoxybut-1-ene
71.0
TR e
41.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 121.00  65.60%
0 8.0
m/z--> 20 40 60 80 100 120 140
Abundance #2034: 1-Propene, 1-methoxy-2-methyl- PR
41.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 69.05 49.44%
5000
w0
Ol il 880 R T T
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40

8270-BF102722.M Mon Nov 07 11:33:43 2022

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.116 8.55 ng 372543  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
3 Tetraethylene glycol 194 C8H1805 000112-60-7 59
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
Abundance Scan 1025 (8.116 min): BF130992.D\data.ms (-1020) (-)| [ m/z 57.85 100.00%
57.0
e
39E ‘ 1011 1550 7.80 8.00 8.20 8.40
I E——’i “Mww wllll 12301409 s 45,00 87.67%
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T T T T
29.0 7.80 8.00 8.20 8.40
' 75.0 m/z 41.05  42.97%
‘ 100.0 4320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\‘\\\\’\\w.\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
R BEREREEE S
7.80 8.00 8.20 8.40
5000 m/z 56.05  16.50%
29.0
75.0
101.0
LT e
o S PR T S P Lo B
m/z--> 20 40 60 80 100 120 140 160
Abundance #69770: Tetraethylene glycol T AEEasssEEE SR
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.31%
5000
89.0
27.0
Ob e 700 L 1990 1630
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF102722.M Mon Nov 07 11:33:44 2022 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

BF130992.D

: 04 Nov 2022 15:08
: CG\JU

: N5340-03

: 9 Sample Multiplier:

ry : C:\Database\NIST20.

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

1

L

TIC Integration Parameters: LSCINT.P

MW-7-102722

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 7 Bicyclo[3.1.1]hept-
EstConc Area
6.27 ng 273336

Hit# of

5 Tentative ID

3-en-2-0... Concentration Rank 8
Relative to ISTD R.T.
Naphthalene-d8 8.198
MW MolForm CASH# Qual

1 Bicyclo[3.1.1]hept-3-en-2-one,
2 Bicyclo[3.1.1]hept-3-en-2-one,
3 Bicyclo[3.1.1]hept-2-en-6-one,

4... 150 C1eH140
4... 150 C10H140
2... 150 C10H140

001196-01-6 98
000080-57-9 93
000473-06-3 93

4 2,4-Cycloheptadien-1-one, 2,6,6-... 150 C10H140 000503-93-5 49
5 1,3-Cyclopentadiene, 1,2,5,5-tet... 122 C9H14 004249-12-1 45
Abundance Scan 1061 (8.328 min): BF130992.D\data.ms (-1057) (-) m/z 107.05 100.00%
107.1
135.0
5000
e
‘ H 1%4 1 8.00 8.20 8.40 8.60
ol “u““:“uu“u”‘ "L m/z 91.08  71.96%
miz--> 20 40 60 80 100 120 140
Abundance #27698: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (
107.0
41.0
79.0 135.0
5000 UL L B R I B B |
8.00 8.20 8.40 8.60
l m/z 135.00  60.41%
0' 62. “\‘ ‘\‘\‘ ““\ T 1 ‘ \1\ ‘\2\0‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #27669: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-
107.0
135.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
39.0 8.00 8.20 8.40 8.60
5000 80.0 m/z 39.05  45.21%
150 o [
01 R e
m/z--> 20 40 60 80 100 120 140
Abundance #27668: Bicyclo[3.1.1]hept-2-en-6-one, 2,7,7-trimethyl- R RS RRRRR
107.0 8.00 8.20 8.40 8.60
m/z 79.05 43.03%
80.0 150.0
5000 39.0
63 ‘ £
o BT N V) B S
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

8270-BF102722.M Mon Nov 07 11:33:45 2022

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown8.351 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.351 5.34 ng 232624  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 30
2 p-Cumenol 136 C9H120 000099-89-8 25
3 (E)-6-Methylhept-4-en-1-0l 128 C8H160 855901-81-4 25
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 18
5 Ethanone, 1-(2-hydroxyphenyl)- 136 C8H802 000118-93-4 18
Abundance Scan 1065 (8.351 min): BF130992.D\data.ms (-1063) (-) m/z 43.10 100.00%
43.1 1211
711
5000
95.1
e A RARESREE
1401 4701 8.00 8.20 8.40 8.60
o) Sl e B SN m/z 121,05 86.57%
miz--> 20 40 60 80 100 120 140 160
Abundance #18903: Phenol, 3-(1-methylethyl)-
121.0
5000 T T T T T TR
8.00 8.20 8.40 8.60
39.0 77.0 103.0 m/z 41.10 58.26%
0 H\‘\‘\1\““\”\“\ﬁg‘ih\“\H“\\‘1‘“\“\‘H\“HH“HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #18802: p-Cumenol
121.0
AR EERRA AR
8.00 8.20 8.40 8.60
5000 m/z 71.10 52.38%
91.0
390 650 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #14452: (E)-6-Methylhept-4-en-1-ol el .
41.0 82.0 8.00 8.20 8.40 8.60
m/z 55.10 52.06%
h /\A/N\/\A
110.0
ol 190 l T O e N
miz--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF102722.M Mon Nov 07 11:33:46 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

MW-7-102722

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 unknown8.422 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.422 5.42 ng 236284  Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 38
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 38
3 1-Propanol, 3,3'-oxybis- 134 C6H1403 002396-61-4 38
4 Methane, diethoxy- 104 C5H1202 000462-95-3 38
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 37

Abundance Scan 1077 (8.422 min): BF130992.D\data.ms (-1069) (-) m/z 59.05 100.00%
59.0
41.0 103.0
SO T
M ‘ ‘ ‘ 153.0 8.00 8.20 8.40 8.60 8.80
N ‘ Lol b Lol b 1938 7 133,05 47.98%
miz--> 20 60 80 100 120 140
Abundance #17321 Dipropylene glycol (isomer 3)
59.0
5000
31.0 103.0 8.00 8.20 8.40 8.60 8.80
' ' m/z 41.05 32.99%
\u‘ \ 850 |
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz-—-> 20 60 80 100 120 140
Abundance #17307:1—PropanoL 2,2'-oxybis-
59.0
e R RREERE
8.00 8.20 8.40 8.60 8.80
5000 m/z 103.00  27.93%
31.0 103.0
0140 L . 850 |
m/z--> 20 40 60 80 100 120 140
Abundance #17308: 1-Propanol, 3,3'-oxybis- A%“H,““_““H“,“
31.0 59.0 8.00 8.20 8.40 8.60 8.80
m/z 57.05 24.40%
5000
103.0
0 u : P P
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60 8.80

8270-BF102722.M Mon Nov 07 11:33:47 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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@ Bicyclo(3.1.1)heptane-2,3-d... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.07 ng 133805 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo(3.1.1)heptane-2,3-diol, ... 170 C10H1802 053404-49-2 64
2 exo-2-Hydroxycineole 170 C10H1802 092999-78-5 55
3 2-Oxabicyclo[2.2.2]octan-6-0l1, 1... 170 C10H1802 018679-48-6 55

4 Benzothiazole 135 C7H5NS 000095-16-9 43
5 Adenine 135 C5H5N5 000073-24-5 43

Abundance Scan 1086 (8.475 min): BF130992.D\data.ms (-1084) (-)| [ m/z 135.00 100.00%

43.1 1080 1350
- b MWJL\M
7  EmE T e e Ry
ﬂ j 1701 8.20 8.40 8.60 8.80
Y L L. ““‘Ju‘ bl W J830 T sz 43,10 97.24%
miz—-> 20 40 60 80 100 120 140 160
Abundance #45216: Bicyclo(3.1.1)heptane-2,3-diol, 2,6,6-trimethyl-
43.0
108.0
710 126.0
5000 T T T T T T T T T
8.20 8.40 8.60 8.80
‘ 1700 ';m/z 108.00 85.37%
0\ ’2\6‘-\9 \“1““ T \“““}9\1 ‘q‘ T \‘1 T ‘ \‘1 T ‘ \1\5\2-\()‘ T \‘\ T ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #44971: exo-2-Hydroxycineole
43.0
1030 18.208.408.60 8.80
71.0 126.0 = =
5000 m/z 69.05 48.61%
26.0 ‘ 170.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45202: 2-Oxabicyclo[2.2.2]octan-6-ol, 1,3,3-trimethyl- A RARE AR
43.0 8.20 8.40 8.60 8.80
108.0 m/z 71.10  46.79%
71.0 126.0
5000
170.0
obzsp L, A3 -~ N N (L%t
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF102722.M Mon Nov 07 11:33:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown8.757 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.757 5.79 ng 252146  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-chloro-3-methyl- 142 C7H7C10 000059-50-7 41
2 1-Cyclopentene-1-carbonitrile, 2... 108 C6H8N2 1000338-25-5 38
3 Phenol, 4-chloro-2-methyl- 142 C7H7C10 001570-64-5 35
4 Pyrazine, ethyl- 108 C6H8N2 013925-00-3 35
5 Phenol, 5-chloro-2-methyl- 142 C7H7C10 005306-98-9 35

Abundance Scan 1134 (8.757 min): BF130992.D\data.ms (-1128) (-) m/z 107.05 100.00%

107.1
5000
771 153.0
411 135' \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ “ 8.40 8.60 8.80 9.00
0! b Al L L m/z 108.85  52.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #22572: Phenol, 4-chloro-3-methyl-
107.0
142.0
5000 77.0 PP T T T
51.0 8.40 8.60 8.80 9.00
' m/z 93.05 49.69%
27.0 ‘
0 \\\‘\“\ T \““\\ ‘\ ““\‘\H\H‘\H“\ \‘\ T ‘ \Hl \‘\ ‘ T \‘ ‘\ T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #6047: 1-Cyclopentene-1-carbonitrile, 2-amino-
107.0
R A RERERERERE
8.40 8.60 8.80 9.00
5000 m/z 77.10  33.71%
53.0 80.0
o2yl
m/z--> 20 40 60 80 100 120 140 160
Abundance #22570: Phenol, 4-chloro-2-methyl- R RANE
107.0 142.0 8.40 8.60 8.80 9.00
m/z 153.00 32.26%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF102722.M Mon Nov 07 11:33:50 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown8.957 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.957 3.23 ng 140902  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne 96 C7H12 002586-89-2 49
2 3,4-Heptadiene 96 C7H12 002454-31-1 46
3 2-ethoxy-3,5-hexadiene 126 C8H140 1000365-96-6 42

4 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 38
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 38

Abundance Scan 1168 (8.957 min): BF130992.D\data.ms (-1164) (-) m/z 81.00 100.00%

. JMWW/L
T
8.60 8.80 9.00 9.20
0! m/z 67.05 92.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3182: 3-Heptyne
41.0 67.0
96.0
5000 LB B B B o
8.60 8.80 9.00 9.20
m/z 83.05 89.54%
15.0 ‘ | I
0' ‘\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3200: 3,4-Heptadiene
41.0 81.0
T
8.60 8.80 9.00 9.20
5000 m/z 55.05 84.58%
63 |
0! ‘u;‘uHJ‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #12999: 2-ethoxy-3,5-hexadiene e A RmaE
83.0 8.60 8.80 9.00 9.20
m/z 41.10 73.85%
55.0
5000
111.0
0! e A RmaE
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF102722.M Mon Nov ©7 11:33:51 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.392 7.71 ng 315998  Acenaphthene-d10 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 Acetaminophen 151 C8H9NO2 000103-90-2 58
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8H9NO2 000614-80-2 53
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 43
Abundance Scan 1242 (9.392 min): BF130992.D\data.ms (-1237) (-) 43.10 100.00%
43.1
109.1
5000 151.1
s ERREaERET
‘ 69‘ ! 9.00 9.20 9.40 9.60 9.80
0beerree gl e L3750 a0 a5 75, 4%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 B o e R AR
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.05 38.52%
0 \1\5\ 9\ ‘\‘\ T ’ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ TTTT ‘1\\9\2\.‘0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0
R
9.00 9.20 9.40 9.60 9.80
5000 151.0 ITI/Z 41.10 22.84%
43.0 80.0
0 ‘1‘5‘?‘m,‘”UwmWm,uwmwmw_ww‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol AR AR
109.0 9.00 9.20 9.40 9.60 9.80
m/z 69.10 15.66%
5000 151.0
43.0 80.0
0 15.0 ‘
s E e B R s ERREaERET
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF102722.M Mon Nov ©7 11:33:52 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Apocynin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.880 7.52 ng 308309  Acenaphthene-d10 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 95
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 94
3 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 83
4 2',4'-Dihydroxy-3'-methylacetoph... 166 C9H1003 010139-84-1 70
5 Ethanone, 1-(2-hydroxy-6-methoxy... 166 C9H1003 000703-23-1 64
Abundance Scan 1325 (9.880 min): BF130992.D\data.ms (-1319) (-) m/z 151.00 100.007%
1511.0
5000
123.0 M ﬁ
— : : :
430 g50 9.50 10.00
\\ M\\M L ‘ | | 178.1 9
Ot ‘thw‘wm“bw““m“‘u“ m/z 166.05  44.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42057: Apocynin
151.0
5000 — L
9.50 10.00
123.0 m/z 123.00 26.51%
43.0
180 17,550, e30 | |
0\\\’\\\\’\\‘\M\“‘\‘\\\W\\\\‘\\\\‘\\\}‘\\\\‘\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
— ——
9.50 10.00
5000 m/z 163.05 20.25%
123.0
oo 080 0 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42310: Ethanone, 1-[4-(methylthio)phenyl]- e T
151.0 9.50 10.00
m/z 43.05 16.55%
5000
45.0 123.0
79.0 ‘
o S| NSO PR I RPN SN S — e
mlz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknownll.045 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.045 3.24 ng 117044  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluorenamine 181 C13H11N 000153-78-6 46
2 Ethanone, 1-[1,1'-biphenyl]-3-yl- 196 C14H120 003112-01-4 45
3 4-Methylcarbazole 181 C13H11N 003770-48-7 41
4 p-Hydroxybiphenyl 170 C12H100 000092-69-3 41
5 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 41

Abundance Scan 1523 (11.045 min): BF130992.D\data.ms (-1519) (- m/z 170.05 100.00%

170.1
5000
115.0 141.0 196.1 s J\«J\‘M
430 5o 910 ‘ ‘ ‘ 11.00
0 ""‘\m"\W‘\‘fwHMH‘\\M‘W‘\"h‘\‘ \‘\H}‘\‘H‘\MH‘\H“\‘\H‘\H‘\‘\‘\i‘w}H‘wi”w”‘ m/z 181.10 77 .24%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #55922: 2-Fluorenamine
181.0
5000 = :
152.0 11.00
90.0 m/z 152.00  29.47%
0 ‘\\:\3\9‘(\)\\\6‘3\(\)\‘1“\\\\‘\\\f1‘2f(\0\‘\\“\‘\“\‘\\f ‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71691: Ethanone, 1-[1,1"-biphenyl]-3-yl-
181.0
T \
11.00
5000 m/z 196.10  22.93%
152.0
76.0
R B A RE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 /\m,\
Abundance #55928: 4-Methylcarbazole me‘ ‘AWMQ :
181.0 11.00
m/z 141.00 20.61%
5000
152.0
e B R S h A R N e
miz--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc . MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.980 3.61 ng 130299  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
Abundance Scan 1682 (11.980 min): BF130992.D\data.ms (-1679) (- m/z 43.10 100.00%
431
73.0
5000
129.1
213.1 T
| H‘ 157.1185.1 ‘ 256.1 12.00
om_mh“JMMMM“H‘wwhmmm“m“H‘HMm‘w_‘mw!_ m/z 73.00  82.41%
miz--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 ]
129.0 12.00
213.0 m/z 60.00 81.43%
‘ H(ﬂ 157.0185.0 ‘
01\?.‘0\\‘1\ HH\H\M\‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 i
12.00
5000 129.0 m/z 41.85 76.19%
185.0
228.0
0150?15
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid 7
43.0 73.0 12.00
m/z 55.00 74.48%
5000 129.0
199.0
O
O1§RkﬂwﬂﬂWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_ —
miz--> 20 40 60 80 100120 140 160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.939 5.83 ng 143198  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
3 1-Methyl-1-n-octyloxy-1-silacycl... 228 C13H280Si 1010216-91-0 64
4 5-Fluoro-2-nitrophenylamine, TMS... 228 C9H13FN202Si  1000484-54-5 64
5 4-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-45-0 59

Abundance Scan 1845 (12.939 min): BF130992.D\data.ms (-1842) (- m/z 213.10 100.00%

2181
5000

119.0 I

91.0 13.00
39.0 169.1 .
o‘mm‘mmm‘_u‘mm‘;‘mw:c_mwuw“_lu“2‘5"‘2"9??‘1‘1 m/z 119.00  17.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 T
13.00
119.0 m/z 228.05 16.46%
91.0
0‘\\\\‘5\\1\-3\‘\\\“\\‘\\“\‘\\\‘i\\\‘\‘\\}1\‘6?.\0\‘\\\\‘\\‘\‘\!‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
213.0
F
13.00
5000 m/z 214.85  14.91%

o

119.0
o N0 qes0 270.0
R e b e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance  #109059: 1-Methyl-1-n-octyloxy-1-sila

cyclopentane T
218.0 13.00

m/z 91.05 9.66%

101.0

5000

—
m/z--> 20 40 60 80 100120 140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc MW-7-102722

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 3-furancarbonitrile, tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.204 5.32 ng 130635 Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-furancarbonitrile, tetrahydro-... 187 C11H9NO2 1010395-93-6 92
2 1,3-Difluoro-5-dichloromethyldim... 270 C9H10C12F20Si 1000299-10-6 50
3 1H-Pyrazol-3-amine, N,N-dimethyl... 187 C11H13N3 1000327-38-1 49
4 7-Amino-2,4-dimethyl[1,5]benzodi... 187 C11H13N3 022177-24-8 49
5 4,6,8-Trimethyl-2(1H)-quinolinone 187 C12H13NO 1000476-64-5 49
Abundance Scan 1890 (13.204 min): BF130992.D\data.ms (-1888) (- m/z 187.10 100.00%
187.1
5000
420 128.0 T T
77.0 : 270.1 12 nn 12 En
297 1 13.00 13.50
0! m/z 43.00 25.58%
m/z--> 50 100 150 200 250
Abundance #61915: 3-furancarbonitrile, tetrahydro-2-oxo-4-phenyl-
91.0 4290 187.0
5000 51.0 R R
13.00 13.50
‘ ‘ m/z 41.10  25.12%
0\ T ‘\ “ \H\‘“\“‘ ‘ “\‘! “\ T \“‘{ ‘ T T T T ‘ T T T T ‘
m/z--> 100 150 200 250
Abundance #161534. 1,3-Difluoro-5-dichloromethyldimethylsilyloxybe
187.0
—— ——
13.00 13.50
5000 m/z 128.00 17.59%
63.0
R R
m/z-—-> 50 100 150 200 250
Abundance #61831: 1H-Pyrazol-3-amine, N,N-dimethyl-1-phenyl- — —
187.0 13.00 13.50
m/z 197.05 17.16%
5000
440 7. 1430
ob e bttol0 LU SR
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08

Operator : CG\JU

Sample : N5340-03

Misc

ALS vial : 9 Sample Multiplier: 1

MW-7-102722

Quant Method

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Z-5-Nonadecene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.957 5.72 ng 140421  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 91
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 9-Nonadecene 266 C19H38 031035-07-1 89

Abundance Scan 2018 (13.957 min): BF130992.D\data.ms (-2015) (- m/z 55.05 100.00%
85.0
5000 11.1
——
AL, 2031 2661 14.00
0"‘HwMMNMWMMWwvaMuWWWww“‘w“‘w“u“‘u‘ m/z 43.10 91.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155962: Z-5-Nonadecene
55.0
5000 111.0 —
14.00
266.0 m/z 97.10 86.89%
L) 168
0\\\‘\‘\\‘\\H\‘l\“I\l\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138525: 3-Octadecene, (E)-
69.0
——
14.00
5000 m/z 83.10 86.52%
1%50
oA L, 1820, 2520 WJ\VW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene 7
43.0 14.00
m/z 57.10 79.80%
o I M/\MY«J\MMA‘A
0 M | .‘. 1153.0 210.0 267.0321.0 490.(
B e A RREanEE e ——
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 04

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
BF130992.D

Nov 2022 15:08

¢ CG\JU
: N5340-03

: 9

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

MW-7-102722

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Squalene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.963  3.741ng 81742 Perylene-d12 15.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene at0 C3oHse 060111-02-4 90
2 Supraene 410 C30H50 007683-64-9 83

125456-63-5 72
000502-62-5 72
062235-06-7 72

3 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402
4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26

Abundance Scan 2189 (14.962 min): BF130992.D\data.ms (-2185) (-
69.1

m/z 69.10 100.00%

5000

F

15.00
1681
oo L LT e 2220 2o sy

m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 T
15.00
m/z 41.05 22.83%
121.0
02704 1) [ 11111750 231.0273.0 3410 4104
\\\‘\ \‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
——
15.00
5000 m/z 95.05 14.02%
137.0
0270 L))yl 1910 2730 3410 4104
B e e manmare e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222640: (2E,6E,10E)-3,7,11,15-Tetramethylhexadeca-2 T
69.0 15.00
m/z 68.00 13.31%
5000
J 136.0
o0 LLLL Ll 200200 a0 .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130992.D

Acqg On : 04 Nov 2022 15:08
Operator : CG\JU

Sample : N5340-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.287 80.1 ng 2469470 1 6.910 616888 20.0
2-Pentanone, 4-... 5.145 9.8 ng 301496 1 6.910 616888 20.0
Hexanoic acid, 7.751 11.3 ng 490784 2 8.198 871308 20.0
(+)-2-Bornanone 7.945 26.7 ng 1163650 2 8.198 871308 20.0
unknown8.004 8.004 3.4 ng 146247 2 8.198 871308 20.0
Ethanol, 2-(2-b... 8.116 8.6 ng 372543 2 8.198 871308 20.0
Bicyclo[3.1.1]h... 8.328 6.3 ng 273336 2 8.198 871308 20.0
unknown8.351 8.351 5.3 ng 232624 2 8.198 871308 20.0
unknown8.422 8.422 5.4 ng 236284 2 8.198 871308 20.0
Bicyclo(3.1.1)h... 8.475 3.1 ng 133805 2 8.198 871308 20.0
unknown8.757 8.757 5.8 ng 252146 2 8.198 871308 20.0
unknown8.957 8.957 3.2 ng 140902 2 8.198 871308 20.0
2,4,7,9-Tetrame... 9.392 7.7 ng 315998 3 9.963 819757 20.0
Apocynin 9.880 7.5 ng 308309 3 9.963 819757 20.0
unknownl11.045 11.045 3.2 ng 117044 4 11.457 722764 20.0
n-Hexadecanoic ... 11.980 3.6 ng 130299 4 11.457 722764 20.0
Phenol, 4,4'-(1... 12.939 5.8 ng 143198 5 14.104 491055 20.0
3-furancarbonit... 13.204 5.3 ng 130635 5 14.104 491055 20.0
Z-5-Nonadecene 13.957 5.7 ng 140421 5 14.104 491055 20.0
Squalene 14.963 3.7 ng 81742 6 15.615 437539 20.0
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