LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32 Instrument :
Operator : JU/CG BNA_F

Sample : M2304-06 ClientSampleld :
Misc : OWL-C7-GW

ALS Vvial : 16 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123859.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.740 276 281 285 rBV 46925 73028 1.34% 0.171%
2 4.981 489 492 500 rVB 76413 90298 1.66% 0.211%
3 5.410 561 565 574 rBV 2561109 2426894 44.50% 5.677%
4 6.428 735 738 746 rBV 1890183 1612071 29.56% 3.771%
5 6.628 769 772 777 rBV2 62417 84787 1.55% 0.198%
6 6.792 796 800 803 rBV 1277786 1054056 19.33% 2.466%
7 6.969 829 830 835 rVB 94930 77347 1.42% 0.181%
8 7.040 840 842 845 rVB 193017 161221 2.96% 0.377%
9 7.134 851 858 861 rBV 154501 129675 2.38% 0.303%
106 7.328 885 891 893 rBV 363108 421370  7.73% 0.986%
11  7.357 893 896 907 rVB2 4433411 4012027 73.57% 9.385%
12 7.439 907 910 913 rBvV2 137681 118090 2.17% 0.276%
13 7.487 913 918 922 rVB2 103441 128908 2.36% 0.302%
14 7.563 928 931 935 rVB 454983 382029 7.01% 0.894%
15 7.692 949 953 956 rBV3 44055 78497 1.44% 0.184%
16 7.728 956 959 961 rBV2 133046 123138 2.26% 0.288%
17 7.816 970 974 978 rBV2 738324 677227 12.42%  1.584%
18 7.987 999 1003 1005 rBvV3 88217 101291 1.86% 0.237%
19 8.075 1011 1018 1021 rBV 1726299 1581154 28.99% 3.699%
20 8.098 1021 1022 1024 rVV2 250302 153249 2.81% 0.359%
21 8.122 1024 1026 1030 rVV 262399 232035 4.25% 0.543%
22 8.169 1030 1034 1037 rVB 104725 86878 1.59% 0.203%
23 8.275 1047 1052 1055 rBV 494753 419306 7.69% 0.981%
24  8.322 1057 1060 1063 rVV 350490 279666 5.13% 0.654%
25 8.357 1063 1066 1072 rVB2 118292 154240 2.83% 0.361%
26 8.463 1081 1084 1087 rVB 194736 162205 2.97% 0.379%
27 8.551 1090 1099 1102 rBV 434125 517579 9.49% 1.211%
28 8.581 1102 1104 1110 rVV6 70183 109124 2.00%  0.255%
29 8.639 1111 1114 1117 rW 232951 182297 3.34% 0.426%
30 8.669 1117 1119 1122 rVB2 83341 72147 1.32% 0.169%
31 8.739 1128 1131 1135 rBV2 390496 314243 5.76% 0.735%
32 8.886 1153 1156 1157 rBV3 68968 69335 1.27% 0.162%
33 8.904 1157 1159 1161 rW 118009 92230 1.69% 0.216%
34 8.969 1167 1170 1172 rBV3 69185 77947 1.43% 0.182%
35 9.157 1198 1202 1205 rVB 7042790 5453480 100.00% 12.758%
36 9.304 1225 1227 1229 rVB 84795 69979 1.28% 0.164%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS Vvial : 16 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.333 1229 1232 1234 rBV2 99399 88948 1.63% ©.208%
38 9.363 1234 1237 1242 rVB2 111087 117028 2.15% ©.274%
39 9.416 1243 1246 1250 rBV3 141911 206385 3.78% 0.483%
40  9.486 1254 1258 1263 rVV3 242972 385990 7.08%  0.903%
41  9.551 1266 1269 1272 rVV 330240 309606 5.68% ©.724%
42  9.610 1276 1279 1280 rVV 248727 210179 3.85% 0.492%
43  9.628 1280 1282 1284 rVV 244819 184028 3.37% 0.431%
44 9.692 1287 1293 1298 rBV 330097 329781 6.05% 0.771%
45 9.833 1313 1317 1320 rVV 1852622 1409998 25.86%  3.298%
46  9.863 1320 1322 1326 rVB2 217620 197869 3.63% 0.463%
47 10.039 1348 1352 1356 rBV6 76794 119229 2.19% ©0.279%
48 10.145 1367 1370 1373 rBV 205877 224795 4.12% ©.526%
49 10.180 1373 1376 1377 rVV2 94404 77007 1.41% ©0.180%
50 10.257 1387 1389 1398 rVB4 196402 270321 4.96% 0.632%
51 10.328 1398 1401 1404 rBV3 88581 92087 1.69% ©0.215%
52 10.380 1407 1410 1414 rVB2 160850 154318 2.83% 0.361%
53 10.422 1414 1417 1419 rBV2 99174 106163 1.95% 0.248%
54 10.445 1419 1421 1427 rVB 419089 427940 7.85% 1.001%
55 10.575 1440 1443 1446 rBV 264245 270564  4.96% ©.633%
56 10.628 1446 1452 1464 rVB 3961514 4342126 79.62% 10.158%
57 10.892 1494 1497 1500 rBV2 74325 86817 1.59% ©0.203%
58 10.957 1506 1508 1511 rBV 106723 112429 2.06% ©.263%
59 11.322 1566 1576 1573 rBV 1740915 1408624 25.83%  3.295%
60 11.857 1658 1661 1665 rBV 370648 361547 6.63% ©.846%
61 12.080 1697 1699 1704 rVB2 91091 118875 2.18% ©.278%
62 12.139 1707 1709 1713 rVB 78731 84137 1.54% 0.197%
63 12.298 1733 1736 1739 rVB 272404 249143  4.57%  0.583%
64 12.357 1743 1746 1751 rBv4 128883 172391 3.16% ©.403%
65 12.910 1836 1840 1844 rBV 5197781 5084200 93.23% 11.894%

66 13.833 1993 1997 2005 rBV 563560 929209 17.04%  2.174%
67 13.963 2015 2019 2023 rBV 1451643 1417339 25.99%  3.316%
68 15.421 2262 2267 2276 rVB 986745 1265370 23.20%  2.960%
69 15.980 2356 2362 2369 rBVi1e 53591 153696 2.82% 0.360%

Sum of corrected areas: 42747187
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123859.D\data.ms
7000000

6000000

5000000

7.357

4000000

3000000 5410

2000000 6.428
6.792

1000000
0 7ﬁ; 7.563
3.740 4.981 6.628 || 6.9681034 §%§W7ﬁ'

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance TIC: BF123859.D\data.ms

7000000 9.157

6000000
12.910

5000000

10.628

4000000

3000000

2000000

1000000

S Lt e s - S— — =
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Abundance TIC: BF123859.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Benzene, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.040 3.06 ng 161221 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 93

4 p-Cymene 134 C1eH14 000099-87-6 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 842 (7.040 min): BF123859.D\data.ms (-840) (-) m/z 105.10 100.00%

105.
5000 134.1
77.0
39.0 61 H 6.80 7.00 7.20 7.40
o 882 MWL nyz 119.10 99.60%
m/z--> 20 40 60 80 100 120 140
Abundance #14839: Benzene, 1,3-diethyl-
119.0
5000 f\mu‘uu‘uu’uu‘u\j
6.80 7.00 7.20 7.40
91.0 m/z 134.05 39.07%
390 650 ‘ 135.0
0 \1\5\.9\‘\‘\ T “\ \“i‘\ “\‘\ T \‘M‘ T ‘H‘\ \‘\H T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #14841: Benzene, 1,4-diethyl-
119.0 j\
[P 1 |
6.80 7.00 7.20 7.40
5000 m/z 90.95 27.58%
91.0
41.0 65.0 ‘ ‘ 135.0
Y N R YN VI PR | R S
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 16.75%
5000
91.0
o230 ‘3‘9“79 e ?‘5‘0 bl gl 150
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Benzene, 1,2-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.134 2.46 ng 129675 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 74
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
Abundance Scan 858 (7.134 min): BF123859.D\data.ms (-851) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.1
511 M | H 6.80 7.00 7.20 7.40

0“_Hw‘uwHmumHMWWHWu_Hhm‘me‘ﬂwwmlhuwuhwu m/z 119.10  89.46%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #14842: Benzene, 1,2-diethyl-

119.0
5000 134.0
910 6.80 7.00 7.20 7.40
' m/z 134.05  49.45%
39.0 65.0
O \\‘:L\?\.\()‘\H‘\“H\\"‘\\Hi‘\‘\\\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14840: Benzene, 1,4-diethyl-
105.0 J\ f\
m_”A‘_‘J\‘,WA_W
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.00 44 .26%
77.0
27.0
0 "‘H‘Wm‘w‘,“m}‘w”,:““ ferll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14839: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 22.76%
5000 134.0
91.0
39.0 65.0 ‘
o X R P e Y P Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\

BF123859.D
6 May 2021 17:32
Ju/caG

: M2304-06

: 16 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

3 Benzene, 1-methyl-3-(1-meth...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.563 4.83 ng 382029 Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 90
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
5 p-Cymene 134 C1eH14 000099-87-6 90
Abundance Scan 931 (7.563 min): BF123859.D\data.ms (-928) (-) m/z 119.10 100.00%
119.1
5000
65.0 7.20 7.40 7.60 7.80
267.0 355.:
ol b g 2070 LT TURt m/z 134.05  47.05%
mlz--> 50 100 150 200 250 300 350
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 J\f\",ﬂ’
7.20 7.40 7.60 7.80
m/z 91.00 19.87%
65.0 ‘
0 \‘2\7“\% i‘“\““\‘”\ il “‘”\“H T L B
miz--> 50 100 150 200 250 300 350
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 10.82%
39.0 77-0‘ |
Ol bl
miz--> 50 100 150 200 250 300 350
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- Aw“‘h“‘W‘AA,&‘Af‘
119.0 7.20 7.40 7.60 7.80
m/z 117.05 9.59%
5000
39.0 77.0
T Y
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.816 8.57 ng 677227 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 89
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 89
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 89
Abundance Scan 974 (7.816 min): BF123859.D\data.ms (-970) (-) m/z 117.10 100.00%
117.1
5000
91.0
51.0 - ‘ 154.1 7.40 7.60 7.80 8.00 8.20
ok 720 L Mgl 1601 h; 119,10 42.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.40 7.60 7.80 8.00 8.20
51.0 m/z 132.05 39.82%
27.0 '
Ot T \‘\ T \“i‘\ \“U \““H\?fl‘“{ﬁ)‘ T \H T ’\h‘“ T \JH\H\..‘O\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
USSPV S ! WY
7.40 7.60 7.80 8.00 8.20
5000 m/z 115.00 29.13%
390 ggo 910
N PR U B R
miz--> 20 40 60 80 100 120 140 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.00 21.33%
5000
91.0
390 650 ‘
N P PR T .2
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.275 5.30 ng 419306 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 72
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 62
4 Benzenemethanamine, 2-methyl- 121 C8H11N 000089-93-0 38
5 3-Phenylthiolane,S,S-dioxide 196 C10H1202S 016766-64-6 38

Abundance Scan 1052 (8.275 min): BF123859.D\data.ms (-1047) (-) m/z 104.00 100.00%
104.0

—

5000 146.1
e e
51.0 78.0 ‘ 128}0 8.00 8.20 8.40 8.60
bt AW L nyz 146005 41.20%
miz--> 20 40 60 80 100 120 140
Abundance  #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000
8.00 8.20 8.40 8.60
m/z 91.00 29.60%
I L I W
O\\\‘\‘\\\“\\‘\‘\’W\\\‘\\‘}\“ \\1‘\‘\‘1\‘\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #21572: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
R R AREmREE AR
146.0 8.00 8.20 8.40 8.60
5000 m/z 131.00 22.50%

39.0 58.0 78.0

1 S o R N 1.

miz--> 20 40 60 80 100 120 140

Abundance  #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0

=

8.00 8.20 8.40 8.60
m/z 115.00  16.48%

5000 146.0

39.0 580 780
0l Ll lzeso |

‘ ol L
B
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

—

8270-BF042721.M Fri May 07 13:33:18 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.322 3.54 ng 279666  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 96
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81

4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74

Abundance Scan 1060 (8.322 min): BF123859.D\data.ms (-1057) (-) m/z 131.05 100.00%

131.1
5000
91.0
115.1
51.0 -t ‘ ﬂ‘ 1471 8.00 8.20 8.40 8.60
) SRR PN OO LA WO T W | e I m/z 146.05  30.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
8.00 8.20 8.40 8.60
91.0 m/z 91.00 24.30%
115,0
39.0  65.0 ‘ \H | 1470
O\‘\‘\ T \“‘\ \“\‘\ “\H\ f \“‘ T ““\‘\ T 1“ \‘U‘\ T i T
miz--> 20 40 60 80 100 120 140 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
CETT O R T
8.00 8.20 8.40 8.60
5000 m/z 117.10 20.36%
91.0
115.0
39.0 ‘ z"
64.0
) S P Pt N Y | - A
miz--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- e S RARaNERTS S
131.0 8.00 8.20 8.40 8.60
m/z 118.10 17.69%
5000
390 g 910 DO
O\‘\‘\ e e et \‘\ T \H ‘ HU‘!\‘:L\Z.\O\ —
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF042721.M Fri May 07 13:33:19 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.551 6.55 ng 517579 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 90
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 81
3 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 64
4 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 59
5 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 59

Abundance Scan 1099 (8.551 min): BF123859.D\data.ms (-1090) (-) m/z 135.00 100.00%

135.0
5000 91.0
39.0 63.0 115.0 ‘ 8.20 8.40 8.60 8.80
S R NN O 1Y DU P i J b 1802 /7 136.00  83.57%
miz--> 20 40 60 8 100 120 140 160
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000
91.0 8.20 8.40 8.60 8.80
m/z 90.95 38.08%
39.0 63.0
Ll gy 2080 ]
O\‘\\\\“\\“ H“‘\\w\‘“\i\\“\\\“\\\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #16365.Benzokhhmphene,13—mhydro—
135.0
R
8.20 8.40 8.60 8.80
5000 ITI/Z 131.00 21.91%
91.0
390 670
miz--> 20 40 60 80 100 120 140 160
Abundance #16363: Benzene, (ethenylthio)-
135.0 8.20 8.40 8.60 8.80
m/z 134.00 13.96%
5000 910
51.0
27, ‘ 109.0
G T o P Y N
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF042721.M Fri May 07 13:33:19 2021

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On 6 May 2021 17:32

Operator Ju/caG

Sample : M2304-06

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.739 3.97 ng 314243  Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 68
4 Benzene, (1l-methylenebutyl)- 146 C11H14 005676-32-4 52
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 45

Abundance Scan 1131 (8.739 min): BF123859.D\data.ms (-1128) (-)
131.0

m/z 131.00 100.00%

5000
105.0
51.0 77.0 ‘ ‘ 1 F_o 8.40 8.60 8.80 9.00
Y W L A idb m/z 118.10  73.52%
miz--> 60 80 100 120 140 160
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
290 91.0 8.40 8.60 8.80 9.00
150 ‘ 63.0 L m/z 146.85 56.08%
O \\‘\‘\‘”\\‘M\\ \HH}‘H‘\‘\‘}\"‘\ \1\ ‘\‘“!\‘:‘L\\S-\q‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
8.40 8.60 8.80 9.00
m/z 117.05 39.25%
5000 105.0
39.0 77.0 ‘
SIS T IS S O T
miz--> 20 40 60 80 100 120 140 160
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- R BSENEREEEEE
118.0 8.40 8.60 8.80 9.00
m/z 105.00 31.91%
5000 91.0
51.0 146.0
70 e
N A
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF042721.M Fri May 07 13:33:20 2021

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Naphthalene, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.416 2.93 ng 206385  Acenaphthene-die 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 89
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 89
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 89

Abundance Scan 1246 (9.416 min): BF123859.D\data.ms (-1243) (-) m/z 156.10 100.00%
15p.1

=

5000
77.0 114.9 135.
51.0 1781 9.00 9.20 9.40 9.60 9.80
ot : : m/z 140.95 74.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28489: Naphthalene, 2,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60 9.80
m/z 155.10 35.21%
51.0 77.0 115.0
0 ‘2\7\-0\\“ T \“\.\ ‘u T \‘H“ L \‘\ T \‘1‘173\ 0 T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
9.00 9.20 9.40 9.60 9.80
5000 ITI/Z 161.00 23.07%
77.0 128.0
A0 1020 )
Ottt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28493: Naphthalene, 1,7-dimethyl- RRRRREEDEE SRS ST
156.0 9.00 9.20 9.40 9.60 9.80
m/z 162.00 19.02%
5000
115.0
51.0 77.0
0 280 %0V N T
R B L s R RREER

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF042721.M Fri May 07 13:33:21 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Naphthalene, 1,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.486 5.48 ng 385990  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1258 (9.486 min): BF123859.D\data.ms (-1254) (-) m/z 156.10 100.00%

156.1
5000
115.0
51.0 76.0 9.20 9.40 9.60 9.80
|l |l 2772 ;
0 bl B L 25T myz 141,00 81.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.05 31.26%
77
o S50, 0 L
O \\\‘\\\\‘\\\\‘1\‘\”\“\\‘\\‘\\\\‘\‘\‘\\‘\\ ‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 22.51%
6.0 115.0
51.0
ol 20 0 T Lol
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28503: Naphthalene, 1,5-dimethyl- R EABEREEREEES
156.0 9.20 9.40 9.60 9.80
m/z 153.00 16.59%
5000
115.0
51 0
Lome sl Ll
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF042721.M Fri May 07 13:33:21 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.610 2.98 ng 210179  Acenaphthene-die 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1279 (9.610 min): BF123859.D\data.ms (-1276) (-) m/z 141.05 100.00%
141.1

5000
115.1
51.0 76.0 ‘ ‘ | w 1741 9.50 10.00
0 bt e WL m/z 156.05  86.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
5000 A[\ i J\W e
9.50 10.00
115.0 m/z 155.10  25.74%
510 /6.0 ‘
0 \\\‘2\7‘\.(\)\“\\“\\“”H”U"H‘H’H\H\“!‘H“‘H‘ BERRNRRRE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
/\AJ‘A\ /\\ ‘ T T ‘ T
9.50 10.00
5000 ITI/Z 115.05 18.23%
115.0
270 S0, 0 LA
(O e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28498: Naphthalene, 1,4-dimethyl- —— ——
156.0 9.50 10.00
m/z 128.05 16.65%
5000
115.0
ol 270 510 1.0 | 135, w
R B B e e R e L R —— ——
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF042721.M Fri May 07 13:33:22 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Naphthalene, 1,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.628 2.61 ng 184028  Acenaphthene-die 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 87

Abundance Scan 1282 (9.628 min): BF123859.D\data.ms (-1280) (-) m/z 156.10 100.00%
156.1

R T
115.0
76.0 9.50 10.00
39.0 176.1
Om‘“"“imm“1“““““\““uw“u‘\,uqf%ﬂwN‘l“““uuuu m/z 141.00  47.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0
5000
9.50 10.00

m/z 155.10  37.39%

77.0 115.0
P s O VD N | A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28470: Naphthalene, 2,7-dimethyl-
156.0
/\A/\A‘/\‘ ey i

9.50 10.00
5000 ITI/Z 153.00 15.27%
128.0
39.0 77.0
o b 2020yl
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl- ‘WMM‘ e
156.0 9.50 10.00
m/z 115.00 13.27%
5000
115.0
77.0
ou‘“2‘7;9“‘?‘1‘"9“:ml“‘m‘_H“,w!m‘i“u!““uu_m — ——
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF042721.M Fri May 07 13:33:22 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.692 4.68 ng 329781  Acenaphthene-d10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93

Abundance Scan 1293 (9.692 min): BF123859.D\data.ms (-1287) (-) m/z 141.00 100.00%
141.0

o M
115.1 UL ——
390 63.0 9.0 w 9.50 10.00
o R ORI HNOT O W | - m/z 156.85  74.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000
9.50 10.00
115.0 m/z 115.05 23.52%
270,500, 5 |}
O\\\’\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\‘\\\’\\ ‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
e e
9.50 10.00
5000 m/z 155.10  18.65%
115.0
270 530, 0 L
O ey ek bl M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl- e Fr
156.0 9.50 10.00
m/z 152.05 13.52%
5000
115.0
0 H‘,HH‘m“‘1w“wwm“u‘!m‘,‘umwH_m
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF042721.M Fri May 07 13:33:23 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On 6 May 2021 17:32

Operator : JU/CG

Sample : M2304-06

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 1,6,7-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.145  3.19ng 224795  Acenaphthene-dio 5.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 c13i4 002245-38-7 97

2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 78
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 78

Abundance Scan 1370 (10.145 min): BF123859.D\data.ms (-1367) (-]

m/z 170.10 100.00%

8270-BF042721.M Fri May 07 13:33:24 2021

14y.0 170.1
5000
43.0 91.0 117.1 192.1 ‘ MMM\ A
63.0 10.00 10.50
(o} m/z 147.00  98.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
5000 e i
10.00 10.50
m/z 155.05  82.49%
128.0
51.0 76.0
0 T \“ T \‘\ T “H \”\”U‘H“\ \1\0‘2\\0\ ‘\ T \‘!‘\ \“’:‘L\S\‘ T \“\M\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
—f— —
10.00 10.50
5000 ITI/Z 91.00 27.82%
128.0
63.0 84.0 ‘
o200, %0 #0080 1y |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38376: Naphthalene, 2,3,6-trimethyl- —T ——
170.0 10.00 10.50
m/z 117.05 27.82%
5000
128.
ol 410 650 801050 80 1590 ||
I e T e e
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 15 Naphthalene, 2,3,6-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.257 3.83 ng 270321  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 86
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
3 Dimethyl phenylphosphonite 170 C8H1102P 002946-61-4 50
4 Ethanone, 1-(1-Naphthalenyl)- 170 C12H100 000941-98-0 49
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 49

Abundance Scan 1389 (10.257 min): BF123859.D\data.ms (-1387) (-  m/z 155.10 100.00%
155.1
5000
115.0
77.0
510 e F
77.1 208.1 10.00 10.50
o i 2982 /7 170,10 64.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
5000 MM\M N
10.00 10.50
128.0 m/z 161.05 50.34%
0 27.0 5170 76\\?\ 0‘ \‘\ L Ly
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170.0
S b
10.00 10.50
5000 m/z 115.00 34.04%
27.0 51.0 76.0 128.0
ey LT Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38697: Dimethyl phenylphosphomte T —
155.0 10.00 10.50
m/z 131.00 25.27%
93.0
5000
51.0
oL 270 \‘ | 10, | |
“““““ P o
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1-Isopropenylnaphthalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.445 6.07 ng 427940  Acenaphthene-d10 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 93
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 80
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 70
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 53

Abundance Scan 1421 (10.445 min): BF123859.D\data.ms (-1419) (- m/z 168.10 100.00%
168.1

5000 ﬂmk
j\ \‘\
83.0
390 610, | 115.0139.0 209.2 10.50
Ol il el M 2092 sz 153,00 70.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36895: 1-Isopropenylnaphthalene
158.0
5000 T
10.50
m/z 167.10 61.02%
83.0
O\\\\‘2\7\9\“\5\1\\()‘\\\“!““}\‘\]\-‘0\5\?\]’-%‘}8\\0‘\\H\‘\LW\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36909: Naphthalene, l(Z;NopenyD
68.0
5

10.50

5000 m/z 165.05 39.63%

oy

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36906: 1,1'-Biphenyl, 2-methyl-
168.0 10.50
m/z 152.00 36.01%
5000
‘H‘“H‘\‘m““quuu“‘u,“u““W‘ A REamanan r
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 3-Pentenoic acid, 4-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.575 3.84 ng 270564  Acenaphthene-die 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 58
2 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 50
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 47
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 47
5 Benzene, (1,2-dicyclopropyl-2-ph... 262 C20H22 110330-90-0 46

Abundance Scan 1443 (10.575 min): BF123859.D\data.ms (-1440) (-  m/z 131.05 100.00%
1

131
5000 176.1
91.0 T 1
51.0 10.50
0 ek 2240 m/z 176.05  49.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131.0
176.0
5000 e :
91.0 10.50
m/z 115.05 33.91%
51.0
O' ‘\’\\\\“\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrc
131.0
176.0 — ‘
10.50
5000 91.0 ITI/Z 129.00 26.05%
51.0
27.0
0 S T WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —— ‘
131.0 10.50
m/z 158.10 25.87%
5000
91.0
39.0 630 |
o' e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.857 5.13 ng 361547 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1661 (11.857 min): BF123859.D\data.ms (-1658) (1  m/z 43.00 100.00%

43.0 73.0
5000
129.0
— ——
213.2
‘ H‘ | ‘ 171 *? 5661 11.50 12.00
ol bl el TS L ST m/z 73.00 88.06%
miz-> 50 100 150 200 250
Abundance #72646: Tridecanoic acid
73.0
43.0
5000 S "
11.50 12.00
1200 o 2140 m/z 60.00 87.51%
ol ‘M W‘$‘MLWHM‘JH‘;H‘MIJ 1 “k S
miz-> 50 100 150 200 250
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
T —
11.50 12.00
5000 m/Z 57 .00 86.95%
129.0 2130 256.0
LA, o 2
ob bl ll &yl i
miz--> 50 100 150 200 250
Abundance #61121: Dodecanoic acid T 7
73.0 11.50 12.00
m/z 55.00 72.77%
43.0
5000
129.0 200.0
o) Uw“\\‘ﬂ‘ HLW \H“‘\ ‘h“‘ I \M ‘]'L?LHO‘ , . — — P e
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.298 3.54 ng 249143  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 43
3 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 38
4 Octane, 2-iodo- 240 C8H17I 000557-36-8 37
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 32

Abundance Scan 1736 (12.298 min): BF123859.D\data.ms (-1733) (- m/z 57.00 100.00%
57.0

5000
97.0
o e
\ || |134.216925020 2452 28 1200 12:59
ol b b L 1134277772020 2452 2851 m/z 97.85  33.01%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — e
12.00 12.50
113.0 m/z 113.10 31.27%
i ‘ \‘ 168.0
O\\\\“\‘\“\“‘\“\”\\\‘\‘\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
P =
12.00 12.50
5000 m/z 55.00  25.36%
97.0
0150, “\ ‘\ L 1310 190 70 311
e L e L e
miz--> 50 100 150 200 250 300
Abundance #149371: Sulfurous acid, di(2-ethylhexyl) ester P —
57.0 12.00 12.50
m/z 83.10 13.95%
5000
113.0
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On 6 May 2021 17:32

Operator Ju/caG

Sample : M2304-06

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 1-Octadecanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.833 13.11 ng 929209 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 10-Heneicosene (c,t) 294 (C21H42 095008-11-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Cyclohexadecane 224 C16H32 000295-65-8 91

5 Trifluoroacetic

Abundance Scan 1997 (13.833 min): BF123859.D\data.ms (-1993) (-]
57.0

acid, pentadecyl... 324

C17H31F302

959010-23-2 91

m/z 57.00 100.00%

97.0
5000
1350 14.00
149.1 . .
ol d 11 u“u‘H\u“ Al 19622311 2821 . 550 94.12%
miz--> 50 100 150 200 250 300
Abundance #119524: 1-Octadecano
55.0
97.0
5000 — St
13.50 14.00
m/z 43.05  90.28%
39.0 252.0
oL \““\‘\‘ \“\ “ ‘\H“ \H\ ﬁ: \h ‘\h . ‘ﬂ.S‘HZ.‘q‘ ; ‘\‘ . “ P
miz--> 50 100 150 200 250 300
Abundance #139793: 10-Heneicosene (c,t)
55.0
— ——
97.0 13.50 14.00
5000 m/z 83.10  71.96%
39.0
olfl\"o‘\‘ “ ‘ I ‘\H-‘ \\‘\ ‘h‘ T ‘29‘4‘.0‘
miz--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)- - T
57.0 13.50 14.00
m/z 69.00 61.63%
97.0
5000
fsol LLLLL 3500 ss00 zpug om0 e JL
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050621\
Data File : BF123859.D

Acqg On : 6 May 2021 17:32
Operator : JU/CG

Sample : M2304-06

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,3-di... 7.040 3.1 ng 161221 1 6.792 1054060 20.0
Benzene, 1,2-di... 7.134 2.5 ng 129675 1 6.792 1054060 20.0
Benzene, 1-meth... 7.563 4.8 ng 382029 2 8.075 1581150 20.0
Benzene, 2-ethe... 7.816 8.6 ng 677227 2 8.075 1581150 20.0
Naphthalene, 1,... 8.275 5.3 ng 419306 2 8.075 1581150 20.0
Naphthalene, 1,... 8.322 3.5 ng 279666 2 8.075 1581150 20.0
Benzo[b]thiophe... 8.551 6.5 ng 517579 2 8.075 1581150 20.0
Naphthalene, 1,... 8.739 4.0 ng 314243 2 8.075 1581150 20.0
Naphthalene, 2,... 9.416 2.9 ng 206385 3 9.833 1410000 20.0
Naphthalene, 1,... 9.486 5.5 ng 385990 3 9.833 1410000 20.0
Naphthalene, 1,... 9.610 3.0 ng 210179 3 9.833 1410000 20.0
Naphthalene, 1,... 9.628 2.6 ng 184028 3 9.833 1410000 20.0
Naphthalene, 2,... 9.692 4.7 ng 329781 3 9.833 1410000 20.0
Naphthalene, 1,... 10.145 3.2 ng 224795 3 9.833 1410000 20.0
Naphthalene, 2,... 10.257 3.8 ng 270321 3 9.833 1410000 20.0
1-Isopropenylna... 10.445 6.1 ng 427940 3 9.833 1410000 20.0
3-Pentenoic aci... 10.575 3.8 ng 270564 3 9.833 1410000 20.0
Tridecanoic acid 11.857 5.1 ng 361547 4 11.322 1408620 20.0
2,4,4,6,6,8,8-H... 12.298 3.5 ng 249143 4 11.322 1408620 20.0
1-Octadecanol 13.833 13.1 ng 929209 5 13.963 1417340 20.0
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