LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS Vvial : 15 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126096.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 16 rBV 1909072 2368648 48.67% 4.332%
2 5.075 500 508 514 rVB 79204 102799 2.11% 0.188%
3 5.469 566 575 578 rBV 4156684 4218936 86.69% 7.716%
4 5.887 637 646 649 rVB3 48559 79120 1.63% 0.145%
5 6.016 665 668 672 rVvB3 83219 93074 1.91% 0.170%
6 6.110 681 684 690 rVB2 122274 166702  3.43% 0.305%
7 6.163 690 693 696 rBv 99284 76672 1.58% 0.140%
8 6.298 710 716 720 rBvV2 90628 113200 2.33% 0.207%
9 6.392 728 732 738 rBV3 163307 259240 5.33% 0.474%
10 6.481 738 747 750 rBV 4417151 4317596 88.72% 7.897%
11 6.598 762 767 772 rBV6 73024 159340 3.27% 0.291%
12 6.692 779 783 785 rBV3 174684 191627 3.94% 0.350%
13 6.851 807 810 813 rBV 1460667 1210291 24.87% 2.214%
14 6.928 821 823 826 rVB 138837 114918 2.36% 0.210%
15 6.969 828 830 833 rVB2 154248 126096 2.59% 0.231%
16 7.004 833 836 840 rVB2 117032 108164 2.22% 0.198%
17 7.128 854 857 861 rVB2 100807 111214 2.29% 0.203%
18 7.251 872 878 881 rBV3 147492 158978 3.27% 0.291%
19 7.416 895 906 909 rBV 2923824 2995694 61.55% 5.479%
20 7.451 910 912 916 rVB 216933 175118 3.60% 0.320%
21 7.492 916 919 924 rBv4 100776 152740 3.14% 0.279%
22 7.563 924 931 936 rBve 59272 130620 2.68% 0.239%
23 7.663 945 948 950 rVB2 73308 65822 1.35% 0.120%
24 7.775 966 967 971 rVB4 84643 72501 1.49% 0.133%
25 7.822 971 975 977 rBV3 57002 73732 1.52% 0.135%
26 7.851 977 980 982 rVW3 76683 71021 1.46% 0.130%
27 7.881 982 985 991 rVB5 78349 117744  2.42% 0.215%
28 8.033 1004 1011 1016 rBV 504272 547811 11.26% 1.002%
29 8.133 1023 1028 1031 rBV 1801165 1547866 31.81% 2.831%
30 8.157 1031 1032 1035 rvv2 177131 98148 2.02% 0.180%
31 8.198 1036 1039 1042 rVB 342347 267422 5.49% 0.489%
32 8.428 1071 1078 1081 rBV4 114073 178397 3.67% 0.326%
33 8.516 1090 1093 1097 rVB5 71462 90588 1.86% 0.166%
34 8.557 1097 1100 1103 rBV 374857 347036 7.13% 0.635%
35 8.680 1117 1121 1123 rBV3 60307 72921 1.50% 0.133%

36 8.728 1126 1129 1133 rVB2 112344 106209 2.18% 0.194%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS Vvial : 15 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.016 1175 1178 1181 rBV4 57081 93244 1.92% 0.171%
38 9.045 1181 1183 1187 rVB3 65192 69522 1.43% ©.127%
39  9.157 1199 1202 1206 rVB 235853 183195 3.76% ©.335%
40 9.210 1206 1211 1214 rBV 6230887 4866705 100.00%  8.901%
41  9.292 1222 1225 1231 rBV4 96255 134500 2.76%  ©.246%
42  9.339 1231 1233 1243 rVB5 59857 108972 2.24% 0.199%
43  9.616 1275 1280 1282 rBV2 131318 144212 2.96% 0.264%
44  9.822 1313 1315 1320 rVB 85997 71940 1.48% ©0.132%
45 9.886 1320 1326 1329 rBV 1928510 1517286 31.18% 2.775%
46  9.916 1329 1331 1334 rVB2 70274 62612 1.29% 0.115%
47 10.539 1432 1437 1440 rBV 66295 83347 1.71% ©.152%
48 10.674 1455 1460 1463 rBV 3007651 2683178 55.13%  4.907%
49 10.804 1477 1482 1485 rBV 124109 181013 3.72% 0.331%
50 11.269 1559 1561 1567 rVB2 113460 128389 2.64% 0.235%
51 11.369 1575 1578 1581 rBV 1436861 1245035 25.58%  2.277%
52 11.392 1581 1582 1585 rVB 378200 212723 4.37%  0.389%
53 11.904 1666 1669 1672 rBV2 285205 264674 5.44%  0.484%
54 12.074 1695 1698 1701 rVB3 92841 102297 2.10% ©.187%
55 12.116 1702 1705 1709 rVV 496258 433954 8.92% 0.794%
56 12.321 1737 1746 1744 rVB 1840475 1594277 32.76%  2.916%
57 12.410 1751 1755 1760 rBV 1128622 1104878 22.70%  2.021%
58 12.463 1762 1764 1769 rVB 149202 158511 3.26%  ©.290%
59 12.598 1784 1787 1789 rBV 428502 390891 8.03% 0.715%
60 12.633 1789 1793 1796 rVV 4211601 3587273 73.71% 6.561%
61 12.686 1796 1802 1804 rVV5 64510 76648 1.57% ©.140%
62 12.816 1821 1824 1826 rBV 296010 253585 5.21% 0.464%
63 12.839 1826 1828 1831 rVB2 132011 114019 2.34% 0.209%
64 12.927 1840 1843 1845 rBV2 347545 314435 6.46% ©.575%
65 12.957 1845 1848 1851 rVB 4013600 3242088 66.62% 5.930%
66 13.098 1868 1872 1876 rBV 4222912 3605551 74.09%  6.594%
67 13.192 1885 1888 1890 rBV 294884 259317 5.33% 0.474%
68 13.239 1894 1896 1899 rVB2 270749 242969 4.99%  0.444%
69 13.345 1912 1914 1916 rVB3 148648 109643 2.25% 0.201%
70 13.421 1925 1927 1930 rVB 155013 121942 2.51% 0.223%
71 13.533 1944 1946 1951 rVB 193317 181825 3.74%  ©.333%
72 13.863 1999 2002 2007 rVB 499882 480013 9.86% 0.878%
73 14.010 2022 2027 2030 rBV2 1201731 1348253 27.70%  2.466%
74 14.033 2030 2031 2034 rVB 200434 119018 2.45% 0.218%
75 14.180 2054 2056 2061 rVB 147766 128643 2.64%  ©.235%

76 14.462 2101 2104 2106 rBV 210091 216917 4.46% 0.397%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS Vvial : 15 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.486 2106 2108 2109 rBV 223605 174875 3.59% ©.320%
78 14.545 2115 2118 2122 rVB 1492213 1378219 28.32% 2.521%
79 15.045 2201 2203 2213 rVB 161978 346541 7.12% 0.634%
80 15.133 2215 2218 2221 rBV 404227 409748  8.42% 0.749%
81 15.474 2272 2276 2280 rBV 676351 766936 15.76%  1.403%

82 15.951 2354 2357 2362 rVB 205481 274199 5.63% 0.501%

Sum of corrected areas: 54676017
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4523-09

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
BF126096.D

9 Nov 2021 23:08

JU/CG

\VWE-B4-110421-BD

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF126096.D\data.ms

6.481
5.469

7.416

.146
6.851

5.075 5.8676 16358926 55892 4 FP51 86

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF126096.D\data.ms
9.210

12633 1 957028

10.674

ok

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

10000003

T A R e
10.00 10.50 11.00
TIC: BF126096.D\data.ms

— — — —
11.50 12.00 12.50 13.00

14.545

Time-->
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13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126096.D

Acqg On 9 Nov 2021 23:08

Operator Ju/caG

Sample : M4523-09 :
Misc \VWE-B4-110421-BD
ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 2

R.T. EstConc Area Relative to ISTD R.T.
2.146  39.14 ng 2368650 1,4-Dichlorobenzene-d4 6.851
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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 10 (2.146 min): BF126096.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 /k
R ERRRa e RARRaREREYY
‘ J 881 2.202.302.402.502.60
Ol ooy il B8L Il 881wz 43.e5 45.83%
m/z--> 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T T[T T T T[T T T[T T TT 1T
43.0 2.202.302.402.502.60
‘ m/z 55.10 30.52%
27,0 88.0
0\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 20 80 100 120
Abundance #15764 224Tr|methy| -3-pentanol
73.0
R ERRRE e EaRaanaRE
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.88%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 20 40 80 100 120
Abundance #2245: Snane tetramethyl- AR RARRaRaR R
73.0 2.202.302.402.502.60
m/z 41.05 15.34%
5000
43.0
i e Mmoo o R R
m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknown6.110 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.110 2.75 ng 166702 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 35
2 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 35
3 5-Methyl-2-hexanol, 2-methylprop... 186 C11H2202 1000447-34-4 35

4 3-Ethylcyclopentanone 112 C7H120 010264-55-8 27
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 27

Abundance Scan 684 (6 110 m|n) BF126096.D\data.ms (-681) (-) m/z 55.05 100.00%

3.1
5000
R
‘ 126.2 5.80 6.00 6.20 6.40
0 HJ‘W:“_“W‘m_m m/z 57.00  89.30%
miz--> 100 120 140 160
Abundance #3751. Cyclohexane, methyl-
55.0 83.0
5.80 6.00 6.20 6.40
27.0 m/z 41.10 82.87%
O' \\“1\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #1593: 1,4-Pentadien-3-ol
55.0
83.0
5.80 6.00 6.20 6.40
5000 m/z 83.10 64.65%
ol o
m/z--> 60 80 100 120 140 160
Abundance #60824: 5—Methyl—2—hexanol, 2-methylpropionate
57.0 5.80 6.00 6.20 6.40
m/z 43.05 63.99%
5000
890 115.0
27.0
Gl A AN B VY R Y
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126096.D

Acqg On 9 Nov 2021 23:08

Operator Ju/caG

Sample : M4523-09 :
Misc \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

6.302  4.28ng 250240  1,4-Dichlorobenzene-d4  6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C10H20 062960-77-4 60
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 49
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 49
4 4-Nonene, 3-methyl-, (Z)- 140 C10H20 063830-69-3 49
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 43

Abundance Scan 732 (6.392 min): BF126096.D\data.ms (-728) (-) m/z 69.10 100.00%

69.1
41.0
5000 125.1
106.0
‘ H % H 140.2 6.00 6.20 6.40 6.60 6.80
oHH_m_Hs;wlm_w‘l ‘HL‘,MHw\‘hw“wH:‘,WJW m/z 54.95 83.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20747: 4-Octene, 2,6-dimethyl-, [S-(2)]-
58.0
5000 )0 [T T T[T I T[T T T T rrro T
: 6.00 6.20 6.40 6.60 6.80
m/z 41.05 71.33%
29.0 111.0 140.0
Ll ] eso |
O\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\’\\\\‘\\H‘HH‘HH‘HH’HH‘HH‘
miz--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
Pl el s e
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 56.10 52.20%
84.0
0 | ° o 109
o"""H"""‘mwm"“1“"","""‘WHWwu,uulw
miz--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]- \ﬂﬂ&“““‘W““,“‘W“
58.0 6.00 6.20 6.40 6.60 6.80
m/z 70.10 50.80%
5000
70.0
29.0 111.0 140.0
T T
O b e e e e e A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Decane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.692 3.17 ng 191627 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 78
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 59
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
5 Octane 114 C8H18 000111-65-9 53

Abundance Scan 783 (6.692 min): BF126096.D\data.ms (-779) (-) m/z 57.05 100.00%

57.0
| e 640660 680 70
111.1 : ’ . :
N ‘c‘:“;w‘”!mmHuu_“lﬁz‘zqwMw_m_m m/z 43.10  95.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22069: Decane
43.0
5000 L B R B B LR B
710 6.40 6.60 6.80 7.00
m/z 41.10  58.45%
99.0 142.0
016-01-
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
T T
6.40 6.60 6.80 7.00
5000 85.0 m/z 71.05 30.28%
29'0‘ 141.0
bl 120 2420 1030
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester A
57.0 6.40 6.60 6.80 7.00
m/z 55.05 27.81%
5000
85.0
29.0
o L, h ‘h‘ M10 1540 1820  227¢
e e e e e e e e e R R EREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.033 7.08 ng 547811 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 59
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53

Abundance Scan 1011 (8.033 min): BF126096.D\data.ms (-1004) (-) m/z 45.10 100.00%
45.1

5000 ﬂk
AEEEEEE RS
77'0 1011 13914611 7.80 8.00 8.20 8.40
OF b o B82S 57,05 94.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L LI L B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10  42.82%
Ot T \‘H\“\‘\"‘H‘\ T Ly \‘1“\“ \“\‘ \1\0}0‘\0\ T \1\3\2\0‘ T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
 ARAEEEEEEEE SRR
7.80 8.00 8.20 8.40
5000 m/z 75.00 15.63%
29.0 75.0
100.0
0 , ‘Mwlw\a_wt\‘wm“?‘3‘%:?“”1?%-9”
miz--> 20 40 60 80 100 120 140 160
Abundance #48861: Acetaldehyde, di-sec-butyl acetal e AR aaEEE
45.0 101.0 7.80 8.00 8.20 8.40
m/z 56.00 15.05%
5000
27}0 ‘ 83.0 150.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF110321.M Wed Nov 10 15:46:34 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Undecane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.198 3.46 ng 267422  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 83
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 78
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 72

Abundance Scan 1039 (8.198 min): BF126096.D\data.ms (-1036) (-) m/z 57.10 100.00%
57.1

w M
RS SdL
L 98.0 7.80 8.00 8.20 8.40 8.60
T/ “Hu 7 ) 12081410 1692 n; 43,10 49.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 I B LB B
7.80 8.00 8.20 8.40 8.60
m/z 71.10 36.71%
29.0 ‘ 98.0
O\ T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \8‘-q\\ T \“‘ T U\ ’ T ;‘\4‘1\.(\)\ T ‘1\6\9\9‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
AL
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 31.74%
ob el b 79 L 1400 1840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- A RAREREEEE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 15.22%
5000
Lo 00
R e L e 1 o VT R e
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Decane, 2,6,7-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.557 4.48 ng 347036  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 64
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
5 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 53

Abundance Scan 1100 (8.557 min): BF126096.D\data.ms (-1097) (-) m/z 57.05 100.00%
57.0

AR SRS St
39 85.0 1134 - 8.20 8.40 8.60 8.80
oLl uu;“mw‘mu_m‘wm_m'w” m/z 71.85  65.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 IR AL B B
8.20 8.40 8.60 8.80
m/z 43.10 61.28%
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #22108: Octane, 3,6-dimethyl-
57.0
T
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 45,29%
113.0
29.0
| 85.0 142.0
ol bbbl el
m/z--> 20 40 60 80 100 120 140 160
Abundance #22077: Nonane, 3-methyl- RN E R RRaEE
57.0 8.20 8.40 8.60 8.80
m/z 56.10 24.09%
5000
29.0 ‘ 650 112.0
0 HW‘“H“MHM‘MWH'HW‘U‘_Hlﬁzﬁp‘wm e
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF110321.M Wed Nov 10 15:46:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.804 2.91 ng 181013  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 83
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 80

Abundance Scan 1482 (10.804 min): BF126096.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1

. AwwwAmeWJtﬂw¢”wM“Jﬂ
‘ 113.1 10‘56 ‘11‘00‘
’ 183.1 : :
A — ,H bl L A9 8290 s 7118 66.75%
miz--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 - —
10.50 11.00
m/z 43.10 60.17%
99.0
0 \“‘\ ‘\‘ “\ H‘ ‘“‘ \“ \%4\‘1-’0\ :‘]\-8\‘3\0‘ T \2\399\ LA |
miz--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— ——
10.50 11.00
5000 m/Z 41.10 29.60%
113.0
183.0
01‘8"#‘ 1 0 i - W
miz--> 50 100 150 200 250 300
Abundance #33083: Decane, 2-methyl- “ T
57.0 10.50 11.00
m/z 85.00 26.60%
5000
‘ 112.0
oLl | seo o el e
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF110321.M Wed Nov 10 15:46:37 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.904 4.25 ng 264674  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Nonanoic acid 158 C9H1802 000112-05-0 55

Abundance Scan 1669 (11.904 min): BF126096.D\data.ms (-1666) (- m/z 43.10 100.00%

431 730
192.1
5000
129.1
——
iy | s e o
O Lreprrrel bkt i m/z 41.05 84.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN
12.00
167.01g5 02130  256.0 m/z 73.00 82.87%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 o
12.00
5000 129.0 m/z 59.95  82.69%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid =bL —
73.0 12.00
43.0 m/z 55.05 64.84%
5000 129.0
171.0
o? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF110321.M Wed Nov 10 15:46:38 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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@ Dicyclopenta[a,d]benzene, 4... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.116 6.97 ng 433954  Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 64
2 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 64
3 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 43
4 1,4-Naphthalenedione, 2-hydroxy-... 242 C15H1403 004042-39-1 38
5 2-(4-((Trimethylsilyl)oxy)benzyl... 242 C13H14N20Si 771575-52-1 38

Abundance Scan 1705 (12.116 min): BF126096.D\data.ms (-1702) (-] m/z 227.15 100.00%

227.2
5000 157.1 f\
—

411 115. Jw 12.00 12.50
0 - “\ ‘\h‘ \\7\‘0\“‘ n ‘u ol ‘H\ ! mU‘ ‘1‘971 L\ ‘?‘57‘5" : m/z 157.05 46.65%
miz--> 50 100 150 200 250
Abundance #126430: Dicyclopenta[a,d]oenzene, 4,8-diethyl-1,5-dime
227.0
5000
12 00 12 50

m/z 172.10  44.86%

41.0 770 115 | 0‘ |
O T T \ \ ‘ T T \ \ L T L T H\ \m ‘M T M‘U T \ h‘ T \‘ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene jU\VM

227.0
143.0 12.00 12.50
5000 m/z 242.15 39.86%
oL—— “\‘ iy up m L \anH M \h‘h \\% bl “ —
miz--> 50 100 150 200 250 J\
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,! — P
227.0 12.00 12.50

m/z 143.05 36.43%

5000

115.0 ‘ ‘
L

0 pLo aso | | 4 1570 1070

—t A
miz--> 50 100 150 200 250 12.00 12.50

o

8270-BF110321.M Wed Nov 10 15:46:39 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.321 25.61 ng 1594280  Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 95
2 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 78
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 38
4 2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802 1010454-94-3 35
5 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 30
Abundance Scan 1740 (12.321 min): BF126096.D\data.ms (-1737) (.  m/z 159.10 100.00%
159.1
241.2
5000
s L] o Ew
99. . .
oL—— ‘\ ul M(P ‘\‘\ HM “‘H‘mhh‘ﬂ A ]‘.“ ) “2‘76‘1‘ m/z 241.15 71.37%
miz--> 50 150 200 250
Abundance #143709.4bB-Duneﬁwqusomopwphenanﬂvene,4&5&
241.0
159.0
5000 — ——
12.00 12.50

m/z 185.10  39.44%

2w e
0 \H T bl ‘ T o “\H \h“ o —pally L ——— ‘\ I
m/z--> 50 100 150 200 250

Abundance #143712: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4

241.0

1200 1250
5000 m/z 117.10  23.67%
143.0
41.0
91.0
paN T
O L A T T
m/z--> 50 100 150 200 250
Abundance #49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-

159.0 1200 1250

m/z 143.05 21.27%

miz--> 50 100 150 200

8270-BF110321.M Wed Nov 10 15:46:39 202

250

1

5000
28.0 910 128.0
oll 580 0 Ll |

1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.410 17.75 ng 1104880  Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 96
2 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 70
3 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 64
4 5-Methoxy-2-methyl-4-ox0-1,2,3,4... 242 C14H14N202 1000227-06-0 49
5 1,4-Naphthalenedione, 2-hydroxy-... 242 C15H1403 004042-39-1 49
Abundance Scan 1755 (12.410 min): BF126096.D\data.ms (-1751) (. m/z 227.15 100.00%
227.2
5000 143.0 A
1250
41.0 ‘ 183.1 :
] 91‘? LAl Al il ‘ L2671 m/z 143.00  44.28%
miz-> 50 100 150 200 250
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000 1
12.50
m/z 242.20  28.71%
55.0 1.0 H 83.0 ‘ ‘
o) M ‘n‘w\‘\‘wh\ i ‘\m‘m‘ MW}\HM‘uh‘h‘\ﬂ?‘uf‘ ‘i ‘H\‘m‘ “\‘ -
m/z--> 50 100 150 200 250
Abundance #126430: Dicyclopenta[a,d]oenzene, 4,8-diethyl-1,5-dime
227.0
Hes e
12.50
5000 m/z 128.00 19.36%
157.0
410 77.0 1150 | }97.0‘ |
T [N ‘\hh‘hm‘\ ' ‘m‘ Al ‘\‘ N
m/z--> 50 100 150 200 250
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,! T
227.0 12.50
m/z 228.15 18.76%
5000
160 115.0 ‘ A
RO R O T W L
m/z--> 50 100 150 200 250 12.50

8270-BF110321.M Wed Nov 10 15:46:40 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126096.D

Acqg On 9 Nov 2021 23:08

Operator Ju/caG

Sample : M4523-09 :
Misc \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Retene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.098 53.48 ng 3605550  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 1,4-Di-(4'-methylphenyl)buta-1,3... 234 C18H18 1000202-17-5 72
4 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 64
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 64

Abundance Scan 1872 (13.098 min): BF126096.D\data.ms (-1868) (-]

5000

0

219.1

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

m/z-->

m/z 219.05 100.00%

RN ]
13.00 13.50
AL 1(‘)‘“10 . 1‘7‘% 12578 3092 371y, 234.10  54.05%
50 100 150 200 250 300 350
#116389: Retene
219.0
T T ]
13.00 13.50
m/z 204.10 34.33%
102.0
‘2‘7‘0‘ - \‘\‘“\M\‘ — ‘\‘\\‘\\\‘\‘ “\ AL .
50 100 150 200 250 300 350
#116403: 2-Isopropyl-10-methylphenanthrene
219.
13.‘00 13.‘50
m/z 203.10 28.13%
ossote weol[|
50 100 150 200 250 300 350
#116411: 1,4-Di-(4'-methylphenyl)buta-1,3-diene —— —
219.0 13.00 13.50
m/z 202.05 21.87%
105.0
HH“\“\‘ \“ ‘m\“ﬂ‘\‘\‘ ‘H‘\‘\‘H‘ I “‘\ | A - —
50 100 150 200 250 300 350 13.00 13.50

8270-BF110321.M Wed Nov 10 15:46:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 3-Tridecylphenol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.85 ng 259317  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tridecylphenol 276 C19H320 072424-02-3 60
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38
3 Phenol, 3-undecyl- 248 C17H280 020056-72-8 38
4 Octane, 3-(3-methylphenoxy)- 220 C15H240 1000450-71-0 30
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 30

Abundance Scan 1888 (13.192 min): BF126096.D\data.ms (-1885) (1  m/z 108.10 100.00%
5

7.1 108.1
5000
276.3 iS‘Od 5.3‘56
ol L 198t 2L L 8144 5 10 03.83%
miz--> 50 100 150 200 250 300
Abundance #168888: 3-Tridecylphenol
108.0
5000 —r —
13.00 13.50
m/z 43.10 76.97%
276.0
0 a0 149.0 1920 2340 |
\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0
—— —
13.00 13.50
5000 85.0 m/z 71.10 48.35%
.0
A 7 I
m/z--> 50 100 150 200 250 300
Abundance #133559: Phenol, 3-undecyl- — —
108.0 13.00 13.50
m/z 41.10 39.90%
- M)WM
248.0
ol 280 1| 1490 2060 |
A A e B A S o e O —— —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126096.D

Acqg On 9 Nov 2021 23:08

Operator Ju/caG

Sample : M4523-09 :
Misc . \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl3.239 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.239 3.60 ng 242969  Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6-(1-ethylpropyl)-1... 202 C15H22 054889-56-4 25
2 Iron, (.eta.-5-cyclohexadienyl)(... 270 C16H22Fe 1000162-99-3 25
3 5-tert-Butyl-2,2'-dimethoxy-biph... 270 C18H2202 1000318-04-7 25
4 Isocoumarin-3-one, 4,4,5,6,8-pen... 232 C14H1603 084944-45-6 18
5 2,4-Dichloro-N-isopropylbenzamide 231 C10H11C12NO 039887-47-3 18

Abundance Scan 1896 (13.239 min): BF126096.D\data.ms (-1894) (-]

m/z 255.20 100.00%

178.1 255.2
5000
551 1090 216.1
NS =
13.00 13.50
ol m/z 173.10  97.30%
miz--> 50 100 150 200 250 300
Abundance #78056: Naphthalene, 6-(1- ethylpropyl) 1,2,3,4-tetrahydrc
178.
5000 ‘de ‘3‘6
131.0 13. 13.5
m/z 199.10 40.29%
410 910 ‘
ob— “h‘m‘u‘h‘ “ " ‘H \H‘ M\ \‘ “““ i“‘ e
miz--> 50 100 150 200 250 300
Abundance #160970: Iron, (.eta.-5-cyclohexadienyl)(.eta.-5-pentamet
255.0
e —
13.00 13.50
5000 ITI/Z 270.10 32.61%
56.0 119.0 174.0 ‘ ‘
Y NP SN SN i AN N E—
miz--> 50 100 150 200 250 300
Abundance #161284: 5-tert-Butyl-2,2'-dimethoxy-biphenyl
255.0 13.00 13.50
m/z 109.00 31.95%
- MM
410 910 1280 1810 ‘ ‘
e — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08
Operator : JU/CG

Sample : M4523-09

Misc

ALS vial : 15 Sample Multiplier: 1

\VWE-B4-110421-BD

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.863  7.12ng 480013 Chrysene-diz 14.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 1-Docosene 308 C22H44 001599-67-3 89
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 87

Abundance Scan 2002 (13.863 min): BF126096.D\data.ms (-1999) (-]
57.

m/z 57.10 100.00%

1
5000
— —
J fs'l 210.3 285.1 1350 14.00
ol bbil,. 210328508588 e m/z 43.10  93.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
- m/z 55.10 70.10%
O ‘]flfg[l‘1!!125l2.0.64‘8.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate
57.0
— —
13.50 14.00
5000 m/z 71.10 54.85%
5.0
ol J J ll 1,195.0264.0 364.0437.0
et A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 41.05 48.92%
- kaﬂwwwwaA\Jhmeyv“m
5.0
ol LI, 196.0 2800
A e AN ARAAARRRARRARARRA AR S — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Benzeneacetonitrile, .alpha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.463 3.22 ng 216917  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetonitrile, .alpha.-(1,... 274 C17H10N202 1000337-29-1 55
2 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 49
3 Propanamide, N-(1-ethyl-1,2,3,4-... 274 C17H26N20 063134-09-8 46
4 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 43
5 Benzenamine, N,N-dimethyl-4-[2-(... 274 C19H18N2 000897-55-2 38

Abundance Scan 2104 (14.462 min): BF126096.D\data.ms (-2101) (1 m/z 259.10 100.00%

259.1
5000
215.1
——
71.1 113 ‘ h 14.50
0 gl m‘\\‘\ o ‘u ‘u‘ " ‘u iH“h““ h“\ m\\h me ‘3’09"1‘ “36“’7“2‘ - m/z 274.10  55.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166192: Benzeneacetonitrile, .alpha.-(1,3-benzodioxol-5
274.0
5000 2150 A
14.50
m/z 215.05  33.19%
63.0 1640m
O \“\ }h ‘“\‘\“‘\“‘ 8 \m\'\h\ “ T‘“h\‘\“ “\“\ T \ ‘ L \ T ’ L ‘ T T ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #165831: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydro
259.0
T
14.50
5000 ITI/Z 229.10 27 .90%
43.0
115.0 1. 2180 ‘
oL “u\‘\\“ Ll | i, \‘\‘ .‘" u\wﬂ‘ \‘\ ‘\u“‘ . ‘\“ ‘\ “‘ R REEEE
m/z--> 50 100 150 200 250 300 350 400
Abundance #166255: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2 T
259.0 14.50
m/z 202.05 20.36%
5000
57.0
117015902030
e L e s
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 3,6-Dibora-2,4,5,7-tetraoxa... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.545 20.44 ng 1378220 Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6-Dibora-2,4,5,7-tetraoxaphena... 274 C12H12B206 1000159-66-2 52
,4-Dihydro-2-bromo-4,4-dimethyl... 312 C18H17Br 071161-44-9 50
aphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 49
H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49
,4-Naphthoquinone, 2-ethyl-5,8-... 218 C12H1004 015012-53-0 43

uih wNnPE
PR Z2Www

Abundance Scan 2118 (14.545 min): BF126096.D\data.ms (-2115) (1 m/z 218.10 100.00%

218.1
5000 2741
‘ 1450 |
101.0 165.1 ‘ .
ol A0 1LY 16, ‘ “‘ bl 3483 408, s 97410 49.49%
mlz--> 50 100 150 200 250 300 350 400
Abundance #165309: 3,6-Dibora-2,4,5,7-tetraoxaphenanthrene-1,8-d
218.0
162.0 274.0
5000 - :
14.50

m/z 202.10  26.39%

53.0 106.0 ‘
\\M\\“\“\“\‘\“\\\‘\‘\H\\‘\’\\\\“\\“\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #214309: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnap
218.0

o

14.50
5000 m/z 219.10 22.65%
314.0
Lsso 10 s || |

e e I e B RS B e e

miz--> 50 100 150 200 250 300 350 400
Abundance #96911: Naphthalene, 2-(phenylmethyl)- ‘ ‘
218.0 14.50

m/z 203.10 17.07%

5000

141.0
29.0 910 ‘ ‘
\‘

o‘Juwuum‘wm_M,HH_m_m_m_‘

m/z--> 50 100 150 200 250 300 350 400 14.50

+
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 19 Tridecane, 7-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.133 10.69 ng 409748  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 91
2 Tricosane, 2-methyl- 338 (C24H50 001928-30-9 91
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 83

Abundance Scan 2218 (15.133 min): BF126096.D\data.ms (-2215) (-] m/z 57.10 100.00%
57.1

—— —
|12 160.1224.3 3021 1500 1550
ob AL L[ 16912243 3021 3841 n.; 4310 71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 —r— ——
15.00 15.50
140.0 m/z 71.1@ 55.74%
O‘\\\ ‘\‘f\h\d‘\\\\‘\\:L\B\T\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246490: Tricosane, 2-methyl-
43.0
—— —
15.00 15.50
5000 ITI/Z 85.05 43.45%
0 ‘ U il 11155 0211 0 29? 0\
e B M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —— —
57.0 15.00 15.50
m/z 55.10  23.98%
2000 AMM
13.0
0 J‘ 311 1| 169.0225.0281.0337.0393.0449.0 506.(
“H"H"_“w"H"H“H“_“w“u“u“u“_‘ —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 20 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.951 7.15 ng 274199  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 (C28H58 000630-02-4 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2357 (15.951 min): BF126096.D\data.ms (-2354) (1 m/z 57.10 100.00%
57.1

5000 M\/ﬁ/]\/\\/w
16.00
13.1 .
183.1 266 1
Orr H L] L o 020 3982 4290y 43,10 64.78%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
5000 T
16.00
m/z 71.10 59.49%
0 LZJ H\ ﬂ\l‘ ' \]769 0 225.0 296.0
‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #90189: Pentadecane
57.0
—r
16.00
5000 m/z 85.10 43.49%
| ‘ 13.0 212.0
o_“w 0 e N
miz--> 0 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane —
57.0 16.00
m/z 41.00 21.75%
13.
ol ‘L 1 1130 169.0 225.0 281.0 337.0 394.0
et “_“““‘W“““‘H“““‘H“““ ——
m/z--> 0 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126096.D

Acqg On : 9 Nov 2021 23:08

Operator : JU/CG

Sample : M4523-09 :
Misc : \VWE-B4-110421-BD

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.146 39.1 ng 2368650 1 6.851 1210290 20.0
unknown6.110 6.110 2.8 ng 166702 1 6.851 1210290 20.0
4-Octene, 2,6-d... 6.392 4.3 ng 259240 1 6.851 1210290 20.0
Decane 6.692 3.2 ng 191627 1 6.851 1210290 20.0
Ethanol, 2-(2-b... 8.033 7.1 ng 547811 2  8.133 1547870 20.0
Undecane, 2,6-d... 8.198 3.5 ng 267422 2 8.133 1547870 20.0
Decane, 2,6,7-t... 8.557 4.5 ng 347036 2 8.133 1547870 20.0
Pentadecane, 2,... 10.804 2.9 ng 181013 4 11.368 1245040 20.0
n-Hexadecanoic ... 11.904 4.3 ng 264674 4 11.368 1245040 20.0
Dicyclopentala,... 12.116 7.9 ng 433954 4 11.368 1245040 20.0
4b,8-Dimethyl-2... 12.321 25.6 ng 1594280 4 11.368 1245040 20.0
10,18-Bisnorabi... 12.410 17.8 ng 1104880 4 11.368 1245040 20.0
Retene 13.098 53.5 ng 3605550 5 14.010 1348250 20.0
3-Tridecylphenol 13.192 3.9 ng 259317 5 14.010 1348250 20.0
unknown13.239 13.239 3.6 ng 242969 5 14.010 1348250 20.0
Pentadecafluoro... 13.863 7.1 ng 480013 5 14.010 1348250 20.0
Benzeneacetonit... 14.463 3.2 ng 216917 5 14.010 1348250 20.0
3,6-Dibora-2,4,... 14.545 20.4 ng 1378220 5 14.010 1348250 20.0
Tridecane, 7-pr... 15.133 10.7 ng 409748 6 15.474 766936 20.0
Heneicosane 15.951 7.2 ng 274199 6 15.474 766936 20.0
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