LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125277.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 9 16 22 rBV 3305814 4367540 30.70% 1.419%
2 5.539 583 587 590 rBV 2687207 2451119 17.23% 0.797%
3 5.969 657 660 666 rVv2 437585 427473  3.00% 0.139%
4 6.157 687 692 699 rBV2 445977 733696 5.16% 0.238%
5 6.351 721 725 728 rVB3 359934 458167 3.22% 0.149%
6 6.445 737 741 747 rVB6 494409 845153 5.94% 0.275%
7 6.545 755 758 763 rVB 1814353 1718520 12.08% ©.559%
8 6.657 772 777 781 rBV4 495749 888486 6.24% 0.289%
9 6.692 781 783 788 rVB2 372012 430756 3.03% 0.140%
10 6.751 788 793 795 rBv4 373197 543392 3.82% 0.177%
11 6.839 803 808 812 rBV6 316571 584336 4.11% 0.190%
12 6.881 812 815 816 rBV3 404163 396181 2.78% 0.129%
13 6.922 818 822 825 rVB2 2848000 3029344 21.29% 0.985%
14 6.975 825 831 833 rVB2 1037094 1024579 7.20% 0.333%
15 7.057 843 845 849 rBV3 1462639 1432849 10.07% 0.466%
16 7.092 849 851 854 rVB2 805033 670552 4.71% 0.218%
17 7.139 857 859 861 rBV 579889 478446  3.36% ©.155%
18 7.186 864 867 870 rVB2 2195062 2041157 14.35% 0.663%
19 7.216 870 872 873 rBV 777234 576923 4.06% 0.187%
20 7.234 873 875 877 rVB 857456 586920 4.13% 0.191%
21 7.257 877 879 882 rVB3 641744 565749 3.98% 0.184%
22 7.310 882 888 891 rBV2 1522264 2159200 15.18% 0.702%
23 7.339 891 893 898 rVB6 649811 939542 6.60%  0.305%
24 7.381 898 900 903 rBV2 422454 562144  3.95% 0.183%
25 7.451 906 912 914 rBV2 3148150 3854568 27.09% 1.253%
26 7.486 914 918 923 rVB2 3873609 3984259 28.00% 1.295%
27 7.563 926 931 934 rBV4 2416023 3743206 26.31% 1.217%
28 7.622 934 941 945 rBV5 1786517 4199173 29.51%  1.365%
29 7.669 945 949 950 rBV3 858546 925975 6.51% 0.301%
30 7.692 950 953 955 rBV3 2721112 2611753 18.36% 0.849%
31 7.716 955 957 961 rVB2 2299634 2665592 18.74% 0.866%
32 7.798 967 971 973 rBV3 1726695 2028568 14.26% 0.659%
33 7.822 973 975 976 rBV2 1440570 926064 6.51% 0.301%
34 7.845 976 979 982 rBV2 2024944 2203693 15.49% 0.716%
35 7.875 982 984 988 rVB3 2533670 2623329 18.44% 0.853%

36 7.916 988 991 993 rBV3 1403775 1635083 11.49% 0.531%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.945 993 996 998 rBV2 3025501 3038735 21.36% ©.988%
38 7.969 998 1000 1002 rVB 1417520 1032373 7.26% ©.336%
39 8.016 1005 1008 1012 rBV4 1688073 2147766 15.10% 0.698%
40  8.075 1015 1018 1021 rBV2 2132438 2542636 17.87% 0.826%
41 8.110 1021 1024 1027 rBV2 1779922 1862405 13.09% 0.605%
42 8.157 1027 1032 1034 rBV5 2458946 4087145 28.73%  1.328%
43 8.192 1034 1038 1042 rVV5 2470839 4731047 33.25% 1.538%
44  8.269 1046 1051 1053 rVB2 6245936 8368270 58.82% 2.720%
45 8.292 1053 1055 1058 rBV2 3337808 3275072 23.02% 1.064%
46 8.357 1063 1066 1068 rBv4 2255306 2764575 19.43%  0.898%
47 8.380 1068 1070 1072 rVV2 1237431 1140064 8.01% 0.371%
48 8.410 1072 1075 1077 rVB3 2324331 2366503 16.63% 0.769%
49 8.498 1086 1090 1094 rVB5 3871141 5064399 35.60% 1.646%
50 8.557 1097 1100 1103 rBV4 1292094 1203850 8.46% 0.391%
51 8.592 1103 1106 1109 rBV2 3052950 2956127 20.78% 0.961%
52 8.633 1109 1113 1118 rBV3 6550689 9752512 68.55% 3.170%
53 8.675 1118 1120 1123 rVB2 2393709 2479735 17.43%  0.806%
54 8.716 1124 1127 1129 rBV2 3783955 2982342 20.96%  0.969%
55 8.804 1139 1142 1145 rBV3 2543427 3661310 25.73%  1.190%
56 8.928 1161 1163 1166 rVB 2338486 1784270 12.54% 0.580%
57 8.963 1166 1169 1171 rBV3 2167166 1942406 13.65% 0.631%
58 8.992 1171 1174 1176 rBV4 1650920 2539392 17.85% 0.825%
59 9.033 1179 1181 1184 rVB2 3632009 3104243 21.82% 1.009%
60 9.122 1193 1196 1199 rVB3 3101868 3245833 22.81% 1.055%
61 9.163 1200 1203 1207 rBv4 1698511 2427831 17.06% ©.789%
62 9.239 1212 1216 1221 rVB3 5767925 7160242 50.33%  2.327%
63  9.292 1222 1225 1226 rBV 3061122 2408184 16.93% 0.783%
64 9.375 1236 1239 1244 rBV4 2521946 4343138 30.53% 1.412%
65 9.492 1257 1259 1263 rVB2 2211969 2685328 18.87% 0.873%
66 9.575 1268 1273 1276 rVB2 6062241 10432666 73.33%  3.391%
67 9.651 1281 1286 1289 rVV 5759245 11151460 78.38%  3.624%
68 9.686 1289 1292 1293 rVV 5361089 6131490 43.10% 1.993%
69 9.704 1293 1295 1297 rVB2 8095490 7304542 51.34%  2.374%
70  9.727 1297 1299 1301 rVB3 1489129 1005137 7.06% 0.327%
71 9.763 1303 1305 1307 rBV 2280076 2198949 15.46% ©.715%
72 9.851 1317 1320 1322 rVB2 4310332 3942594 27.71% 1.281%
73 10.092 1357 1361 1365 rVB2 4343995 7119342 50.04% 2.314%
74 10.133 1366 1368 1372 rBV5 2253722 2507950 17.63% 0.815%
75 10.239 1382 1386 1389 rBV3 5899064 6574050 46.21% 2.137%

76 10.310 1394 1398 1401 rBV 5348655 7585108 53.31% 2.465%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.345 1401 1404 1409 rVB2 5675429 6575137 46.21%  2.137%
78 10.398 1409 1413 1416 rBV2 4938567 7523204 52.88%  2.445%
79 10.792 1476 1480 1482 rBV3 2504472 3370151 23.69% 1.095%
80 10.816 1482 1484 1489 rVB2 2651794 2230163 15.68% 0.725%
81 10.910 1495 1500 1506 rVB 8746816 14227338 100.00% 4.624%
82 11.127 1535 1537 1540 rVB3 3363634 2712715 19.07% 0.882%
83 11.204 1548 1550 1552 rBV3 1679567 1918493 13.48% 0.624%
84 11.363 1574 1577 1585 rVB4 5587354 8399522 59.04% 2.730%
85 11.598 1615 1617 1622 rVB4 2632864 2771014 19.48% 0.901%
86 11.704 1633 1635 1646 rVB9 3093060 5724116 40.23% 1.860%
87 11.898 1665 1668 1670 rBvV2 1522090 1883092 13.24% 0.612%
88 11.986 1680 1683 1685 rVV 2105635 2187367 15.37% 0.711%
89 12.016 1685 1688 1692 rVB 4341714 4768041 33.51% 1.550%
90 12.092 1699 1701 1704 rVV2 3768136 2995725 21.06% ©.974%
91 12.121 1704 1706 1710 rVB2 2555777 2379528 16.73% ©.773%
92 12.457 1760 1763 1765 rVV 1862796 1505291 10.58% 0.489%
93 12.480 1765 1767 1769 rVB 1638736 1143398 8.04% 0.372%
94 12.533 1772 1776 1778 rBV 3385963 3507543 24.65% 1.140%
95 12.610 1787 1789 1792 rBV 1194352 1144851 8.05% ©.372%
96 12.645 1792 1795 1800 rVB4 1351635 1651781 11.61% ©.537%
97 12.968 1847 1850 1853 rVB 1761759 1741260 12.24%  0.566%
98 13.015 1856 1858 1861 rBv2 811661 860084 6.05% ©0.280%
99 13.051 1861 1864 1866 rVB 3437715 3123966 21.96% 1.015%
100 14.104 2040 2043 2048 rVB 983162 985899 6.93% 0.320%

Sum of corrected areas: 307694187
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

1.6e+07
1.4e+07
1.2e+07
le+07
8000000
6000000
4000000
2000000
0

Time-->
Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000 : J,, :

2000000

: 30 Aug 2021 23:10
: M3561-14

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
BF125277.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125277.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.181 28.83 ng 4367540 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 28
Abundance  Scan 16 (2.181 min): BF125277.D\data.ms (-9) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
‘ 2.202.302.402.502.60
Ol 220 e Wz 43.00  44.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRERRERRRRRRRRE
43.0 2.202.302.402.502.60
87.0 m/z 54.95 35.13%
\ \‘ 90 I
OH\‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RRRAREEEEERTEIE S
2.202.302.402.502.60
5000 m/z 87.10 25.46%
55.0
27.0 41lo0
o300 L momso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e RARARaRaEIEEECE
73.0 2.202.302.402.502.60
87.0 m/z 41.00 14.23%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
‘H‘H‘wu‘w‘H‘_H‘_‘H‘HH,H‘W‘H‘_H‘_‘H,HH‘H‘W‘H‘ P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Undecane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.269 35.38 ng 8368270 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59

Abundance Scan 1051 (8.269 min): BF125277.D\data.ms (-1046) (-) m/z 57.05 100.00%

57.0
5000
T
98.1 1412 8.00 8.20 8.40 8.60
ob 370 gl 32111412 1692 000 1p 39 g5y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L B L B L BN B
8.00 8.20 8.40 8.60
m/z 43.05 34.73%
29.0 98.0
O\ T ‘ \‘\‘\ T “\ T \‘! ‘ T \“\\8‘-9\ T \“‘ T U\ ‘ T \1\4"1\.\0\ T ‘]_\6\9\\0‘ T
m/z--> 40 60 80 100 120 140 160 180
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
T
8.00 8.20 8.40 8.60
5000 m/z 41.05 19.24%
29.0 85.0
ol 11201850 1880
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl- e ARRamEEsS S
57.0 8.00 8.20 8.40 8.60
m/z 56.05 13.19%
5000
29.0 85.0 1120
o"‘»\"M_MMwa‘“‘1“‘,‘1;9”_”‘1‘84;9
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown8.498 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.498 21.41 ng 5064400 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
2 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 46
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 43
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 38
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 38

Abundance Scan 1090 (8.498 min): BF125277.D\data.ms (-1086) (-) m/z 83.10 100.00%

84.1
55.0
5000 145.1
119.1 '
AR R RRRR RS
‘ ‘ | gpse 8.20 8.40 8.60 8.80
oHww‘p”J‘\wlhmwmmwu“u‘luul‘??;‘zww m/z 55.00  76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 LIRS B
8.20 8.40 8.60 8.80
m/z 82.10 66.42%
27.0 “ 126.0
O\\\‘\‘\‘\\““1\\‘H\“\‘\‘\\“1\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36850: 3-Cyclohexyl-1-chloropropane
83.0
R R ARRRREREEEEE
55.0 8.20 8.40 8.60 8.80
5000 m/z 145.05  36.37%
60.0
st T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0 8.20 8.40 8.60 8.80
55.0 m/z 41.05 31.44%
b W\(\MMM
29.0 .
O O 0 -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Octane, 2,3,7-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.633 41.23 ng 9752510 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 83
2 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 78
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 78
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72

Abundance Scan 1113 (8.633 min): BF125277.D\data.ms (-1109) (-) m/z 57.05 100.00%
57.0

2% ﬁkﬂmﬂﬂvﬁmﬂkﬁﬂ»KNNM“
e Rmaa e R
‘ ‘ 85.1 113.1 8.40 8.60 8.80 9.00
Ol et i L | 13411562 1832 o051 19 g1.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
5000 L B L B L L I IR
8.40 8.60 8.80 9.00
m/z 43.05 46.21%
290 ‘ || 8s0 1130
O\\\’\‘\‘\\““1\\‘\"\\”‘1\“\‘\\\‘\\!H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33103: Octane, 2,3,6-trimethyl-
57.0
R A RRRmEEE
8.40 8.60 8.80 9.00
5000 ITI/Z 41.05 24.36%
29.0 ‘ 113.0
85.0 .
0 "‘,‘L“m‘uH‘lw,m‘muwHJW%“‘P;QH_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- R A RRRmEEE
57.0 8.40 8.60 8.80 9.00
m/z 56.05 20.24%
- W\/&M
29.0
‘ ‘ g5 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Pentadecane, 2,6,10,14-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.239 20.11 ng 7160240  Acenaphthene-die 9.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 52
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 49

Abundance Scan 1216 (9.239 min): BF125277.D\data.ms (-1212) (-) m/z 57.10 100.00%
57.1

5000 85.1

3

1591 LI L L L LI SO B LB
127.1 9.00 9.20 9.40 9.60
‘ | 197.2

wH‘muﬂ‘uh‘hmwuw‘WMVHH‘HH‘HH‘HH‘HH‘HH‘HH m/z 71.10  96.94%
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

%

5000 L LI L LA BN B U
9.00 9.20 9.40 9.60
850 130 m/z 85.10  43.38%
29.0 183.0
O\‘\‘\‘\\‘\\\M‘\\H}\“1\\\“\\”\‘\\]T%‘].\\O\\‘\\\\“‘\\\\‘\\\z\‘zﬁ\q‘z\\sﬁ‘o\\\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
R R AR RRRRREE
9.00 9.20 9.40 9.60
5000 m/z 43.10 41.87%
29.0 85-0
113.0
Oyt bt 2410 183.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #90206: Dodecane, 2,6,10-trimethyl- A AR EEaRE T
57.0 9.00 9.20 9.40 9.60
m/z 41.10 23.52%
5000
29.0 85.0
o Ll L ‘ 130 1550183.0
e e L T e C
m/z--> 20 40 60 80 100120140160 180200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphthalene, 1,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.575 29.31 ng 10432700  Acenaphthene-d10 9.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1273 (9.575 min): BF125277.D\data.ms (-1268) (-) m/z 156.10 100.00%

156.1
5000
115.1 0Eg
9.50
51.0 77.0 5
o‘“_‘H,Hmww‘wwuuwu‘meMﬂhnwmu‘ﬁgﬁ?_‘??ﬁf m/z 141.65  65.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 SR :
9.50
m/z 155.10 35.68%
115.0
O\\\‘2\7\.9\"\5\]‘.\'\0“1\‘7\7”‘.‘(\)\\\‘\H‘l‘\‘E‘WW‘HH‘”‘“HH‘\H\‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
=T
9.50
5000 m/z 115.10 14.10%
115.0
ol 20550, il
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33164: Naphthalene, 1,6-dimethyl- —— ‘
156.0 9.50
m/z 157.10 13.61%
5000
115.0
ol 280 00 [ AdM Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10

Operator : JU/CG

Sample : M3561-14

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area

9.651 31.33 ng

Hit# of 5

1 Naphthalene,
2 Naphthalene,
3 Naphthalene,
4 Naphthalene,

Naphthalene, 2,6-dimethyl-

Concentration Rank 8

Relative to ISTD R.T.
11151500  Acenaphthene-d10 9.980
Tentative ID MW MolForm CASH# Qual
1,5-dimethyl- 156 C12H12 000571-61-9 97
2,6-dimethyl- 156 C12H12 000581-42-0 97
1,4-dimethyl- 156 C12H12 000571-58-4 97
1,3-dimethyl- 156 C12H12 000575-41-7 97
2,3-dimethyl- 156 C12H12 000581-40-8 96

5 Naphthalene,

Abundance Scan 1286 (9.651 min): BF125277.D\data.ms (-1281) (-)

m/z 156.10 100.00%

156.1
5000
151 ‘9g0‘ iobd
51.0 76.0 : :
o"wH,‘mmwlh_‘uwuHL‘u‘!h“Hmm‘mH_mz‘(??;?w m/z 141.05 83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 = =1
9.50 10.00
m/z 155.10  29.65%
115.0
77.0
O\\\‘2\7\.9\"\5\]‘.\'\0“1\‘\”“\H\‘\H‘l‘\‘E‘WW‘HH‘”‘“HH‘\H\‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
— —
9.50 10.00
5000 ITI/Z 115.05 16.68%
77.0 115.0
51.0
P T W NP O 1 AS—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33161: Naphthalene, 1,4-dimethyl- — —
156.0 9.50 10.00
m/z 157.10  15.12%
5000
115.0
AR T R VLW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.704  20.52 ng 7304540  Acenaphthene-die 9.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 55
2 Tridecane 184 C13H28 000629-50-5 55
3 Hexacosane 366 C26H54 000630-01-3 47
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 43
5 Dodecane 170 C12H26 000112-40-3 43

Abundance Scan 1295 (9.704 min): BF125277.D\data.ms (-1293) (-) m/z 57.10 100.00%

57.1
193.2
5000
P e
‘ Tl‘ 143.1 9.50 10.00
oAb bbbl w2322 oz 71,10 95.91%
mlz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — ——
9.50 10.00
m/z 43.10 84.99%
o | ““ | “F?-Q 141.0 183.0 226.0
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #59027: Tridecane
57.0
P e
9.50 10.00
5000 m/z 193.20  54.02%
‘ H | 990 1410 184.0
ol T e e
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane == =
57.0 9.50 10.00
m/z 85.10 53.61%
5000
9.0
0 ‘ I uh\ \‘\\ “\‘ h‘ %4%? 1‘830 225.0 267.0 309.0 367.(
e e e e P P
m/z--> 50 100 150 200 250 300 350 9.50 10.00

8270-BF081821.M Tue Aug 31 13:24:11 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Naphthalene, 2-(1-methyleth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.092 20.00 ng 7119340  Acenaphthene-die 9.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 91
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70

Abundance Scan 1361 (10.092 min): BF125277.D\data.ms (-1357) (-  m/z 155.10 100.00%

156.1
5000
115 10.00 |
76.0 188.2 : :
0 m_mf%ﬂmwH‘w‘HmluJ“m”‘!_w‘m_m,?%ﬁ‘-,l‘???:f m/z 170.10  56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45544: Naphthalene, 2-(1-methylethyl)-
155.0
5000 L ‘
10.00
128.0 m/z 153.05 16.36%
0
O J\-\S\e\\\‘\5\17\3\\\“!“\\]\-\CJ‘Z\\O\‘\‘\‘\‘\\‘\\!h!‘\\‘\\‘\\\\’\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
U I
10.00
5000 ITI/Z 156.10 14.90%
0 51.0 76.0 10201280 | |
ceprere s peee e el el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0 10.00
m/z 152.05 12.06%
180 510 76010001280 | |
AR R AR e e e R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 Naphthalene, 2,3,6-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.310 21.31 ng 7585110  Acenaphthene-die 9.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 1398 (10.310 min): BF125277.D\data.ms (-1394) (- m/z 170.10 100.00%
1

170.
5000
£0.0 760 10 Olzf-l M M 042 ) 10.00 10.50
b 290 i 200 bl FOF2 2485 7 955 10 87.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 al WL
10.00 10.50
128.0 m/z 153.05 22.29%
90 70120 | |
0 \H‘\‘\H“H‘H“i\”\‘\“””\H‘HH‘HH‘H AEEANRERRNRERRRRRR RN RRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
T L —
10.00 10.50
5000 ITI/Z 169.10 21.81%
115.0
oA
O bbb e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl- - —
155.0 10.00 10.50
m/z 152.05 17.86%
5000
128.0
o 63.0 g9 0 “
1 M T T T L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.398 21.13 ng 7523200  Acenaphthene-die 9.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86

Abundance Scan 1413 (10.398 min): BF125277.D\data.ms (-1409) (- m/z 170.10 100.00%

170.1
5000
123.1
- A
s10 821 207.2 10.00 10.50
0 ' 2472 ;n/z 155.10  85.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 - e
10.00 10.50
m/z 169.10 39.28%
115.0
w0 701
0 \H‘HH‘H‘H‘H\‘\“‘”\‘\‘H‘\HHHH““H ‘\MH\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
- e
10.00 10.50
5000 ITI/Z 123.10 28.96%
128.0
o 63.0 89.0 ‘M
T ‘\‘\\\‘\\\\‘\H\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50
m/z 153.05 23.55%
5000
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF081821.M Tue Aug 31 13:24:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl0.910 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.910 102.69 ng 14227300 Phenanthrene-di10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 49
3 Hexadecane 226 C16H34 000544-76-3 49
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 49
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 46
Abundance Scan 1500 (10.910 min): BF125277.D\data.ms (-1495) (- m/z 57.10 100.00%
57.1
5000
85.1 184.1 /\M
1131 ——
11.00
141.1
omwHm“!_m_HW“w“‘m;muu_euw‘m“?‘25‘?%5‘3‘%” m/z 71.10  86.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
11.00
850 130 m/z 43.10  53.45%
29.0 183.0
\H\‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0 —r
11.00
5000 m/z 85.10 37.03%
113.0
ST .
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane T
57.0 11.00
m/z 184.10 36.33%
29.0 ‘ 113.0
226.0
b b L4 LT perote9 01902280 i
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Dehydrochamazulene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.127 19.58 ng 2712720  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydrochamazulene 182 C14H14 321732-25-6 55
2 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 55
3 4a,9a-Methano-9H-fluorene 180 C14H12 019540-84-2 46
4 1,4-Methanonaphthalene,1,4-dihyd... 182 C14H14 007350-72-3 45
5 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 38

Abundance Scan 1537 (11.127 min): BF125277.D\data.ms (-1535) (-} m/z 165.10 100.00%

165.1
5000
— —
610 89.0 .01 94.1 322 11.00 11.50
0 ' L 23222622 0 182.10 82.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56996: Dehydrochamazulene
182.0
5000 = )
11.00 11.50
152. m/z 167.10  71.49%
76.0 115.0 ‘
OH\‘\H\‘\\H‘H\‘1‘”\\“\\‘\H\‘\‘1‘\\"‘\\‘\H\“1\H“HH’HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #57004: 4,4'-Dimethylbiphenyl
182.0
e —
11.00 11.50
5000 ITI/Z 180.10 49,29%
89.0 152.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55069: 4a,9a-Methano-9H-fluorene = T
165.0 11.00 11.50
m/z 179.10 47.11%
- M
390 890 1550 |
PP e e e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.363 60.62 ng 8399520  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 13-Methylheptacosane 394 C28H58 015689-72-2 78
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 78
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
5 Pentacosane 352 C25H52 000629-99-2 72

Abundance Scan 1577 (11.363 min): BF125277.D\data.ms (-1574) (. m/z 57.10 100.00%
57.1

5000 /\\MA/\AM
— e
‘ ‘ ‘ 183.1 11.00 11.50
0 “Huﬁ‘wu_hk‘ bk 2233 e m/z 71.10 91.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 — ——
11.00 11.50
m/z 85.10 58.80%
LT 16002000
O\\‘\‘\‘\\\‘\‘\‘\“\F’\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298434: 13-Methylheptacosane
57.0
— e
11.00 11.50
5000 m/z 43.10  40.62%
1‘13 0 196.0
ot LT, L | 70 sas0amen
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 11.00 11.50
m/z 41.10 18.83%
b W
ol u‘u ‘ ‘M ‘]ﬂ L 00,2250 2950 3510 449! S
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknown11.598 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.598 20.00 ng 2771010  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Naphthyl)acrylaldehyde 182 C13H1e0 020884-05-3 46
2 3-(1-Naphthyl)acrylaldehyde 182 C13H1e0 001504-73-0 46
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 38
4 Benzene, 2,6-dimethyl-1-(phenylm... 196 C15H16 028122-29-4 38
5 Benzene, 1,1'-methylenebis[3-met... 196 C15H16 021895-14-7 38

Abundance Scan 1617 (11.598 min): BF125277.D\data.ms (-1615) (-  m/z 181.10 100.00%

181.1
5000
97.1

139.1 [ o

| Lzz ) 11.50 12.00
ol b 1| f57298.22861 /7 182,10 97.50%

m/z--> 50 100 150 200 250
Abundance #56937: 3-(2-Naphthyl)acrylaldehyde
181.0

63.0‘
A Hu“ J

5000 = :
11.50 12.00
76.0 128.0 m/z 153.05  95.34%
045 \\39\.Oi‘ \“\““\ f ’h \‘\H“\ i \“\ \‘\ AL A B B B
miz--> 50 100 150 200 250
Abundance #56938: 3-(1-Naphthyl)acrylaldehyde
181.0
— T T
11.50 12.00
5000 m/z 196.10 92.07%

76.0  128.0 H‘
oL— ““W“, - “u“ﬂ‘ R e
m/z--> 50 100 150 200 250
Abundance

39.0
#56942: [1,1'-Biphenyl]-4-carboxaldehyde 7
182.0 11.50 12.00
m/z 179.10 67.43%

5000
76.0 151.0
20 ). 159 | |

o) i B T | — —

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\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.704 41.31 ng 5724120 Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
3 Pentadecane 212 C15H32 000629-62-9 53
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 52
5 Octadecane 254 C18H38 000593-45-3 52
Abundance Scan 1635 (11.704 min): BF125277.D\data.ms (-1633) (- m/z 57.10 100.00%
57.1
99.1 196.1 — —
‘ ‘ 165.1 ‘ 11.50 12.00
- ,“‘ (T G E 2 5 N I Y ‘2532‘256‘2‘ m/z 71.10  99.94%
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
5000 — ——
11.50 12.00
m/z 85.10 60.48%
99.0
0 27‘ ‘ \ H\ H ﬂ‘ | 14\10 183.0 2260
T T T \ ’ T T T T T T ‘ T T T T ‘ T T \ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
11.50 12.00
5000 m/z 43.10 55.44%
113.0
27,0
ol L L4 LT sactes0 asso M
miz--> 50 100 150 200 250
Abundance #90191: Pentadecane T —
57.0 11.50 12.00
m/z 196.10 26.44%
5000
27,0
99.0 2120
0 X LRSS LSL
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\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.015 34.41 ng 4768040  Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1688 (12.016 min): BF125277.D\data.ms (-1685) (-  m/z 192.10 100.00%

192.1
5000
T T \
600 961 1411, || 22412561 295.1 12.99
0 bl | 22222961 2951 m/z 191.10  58.18%
miz--> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 = :
12.00
m/z 189.10 28.97%
o270 63.0 960 1390 | |
T T T ‘ \ T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ’ T
miz--> 50 100 150 200 250 300
Abundance #67036: Phenanthrene, 3-methyl-
192.0
RN T
12.00
5000 ITI/Z 193.10 15.56%
96.0
e e
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl- —— ‘
192.0 12.00
m/z 190.10 14.93%
(270 630 960 1390 | |
e A A ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10

Operator Ju/caG

Sample : M3561-14

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Anthracene, 9-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.092 21.62 ng 2995730  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 76

Abundance Scan 1701 (12.092 min): BF125277.D\data.ms (-1699) (-  m/z 192.10 100.00%

192.1
5000
T \
510 83.1 1150 153% ‘ 12.00
ol 310 L A50 L wallil) 240227213041 /) 191 16 57.79%
miz--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 = :
12.00
m/z 189.10 29.57%
96.0
T \ T ‘ \ T T \ T T T T \ T \ ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
T I
12.00
5000 ITI/Z 193.10 25.86%
(270 630 960 1390 | |
e e T T S
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl- ——
192.0 12.00
m/z 165.10 20.93%
o MM
94.0
(270 630 T 1529 |
e e e e —r
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Phenanthrene, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.533 25.32 ng 3507540  Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 93
3 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 93
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 1H-Indene, 2-methyl-3-phenyl- 206 Cl6H14 035099-60-6 81

Abundance Scan 1776 (12.533 min): BF125277.D\data.ms (-1772) (-1 m/z 206.10 100.00%

206.1
5000
1 \
89.0 ‘ 12.50
5.0 .4 1280‘ ol “\m 2542 3101 P
O e il R e m/z 191.10 48.13%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — :
12.50
101.0 3 0‘ m/z 189.10 26.91%
165.
0)7\0\ ‘6\3 O‘ “‘h‘\ T T ‘\ T “ h“\ LI ’ L ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
1 \
12.50
5000 m/Z 205.10 21.78%
89.0
o 510 [azeot0 |
miz--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene T
206.0 12.50
m/z 207.10 18.61%
5000
89.0
o 50 ylyaeo L .
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.968 35.32 ng 1741260 Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 91
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 83
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 80
4 1-(Hydroxy-phenyl-methyl)-2-meth... 408 C27H3603 108546-86-7 59
5 5-(2,5-Dimethoxy-phenyl)-2H-pyra... 228 C11H12N203 1000278-26-9 53

Abundance Scan 1850 (12.968 min): BF125277.D\data.ms (-1847) (-, m/z 220.10 100.00%

220.1
5000
13.00
101.0 178F ‘ .
b 230 L 1871 LY y““w b 28813271 nyz 205.10  42.94%
mlz--> 50 100 150 200 250 300 350
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 T
13.00
101.0 ITI/Z 221.10 19.81%
0270 630 iy 1050 ‘h I
LI ‘ T T T T ‘ T \ \ T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0
—r
13.00
5000 m/z 189.10 19.04%
91.0 128.0
OH\‘ | “\“u‘ M‘ h ‘\““‘\‘h‘ Il ‘H S
miz--> 50 100 150 200 250 300 350
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- P
94.0 220.0 13.00
m/z 202.10 15.52%
5000
et
o bbion IS L [y
mlz--> 100 150 200 250 300 350 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125277.D

Acqg On : 30 Aug 2021 23:10
Operator : JU/CG

Sample : M3561-14

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.181 28.8 ng 4367540 1 6.916 3029340 20.0
Undecane, 2,6-d... 8.269 35.4 ng 8368270 2 8.204 4731050 20.0
unknown8.498 8.498 21.4 ng 5064400 2 8.204 4731050 20.0
Octane, 2,3,7-t... 8.633 41.2 ng 9752510 2 8.204 4731050 20.0
Pentadecane, 2,... 9.239 20.1 ng 7160240 3 9.980 7119340 20.0
Naphthalene, 1,... 9.575 29.3 ng 10432700 3 9.980 7119340 20.0
Naphthalene, 2,... 9.651 31.3 ng 11151500 3 9.980 7119340 20.0
Hexadecane 9.704 20.5 ng 7304540 3 9.980 7119340 20.0
Naphthalene, 2-... 10.092 20.0 ng 7119340 3 9.980 7119340 20.0
Naphthalene, 2,... 10.310 21.3 ng 7585110 3 9.980 7119340 20.0
Naphthalene, 1,... 10.398 21.1 ng 7523200 3 9.980 7119340 20.0
unknown10.910 10.910 102.7 ng 14227300 4 11.480 2771010 20.0
Dehydrochamazulene 11.127 19.6 ng 2712720 4 11.480 2771010 20.0
Heptadecane 11.363 60.6 ng 8399520 4 11.480 2771010 20.0
unknown11.598 11.598 20.0 ng 2771010 4 11.480 2771010 20.0
Hexadecane, 2,6... 11.704 41.3 ng 5724120 4 11.480 2771010 20.0
Phenanthrene, 2... 12.015 34.4 ng 4768040 4 11.480 2771010 20.0
Anthracene, 9-m... 12.092 21.6 ng 2995730 4 11.480 2771010 20.0
Phenanthrene, 2... 12.533 25.3 ng 3507540 4 11.480 2771010 20.0
Phenanthrene, 2... 12.968 35.3 ng 1741260 5 14.104 985899 20.0
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