LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc :

ALS vial : 8 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134736.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 13 16 35 rVB5 48950 124391 4.44% 0.371%
2 5.034 498 501 506 rVB 43055 47012 1.68% 0.140%
3 5.428 564 568 572 rBV 2862966 2802439 100.00%  8.365%
4 6.434 734 739 742 rBV 2885702 2760884 98.52%  8.241%
5 6.628 768 772 777 rBV3 32376 38038 1.36% 0.114%
6 6.798 797 801 804 rBV 1455595 1118896 39.93%  3.340%
7 7.075 845 848 851 rVB 75846 63759  2.28% 0.190%
8 7.116 851 855 858 rBV 200500 158362 5.65% 0.473%
9 7.186 864 867 873 rVB 64775 60234 2.15% 0.180%
10 7.263 876 880 882 rBV 162211 143201 5.11% 0.427%
11 7.286 882 884 887 rVB 185307 143983 5.14% 0.430%
12 7.334 888 892 893 rBV 458587 381281 13.61% 1.138%
13  7.357 893 896 899 rVB 1960856 1649178 58.85% 4.922%
14 7.445 906 911 914 rBV2 126700 130472 4.66%  0.389%
15 7.481 914 917 919 rVW 161426 137660 4.91% 0.411%
16 7.510 919 922 925 rvVB2 66918 65492 2.34% 0.195%
17 7.563 925 931 933 rBV 491055 426313 15.21% 1.272%
18 7.592 933 936 939 rVB 736679 599758 21.40% 1.790%
19 7.681 945 951 953 rBV 140809 128885 4.60% 0.385%
20 7.704 953 955 957 rVV 128528 98627 3.52% 0.294%
21 7.734 957 960 961 rVv2 237153 212248 7.57% 0.634%
22 7.751 961 963 965 rVvV 240693 211411 7.54% 0.631%
23 7.816 968 974 977 rVV3 645511 745093 26.59% 2.224%
24  7.845 977 979 983 rVW 294927 246389 8.79% 0.735%
25 7.892 983 987 993 rVB3 155804 260448 9.29% 0.777%
26 7.945 993 996 999 rBvV 257171 197578 7.05% 0.590%
27 8.022 1004 1009 1013 rBV3 60554 73536  2.62% 0.219%
28 8.075 1013 1018 1020 rBV 1734600 1569517 56.01% 4.685%
29 8.098 1020 1022 1026 rVB2 521163 462831 16.52% 1.381%
30 8.163 1031 1033 1036 rVB 129224 100945 3.60% 0.301%
31 8.251 1046 1048 1054 rvB2 29571 37428 1.34% 0.112%
32 8.339 1060 1063 1064 rBV2 37813 35132 1.25% 0.105%
33 8.463 1081 1084 1088 rVB2 56641 52758 1.88% 0.157%
34 8.633 1111 1113 1116 rVB 52329 39986 1.43% 0.119%
35 8.669 1116 1119 1122 rBV2 82446 73772 2.63% 0.220%

36 8.786 1137 1139 1142 rVB 128989 100483 3.59% ©.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc :

ALS vial : 8 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.886 1153 1156 1161 rVB 84927 68364 2.44% 0.204%
38 8.951 1165 1167 1169 rBV 58863 58202 2.08% 0.174%
39 9.004 1174 1176 1178 rVB 44051 32719 1.17% 0.098%
40 9.033 1178 1181 1185 rBV 90243 87036 3.11% 0.260%
41  9.075 1185 1188 1190 rBV 94313 82802 2.95% 0.247%
42 9.098 1190 1192 1195 rVB 136871 117585 4.20% 0.351%
43 9.151 1195 1201 1204 rBV 3184119 2669889 95.27% 7.969%
44  9.239 1212 1216 1219 rBV 644498 602401 21.50% 1.798%
45  9.275 1219 1222 1225 rVB3 74664 82824  2.96% 0.247%
46 9.351 1233 1235 1238 rVB2 69099 61488 2.19% 0.184%
47  9.398 1238 1243 1246 rBV5 63401 118879 4.24%  0.355%
48 9.428 1246 1248 1250 rVV 74992 64682 2.31% ©0.193%
49 9.463 1250 1254 1256 rVV3 65045 93671 3.34% 0.280%
50 9.492 1256 1259 1261 rVV2 165113 199474 7.12% 0.595%
51 9.516 1261 1263 1265 rVV 146060 125835 4.49% 0.376%
52 9.557 1265 1270 1272 rVV2 376873 486611 17.36% 1.452%
53 9.580 1272 1274 1278 rW 177326 195278 6.97% 0.583%
54 9.616 1278 1280 1283 rVV 141888 129280 4.61% 0.386%
55 9.645 1283 1285 1287 rVvV2 50532 54957 1.96% 0.164%
56 9.692 1291 1293 1298 rBV4 48895 93179 3.32% 0.278%
57 9.739 1298 1301 1303 rVvV2 95072 102320 3.65% ©0.305%
58 9.769 1303 1306 1310 rVV 895044 702217 25.06%  2.096%
59 9.810 1310 1313 1314 rVV2 119633 138570 4.94% 0.414%
60 9.833 1314 1317 1322 rVV 1699817 1480477 52.83% 4.419%
61 9.875 1322 1324 1326 rVB2 51390 370633 1.32% 0.111%
62 9.939 1333 1335 1339 rVB2 47514 44271 1.58% 0.132%
63 9.998 1341 1345 1348 rVV2 104914 150585 5.37% 0.449%
64 10.027 1348 1350 1353 rVV 109807 105230 3.75% 0.314%
65 10.057 1353 1355 1358 rVV2 80028 67064 2.39% 0.200%
66 10.092 1358 1361 1364 rVV2 154336 154759 5.52% 0.462%
67 10.127 1364 1367 1369 rVB 60603 50255 1.79% 0.150%
68 10.204 1378 1380 1384 rVB3 31861 44618 1.59% 0.133%
69 10.269 1388 1391 1394 rVV 470653 371239 13.25% 1.108%
70 10.298 1394 1396 1399 rVV3 45227 54069 1.93% 0.161%
71 10.322 1399 1400 1406 rVB4 35215 40364 1.44% 0.120%
72 10.486 1424 1428 1431 rBV 101416 119874 4.28% 0.358%
73 10.622 1446 1451 1454 rBV 1749917 1578625 56.33% 4.712%
74 10.745 1469 1472 1481 rVB 136454 184300 6.58% ©0.550%
75 11.322 1566 1570 1573 rBV 1454500 1278720 45.63% 3.817%

76 11.857 1657 1661 1665 rBV 529398 464885 16.59%  1.388%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.533 1773 1776 1780 rBV 162138 142569 5.09% 0.426%
78 12.645 1792 1795 1806 rBV 228099 257834  9.20% 0.770%
79 12.763 1810 1815 1819 rBV 156099 152458 5.44% 0.455%
80 12.916 1836 1841 1844 rBV 2542878 2311265 82.47% 6.899%
81 13.827 1992 1996 2004 rBvV2 184182 212214  7.57% 0.633%
82 13.968 2015 2020 2023 rBV2 1097250 1217002 43.43% 3.632%
83 13.992 2023 2024 2030 rVB 93331 72738 2.60% 0.217%
84 14.074 2035 2038 2041 rVB3 41143 34851 1.24% 0.104%
85 14.451 2100 2102 2104 rBV3 35553 35343 1.26% 0.105%
86 14.833 2165 2167 2171 rVB 41165 39955 1.43% 0.119%
87 15.010 2193 2197 2205 rBV 62362 128738 4.59% 0.384%
88 15.310 2246 2248 2254 rVB 44213 47254 1.69% 0.141%
89 15.374 2256 2259 2263 rVB 48414 52825 1.88% 0.158%
90 15.439 2265 2270 2279 rBV 551907 705602 25.18% 2.106%

Sum of corrected areas: 33503699
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\

BF134736.D
: 11 Aug 2023 17:06
: CG\JU
: 03971-08
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF134736.D\data.ms

5.428 6.434

7.357

6.798

2.181 5.034

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134736.D\data.ms

9.151

12.916

9.833 10.622

8.075

0
Time-->

— — T o T — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134736.D\data.ms

13.968

15.439

1382 9974 14.451 14.835.010 1588)4

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Benzene, 1,4-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.116 2.83 ng 158362 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 855 (7.116 min): BF134736.D\data.ms (-851) (-) m/z 119.10 100.00%
119.1
5000 91.1
390 650 L 135.1 6.80 7.00 7.20 7.40
el T g7 105,100 65.49%
miz--> 0 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 6.80 7.00 7.20 7.40
m/z 134.05 49.87%
| 4\11'0 | 6?'0 I Il \M 13\5'0
\‘\\\\‘\\‘\\’\\‘\\“\\\\‘\\‘}‘\’\\\i“\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 45.67%
91.0
150 390 650 | [ o 130
e e et e e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 14.59%
5000
91.0
ST A AT IR 1
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.263 2.56 ng 143201 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 880 (7.263 m|n) BF134736.D\data.ms (-876) (-) m/z 119.05 100.00%
19.1
5000
51.0 QW'O | 2070 267 7.00 7.20 7.40 7.60
\\H‘HH“\\‘H‘HH“\\H‘H\U‘HH‘\H\‘HH‘H\\‘HH‘\H\‘HH‘HH m/z 134.05 32.2300
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
m/z 91.05 16.34%
39.0 91.0
\\H‘HH‘H\\“}‘\“\‘\H‘\\‘\\“}‘H‘\‘l\\\”\‘\\\\‘HH‘H\\‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 12.96%
91.0
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 120.10 9.57%
5000
91.0
51.0
150, bl
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.286 2.57 ng 143983  1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 CleH14 000099-87-6 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 884 (7.286 min): BF134736.D\data.ms (-882) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 | 13‘50 7.00 7.20 7.40 7.60 .
R R L B L e e IR s Pt [ e m/z 134.05 26.23%
miz--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
m/z 91.00 15.12%
91.0
T \1\5‘\'(‘) T ‘\ \3\9‘"0\ T ‘\‘ T ‘6‘15“.\0\ \‘H‘ T \‘\ T "1‘\ \‘M T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.05 8.57%
91.0
go w0 | e
1 [T m m m L T
L o L
m/z--> 0 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 7.00 7.20 7.40 7.60
m/z 117.05 7.56%
5000
91.0
410 650 | 1350
L L L i n I LL L
A o
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 8

BF134736.D

: 11 Aug 2023 17:06
¢ CG\JU
. 03971-08

Sample Multiplier: 1

Libra

ry Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
4 Benzene, 1,2,4,5-tetramethyl-

Peak Number

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.563 5.43 ng 426313 Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 94
4 o-Cymene 134 C1eH14 000527-84-4 91
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91
Abundance Scan 931 (7.563 min): BF134736.D\data.ms (-925) (-) m/z 119.05 100.00%
119.1
5000 H
390 771 7.20 7.40 7.60 7.80
ob e bbb b 2670 7 134,05 43.89%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80
m/z 91.10 17.93%
39.0 77.0
L ‘\‘ i“ \““\ “‘\ r ‘M\M! \“\ L L B B B By B B B
miz-> 50 100 150 200 250
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 9.73%
41.0 77.0‘
TR M RO Y
miz--> 50 100 150 200 250
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 133.05 8.80%
5000
390 770
‘MM thh“ mm\‘h ‘ R R
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.592 7.64 ng 599758 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 o-Cymene 134 C10H14 000527-84-4 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95
Abundance Scan 936 (7.592 min): BF134736.D\data.ms (-933) (-) m/z 119.10 100.00%
119.1
5000 134.1
00 sso 0 7.20 7.40 7.60 7.80 8.00
Obreprerrprree et et pebbberdio | m/z 134,05 42.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.20 7.40 7.60 7.80 8.00
91.0 m/z 91.05 15.31%
39.0 65.0
\\‘]-\?\.\()‘\H‘\‘H\\“‘HHi‘\‘\\\‘\‘m\‘H\M"HH“M\\’\w\\‘Hm\l\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 120.10 10.09%
134.0
91.0
qo
L [T i 1 I L L
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 133.05 8.29%
134.0
5000
39.0 65.0 91.0
H_‘Hw‘ﬁ‘HH“HHHw‘WMMWHJW‘HWLHWHNW‘MMMH‘_M‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80 8.00

8270-BF080123.M Sat Aug 12 02:18:23 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.734 2.70 ng 212248 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 76
3 2,4-Dimethylphenethyl alcohol 150 C1eH140 006597-59-7 74
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 960 (7.734 min): BF134736.D\data.ms (-957) (-) m/z 119.10 100.00%
119.1
5000
148.1
1.0 7.40 7.60 7.80 8.00
39.065.0“““
e e e M m/z 148.05 30.46%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
7.40 7.60 7.80 8.00
910 148.0 m/z 120.05 18.93%
40,6880,
1 L L " m A !
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 91.05 17.28%
91.0
‘“}ﬁ?‘ﬂﬁ%éﬂu?ﬁ?Jw‘w‘,ﬂuww‘uh“u“u‘
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #27529: 2,4-Dimethylphenethyl alcoho
119.0 7.40 7.60 7.80 8.00
m/z 105.05 12.51%
5000
150.0
91.0
180 410 650 | ‘
A L e o e
m/z--> 0 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF080123.M Sat Aug 12 02:18:24 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.751 2.69 ng 211411  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 86
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 78
Abundance Scan 963 (7.751 min): BF134736.D\data.ms (-961) (-) m/z 117.10 100.00%
117.1
5000 132.1
s0.0 640 91.0 ‘ ‘ 7.40 7.60 7.80 8.00
e el m/z 132.05  43.09%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 1320 LI L L L L L BRI
7.40 7.60 7.80 8.00
m/z 131.05 23.54%
39.0 65.0 91.0 ‘ ‘
\\‘2\\5\"\()‘H\i“\\H}‘“\HH‘UH‘H\M‘\\H“H\\‘M‘H‘HH‘H\‘M\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
7.40 7.60 7.80 8.00
m/z 115.10 20.97%
5000 1320 /
H_‘ﬁ_‘Jp‘HmuHHWH_uﬁ_‘uwuu‘wu‘uk‘uﬂumu‘u
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 7.40 7.60 7.80 8.00
m/z 116.10 10.89%
132.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
H"m‘H‘““‘Hi‘um“‘l‘u‘m‘l“um‘mw‘l‘u‘HH‘M‘U‘“HWH
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.40 7.60 7.80 8.00

8270-BF080123.M Sat Aug 12 02:18:26 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06

Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 8 1-Phenyl-1-butene

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.816 9.49 ng 745093  Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 50
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 50
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 50
Abundance Scan 974 (7.816 min): BF134736.D\data.ms (-968) (-) m/z 119.05 100.00%
119.1
5000
91.0
39.1 650 ‘ }%5 1 7.40 7.60 7.80 8.00 8.20
0 \\\‘\\\\M\NMH,MH\NM\ Hl\NU\\\l\Uw\‘\\\\ m/z 117.05 90.00%
m/z--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
7.40 7.60 7.80 8.00 8.20
910 m/z 134.05  40.09%
51.0 ‘
T ‘2\7‘\‘0\ T “‘\ \“1”\ ’H‘ \7\4‘.‘.19‘ i ‘”“‘\ T H‘ \1“ \‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16114: Benzene, 2-butenyl-
117.0
7.40 7.60 7.80 8.00 8.20
5000 91.0 m/z 132.05 31.84%
39.0 65.0 20
133.
‘¥5?‘M“WV‘Ww‘NJ‘uN“J:“w“lh‘wuh“‘ ‘
m/iz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 7.40 7.60 7.80 8.00 8.20
m/z 115.05 29.17%
5000
91.0
15.0 4‘1‘,0 657.0 ‘ Al 135.0
Hw‘wmw‘m‘ww,‘wwww‘ww}‘w“}‘mw‘mw‘w‘wwm
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00 8.20

8270-BF080123.M Sat Aug 12 02:18:27 2023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\

BF134736.D

: 11 Aug 2023 17:06
¢ CG\JU
. 03971-08

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

9 Benzene, 1l-ethyl-3,5-dimethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.845 3.14 ng 246389  Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 72
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 70
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 64
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 62
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 62
Abundance Scan 979 (7.845 min): BF134736.D\data.ms (-977) (-) m/z 119.10 100.00%
119.1
5000
148.1
39.0 65.0 9]‘_,1 7.60 7.80 8.00 8.20
el gz 1e5.10 44.56%
m/z--> 20 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
7.60 7.80 8.00 8.20
o 010 148.0 m/z 133.00 36.56%
‘2\6‘.\0\ T ‘.\ T ‘6?\0\ \“‘ T \‘r T “1‘\ \‘\w L e e |
miz--> 20 40 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
7.60 7.80 8.00 8.20
5000 m/z 148.05 35.39%
134.0
91.0
39.0 65.0 ‘
SN N PO PR R T
m/iz--> 20 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.60 7.80 8.00 8.20
m/z 91.10 15.91%
5000
91.0 134.0
39.0 65.0 |
| ‘ ‘ | Ll L il I | “ I
I L L i RARRARA R
m/z--> 20 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF080123.M Sat Aug 12 02:18:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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@ Benzene, 1-ethyl-3-(1-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.892 3.32 ng 260448 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 74
2 1-(2,3-Dimethylphenyl)ethanone 148 C18H120 002142-71-4 58
3 Benzaldehyde, 4-(1-methylethyl)- 148 C16H120 000122-83-2 52
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 43
Abundance Scan 987 (7.892 min): BF134736.D\data.ms (-983) (-) m/z 105.10 100.00%
105.1
133.0
5000
77.
39.0 | 0 ‘ 1491 7.60 7.80 8.00 8.20
e B0 Wl ) T ngz 119,05 64.13%
miz--> 20 40 60 80 100 120 140
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
5000
105.0 7.60 7.80 8.00 8.20
m/z 133.00 56.40%
77.0
\\\‘\ \\\4“1‘\()\‘\5\9‘9\ T \“‘ T \ T “\‘\ \‘\“‘ T \‘\ ‘]-\ \g\.?‘
miz--> 20 40 60 80 100 120 140
Abundance #26248: 1-(2,3-Dimethylphenyl)ethanone
133.0
105.0 7.60 7.80 8.00 8.20
5000 m/z 148.00  45.88%
43.0 77.0
I
SR ARV | NSNS | NN
miz--> 20 40 60 80 100 120 140
Abundance #26266: Benzaldehyde, 4-(1-methylethyl)-
133.0 7.60 7.80 8.00 8.20
105.0 m/z 90.95 28.73%
5000
77.0
51.0
270 | ‘ ‘ | 1490
\u Ll ull (Il LLL 1l
“““““‘ “‘““““““““““““ A R
m/z--> 20 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF080123.M Sat Aug 12 02:18:29 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.239 8.14 ng 602401  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 1216 (9.239 min): BF134736.D\data.ms (-1212) (-) m/z 57.10 100.00%
57.1
5000
o AMAwaNLLRﬁMNxNAmAﬂ
ST
h 1131 1401 198.2 9.00 9.20 9.40 9.60
bty 477721401 1692 1982 4, 43,10 73.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 LA AL B LA LN R R
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 58.28%
TTT ‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T \“‘]\-\].}:‘3\‘()\‘\]\-\4.‘%'-\?\]‘-\6%\()‘\\1%?\0\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
R REREESEEEE
9.00 9.20 9.40 9.60
5000 m/z 85.10 37.26%
85.0
29.0
L msoamo s
e e e S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R AREEESS
57.0 9.00 9.20 9.40 9.60
m/z 41.10 36.72%
5000
85.0
29.0
‘\ L Lo ‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e e o RRREEEEREE ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF080123.M Sat Aug 12 02:18:31 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Undecane, 3,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.492 2.69 ng 199474  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 59
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 50
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 47

Abundance Scan 1259 (9.492 min): BF134736.D\data.ms (-1256) (-) m/z 57.10 100.00%

57.1
- M
851 \\\‘\\\\‘\\\\‘\\\\‘\\\\
| ‘ ros1 9.20 9.40 9.60 9.80
el b H“Jl“‘ﬂﬁ]ﬂm H‘1‘1‘7‘?‘9”‘_‘H_WHW m/z 71.10 62.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 L L L L LB L R
9.20 9.40 9.60 9.80
m/z 43.10 47.21%
29.0 85.0
[\ || 1130 15501840
H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
 AEBBERS TS S
9.20 9.40 9.60 9.80
5000 m/z 41.10 35.77%
29.0 85. O .
T o
‘H‘muwuhumwh‘wuuw‘H_HWH‘WHH_‘H_HW‘HWHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- R AREmmmEEE e
57.0 9.20 9.40 9.60 9.80
m/z 55.10 28.99%
5000
85.0
2. O 113 0 169.0
m/z--> 20 40 60 80 100120140160180200220240260 9.20 9.40 9.60 9.80

8270-BF080123.M Sat Aug 12 02:18:32 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06

Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 13 Dodecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
o557 6.57ng 486611 Acenaphthene-dle 5.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 claH26 000112-40-3 87

2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 76
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64

Abundance Scan 1270 (9.557 min): BF134736.D\data.ms (-1265) (-) m/z 57.10 100.00%
57.1
w m
99 9.50 |
T 141.2 :
183.2
U ‘\ ‘H\ “‘ \““\‘H‘ “ = \“ T T L B B B m/Z 71.10 99.9100
miz--> 50 100 150 200 250 300
Abundance #45480: Dodecane
57.0
5000 Ea
9.50
F m/z 43.10  81.49%
170.0
]-\ \q‘\ ‘\ “‘ ‘!‘ \“ H \H T \ T ‘ T 1 L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T \
9.50
5000 ITI/Z 85.10 42.94%
. ‘L ! Ll u\ L 1410 1820 2500 325,
miz--> 50 100 150 200 250 300
Abundance #45501: Decane, 3,7-dimethyl- R ‘
43.0 9.50
m/z 55.10 40.41%
5000
T W
127.0
1700 -
mlz--> 50 100 150 200 250 300 9.50

8270-BF080123.M Sat Aug 12 02:18:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tridecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.580 2.64 ng 195278  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 90
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
4 Undecane 156 C11H24 001120-21-4 64
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64

Abundance Scan 1274 (9.580 min): BF134736.D\data.ms (-1272) (-)| | m/z 57.10 100.00%
57.1

5000
85.1

?

113.1 9.50
169.2 192 2
_‘H“‘;HH_:“H,W‘Wu‘w““1‘4‘2‘9‘_”‘_m_m‘ m/z 43.10 81.27%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0 9.50

m/z 41.10 27.02%

85.0
5000
113.0 141.0
|- |l 1700

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — ‘
9.50
29.0 85.0 m/z 71.10 53.77%
169.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45495: Undecane, 5-methyl-
43.0
e ‘
9.50
5000 71.0 m/z 85.10 34.36%
112
L0 140.0 170.0
e ‘
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.769 9.49 ng 702217  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1306 (9.769 min): BF134736.D\data.ms (-1303) (-) m/z 57.10 100.00%

57.1
5000 85.1

H ‘9.;-30‘ 10.00

113.1 141.2 212.2 ;
et ST 14121601 2122 hyg 43.10 72.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0

5000 850 ‘9 lSO‘ EI.O‘Od

‘ m/z 71.10 56.51%

29.0
H\‘\‘\‘\\‘HH‘\\“\\“1‘\\\“‘]\-%ER‘\]\-?"]}9\]‘-\62\()‘\1\-??\9\\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0

T
9.50 10.00

o

5000 m/z 85.10 37.93%
85.0
29.0
\ ‘ L H‘ 113.0 141.0 169.0 197.0 226.0

R I L L e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane A T
57.0 9.50 10.00

m/z 41.10 33.79%

5000
85.0
‘ h I |113.0 141.0 169.0 240.C

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.269 5.02 ng 371239  Acenaphthene-d10 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1391 (10.269 min): BF134736.D\data.ms (-1388) (- m/z 57.10 100.00%

571
5000 851
T

H 10.00 10.50

1131 1411 226.2
el A1 169:.1196.2 2262 s 43,10 74.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0

5000 e =
85.0 10.00 10.50
29.0

m/z 71.10  59.98%

H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
e

o

ey
10.00 10.50
5000 ITI/Z 85.10 39.17%
85.0
29.0
\‘ L 301101650 240
RN S S R AR RRRRRRREREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane e =
57.0 10.00 10.50

m/z 41.10 32.68%

5000 85.0
29.0
113.0 1
\‘\ | - I \14-\1 -0 169.0 9\8 0 d

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\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.745 2.88 ng 184300 Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1472 (10.745 min): BF134736.D\data.ms (-1469) (-} ' m/z 57.10 100.00%
57.1
- M
0.1 1050 1100
" 140.1 183.0 ‘ : :
— “‘u Ll g 1901 1830 2403 829 ., 7116 68.45%
miz-> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 sl e
10.50 11.00
‘ 99.0 m/z 43.10 68.41%
\“\ i “‘\ “H‘ \‘H‘\ HL \“‘ \%41‘1‘0‘\ :‘\LS\S\O‘ T T \25“4\0\ LA B
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
—— =
10.50 11.00
5000 ITI/Z 85.05 43.79%
99.0
L], 141.0 1830 268.0
A e e B
miz--> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl- e ==
57.0 10.50 11.00
m/z 41.10 32.69%
5000
182.0
99.0
Lo 1410 \‘ 225.0 266.0
e e S S e —— .
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.27 ng 464885  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
Abundance Scan 1661 (11.857 min): BF134736.D\data.ms (-1657) (- m/z 73.00 100.00%
43.0 73.0
5000 1291
213.2 - ——
‘ H‘ 157.1185.2 ‘ 256.1 11.50 12.00
Hw‘uﬂwmw‘w ”HJMW:wm‘puﬂ_ﬂ‘ﬂwm_u‘_h‘_ul_ m/z 43.85  89.84%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00 87.59%
\H‘HH“}‘HH!H \H‘M‘H\L\wh““\\‘”‘l‘\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— P
11.50 12.00
5000 129.0 m/z 57.05 72.55%
199.0
s ) e T
1\5‘0\\”‘1 | it \W 4 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid - —T
73.0 11.50 12.00
43.0 m/z 41.10 71.16%
5000 129.0
171.0
1
? = -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.645 4.24 ng 257834  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 60

Abundance Scan 1795 (12.645 min): BF134736.D\data.ms (-1792) (-] ' m/z 43.05 100.00%

43.0
5000 31 1290
241.2

185.2 ' — —
!

‘ 284.3 12.50 13.00
““ WWMuﬂuwﬁﬂ‘\u‘h‘“‘ﬂu““““‘ m/z 73.08  95.88%

mi/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 1250 13.00

m/z 57.05 91.55%

29.0 1850 549 o 284.0
H\“\ ‘H “‘H“‘“hm\“\\\\‘\\\\“\\\‘\‘\\\\‘\\\
mi/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
—— —
12.50 13.00

5000 m/z 60.00 91.47%

129.0
213 0

m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e ety Pespasy
43.0 12.50 13.00

m/z 55.05 86.92%

5000 284.0
3.0 129.0
T o
10 bl

W 372,

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On : 11 Aug 2023 17:06

Operator : CG\JU

Sample : 03971-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 1-Nonadecene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.827 3.49 ng 212214  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 Cycloeicosane 280 C20H40 000296-56-0 98
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 1996 (13.827 min): BF134736.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

5000

=

[ L —
}ﬁo 248.1 3521 13.50 14.00

_ku‘w‘Hﬂmwqm‘wm‘WHH‘HH‘HH‘HHM‘HM‘HMH‘_‘ m/z 43.10 95.38%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #155961: 1-Nonadecene
97.0
5000 — ——
13.50 14.00
m/z 55.10 75.50%
2%-3 mss.o 266.0

H‘\ ‘H‘\ T T T T T T T T T T T T T T T T T T T T
| | | I I | I I I | I | I

m/z--> 0 50 100150 200 250300 350400 450500550 600 650
Abundance #173728: Cycloeicosane

3

55.0

— ——
13.50 14.00
5000 m/z 83.05  75.24%

5.0
i ’J ﬁ, 196.0 280.0

‘\H\‘HH‘HH‘"HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘H

m/z--> 0 50 100150200 250300 350400450500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ ——
57.0 13.50 14.00

-

m/z 97.10  65.69%
B MLW
L %F,o 2520 5690 648.1
SEU TS U8 W OSUUIN M- - VR .. — -
miz—> 0 50 100150200 250300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134736.D

Acqg On ¢ 11 Aug 2023 17:06
Operator : CG\JU

Sample : 03971-08

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
Benzene, 1,4-di... 7.116 2.8 ng 158362 1 6.798 1118900 20.0
Benzene, 2-ethy... 7.263 2.6 ng 143201 1 6.798 1118900 20.0
Benzene, 2-ethy... 7.286 2.6 ng 143983 1 6.798 1118900 20.0
Benzene, 1,2,4,... 7.563 5.4 ng 426313 2 8.075 1569520 20.0
o-Cymene 7.592 7.6 ng 599758 2 8.075 1569520 20.0
Benzene, 1-meth... 7.734 2.7 ng 212248 2 8.075 1569520 20.0
1H-Indene, 2,3-... 7.751 2.7 ng 211411 2 8.075 1569520 20.0
1-Phenyl-1-butene 7.816 9.5 ng 745093 2 8.075 1569520 20.0
Benzene, 1-ethy... 7.845 3.1 ng 246389 2 8.075 1569520 20.0
Benzene, 1l-ethy... 7.892 3.3 ng 260448 2 8.075 1569520 20.0
Tetradecane 9.239 8.1 ng 602401 3  9.833 1480480 20.0
Undecane, 3,5-d... 9.492 2.7 ng 199474 3 9.833 1480480 20.0
Dodecane 9.557 6.6 ng 486611 3  9.833 1480480 20.0
Tridecane, 3-me... 9.580 2.6 ng 195278 3 9.833 1480480 20.0
Hexadecane 9.769 9.5 ng 702217 3 9.833 1480480 20.0
Heptadecane 10.269 5.0 ng 371239 3 9.833 1480480 20.0
Octadecane 10.745 2.9 ng 184300 4 11.322 1278720 20.0
n-Hexadecanoic ... 11.857 7.3 ng 464885 4 11.322 1278720 20.0
Octadecanoic acid 12.645 4.2 ng 257834 5 13.968 1217000 20.0
1-Nonadecene 13.827 3.5 ng 212214 5 13.968 1217000 20.0
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