LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc :

ALS vial : 7 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127500.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.075 471 474 489 rVB2 31150 54806 1.80% 0.194%
2 5.469 538 541 555 rBvV 1361441 1411674 46.44% 5.009%
3 6.481 710 713 728 rBV 913378 932978 30.69% 3.311%
4 6.845 772 775 779 rBV 681155 568865 18.72% 2.019%
5 6.998 799 801 802 rBV 50043 36355 1.20% 0.129%
6 7.022 802 805 809 rVB 892920 710008 23.36% 2.519%
7 7.087 813 816 819 rBV 275841 214156 7.05% 0.760%
8 7.181 827 832 834 rBV2 59932 67581  2.22%  0.240%
9 7.375 858 865 867 rBvV 210418 205423 6.76% 0.729%
10 7.416 867 872 875 rVv2 2183213 2286317 75.22% 8.113%
11 7.481 878 883 886 rVv4 88013 101772 3.35% 0.361%
12 7.528 886 891 895 rvv2 87767 87455 2.88% 0.310%
13 7.581 896 900 903 rVV6 33361 49254 1.62% 0.175%
14 7.610 903 905 909 rVB2 89464 83325 2.74% 0.296%
15 7.645 909 911 915 rVB4 40179 37811 1.24% 0.134%
16 7.687 915 918 920 rBvV 70331 54310 1.79% 0.193%
17 7.722 920 924 928 rVB4 47145 63535 2.09% 0.225%
18 7.769 928 932 935 rBV3 142101 181391 5.97% 0.644%
19 7.804 935 938 941 rVB3 76480 89206 2.93% 0.317%
20 7.857 944 947 951 rBvV 435014 449572 14.79% 1.595%
21 7.934 957 960 962 rBV3 85043 89704  2.95% 0.318%
22 7.957 962 964 967 rVV2 59278 66171 2.18% 0.235%
23 7.987 967 969 972 rvVB2 50923 47660 1.57% 0.169%
24 8.016 972 974 977 rBV3 33800 36506 1.20% 0.130%
25 8.063 978 982 986 rBv4 99105 144210 4.74% 0.512%
26 8.128 986 993 998 rVvv2 885066 1258779 41.41% 4.467%
27 8.169 998 1000 1004 rVB2 497720 409953 13.49%  1.455%
28 8.210 1004 1007 1009 rBV3 36835 36763 1.21% 0.130%
29 8.234 1009 1011 1015 rVvVv4 61371 71075 2.34% 0.252%
30 8.298 1020 1022 1024 rBV 59803 52804 1.74% 0.187%
31 8.322 1024 1026 1028 rBV2 174572 128158 4.22%  0.455%
32 8.369 1031 1034 1037 rBV 218224 163782 5.39% 0.581%
33 8.404 1037 1040 1042 rBV2 73521 73246 2.41% 0.260%
34 8.510 1054 1058 1060 rBV 173295 178467 5.87% 0.633%
35 8.534 1060 1062 1064 rVB 161237 113977 3.75% 0.404%
36 8.557 1064 1066 1068 rBV2 56968 59103 1.94% 0.210%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc :

ALS vial : 7 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.592 1069 1072 1076 rVV2 166354 175310 5.77% 0.622%
38 8.681 1083 1087 1090 rVvB2 184809 226445 7.45% 0.804%
39 8.716 1090 1093 1097 rBV4 127376 181162 5.96% 0.643%
40 8.751 1097 1099 1101 rVVv2 61197 64489 2.12% 0.229%
41  8.786 1103 1105 1108 rVV3 186985 176269 5.80% 0.625%
42 8.816 1108 1110 1114 rVB3 114489 113505 3.73% 0.403%
43 8.875 1117 1120 1121 rBV2 82334 85812 2.82% 0.305%
44  8.916 1125 1127 1130 rVV2 91632 101040 3.32% 0.359%
45  8.945 1130 1132 1134 rVV 243431 183188 6.03% 0.650%
46 8.969 1134 1136 1137 rVB 70232 45210 1.49% 0.160%
47  9.133 1162 1164 1167 rBV 355408 290574 9.56% 1.031%
48 9.163 1167 1169 1172 rVV2 119418 142993 4.70% 0.507%
49 9.204 1172 1176 1179 rVB 3269265 3039549 100.00% 10.786%
50 9.239 1179 1182 1185 rBv4 142518 155884 5.13% 0.553%
51 9.275 1185 1188 1191 rVB2 137451 157562 5.18% 0.559%
52 9.322 1191 1196 1198 rBV5 146204 256122 8.43% 0.909%
53 9.345 1198 1200 1203 rVV2 232628 223875 7.37% 0.794%
54 9.381 1203 1206 1209 rVB5 89986 100676 3.31% 0.357%
55 9.463 1217 1220 1223 rBV3 98606 164354 5.41% 0.583%
56 9.522 1227 1230 1233 rVV4 108354 153017 5.03% 0.543%
57 9.557 1233 1236 1238 rVV 213758 219352 7.22% 0.778%
58 9.592 1238 1242 1245 rVB2 379713 417238 13.73% 1.481%
59 9.657 1250 1253 1255 rBV2 138577 146551 4.82% 0.520%
60 9.745 1265 1268 1269 rBV3 114881 109925 3.62% 0.390%
61 9.763 1269 1271 1273 rVW3 69019 66778 2.20% 0.237%
62 9.886 1289 1292 1295 rBV 907002 729460 24.00% 2.588%
63 10.122 1330 1332 1336 rVB4 163553 173146 5.70% 0.614%
64 10.198 1342 1345 1350 rBV3 271184 338450 11.13% 1.201%
65 10.245 1351 1353 1355 rBV2 90755 89986 2.96% 0.319%
66 10.310 1362 1364 1365 rBV 101273 81634 2.69% 0.290%
67 10.498 1394 1396 1398 rBV 340020 313335 10.31% 1.112%
68 10.522 1398 1400 1403 rVV 438698 362273 11.92%  1.286%
69 10.575 1406 1409 1412 rBV5 157821 203021 6.68% 0.720%
70 10.645 1418 1421 1424 rBV2 216348 210637 6.93% 0.747%
71 10.686 1424 1428 1430 rBV 1525123 1572930 51.75% 5.582%
72 10.786 1442 1445 1448 rBV 701728 634659 20.88% 2.252%
73 10.816 1448 1450 1452 rVB 206015 158953 5.23% 0.564%
74 10.869 1457 1459 1461 rBV 122924 131072 4.31% 0.465%
75 11.016 1481 1484 1486 rBV 149217 136739 4.50% 0.485%
76 11.180 1510 1512 1517 rBV3 104098 110868 3.65% ©0.393%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 11.251 1521 1524 1527 rVB 328176 295666 9.73% 1.049%
78 11.363 1540 1543 1544 rBV 245206 251919 8.29% 0.894%
79 11.380 1544 1546 1549 rVB 715843 557680 18.35% 1.979%
80 11.498 1563 1566 1569 rVB2 216128 244512 8.04% 0.868%
81 11.751 1606 1609 1612 rVB2 244989 245020 8.06% 0.869%
82 11.904 1633 1635 1639 rVB2 147000 191817 6.31% 0.681%
83 12.463 1727 1730 1733 rVB 332661 253016 8.32% 0.898%
84 12.963 1811 1815 1818 rBV 2379072 2052823 67.54% 7.284%
85 13.880 1967 1971 1977 rVB2 94767 160200 5.27% 0.568%

86 14.027 1992 1996 2002 rVB 567268 507061 16.68% 1.799%
87 15.510 2243 2248 2257 rVB 425857 560912 18.45% 1.990%

Sum of corrected areas: 28180821
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127500.D\data.ms
3500000

3000000

2500000

7.416

2000000
1500000 5.469
1000000 6.481 7.022

500000 &

5.075

O\\‘\\\\‘\\\ TTTT L L L L L L L L L L L L L O L B B I

I I I T I T
Time--> 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 TIC: BF127500.D\data.ms
3500000 9.204

3000000
12.963

2500000
10.686
2000000
1500000

1000000

500000

01— — — — T T — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127500.D\data.ms

3500000

3000000
2500000
2000000
1500000

1000000
14.027

15.510
500000 13.880

O ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  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\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Indane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.022  24.96 ng 710008 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 59
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 53
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 53

5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402

Abundance Scan 805 (7.022 min): BF127500.D\data.ms (-802) (-)
117.1

1000277-56-1 47

m/z 117.05 100.00%

5000
91.1
39.0 63.0 771 ‘ 6.60 6.80 7.00 7.20 7.40
Obrrrrrrrrrrrerrrrhrredbre b e et m/z 118.05  55.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000
6.60 6.80 7.00 7.20 7.40
39.0 580 910 m/z 115.05 32.38%
b e
O\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10187: Benzene, 1-propenyl-
117.0
6.60 6.80 7.00 7.20 7.40
5000 ITI/Z 91.10 16.96%
91.0
39.0
63.0
120 ‘ \‘ N 77\\0\ l
0 H‘_JH‘le‘H‘wuu‘u‘wlu“wm Huqlu‘_‘u,u‘w‘u‘“
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 9.45%
5000 91.0
39.0 65.0
Obrrrrrrrrrrberrrepr ek bl e NS NIV L4 NSNB AW
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Benzene, 1,3-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.087 7.53 ng 214156 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 90
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 87
Abundance Scan 816 (7.087 min): BF127500.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0
51.0 ‘ ‘ 6.80 7.00 7.20 7.40
ol el L myz 119,10 92.87%
miz--> 0 20 40 60 80 100 120 140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000
6.80 7.00 7.20 7.40
270 510 91.0 m/z 134.05 41.24%
O T ‘\ T \‘ \‘\‘\ \“‘\ \“H\ "\‘\%\p’ T \‘\ T ‘H‘\ \‘\‘l \\]—\3?-‘0\
miz--> 0 60 100 120 140
Abundance #17027.Benzene,L4{heﬂwL
119.0
et LA
6.80 7.00 7.20 7.40
5000 m/z 91.05 29.27%
91.0
41.0 135.0
ol 289 280 Ll TR
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 17.79%
5000
91.0
150 | 9P 880 1T ) 130
0 ‘_Hw“Hwhm,u‘uH,‘waw:“_mu_
m/z--> 0 20 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF032122.M Fri Mar 25 15:52:39 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1-Phenyl-1-butene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.857 7.14 ng 449572  Naphthalene-d8 8.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 91

Abundance Scan 947 (7.857 min): BF127500.D\data.ms (-944) (-) m/z 117.10 100.00%
117.1

5000 ﬂ
51.0 74 91.0 M ‘ 145.1 7.60 7.80 8.00 8.20
b L M TTET 0 myz 132,05 35.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
11y.0
5000
7.60 7.80 8.00 8.20
91.0 m/z 115.10  27.58%
27.0 ‘ 51"0 |74,
0 \\\‘\‘\‘\ T Ll “H L et ‘HU‘\\ \.‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.60 7.80 8.00 8.20
5000 ITI/Z 131.05 16.69%
91.0
39.0 ‘ Q
65.0
0 ‘“_M“M‘HM‘HL‘;M‘N;‘MW“,‘%u+9““_‘
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 16.10%
5000
91.0
270 51.0
Il YN I ™ 1) 01, LV i
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown9.133 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.133 7.97 ng 290574  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 43
3 Octane, 2,7-dimethyl- 142 C1leH22 001072-16-8 43
4 Nonane 128 C9H20 000111-84-2 38
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 38

Abundance Scan 1164 (9.133 min): BF127500.D\data.ms (-1162) (-) m/z 57.10 100.00%
57.1

5000
1171
e e
‘ J{ | ‘%0.1 8.80 9.00 9.20 9.40
ol M ybu k8T8 o L7 2080 m/z 71.10  66.90%
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L B L B R
8.80 9.00 9.20 9.40
‘ m/z 43.10 52.79%
270 ‘ 113.0
O T “\ ‘f‘ ‘H‘\ ‘1‘ \H T ‘[ \“ T “\ T ‘ T \]-8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
e e
8.80 9.00 9.20 9.40
5000 m/z 41.10 36.22%
ol h | ﬂ‘ 11301430 1830 2530  296. W
L e e e R B
miz--> 50 100 150 200 250
Abundance #22088: Octane, 2,7-dimethyl- AR EEERREE
43.0 8.80 9.00 9.20 9.40
m/z 117.05 30.63%
5000
85.0
IS .7 1 L7 A A e
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.322 7.02 ng 256122  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 52
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 49
3 Naphthalene, 1,2-dihydro-7-methoxy- 160 C11H120 052178-91-3 43
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 42
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 38

Abundance Scan 1196 (9.322 min): BF127500.D\data.ms (-1191) (-} m/z 145.05 100.00%
145.1

43.1
115.1
- e M
173.2 SN ARG . A
9.00 9.20 9.40 9.60
0! m/z 160.05 64.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
5000 L L L B R I R R A
9.00 9.20 9.40 9.60
m/z 43.10 55.73%
117.
0 15.0 39\0\6?(\)\91\0‘ H‘O\M \h‘ il
\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
e
9.00 9.20 9.40 9.60
5000 m/z 115.05  50.00%
115.0
15 o 390 1.0 ‘
0\\\\‘\“\ \“‘\ ey ‘U\‘\ \‘”‘Hu \ “H‘th‘\ \M\ EmmEE
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36182: Naphthalene, 1,2-dihydro-7-methoxy- e
160.0 9.00 9.20 9.40 9.60
m/z 57.10 48.67%
115.0
5000
15.0
39.0 @30 91.0 ‘ ‘
oH‘w“w‘“‘m‘“w““u”:“;w“‘”_m*_‘!u_m‘mwm‘ SR
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF032122.M Fri Mar 25 15:52:42 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.345 6.14 ng 223875  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 87

Abundance Scan 1200 (9.345 min): BF127500.D\data.ms (-1198) (-}  m/z 145.05 100.00%
14b.

5000

3

390 771 11‘5'1 | 9.00 9.20 9.40 9.60
O e Ml B 178 s 160,15 34.89%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0

=

5000 N LA e
9.00 9.20 9.40 9.60

m/z 128.05 18.38%

O‘HH‘H‘HH‘\‘H“H‘H“\‘\\‘i“\\mm‘1\\\“‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36301: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl-
145.0

£

9.00 9.20 9.40 9.60
5000 m/z 115.10  13.48%

117.0
39.0 650 91.0

“\‘H\‘\H\‘\‘ ‘w\‘\‘ ‘\M‘H‘H“‘\‘ “‘\H‘ L S m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- R ERRRREEEEEEEEEEE
145.0 9.00 9.20 9.40 9.60

m/z 129.05 12.92%

o

:

5000

3

3900 g50 910 1150

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

o

8270-BF032122.M Fri Mar 25 15:52:43 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 7 Benzene, 4-(2-butenyl)-1,2-...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.557 6.01 ng 219352  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 86
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 64
3 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 60

4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16

Abundance Scan 1236 (9.557 min): BF127500.D\data.ms (-1233) (-)

145.1
118.1
5000 90.1
39.0 63.0 ‘
o) I [ “‘H‘ ‘\“\ ‘H‘\H ‘\‘ “\Mm “ ‘ H‘w L 173'1195'1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
91.0
28.0 510
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

001129-29-9 55
005557-93-7 55

m/z 145.05 100.00%

9.50
m/z 160.10  56.90%

B

9.50
m/z 118.05 54.14%

-

9.50
5000 m/z 90.10 41.13%
91.0 115.0
39.0 '
150 "7, 880, | ) |
o D A RO 1 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36190: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl- A ‘
145.0 9.50
m/z 117.10 25.93%
5000
117.0
91.0
39.0 63.0 ‘ H
o""H‘“w“"‘HM"“‘H"‘H“M““H“wwww ——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BF032122.M Fri Mar 25 15:52:43 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.592 11.44 ng 417238  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 86
3 Tetradecane 198 C14H30 000629-59-4 78
4 Tritetracontane 605 C43H88 007098-21-7 78
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1242 (9.592 min): BF127500.D\data.ms (-1238) (-) m/z 57.10 100.00%
57.1

- m
T T
99.1 9.50
14111741
N o oo PO A2 m/z 43.05 74.18%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 e :
9.50
m/z 71.10 70.91%
ol h | ‘ 130 14901830 2530 296,
T T 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
Abundance #107232: Pentadecane, 7-methyl-
57.0
T T
9.50
5000 m/z 41.05 34.99%
‘ 112.0
oL280l ||| | g0 o
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane T ‘
57.0 9.50
m/z 85.10 34.61%
5000
99.0 198.0
NI ) S, )
miz--> 50 100 150 200 250 9.50

8270-BF032122.M Fri Mar 25 15:52:44 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 9 Naphthalene, 1,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.198 9.28 ng 338450  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 1345 (10.198 min): BF127500.D\data.ms (-1342) (1 m/z 170.10 100.00%
170.1
- MMUMH
128.1 10.00 10,50
51.0 77.0 . .
02.0
0 204.2 m/z 155.10 93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 v Sig L
10.00 10.50
128.0 m/z 153.05 26.21%
63.0 ‘
0 \\\‘\\\4.\()‘.\0\“\\“‘\‘\ \‘Uﬁ%“\?“\\\‘ip“\‘\ \““\ \M T \“\MH‘HH“H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
T —
10.00 10.50
5000 m/z 152.05 20.12%
ol 270 51.0 760 10201270 | |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl- — —
170.0 10.00 10.50
m/z 169.10 19.92%
5000
oL 27.0 510 760 1020259 | |
rr e e e e e e e e P Fe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF032122.M Fri Mar 25 15:52:45 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 10 1-Isopropenylnaphthalene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.498 8.59 ng 313335  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 68
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 62
4 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 59
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 53

Abundance Scan 1396 (10.498 min): BF127500.D\data.ms (-1394) (-,
168.1

5000
8.0 139.1
obrrrrr 2t bt EFOST L 2082222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43630: 1-Isopropenylnaphthalene
158.0
5000
83.0
51.0
O\\\\2‘\6\(\)\“‘\\“\\’\\\“U‘H‘\\‘\\‘\\\]\-ﬁﬁ\o\"‘\\“‘\“}\‘w\\‘\\\\‘\\\\’H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43631: 1,1'-Biphenyl, 3-methyl-
168.0
5000

270 63.0 91.0 1280 m
R L S SN ity SSE MO0 | M,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43644: Naphthalene, 1-(2-propenyl)-
168.0

5000

115.0141.

83.0

m/z 168.10 100.00%

-

10.50
m/z 153.05 64.28%

:

10.50
m/z 167.10  58.63%

:

10.50
m/z 152.05 39.52%

:

10.50
m/z 165.10  39.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

8270-BF032122.M Fri Mar 25 15:52:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Tridecane, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.522 9.93 ng 362273  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 59
3 Heneicosane 296 C21H44 000629-94-7 58
4 Heptacosane 380 C27H56 000593-49-7 58
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58

Abundance Scan 1400 (10.522 min): BF127500.D\data.ms (-1398) (-] m/z 57.10 100.00%
57.1

o AAJJLJ‘a/\
1050 |
99.1 169.2 :
131.1
— u“ ‘Hu L LS g 2040239.2 m/z 71.10  44.97%
m/z--> 50 100 150 200 250
Abundance #74011: Tridecane, 6-methyl-
57.0
5000 — ‘
10.50
m/z 43.10 43.88%
‘ FSO
0 \Z\QLO‘\‘ ‘H‘\ H‘ \h\““‘ § \*1\4\09\ %8\3\0‘ LENSLE
m/z--> 50 100 150 200 250
Abundance #59035: Undecane, 5-ethyl-
57.0
T \
10.50
5000 m/z 41.10 21.33%
98.0
0 2&\0 ‘“\‘ u“ “‘ b \15‘;5\0\ LB B s S s s WL\L
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane T
57.0 10.50
m/z 85.10 21.22%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e ——
m/z--> 50 100 150 200 250 10.50

8270-BF032122.M Fri Mar 25 15:52:47 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 12 unknownl®.575

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.575 5.57 ng 203021  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 30
2 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 25
3 1,1'-Biphenyl, 2,3'-dimethyl- 182 C14H14 000611-43-8 25
4 1,1'-Biphenyl, 2-ethyl- 182 C14H14 001812-51-7 25
5 1H-Pyrazole, 1-methyl-3-phenyl- 158 C10H1eN2 003463-26-1 25

Abundance Scan 1409 (10.575 min): BF127500.D\data.ms (-1406) (-]
167.1

115.1

5000 91.1
51.0

206.1
30.1
0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #56997: 2,2'-Dimethylbiphenyl
167.0
5000
89.0
300 630, | 11501419 || |
O‘\\\\‘\\\\‘\\\1““\\“\\’\\\‘\‘\\\\‘\\\‘\“}\\\h‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #59135: Naphthalene, 1,2,3,4-tetramethyl-
169.0
5000
390 770 130 14‘1 OH |
[ [ - ‘\ Ly |
e e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 167.10 100.00%

-

10.50
m/z 115.05 73.03%

a

10.50
m/z 169.10  67.95%

3

10.50
m/z 173.10 64.68%

%5

Abundance #57017: 1,1'-Biphenyl, 2,3'-dimethyl-
167.0 10.50
m/z 158.10 64.57%
s90 500 "% s010q | |
0 _‘H\H“_‘HWMW‘W‘J‘H“_‘L‘H“_‘H‘H“_‘H‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 220

8270-BF032122.M Fri Mar 25 15:52:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 13 Dodecane, 2,6,11-trimethyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.786  22.76 ng 634659  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72

Abundance Scan 1445 (10.786 min): BF127500.D\data.ms (-1442) (-
57.1

m/z 57.10 100.00%

o

°

o

°

85'1 T ‘ T T ‘ T
113.2 10.50 11.00
1411 1832
Ol il 2R T 2138 2442 sz 71010 64.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 = s
10.50 11.00
85.0 . .28%
29.0 m/z 43.10 54.28%
0\‘\‘{‘\\“‘\\\"\\H}\‘\‘\\\‘]\-%E‘O\H\]\.é%\o\\]‘-?\g\\o‘\]\-\gz\o\\\‘\\H‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 41.10 25.93%
29.0 85.0
113.0
ol b b g 40 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107223: Tridecane, 5-propyl- T —
57.0 10.50 11.00
m/z 85.10 24.37%
5000
85.0
112.0
L300 A Ut a0 180 o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF032122.M Fri Mar 25 15:52:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 1(2H)-Acenaphthylenone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.816 5.70 ng 158953  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 95
2 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 58
3 Dibenzofuran 168 C12H80 000132-64-9 50
4 Benzenaldehyde, 2-fluoro-5-hydroxy- 140 C7HS5F02 103438-84-2 47
5 Benzaldehyde, 2-fluoro-3-hydroxy- 140 C7H5F02 103438-86-4 47

Abundance Scan 1450 (10.816 min): BF127500.D\data.ms (-1448) (1 m/z 140.05 100.00%

140.1 168.1
5000
= =
301 63.0 g7.0 113.1 10.50 11.00
o2t Ll i L ] 1042 2261 ) 168 19 93.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43619: 1(2H)-Acenaphthylenone
140.0 168.0
5000 T =
10.50 11.00
m/z 139.05  88.24%
670 113.0
O‘\\\4‘2;9‘\\““\\‘\“\’W\\“H‘\h\‘uu”‘uu‘\ ‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20794: Cyclobuta[de]naphthalene
140.0
— ]
10.50 11.00
5000 ITI/Z 63.00 12.16%
N S
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43617: Dibenzofuran o T
168.0 10.50 11.00
m/z 70.00 11.18%
5000
139.0
390 840 1139 |
O e b e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 15 Heptacosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.251 10.60 ng 295666  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80

Abundance Scan 1524 (11.251 min): BF127500.D\data.ms (-1521) (-]
57.1

5000

L ‘ | % ‘\ 14111832 2473

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

o

Abundance #287977: Heptacosane
57.0
5000
ol L] F |, 141.0183.0225.0267.0 323.0 380.l
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\

miz-> 100 150 200 250 300 350

m/z 57.10 100.00%

:

11.00 11.50
m/z 71.10 64.49%

:

11.00 11.50
m/z 43.05 46.91%

v

Abundance #158600: Nonadecane
57.0
11.00 11.50
5000 ITI/Z 85.10 33.48%
9.0
0 Iy ‘“\ H\ H‘ i ]\'41 0 183.0 268.0
ey e P e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane — —
57.0 11.00 11.50
m/z 41.05 23.54%
- M\J
o ‘\ ‘ I Fg‘q 141.0183.0 226.0
L B B e S I A —— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

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

Quant Title

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

BF©32122.M

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 16 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.498 8.77 ng 244512  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H1e0 000518-85-4 72
2 7-Chloro-3,4-dihydro-2[1H]-quino... 182 C8H7C1N20 066367-05-3 47
3 9H-Fluoren-3-ol 182 C13H1e0 006344-67-8 46
4 Anthracene, 1,2,3,4-tetrahydro- 182 C14H14 002141-42-6 43

5 Benzeneacetonitrile, 3,4-difluoro- 153 C8H5F2N

Abundance Scan 1566 (11.498 min): BF127500.D\data.ms (-1563) (-]
158.1 182.1

5000

76.0

126.1
oL 391 N “ 2301 263
PP ST S A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #56939: 2,3-Dihydro-1-oxo-1H-phenalene
182.0
5000 153.0
76.0
28.0 L ‘ ! 126.0 \\‘\ 1 “
O‘\\\\‘\\\\’H\\‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\H\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance  #57453: 7-Chloro-3,4-dihydro-2[1H]-quinoxalinone
158.0

182.0
5000

6%\0 90.0 117.0 “
p ol by || | L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

o

000658-99-1 38

m/z 153.05 100.00%

-

11.50
m/z 182.10  88.62%

:

11.50
m/z 152.05 46.56%

'

11.50
m/z 154.10  45.63%

%

Abundance #56929: 9H-Fluoren-3-o
182.0 11.50
m/z 181.10 20.86%
5000 152.0
76.0
125.0
0 \ d‘\‘ # \H ‘ ‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Methyl tetradecanoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.751 8.79 ng 245020  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 62
3 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 55
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 52
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 50

Abundance Scan 1609 (11.751 min): BF127500.D\data.ms (-1606) (1  m/z 74.05 100.00%

74.0
50001 431
153, 1182.1
e =
227.2 11.50 12.00
0 ,270,1 m/z 87.85 67.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126207: Methyl tetradecanoate
74.0
5000 e s
11.50 12.00
43.0 143.0 m/z 43.10  39.67%
199.0
/ H L]y 110, ‘ |, 2420
O H\‘\H\“\\\\‘H‘HH‘H\‘HH‘HH‘\\\\"\\\\‘\‘\H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
P e
11.50 12.00
5000 ITI/Z 182.10 30.55%
43.0
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75771: Undecanoic acid, methyl ester == ==
74.0 11.50 12.00
m/z 41.10 28.37%
5000
41.0
I H m Y90 | 2000
O vy bbby i B e e e
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 18 n-Hexadecanoic acid

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.904 6.88 ng 191817  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Undecanoic acid 186 C11H2202 000112-37-8 47
3 Tridecanoic acid 214 C13H2602 000638-53-9 25
4 n-Decanoic acid 172 C10H2002 000334-48-5 22
5 Tetradecanoic acid 228 C14H2802 000544-63-8 22

Abundance Scan 1635 (11.904 min): BF127500.D\data.ms (-1633) (- m/z 43.10 100.00%
43.1
T me
5000
——
“‘ 12.00
m— m/z 60.00  84.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
1710 2130 2560 m/z 41.10 83.36%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60690: Undecanoic acid
60.0
——
12.00
5000{ 590 m/z 57.10 79.78%
129.0
o s
Ol Ll Ll e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid —
430|730 12.00
m/z 73.05 71.62%
5000 129.0
171.0
214.0
0, T T T
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00

Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 19 12-Octadecenoic acid, methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.463 .07 ng 253016 Phenanthrene-d16 11.380

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 97
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 95

Abundance Scan 1730 (12.463 min): BF127500.D\data.ms (-1727) (- m/z 55.10 100.00%
55.1

-

5000
97.1
206.2 PRI
38.1 4.3 12.50
o! \‘\M\H\u “\W}‘m\“mlﬁg-} i ‘u\‘\w‘ M e ‘h‘ ‘296‘-3 m/z 41.05 65.65%
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
53.0
5000 T
8y7.0 264.0 12.50
m/z 69.10 57.82%
T(Z&O 180.0 222.0 ‘ 296.0
0! H“m “\ku‘u “\h“ by “\\ TR, ;‘L Pk
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
P
12.50
5000 ITI/Z 74.05 46.47%

264.0
180.0 222.0

-

0,
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester —
. 12.50
m/z 43.05 45.92%
5000
264.0
. 25.0 180.0 222.0 296.0
! ——
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\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzoic acid, 2-(4-nitrophe... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.880 6.32 ng 160200 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 47
3 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 43
4 Phthalic acid, butyl tetradecyl ... 418 C26H4204 1000308-91-3 43
5 Phthalic acid, decyl undecyl ester 460 C29H4804 1000308-91-9 43

Abundance Scan 1971 (13.880 min): BF127500.D\data.ms (-1967) (-  m/z 105.10 100.00%

105.1 1491
5000
w ado
191.1 266.9 . ] '
S — M‘ ik Wb 220 84D g 140,05 84.32%
mlz--> 50 100 150 200 250 300 350
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
5000 - _
13.50 14.00
m/z 77.05 52.60%
51.0
O\\\\}‘ \h\““‘f \““\‘\\\‘ \‘\\\2‘1\]“\0\\’\\2\87\.‘0\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #255682: Phthalic acid, cycloheptyl isohexyl ester
149.0
— —r
13.50 14.00
5000 ITI/Z 57.05 17.18%
85.0
43‘-7 | ‘ 251.0
L
miz--> 50 100 150 200 250 300 350
Abundance #27279: Benzothiazole, 2-methyl- — —
149.0 13.50 14.00
m/z 83.05 16.52%
5000
108.0
69.0
280 |, |
L e e — —r—
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32422\
Data File : BF127500.D

Acqg On : 24 Mar 2022 14:00
Operator : CG\JU

Sample : N2062-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Indane 7.022 25.0 ng 710008 1 6.845 568865 20.0
Benzene, 1,3-di... 7.087 7.5 ng 214156 1 6.845 568865 20.0
1-Phenyl-1-butene 7.857 7.1 ng 449572 2 8.128 1258780 20.0
unknown9.133 9.133 8.0 ng 290574 3 9.886 729460 20.0
Naphthalene, 1,... 9.322 7.0 ng 256122 3 9.886 729460 20.0
1H-Indene, 2,3-... 9.345 6.1 ng 223875 3 9.886 729460 20.0
Benzene, 4-(2-b... 9.557 6.0 ng 219352 3 9.886 729460 20.0
Heptadecane, 2,... 9.592 11.4 ng 417238 3 9.886 729460 20.0
Naphthalene, 1,... 10.198 9.3 ng 338450 3 9.886 729460 20.0
1-Isopropenylna... 10.498 8.6 ng 313335 3 9.886 729460 20.0
Tridecane, 6-me... 10.522 9.9 ng 362273 3 9.886 729460 20.0
unknown10.575 10.575 5.6 ng 203021 3 9.886 729460 20.0
Dodecane, 2,6,1... 10.786 22.8 ng 634659 4 11.380 557680 20.0
1(2H)-Acenaphth... 10.816 5.7 ng 158953 4 11.380 557680 20.0
Heptacosane 11.251 10.6 ng 295666 4 11.380 557680 20.0
2,3-Dihydro-1-o0... 11.498 8.8 ng 244512 4 11.380 557680 20.0
Methyl tetradec... 11.751 8.8 ng 245020 4 11.380 557680 20.0
n-Hexadecanoic ... 11.904 6.9 ng 191817 4 11.380 557680 20.0
12-Octadecenoic... 12.463 9.1 ng 253016 4 11.380 557680 20.0
Benzoic acid, 2... 13.880 6.3 ng 160200 5 14.027 507061 20.0
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