LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS Vvial : 13  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-BF051021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123893.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.969 143 150 154 rBV 76727 133335 3.37% 0.254%
2 3.016 154 158 166 rVB 97081 159159 4.02% 0.303%
3 3.434 224 229 236 rVB2 56150 99832 2.52% 0.190%
4 3,522 238 244 255 rBV4 62576 118342 2.99% 0.225%
5 3.645 260 265 274 rVWV 178997 284194 7.18% 0.541%
6 3.828 289 296 302 rBV3 76991 123370  3.12% 0.235%
7 4.240 360 366 370 rBvV2 71710 138891 3.51% 0.264%
8 4.334 376 382 387 rBv2 112224 146822 3.71% 0.280%
9 4.869 467 473 478 rBV 124122 167204 4.22% 0.318%
10 5.016 494 498 500 rBV3 142305 188036 4.75% 0.358%
11 5.363 555 557 559 rVW2 105141 105888 2.68% 0.202%
12 5.387 559 561 568 rVB 987219 971669 24.55% 1.850%
13 5.716 613 617 624 rVB2 108554 140539 3.55% 0.268%
14 5.804 624 632 636 rBv4 84568 118572 3.00% 0.226%
15 5.992 658 664 668 rBv2 108321 163267 4.12% 0.311%
16 6.086 676 680 684 rBV2 97993 94889 2.40% 0.181%
17 6.192 695 698 700 rVW 98373 111283 2.81% 0.212%
18 6.228 700 704 707 rVB 146741 168337 4.25% 0.321%
19 6.269 708 711 717 rBv4 76737 111820 2.83% 0.213%
20 6.363 725 727 730 rBV2 163194 154916 3.91% 0.295%
21  6.398 730 733 734 rVW 499673 423569 10.70% 0.806%
22 6.416 734 736 742 rVWW2 608347 806032 20.36% 1.535%
23 6.510 747 752 755 rBv4 88730 126444 3.19% 0.241%
24 6.598 763 767 768 rBvV2 93489 112617 2.85% 0.214%
25 6.769 791 796 799 rBV 1085652 979091 24.74%  1.864%
26 6.845 805 809 812 rBV 2339022 1940237 49.02%  3.694%
27 6.928 818 823 825 rBV 3197912 2777406 70.17% 5.288%
28 6.951 825 827 830 rVB 1712323 1198546 30.28% 2.282%
29 7.022 836 839 842 rVB2 328539 272680 6.89% 0.519%
30 7.098 848 852 861 rVB5 269872 441055 11.14%  0.840%
31 7.169 861 864 868 rBvV2 115485 124786  3.15% 0.238%
32 7.281 880 883 884 rW 143707 130551 3.30% 0.249%
33 7.310 884 888 889 rvw3 563420 705584 17.83%  1.343%
34 7.339 889 893 896 rVV 3300333 3153966 79.68% 6.005%
35 7.369 896 898 900 rVW 161906 153487 3.88% 0.292%

36 7.422 904 907 910 rBv4 98836 146912 3.71% 0.280%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS Vvial : 13  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-BF051021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.451 910 912 915 rVB2 123642 107530 2.72%  ©.205%
38 7.539 924 927 930 rVB 279416 260600 6.58%  0.496%
39 7.569 930 932 935 rVB 192469 135539 3.42% 0.258%
40 7.622 935 941 942 rBV5 150717 187284 4.73%  0.357%
41 7.710 950 956 957 rBv4 95773 147934  3.74%  ©.282%
42 7.792 965 970 974 rVB5 96626 191675 4.84%  0.365%
43 7.833 974 977 979 rBV3 91107 100160 2.53% 0.191%
44 7.998 999 1005 1009 rBV5 250937 478956 12.10% 0.912%
45 8.051 1011 1014 1017 rVV 1300001 1209179 30.55% 2.302%
46 8.198 1033 1039 1042 rVB3 324260 522350 13.20% ©0.995%
47 8.233 1042 1045 1047 rBV3 88063 99346 2.51% ©.189%
48 8.298 1051 1056 1057 rBv4 207594 271235 6.85% 0.516%
49 8.363 1063 1067 1072 rVB 186076 219733 5.55% 0.418%
50 8.445 1075 1081 1085 rVV3 529924 792426 20.02%  1.509%
51 8.492 1087 1089 1093 rVV4 142884 216149 5.46% ©0.412%
52 8.522 1093 1094 1097 rVV3 122971 132225 3.34% 0.252%
53 8.551 1097 1099 1102 rVB2 158340 167639 4.24% 0.319%
54 8.592 1103 1106 1109 rVB3 327902 344642 8.71% ©.656%
55 8.639 1109 1114 1118 rBV5 451293 812841 20.54% 1.548%
56 8.751 1130 1133 1137 rVB3 361284 445852 11.26%  ©.849%
57 8.833 1137 1147 1150 rBV2 659029 1147064 28.98%  2.184%
58 8.863 1150 1152 1154 rVV2 444758 458223 11.58% 0.872%
59 8.910 1157 1160 1163 rVV4 523163 617481 15.60% 1.176%
60 8.945 1163 1166 1168 rVV3 318127 343390 8.68% 0.654%
61 8.986 1169 1173 1176 rVV3 487185 763463 19.29%  1.454%
62 9.022 1176 1179 1183 rVV3 402848 524710 13.26%  ©.999%
63 9.063 1183 1186 1190 rVV6 312681 517972 13.09% 0.986%
64 9.098 1190 1192 1194 rVV 214933 195238 4.93% 0.372%
65 9.133 1194 1198 1200 rVV 5002506 3958142 100.00%  7.536%
66 9.157 1200 1202 1205 rVB 342401 315662 7.98% 0.601%
67 9.186 1205 1207 1210 rVB4 164228 157837 3.99% 0.301%
68 9.263 1214 1220 1223 rBV2 743490 1106394 27.95% 2.107%
69  9.298 1223 1226 1229 rBV3 286989 323443 8.17% 0.616%
70  9.380 1237 1240 1244 rBV3 318456 406876 10.28% 0.775%
71 9.439 1247 1250 1254 rBvV2 258998 356636 9.01% ©.679%
72  9.498 1254 1260 1266 rVVv4 698962 1259134 31.81% 2.397%
73 9.563 1266 1271 1275 rVV6 393254 809978 20.46%  1.542%
74 9.627 1279 1282 1287 rVB3 726498 683374 17.27% 1.301%
75 9.704 1287 1295 1298 rBV8 370722 933082 23.57% 1.777%

76 9.769 1304 1306 1308 rBV2 199912 194882 4.92% 0.371%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS Vvial : 13  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-BF051021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 9.810 1310 1313 1315 rVV 860526 744562 18.81% 1.418%
78 9.874 1321 1324 1326 rVB3 256650 208246 5.26% ©.397%
79 9.904 1326 1329 1331 rBV3 200973 179167 4.53% 0.341%
80 9.933 1332 1334 1337 rVV 239993 254878 6.44%  0.485%
81 9.998 1340 1345 1353 rVB4 592772 1217471 30.76%  2.318%
82 10.063 1353 1356 1357 rBV3 179425 187659 4.74%  0.357%
83 10.080 1357 1359 1362 rVB2 260689 229288 5.79% 0.437%
84 10.116 1362 1365 1369 rBV2 354684 480975 12.15% 0.916%
85 10.198 1377 1379 1383 rVB5 325946 337297 8.52% ©0.642%
86 10.245 1383 1387 1388 rBV3 214351 248714 6.28%  0.474%
87 10.327 1398 1401 1403 rBV3 144925 133380 3.37% ©0.254%
88 10.357 1403 1406 1409 rVB2 676098 648396 16.38%  1.235%
89 10.404 1412 1414 1418 rVV2 215099 208583 5.27% 0.397%
90 10.439 1418 1420 1423 rBV4 161403 164820 4.16% 0.314%
91 10.521 1431 1434 1436 rBv2 217155 211298 5.34%  ©0.402%
92 10.569 1440 1442 1444 rVV 235823 205031 5.18% 0.390%
93 10.598 1444 1447 1452 rVB 1748623 1668158 42.14% 3.176%
94 10.780 1475 1478 1479 rBV3 122197 122373 3.09% ©0.233%
95 11.292 1562 1565 1569 rVB 932285 759862 19.20%  1.447%
96 11.845 1656 1659 1664 rVB2 509614 544256 13.75% 1.036%
97 12.633 1790 1793 1797 rBV2 286948 283756  7.17% ©.540%
98 12.886 1832 1836 1839 rBV 3544954 2964607 74.90% 5.645%
99 13.939 2012 2015 2018 rVB 684173 629552 15.91%  1.199%
100 15.380 2256 2260 2269 rVB 607621 778367 19.66%  1.482%

Sum of corrected areas: 52520300
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 May 2021 20:01

: M2367-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
BF123893.D

Ju/CaG

: 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123893.D\data.ms

6.928 7.339

5.387

03096 34383543828 424834 4869016 5363 5. I0FERAEE | T TegeaRses

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

ST A~ AS
UL L L L L L L L L L L L L I I L L L L B L L B L L IR B I

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

TIC: BF123893.D\data.ms
9.133

12.886

10.598

0

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

— — — — —— — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF123893.D\data.ms

13.939

15.380

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\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.845 39.63 ng 1940240 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 64
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53

Abundance Scan 809 (6.845 min): BF123893.D\data.ms (-805) (-) m/z 57.05 100.00%

57.0
5000 L
o AREEEE RS
‘ 84} 0 1121 6.60 6.80 7.00 7.20
A = — Y P T I - -0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 LA L B B IR B
6.60 6.80 7.00 7.20
29.0 m/z 43.10 32.78%
bk | 1%
O H\‘H‘\\"‘H\ ‘\H\‘1\\\‘\H\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #19207: Heptane, 2,3,6-trimethyl-
57.0
R EAREE RN
6.60 6.80 7.00 7.20
5000 m/z 55.00 29.04%
29.0
L O X R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #50341: 1-Isobutoxy-2-ethylhexane R e AL
57.0 6.60 6.80 7.00 7.20
m/z 56.05 21.38%
5000
29.0
84.0 :
ol L 340,77 1430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.951 24.48 ng 1198550 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Deltacyclene 118 C9H1e0 007785-10-6 68

5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10

Abundance Scan 827 (6.951 min): BF123893.D\data.ms (-825) (-)
117.1

5000
39.0 63.0 .
NI R T YR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117.0
5000
91.0
39.0 63.0
OH‘HH‘\H‘.\(‘)HH“\H\i‘\HM}‘\‘\\‘\7\7{(‘)\\\\“\\\\].‘0“\4.\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8962: Benzene, 1-propenyl-
117.0
5000
91.0
51.0 77.0 ‘
0H‘HH‘\2\7\.?\\H“H\\H}\\‘!“6&"\0\‘\HH‘H\\‘“\\\1‘9\4\-\0‘\\1\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8964: Benzene, cyclopropyl-
117.0
5000
91.0
51.0 65.0 78.0 ‘
Ou‘uu‘\2\\7\'?”u“m\i‘\u‘l‘MWu‘l‘uH‘UH\:I'R\“C\()‘H!\‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

8270-BF051021.M Tue May 11 14:19:07 2021

055337-80-9 53

m/z 117.10 100.00%

6.60 6.80 7.00 7.20
m/z 118.10 54.59%

6.60 6.80 7.00 7.20
m/z 115.05 33.23%

6.60 6.80 7.00 7.20
m/z 91.10 18.96%

6.60 6.80 7.00 7.20
m/z 63.00 11.40%

6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 endo-Borneol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.445 13.11 ng 792426 Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 endo-Borneol 154 C10H180 000507-70-0 50
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 47
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 47
4 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 38
5 1,3-Dimethyl-5-trifluoroacetoxyc... 224 C10H15F302 1000216-63-7 38

Abundance Scan 1081 (8.445 min): BF123893.D\data.ms (-1075) (-) m/z 95.10 100.00%

95.1
5000 a1
AR aamaE s
‘ ‘ 113.1 130.9 8.20 8.40 8.60 8.80
o “ ‘ ‘H A m MR 11500 s a1t s1.32%
m/z--> 20 100 120 140
Abundance #26642. endo-BorneoI
95.0
5000 UL L L I BN B
8.20 8.40 8.60 8.80
41.0 m/z 55.10 49.25%
| 67.0 121.0 139.0
0 \1\5\(‘)\‘\‘\ \" ‘\ T \“\ T \‘\M\ \H‘HH \‘M T T M\ T “\ T H‘ T 1
m/z--> 20 60 80 100 120 140
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95.0
R AR mEES
8.20 8.40 8.60 8.80
5000 67.0 m/z 69.10 38.33%
41.0
m/z--> 20 80 100 120 140
Abundance #5974: 5,5—D|methyl—l,3—hexadiene R RaEE e AR
95.0 8.20 8.40 8.60 8.80
67.0 m/z 111.10 27.70%
5000
41.0
0 %0 H A — N A U VLY LT
m/z--> 0 100 120 140 8.20 8.40 8.60 8.80

8270-BF051021.M Tue May 11 14:19:07 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown8.639 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.639 13.44 ng 812841 Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, 2-ethylcyc... 272 C10H15C1302 1000282-57-3 46
2 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 45
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 43
4 2,4-Octadiene 110 C8H14 013643-08-8 38
5 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 38

Abundance Scan 1114 (8.639 min): BF123893.D\data.ms (-1109) (-) m/z 81.10 100.00%

81.1
41.1
5000
110.1135.0
R R RRRRE
‘ 1700 8.40 8.60 8.80 9.00
o b L0 m/z 4l.10 77.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120334: Trichloroacetic acid, 2-ethylcyclohexyl ester
81.0
110.0
5000 L L L L L L B I IR
550 8.40 8.60 8.80 9.00
' m/z 95.10 67.48%
O TTT 2991 T \m\“ \‘!‘\ \w T \‘1 ‘ T WH \H‘ T \3\\5‘\0\ TT ‘ TTT \‘1\9\]\-\‘0\ TTT ‘ \2\\3z\c
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10507: Cyclohexanol, 1-ethynyl-
81.0
R A REREEEEE
8.40 8.60 8.80 9.00
m/z 55.05 55.45%
5000 39.0
109.0
o! uMm‘HMJH_‘H‘HH‘H‘WH‘W‘HW‘H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5992: 1-Ethyl-5-methylcyclopentene S ERRRE S
81.0 8.40 8.60 8.80 9.00
m/z 69.10 52.80%
5000
39.0 110.0
0 R R R R R n R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown8.945 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.945 9.22 ng 343390  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 3,4-dimethyl-, (Z... 110 C8H14 021293-01-6 46
2 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 41
3 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 35
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 27
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 27

Abundance Scan 1166 (8.945 min): BF123893.D\data.ms (-1163) (-) m/z 41.10 100.00%

41.1 95.1
69.1
122.1
5000
R RREEEEEEE RS
154.2 8.60 8.80 9.00 9.20
0 m/z 95.10 94.32%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #6032: 2,4-Hexadiene, 3,4-dimethyl-, (Z,2)-
95.0
67.0
27.0
5000 L L L N B BN I
8.60 8.80 9.00 9.20
m/z 55.05 86.81%
0 \‘.\ T \‘\ T b. ‘U‘\“\ \H}“\\MH ‘H“\ L LA L B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #5996: 2,4-Hexadiene, 2,5-dimethyl-
95.0
R RREEEEEEE RS
8.60 8.80 9.00 9.20
5000 amo °70 m/z 69.10  72.52%
15.0
owm‘w:‘m}“” Mu‘h“}‘mh“l_umm‘_m_m
miz--> 0 20 40 60 80 100 120 140 160
Abundance #5858: trans,trans-3,5-Heptadien-2-one R Raas e ARREEaREE o
95.0 8.60 8.80 9.00 9.20
m/z 111.05 70.82%
67.0
5000
41.0
s |
o I | PO PR T A AR M A o
m/z--> 0 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF051021.M Tue May 11 14:19:08 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01

Operator Ju/caG

Sample : M2307-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown8.986 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.986 20.51 ng 763463  Acenaphthene-die 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Hexadiene, 3,4-dimethyl-, (zZ... 110 C8H14 021293-01-6 41
4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 38
ran, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 38
exanoic acid, 3,5-dimethylcyclo... 226 C14H2602 1000279-28-3 38
rans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 35

uih WN R
+ T T NN
c .

Abundance Scan 1173 (8.986 min): BF123893.D\data.ms (-1169) (-) m/z 105.10 100.00%

105.1
55.0
5000 81.0
150.1
CEAT T
‘ ‘ 192.8 8.60 8.80 9.00 9.20 9.40
0 bl P82 m/z 95.10 82.11%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #6032: 2,4-Hexadiene, 3,4-dimethyl-, (Z,2)-
93.0
67.0
27.0
5000 | B R B R I
8.60 8.80 9.00 9.20 9.40
m/z 55.05 80.19%
020 ‘w‘\\“h“\\‘M‘\\“\\‘HH‘HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #5996: 2,4-Hexadiene, 2,5-dimethyl-
95.0
R R R
8.60 8.80 9.00 9.20 9.40
5000 mo 870 m/z 110.10  61.82%
.0
owm‘w:‘m}“” ‘u“!hWu“M_uhwwwmww
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #5817 Furan, 2-ethyl-5-methyl- R EEEARRREE ST
95.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 59.65%
5000 43.0
67.0
m/z--> 0 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF051021.M Tue May 11 14:19:09 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown9.022 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.022 14.09 ng 524710  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 35
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 30
3 6-Hepten-1-0l, 2-methyl- 128 C8H160 1000132-12-0 27
4 2-Norbornyl bromide 174 C7H11Br 029342-65-2 22
5 Cyclohexene, 1-methyl-3-(1-methy... 138 C10H18 013828-31-4 22

Abundance Scan 1179 (9.022 min): BF123893.D\data.ms (-1176) (-) m/z 95.10 100.00%

95.1
41.0
5000 69.0
1241 AR AR
‘ 153.1 8.60 8.80 9.00 9.20 9.40
o Ll m/z 41.05  72.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5723 2-Isopropylimidazole
95.0
5000 [TTT T[T [T rrrr[rol
8.60 8.80 9.00 9.20 9.40
42.0 m/z 55.00 68.98%
15.0 ‘ 69.0 ‘
O\\\‘\’\“\‘\\ ‘\\‘M‘\‘\‘U\\“\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6016: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
AR RARER R
410 8.60 8.80 9.00 9.20 9.40
5000 ’ 67.0 m/z 109.05 54.07%
0brrrry
miz--> 20 40 60 80 100 120 140 160
Abundance #12570: 6-Hepten-1-ol, 2-methyl- AR
95.0 8.60 8.80 9.00 9.20 9.40
m/z 69.05 47 .50%
41.0
5000 69.0
128.0
O\\\\,\\H‘Mw$ 1\ﬂﬂ\Jl‘uuM‘\\\\w\\\‘\\\\ Raaas e A
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.063 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.063 13.91 ng 517972  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 46
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 46
3 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 46
4 trans,trans-3,5-Heptadien-2-one 110 C7H1e0 018402-90-9 46
5 2,4-Hexadiene, 3,4-dimethyl-, (Z... 110 C8H14 021293-01-6 43

Abundance Scan 1186 (9.063 min): BF123893.D\data.ms (-1183) (-) m/z 95.05 100.00%

95.0
41.1
67.0
5000
153.1
R R R R aR Raaa s
123.1 ‘ 184.0 8.80 9.00 9.20 9.40
o J“J‘uuAVHH_MH_H m/z 41.10 77.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
93.0
5000 UL R B R B R
67.0 8.80 9.00 9.20 9.40
m/z 55.00 72.43%
39.0
O \]-\ \.‘O\M‘\ \‘i‘\ \‘HH\‘\‘}\\HV\ \‘f‘l‘\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
95.0
R R R R aR Raaa s
41.0 67.0 8.80 9.00 9.20 9.40
5000 m/z 81.05  57.94%
0 “ T O
miz--> 20 60 80 100 120 140 160 180
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans- R RRRRaERREEEa
95.0 8.80 9.00 9.20 9.40
m/z 67.00 57.22%
41.0
5000
m/z--> 20 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF051021.M Tue May 11 14:19:10 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.263 29.72 ng 1106390  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50
2 Acetaminophen 151 C8H9NO2 000103-90-2 49
3 Metacetamol 151 C8HINO2 000621-42-1 49
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 2,3-Dimethyl-8-oxo-non-2-enal 182 C11H1802 1000186-82-6 40

Abundance Scan 1220 (9.263 min): BF123893.D\data.ms (-1214) (-) m/z 43.00 100.00%
3.0

151.1
R R ARRES R
‘ ‘81"0 ‘ 9.00 9.20 9.40 9.60
Ol bl by L1823 ;10910 51.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L B L B R
9.00 9.20 9.40 9.60
69.0 m/z 41.10 28.64%
O:\L\S\.(‘)\‘\‘\\"“V\‘\“\‘H‘ \“‘\“\ \H“‘\‘\‘\H\’\“iM\“\\H‘\\1\‘\\‘\\‘1\-9\2\.(‘)\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109.0
R R ARRES R
9.00 9.20 9.40 9.60
5000 151.0 ITI/Z 151.05 27.38%
43.0 80.0
EL-E. N R A E S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24780: Metacetamol R EA RS e
109.0 9.00 9.20 9.40 9.60
m/z 81.00 16.39%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF051021.M Tue May 11 14:19:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.380 10.93 ng 406876  Acenaphthene-d10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 60
2 Hydrocarbostyril 147 CSH9NO 000553-03-7 46
3 4-Pteridinecarboxylic acid, 7-me... 218 C10H10ON402 016008-52-9 38
4 7-Quinazolinol 146 C8H6N20 007556-97-0 27
5 Pteridine, 7-methyl- 146 C7H6N4 000936-40-3 22

Abundance Scan 1240 (9.380 min): BF123893.D\data.ms (-1237) (-) m/z 146.00 100.00%

146.0
5000 96.1 118.1
55.1
10,0 9.00 9.20 9.40 9.60 9.80
o il bk m/z 164.05  58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33359: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 LN L R B B B I}
119.0 9.00 9.20 9.40 9.60 9.80
m/z 96.10 50.62%
270 %10 1 |
O ‘\\\\“\\‘”\““\“\\‘\H“\\\\‘f\\‘\‘\\\\‘\”\\‘ \\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22515: Hydrocarbostyril
146.0
R AR
118.0 9.00 9.20 9.40 9.60 9.80
5000 ITI/Z 118.05 45.07%
91.0
55.0 ‘ JL ‘
ol m_l“““mu‘ ‘wh"_‘H_ww_ww_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 JL
Abundance #75188: 4-Pteridinecarboxylic acid, 7-methyl-, ethyl ester gl VT 0
146.0 9.00 9.20 9.40 9.60 9.80
m/z 116.95 41.80%
5000 119.0
91.0 174.0
wo &0 | e
L et B L e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80

8270-BF051021.M Tue May 11 14:19:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknown9.439 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.439 9.58 ng 356636  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 4-(1-methyl... 156 C1@H200 013674-19-6 43
2 Pentaleno[1,2-b]oxirene, octahyd... 124 C8H120 055449-71-3 38
3 1,5-Hexadiene, 2,5-dimethyl- 110 C8H14 000627-58-7 35
4 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 35
5 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 30

Abundance Scan 1250 (9.439 min): BF123893.D\data.ms (-1247) (-) m/z 95.10 100.00%

95.1
41.1
5000 69.1
124.1
R R R R R
9.20 9.40 9.60 9.80
184.1
0 i 2031 myz 109.10 56.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28359: Cyclohexanemethanol, 4-(1-methylethyl)-, trans-
95.0
5000 L B I LA B BN B U
410 69.0 9.20 9.40 9.60 9.80
m/z 41.10 54.50%
‘ ‘ ‘ 138.0
O \\\‘\\\\“\\\H\“\“\\““‘\\\M‘\\h\‘\“\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #10595: Pentaleno[l,Z—b]oxirene, octahydro-, (1a.alpha.,’
95.0
R R R R R
9.20 9.40 9.60 9.80
5000 m/z 69.10 49.68%
67.0
41.0 124.0
0 H\‘HH““MMWMMH ‘\\}M“?“‘\‘\\i“!‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5998: 1,5-Hexadiene, 2,5-dimethyl- R ERRRE S
55.0 95.0 9.20 9.40 9.60 9.80
m/z 55.05 48.46%
5000
29.0
om_‘m 5A .
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF051021.M Tue May 11 14:19:12 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.627 18.36 ng 683374  Acenaphthene-die 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 64
3 2-Thiazolamine, 4-(4-pyridinyl)- 177 C8H7N3S 1000351-69-3 35
4 trans-.beta.-Ionone 192 C13H200 000079-77-6 30
5 N-Cyclohexylidene-2-carbamylcycl... 220 C13H20N20 007149-51-1 25

Abundance Scan 1282 (9.627 min): BF123893.D\data.ms (-1279) (-) m/z 177.10 100.00%
177.1

41.1
5000 67.0 135.0
91.1 220.2 S | G P
9.50 10.00
0! m/z 41.10 65.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet

17y7.0
220.0
41.0
5000 — —
67.0 135.0 9.50 10.00
95.0 ‘ m/z 67.05 46.67%
0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77349: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0
—r —
9.50 10.00
5000 57.0 m/z 135.00  43.46%
910 1350 220.0
0 34&
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43490: 2-Thiazolamine, 4-(4-pyridinyl)-
177.0 950 1000

m/z 57.00  40.96%

5000
135.0

300 1T Ly

m/z--> 20 40 60 80 100 120 140 160 180 200 220 950 1000

o

8270-BF051021.M Tue May 11 14:19:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown9.704 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.704  25.06 ng 933082  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 49
2 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 46
3 3-(3-Methylphenyl)propionic acid 164 C1OH1202 003751-48-2 45
4 2,5-Dimethylphenylacetic acid 164 C1OH1202 1000342-65-5 41
5 2-Propenoic acid, 3-(2-hydroxyph... 164 C9H803 000614-60-8 30

Abundance Scan 1295 (9.704 min): BF123893.D\data.ms (-1287) (-) m/z 164.10 100.00%

118.1 1641
41.1
5000 81.
H 198.1 286.( 9:50 1000
0! bl L 381 28600 118,10 87.53%
miz--> 50 100 150 200 250
Abundance #33358: Benzoic acid, 2,4,5-trimethyl-
119.0 164.0
5000 —— ——
390 -y 9.50 10.00
m/z 146.00  86.11%

0! — M‘i \“ L s B e B
m/z--> 50 100 150 200 250
Abundance #33294: Ethyl o-methylbenzoate
119.0 MK

9.50 10.00
5000 164.0 m/Z 119.10 80.45%
65.0
29. ‘
N i Y I S O
miz--> 50 100 150 200 250
Abundance #33382: 3-(3-Methylphenyl)propionic acid —— ——
105.0 9.50 10.00
m/z 105.05 74.28%
164.0
5000
e Y1l
obiped b SR
miz--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Acetic acid, (2,4-xylyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.998 32.70 ng 1217476  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 76
2 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 74
3 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 58
4 .alpha.-Bromomesitylene 198 C9H11Br 027129-86-8 55
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 52

Abundance Scan 1345 (9.998 min): BF123893.D\data.ms (-1340) (-) m/z 119.05 100.00%

119.1
164.1
5000
91.0
51.0 L
N ‘ ‘L 1621 10.00
Obr e il b Bl A2 4 1921 16a 05 59.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33316: Acetic acid, (2,4-xylyl)-
119.0
5000 T
164.0 10.00
' m/z 105.00 33.23%
91.0
0 39“0 , 650 . ‘ il MH |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33337: 2,5-Dimethylphenylacetic acid
119.0
P
10.00
5000 ITI/Z 91.00 31.47%
164.0
91.0
39.0 ‘ ‘
65.0
olts 0y hdodh d bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33358: Benzoic acid, 2,4,5-trimethyl- ——
119.0 164.0 10.00
m/z 149.00 23.07%
5000 39.0 91.0
63.0
ol e | VL
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknown1©.116 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.116 12.92 ng 480975  Acenaphthene-d10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 38
2 1,3-Cyclohexadiene, 1,2,3,4,5,6-... 164 C12H20 1000152-09-6 38
3 Formamide, N-ethyl-N-phenyl- 149 CO9H11NO 005461-49-4 30
4 1H-Benzotriazole, 5-methoxy- 149 C7H7N30 027799-91-3 27
5 5-Aminoindazole 133 C7H7N3 019335-11-6 25

Abundance Scan 1365 (10.116 min): BF123893.D\data.ms (-1362) (-  m/z 133.05 100.00%

138.1
5000
41.0 91.0 178.1
—— ——
67.0 ka1 I 10.00 10.50
0 AR L2051 g 149,05 94.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44014: Cyclohexanone, 2-cyclohexylidene-
149.0
41.0 81.0
5000 ' 178.0 T ——
10.00 10.50
107.0 ‘ m/z 178.10  37.33%
O ‘\\““‘\\‘\M‘\\‘\\i\\\\“‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33784: 1,3-Cyclohexadiene, 1,2,3,4,5,6-hexamethyl-

=

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

o

149.0
— Pt
10.00 10.50
5000 m/z 41.05 34.36%
41.0 610 1190
\‘ 1530 | |
(I i i l

Abundance #23617: Formamide, N-ethyl-N-phenyl- —— —
106.0 149.0 10.00 10.50
m/z 91.00 29.59%
5000
77.0
51.0
obrrrrrreeb b e e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknown1©.198 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.198 9.06 ng 337297  Acenaphthene-d10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 46
2 4-Pentenoic acid, 5-phenyl- 176 C11H1202 028525-69-1 38
3 3-Penten-2-one, 5-phenyl- 160 C11H120 010521-97-8 30
4 (5-Methylenebicyclo[2.2.1]hept-2... 176 C11H1202 1000211-09-6 30
5 Bicyclo[4.2.1]nona-2,4,7-triene,... 160 C11H120 1000141-51-6 25

Abundance Scan 1379 (10.198 min): BF123893.D\data.ms (-1377) (-  m/z 117.05 100.00%
117.1

E

5000
—— —
10.00 10.50
0! m/z 133.05 70.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene
117.0
5000 T

— ‘
10.00 10.50
m/z 115.10 60.51%

O' \\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42334: 4-Pentenoic acid, 5-phenyl-
117.0
— —
10.00 10.50
m/z 178.10 56.38%
5000 91.0 176.0
45.0
ool hee | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30823: 3-Penten-2-one, 5-phenyl- — S
117.0 10.00 10.50
m/z 160.10 47.97%
000 43.0
5 160.0
91.0
O\\\‘\H\‘1\‘\\?‘5\"\0\\“\N‘m‘m\M‘\‘m‘\‘Hw“\m‘uu‘\m Pty ol n —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 6-tert-Butyl-2,4-dimethylph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.357 17.42 ng 648396  Acenaphthene-die 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
2 Propofol 178 C12H180 002078-54-8 58
3 4-Isopropylphenylacetic acid 178 C11H1402 004476-28-2 49
4 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H1003 002879-20-1 46
5 7-Nitroindazole 163 C7H5N302 002942-42-9 46

Abundance Scan 1406 (10.357 min): BF123893.D\data.ms (-1403) (-  m/z 163.10 100.00%
1

63.1
5000
91.0 117.1
s —=
51.0 1922 c 10.00 10.50
0 22285 n/z 178.10  38.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44007: 6-tert-Butyl-2,4-dimethylphenol
163.0
135.0
5000 — =
10.00 10.50
410 91.0 m/z 117.10 36.12%
180, |, 880 |
0 \‘\ T \‘\‘\ T i‘\ \‘w‘\“‘{‘”\ T \““\ Tt “i‘\ \MM\‘M‘\‘E T iy “! T \“ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43976: Propofol
163.0
— ——
10.00 10.50
5000 m/z 91.00 32.43%
0 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43770: 4-Isopropylphenylacetic acid “ —
117.0 163.0 10.00 10.50
m/z 115.00 29.71%
5000 91.0
45.0
b2 T RO W B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.845 14.33 ng 544256  Phenanthrene-d10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1659 (11.845 min): BF123893.D\data.ms (-1656) (1  m/z 43.05 100.00%

43.0
73.0
5000
129.0
— ——
‘ H H‘ ‘ 1711 2132 5564 11.50 12.00
0 m_m“ MH%Muwmm‘uu_‘m_H“_WH!w‘ m/z 55.00  86.65%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 11.50 12.00
213.0 m/z 60.00 85.67%
] ‘ H‘lcw 157.0185.0
O\H‘\l\\“‘ H \H‘\‘\‘HJ!\\“‘\\‘”‘M\H\‘H‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95854: Pentadecanoic acid
43.0 73.0
= ——
11.50 12.00
5000 ITI/Z 41.10 85.25%
129.0 242.0
199.0
AL S L e
Y- WﬁwL‘NHUum“H‘WHMWL‘W‘HW‘HWMHW‘HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid “ —
73.0 11.50 12.00
43.0 m/z 57.05 76.67%
5000 129.0
185.0
228.
RHG: L
0%?9M““NMW“WHNNWMMWHH‘HHMHWHHMHW‘HWHH‘ — —
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\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.633 9.01 ng 283756 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 1793 (12.633 min): BF123893.D\data.ms (-1790) (- m/z 43.05 100.00%
3.0

5000

311291 1gg54 241.2

T T
12.50 13.00

0 m/z 41.05 93.33%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0
5000 — ——
129 0 12.50 13.00
30 284.0 m/z 57.00 87.39%
1850 2410
ol “H H‘Hﬂ‘h\ M\\; bt “‘ - “‘ b
m/z--> 0 5 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0
—— ——
12.50 13.00
5000 256.0 m/z 55.00 87.05%
129.0
213.0
HhimEaa
0 H“‘H H‘ M‘H \u‘\ Al ‘ ‘ ‘u [ ‘
m/z--> 0 5 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —— ——
43.0 12.50 13.00

m/z 60.00 85.69%

5000 284.0

3.0 129.0

185.0 2410

o) M \‘\\M ‘uh\“ M\ \‘\ ‘\‘\‘ ‘\ “‘ | ‘\‘\‘ “ P “‘ e ‘3‘7‘2"

— —
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051021\
Data File : BF123893.D

Acqg On : 10 May 2021 20:01
Operator : JU/CG

Sample : M2307-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Hexanol, 2-et... 6.845 39.6 ng 1940240 1 6.769 979091 20.0
Indane 6.951 24.5 ng 1198550 1 6.769 979091 20.0
endo-Borneol 8.445 13.1 ng 792426 2 8.051 1209180 20.0
unknown8.639 8.639 13.4 ng 812841 2  8.051 1209180 20.0
unknown8.945 8.945 9.2 ng 343390 3 9.810 744562 20.0
unknown8.986 8.986 20.5 ng 763463 3 9.810 744562 20.0
unknown9.022 9.022 14.1 ng 524710 3 9.810 744562 20.0
unknown9.063 9.063 13.9 ng 517972 3 9.810 744562 20.0
2,4,7,9-Tetrame... 9.263 29.7 ng 1106390 3 9.810 744562 20.0
Benzoic acid, 2... 9.380 10.9 ng 406876 3  9.810 744562 20.0
unknown9.439 9.439 9.6 ng 356636 3 9.810 744562 20.0
2,5-Cyclohexadi... 9.627 18.4 ng 683374 3 9.810 744562 20.0
unknown9.704 9.704 25.1 ng 933082 3 9.810 744562 20.0
Acetic acid, (2... 9.998 32.7 ng 1217470 3 9.810 744562 20.0
unknown10.116 10.116 12.9 ng 480975 3 9.810 744562 20.0
unknown10.198 10.198 9.1 ng 337297 3 9.810 744562 20.0
6-tert-Butyl-2,... 10.357 17.4 ng 648396 3  9.810 744562 20.0
n-Hexadecanoic ... 11.845 14.3 ng 544256 4 11.292 759862 20.0
Octadecanoic acid 12.633 9.0 ng 283756 5 13.939 629552 20.0
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