LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS Vvial : 19 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123472.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 9 15 22 rVB 878365 1073017 25.83% 2.263%
2 2.281 30 33 40 rVB2 49229 69540 1.67% 0.147%
3 5.116 512 515 520 rVB 54653 61827 1.49% 0.130%
4 5.510 578 582 586 rBV 3903266 3919577 94.37%  8.267%
5 6.522 748 754 761 rBV 4050574 4153386 100.00% 8.761%
6 6.898 815 818 822 rVB 1819711 1419151 34.17% 2.993%
7 6.957 825 828 837 rBV 108258 127236 3.06% 0.268%
8 7.457 906 913 916 rBV 2750847 2596938 62.53% 5.478%
9 8.186 1033 1037 1040 rBV 2227887 1814602 43.69% 3.827%
10 9.086 1184 1190 1191 rBV5 40877 68769 1.66% 0.145%
11 9.151 1195 1201 1203 rBV6 61495 116923 2.82% 0.247%
12 9.186 1204 1207 1209 rVB 108018 82256 1.98% 0.173%
13 9.210 1209 1211 1216 rBvV3 80726 95504 2.30% 0.201%
14  9.263 1216 1220 1223 rBV 2793586 2362845 56.89% 4.984%
15 9.310 1225 1228 1230 rBV3 53535 66634 1.60% 0.141%
16 9.345 1231 1234 1238 rBvV 345349 342562 8.25% 0.723%
17 9.386 1238 1241 1243 rBV3 85362 113561 2.73% 0.240%
18 9.457 1251 1253 1256 rVB2 98318 83527 2.01% 0.176%
19 9.575 1271 1273 1275 rBv2 89394 84885 2.04% 0.179%
20 9.598 1275 1277 1280 rVV3 357044 342381 8.24% 0.722%
21 9.628 1280 1282 1284 rVB2 234690 193810 4.67% 0.409%
22 9.657 1284 1287 1291 rBV3 1635054 1547494 37.26% 3.264%
23 9.716 1295 1297 1301 rVB3 527207 445721 10.73% 0.940%
24  9.816 1310 1314 1317 rBV3 865512 967575 23.30% 2.041%
25 9.863 1317 1322 1324 rVB 1846759 1657119 39.90%  3.495%
26 9.898 1326 1328 1330 rBV2 377357 333118 8.02% 703%
27  9.945 1330 1336 1340 rBV2 2593176 3084961 74.28% 507%
28 9.986 1341 1343 1349 rBV3 469952 856624 20.62%

29 10.092 1359 1361 1362 rBV 345557 255215 6.14%
30 10.145 1368 1370 1372 rVB2 410067 322684 7.77%

(ORI o) B
(o]
[
~N
R

31 10.210 1378 1381 1383 rBV2 471866 439443 10.58%
32 10.269 1388 1391 1393 rBV2 806573 924993 22.27%
33 10.292 1393 1395 1397 rVB 865641 630222 15.17%
34 10.322 1397 1400 1402 rBV4 710390 730387 17.59%
35 10.363 1403 1407 1411 rVB3 2157306 2079417 50.07%

AR RRO
w
N
0
3R

36 10.416 1413 1416 1418 rBV2 703112 733667 17.66% 1.547%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS Vvial : 19 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.492 1426 1429 1430 rBV2 620079 564203 13.58% 1.190%
38 10.733 1467 1470 1473 rBV2 2296848 2458435 59.19% 5.185%
39 10.822 1483 1485 1486 rBV2 563868 496628 11.96% 1.048%
40 10.863 1489 1492 1500 rVV2 1777026 3353702 80.75% 7.074%
41 11.439 1588 1590 1593 rBV 1304222 1411560 33.99% 2.977%
42 13.027 1857 1860 1870 rVB 1575767 1615521 38.90%  3.408%
43 14.080 2034 2039 2042 rBV 1295212 1323983 31.88% 2.793%
44 15.227 2231 2234 2237 rVB 180517 192731 4.64% ©0.407%
45 15.580 2290 2294 2298 rVB 782040 910940 21.93% 1.921%
46 15.833 2334 2337 2342 rVB 147998 196201 4.72% 0.414%

47 16.151 2386 2391 2403 rVB2 263302 688461 16.58% 1.452%

Sum of corrected areas: 47409936
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123472.D\data.ms

5000000
6.522
4000000 5.510

3000000 7.457

2000000 6.898

10000002-175

281 5.116 L -957

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF123472.D\data.ms

10.7833863
5000000

10.363
4000000

3000000 9.263 9.86 m;.

8.186 9.657
2000000 éé

1000000

0 — —— : : 7 — T 7 — — — —
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: BF123472.D\data.ms

5000000
4000000

3000000

2000000 14.080
15.580

1000000
15.227 15.833 16.151

O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T 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@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.175 15.12 ng 1073020 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 15 (2.175 min): BF123472.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
87.1 H\‘HH‘HH‘HH‘\H\‘\H
‘ 2.202.302.402.502.60
e sl mz a3.05 49.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN RN R
43.0 2.202.302.402.502.60
590 87.0 m/z 55.05  35.16%
29.0 ‘ ‘
\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
P
41.0 87.0 2.202.302.402.502.60
5000 550 m/z 87.16 24.97%
29.0
15.0 ‘W\ ‘ ‘\ ‘
L o o e R MR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl- E aaamEE
73.0 2.202.302.402.502.60
m/z 41.05 15.15%
5000
45.0
290 || 590 | ,
T e e e e e e e e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 2 2-Pentanone, 4-cyclohexylid... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.345 2.22 ng 342562  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 46
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 43
4 Spiro[5.6]dodecane-1,7-dione 194 C12H1802 050803-80-0 25
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1234 (9.345 min): BF123472.D\data.ms (-1231) (-) m/z 193.15 100.00%

193.2
57.1
95.1 1231
5000
e
151.1 9.00 9.20 9.40 9.60
m/z 57.10 77.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 R e AR
109.0 9.00 9.20 9.40 9.60
81.0 m/z 41.10 74.05%
290 H ‘ ‘ 137.0
T \‘H‘ T \“‘\ T \‘ ‘1“ ey \““‘\ \H 7 \“\‘\ \““\‘\ \“\‘ "\ \“\1\6“3;9‘\ “ T \2%2\\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
A Bamaa R S
123.0 9.00 9.20 9.40 9.60
5000 m/z 55.10 72.82%
150.0
95.0 ‘
42.0
wo M2 o0 | Lo Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene AR RERRRRNEEE RN
193.0 9.00 9.20 9.40 9.60
m/z 43.05 65.34%
123.0
5000 69.0 950
‘ ‘ 151.0
i HHMJhﬂkwluwww\M\HWH¢‘w\w\\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.598 2.22 ng 342381  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 92
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91

Abundance Scan 1277 (9.598 min): BF123472.D\data.ms (-1275) (-) m/z 156.10 100.00%
156.1

109.1

5000
55.0

81.1 AU o

9.50 10.00
T \‘m ‘\‘ “H‘m ‘\“\‘U ‘”\ 1l ‘\ “‘ %\‘\‘3\.“!- T ‘M”‘ \“\ T ‘\1‘8\6\\1\2‘(\)\‘8\\2 m/Z 141.05 89.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0

5000 T
9.50 10.00
m/z 109.10 65.64%

77.0 128.0
\\\‘\‘\\4\?“.'\0\“\‘\‘”}\‘1“‘\\\].\()‘2\.\0\‘\‘\‘!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28476: Naphthalene, 1,4-dimethyl-
156.0

7
9.50 10.00

5000 ITI/Z 165.20 47 .00%
115.0
< T RN YO0 )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28475: Naphthalene, 1,3-dimethyl- e —
156.0 9.50 10.00

m/z 95.10  43.20%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

26.0 115.0
27.0 51.0 : ‘ \‘ I [T T T T

8270-BF032321.M Fri Mar 26 07:31:54 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.716 2.89 ng 445721  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 56
2 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 44
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 25
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 25
5 Butanenitrile, 2-(amino)(methylt... 156 C6H8N20S 058955-39-8 25

Abundance Scan 1297 (9.716 min): BF123472.D\data.ms (-1295) (-) m/z 193.20 100.00%
198.2

601 95.1 141.1

5000

9.50 10.00

182 1/z 141.85 61.70%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0

5000

9.50 10.00
m/z 156.10 58.07%

69.0 950
151.0 ‘
|

‘\\\\‘\\\‘\‘\ T T H‘\H\‘\\\\‘\\H“\\r‘\‘\\\\‘u

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

Abundance #28492: Naphthalene, 1,8-dimethyl-
156.0
T /\‘ T T ‘ T
9.50 10.00
5000 ITI/Z 95.10 56.37%
115.0
76.0
010 1 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28497: Naphthalene, 1,4-dimethyl- —— —
156.0 9.50 10.00
m/z 109.10 56.04%
5000
115.0
51.0 77.0 ‘
SRR et PRASURN N | B — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown9.816 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.816 6.27 ng 967575  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 30
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-12-7 30
5 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 27

Abundance Scan 1314 (9.816 min): BF123472.D\data.ms (-1310) (-) m/z 55.10 100.00%
55.1

5000

%

— —
9.50 10.00
m/z 41.10 96.79%

224.2

111
ERRRE uas!
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0
69.0 95.0
151.0 ‘

Il L | |
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

T

5000 — ——
9.50 10.00

m/z 69.10  95.69%

T

97.0
69.0
— —
9.50 10.00
5000, 410 m/z 109.10  65.74%
153.0
“ LI n“ I 11260 | 18\1'0 224'0
B LT N s i o
miz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-met

— ‘
41.0 69.0 9.50 10.00

m/z 83.10 60.37%

5000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown9.863 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.863 10.74 ng 1657120  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 35
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 15
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 14

Abundance Scan 1322 (9.863 min): BF123472.D\data.ms (-1317) (-) m/z 193.20 100.00%

193.2
41.1
5000 1231
P o
152.2 9.50 10.00
o“‘_‘uh‘u ‘N‘_w;“H‘_‘ww‘u‘_‘ww‘@1%? m/z 41.10  73.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17019: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
41.0
67.0 95.0
5000 — ——
9.50 10.00
‘ 1230 m/z 55.10 72.52%
\\\‘\\\\“‘\\“‘1\‘\ \‘\“\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
1938.0
P e
123.0 9.50 10.00
5000 m/z 69.10 68.40%
150.0
95.0 ‘
42.0
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56515: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, cis P e
55.0 97.0 9.50 10.00
m/z 97.10 63.56%
5000
194.0
S Y- S oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF032321.M Fri Mar 26 07:31:56 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 7 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.145 2.09 ng 322684  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 83
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 59

Abundance Scan 1370 (10.145 min): BF123472.D\data.ms (-1368) (1  m/z 155.10 100.00%

156.1
5000

207.2 =T T
56.0 83.1 128.1 ‘ 10.00 10.50

0! “Mim??;%”_“:“‘2‘3?:‘2 m/z 176.10  95.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170.0

5000 a1 S
10.00 10.50

m/z 169.10  20.46%

270 510 760 10901280 | |
\\\‘\\\\‘\\\\’1\\1’\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170.0

. —
10.00 10.50

5000 m/z 153.05 19.19%

51.0 840 1280 |

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38373: Naphthalene, 1,6,7-trimethyl- —— ——
170.0 10.00 10.50
m/z 152.05 17.23%
h WWW
128.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF032321.M Fri Mar 26 07:31:56 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknownl1©.210 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.210 2.85 ng 439443  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 38
2 1,5-Hexadien-3-0l, 4-methyl-1-ph... 188 C13H160 109062-28-4 35
3 Benzene, 1,1'-(1,1,2,2-tetrameth... 266 C20H26 000734-17-8 35
4 Benzene, 1,1'-(oxydi-2,1-ethaned... 282 C20H260 055044-09-2 35
5 Benzene, 2-(chloromethyl)-1,3,5-... 168 C1@H13Cl 001585-16-6 35

Abundance Scan 1381 (10.210 min): BF123472.D\data.ms (-1378) (1  m/z 133.05 100.00%

138.1
5000 55.1
97.1 T ‘ T T ‘ T
204.2 10.00 10.50
| ‘ ! 2322
el ALl S 2822 g 5510 49.32%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44013: Benzenepropanol, 2,4,6-trimethyl-
133.0
5000 e —
10.00 10.50
178.0 m/z 57.10 42.91%
41.0 91.0 B

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #51719: 1,5-Hexadien-3-ol, 4-methyl-1-phenyl-

2

133.0
—r —
10.00 10.50
m/z 43.10 36.78%
5000 55.0 /
28.0 91.0
| ‘ ¥ 170.0
wJh“WWuwuﬁ\wwhu1pMkwuh_M\_u\_u\_u\_u\_u\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #115932: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned —— ——
133.0 10.00 10.50
m/z 41.10 34.02%
5000
105.0
41.0
0 770, | | | 1650 208.0235.0 266.0
T e S —r —r
m/z--> 20 40 60 80 100120140 160180200 220240 260 10.00 10.50

8270-BF032321.M Fri Mar 26 07:31:57 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.269 6.00 ng 924993  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 89
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 60
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 60
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 60

Abundance Scan 1391 (10.269 min): BF123472.D\data.ms (-1388) (1  m/z 170.10 100.00%
1

170
55.1
1
5000 83
115.0 143. M‘J\A L
10.00 10.50
00.2
232.1 m/z 155.10 88.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
5000 — ——
10.00 10.50
m/z 55.10 62.41%
115.0
‘\\\\‘\5\17\.9’\\7\6”-‘?‘\‘\\‘\\\‘i’\!\\““\\ ‘\“\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
155.0
— —
10.00 10.50
5000 ITI/Z 169.10 60.26%
128.0
63.0 89.0 J
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38364: 4,6,8-Trimethylazulene P T
170.0 10.00 10.50
m/z 83.10 51.43%
5000
128.0

\S%O\G%OMBQD ‘ M 1y H

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF032321.M Fri Mar 26 07:31:57 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 10 Naphthalene, 1,4,6-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.292 4.09 ng 630222  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 64
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 50
5 Metharbital 198 C9H14N203 000050-11-3 45

Abundance Scan 1395 (10.292 min): BF123472.D\data.ms (-1393) (1  m/z 170.10 100.00%
1

170.
123.1 193.2
5000 55.1 811 AM\A/\
A a
47 H ‘2222 10.00 10.50
e LT m/z 155.10 96.54%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38377: Naphthalene, 2,3,6-trimethyl-
170.0
5000 A —
10.00 10.50
m/z 193.20 60.34%
84.0 128.0 ‘
\\\‘\5\1-‘\.\0‘“i \H\ 1““‘”\\\’\\\‘\‘\‘!‘\\“‘\ \‘ “WM\‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
— —
10.00 10.50
5000 ITI/Z 123.10 54.70%
128.0
51.0 76.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl- — ——
155.0 10.00 10.50
m/z 55.10 40.86%
5000
128.0
63.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF032321.M Fri Mar 26 07:31:58 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknown1®.322 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.322 4.74 ng 730387  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 78
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
5 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 20

Abundance Scan 1400 (10.322 min): BF123472.D\data.ms (-1397) (1  m/z 193.20 100.00%
55.1 198.2

5000

.

T T
10.00 10.50
m/z 55.10  94.99%

221.2

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0

123.0

¥

5000 69.0 90 — —
10.00 10.50

m/z 41.10 82.80%
151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

Y

193.0
— —r
10.00 10.50
5000 55.0 m/z 69.10 72.99%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
) FTOss0 | a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t| — ——
690 193.0 10.00 10.50
' 1230 m/z 123.10  67.25%
41.0
5000 95.0
VA TS N R V¥ L 9P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF032321.M Fri Mar 26 ©7:31:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknownl@.363 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.363 13.48 ng 2079420  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31F02 1000280-67-9 47
2 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43
4 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43

Abundance Scan 1407 (10.363 min): BF123472.D\data.ms (-1403) (1  m/z 123.10 100.00%
128.1

5000 55.1

81.1

-

207.2 -

= ‘
10.00 1050
169.1
b B3z 55,10 49.73%

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

Abundance #162931: 4-Fluorobenzoic acid, 3-tridecyl ester
123.0

5

5000 — ——
41.0 95.0 10.00 10.50
' m/z 41.10 43.18%
69.0 182.0
‘ ‘\‘h Ul L ‘ ‘154 0 ‘

T ‘ Tt ‘ TT { T ‘ \‘ TTT i TTTT .‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester

¥

123.0
ldOO ldSO
5000 m/z 69.10 38.03%
41.0
95.0
T e
Ll 30 1s20 L

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

Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester — —
123.0 10.00 10.50

m/z 109.10  36.02%

68.0
5000

95.0
41.0 ‘ ‘
[

‘ | ‘ | 163.0 208.0

- \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

r

8270-BF032321.M Fri Mar 26 07:31:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknownl1©.416 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.416 4.76 ng 733667  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 30
2 1H-Indazole, 5,7-dimethyl- 146 CSH10N2 043067-41-0 25
3 1,2-Dimethylbenzimidazole 146 C9H1ON2 002876-08-6 22
4 1-(4-Isopropylphenyl)-3-(tetrahy... 232 C16H240 1000215-24-8 22
5 1H-Benzimidazole, 5,6-dimethyl- 146 CO9H1ON2 000582-60-5 22

Abundance Scan 1416 (10.416 min): BF123472.D\data.ms (-1413) (-] m/z 146.05 100.00%

146.1
55.1
5000 109.1
81.1 193.2
e
222.2 10.50
m/z 137.05 76.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21644: Benzene, 2-ethenyl-1,3,5-trimethyl-
146.0
5000 1 7
10.50
91.0 m/z 55.10 57.19%
39.0 ‘
\\\‘\‘\\\“‘\\“\‘ﬁ?‘.\?\‘”‘\\\\“\‘]\.HK.\%\”\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22213: 1H-Indazole, 5,7-dimethyl-
146.0
P
10.50
5000 m/z 57.10 56.55%
39.0 65.0 91‘.0 11‘9.
R R R A A
e e e T L R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22208: 1,2-Dimethylbenzimidazole ——
146.0 10.50
m/z 41.10 55.88%
- MW
77.0 104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF032321.M Fri Mar 26 ©7:31:59 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 14 Naphthalene, 1,4,5-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.492 3.66 ng 564203  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 64

Abundance Scan 1429 (10.492 min): BF123472.D\data.ms (-1426) (-] m/z 155.10 100.00%
155.1

5000

3

128.0 AL
1992 5302 10.50
m/z 170.10  76.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
BLALI )

55.1 97.1

5000 ‘
10.50
m/z 165.10 22.48%
128.0
\\\’\\\\“\5\]1\.\()‘“}3\‘6‘“"?“\]\_\0‘2\.\0\‘\ ‘ \‘!‘\\““\ \‘M’\“\M\ T ‘ \\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
—r
10.50
5000 m/z 153.05 21.58%
128.0
63.0 g9 | M
’\‘\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl- e
170.0 10.50
m/z 166.10 18.45%
B M
180 510 760 10201280 | |

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

8270-BF032321.M Fri Mar 26 07:32:00 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknownl@.822 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.822 7.04 ng 496628  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropylbenzenesulfonylaceton... 223 C11H13NO2S 207853-59-6 27
2 9,10-Dichloro-tricyclo[3.3.2.0(1... 218 C10H12C120 1000188-98-5 25
3 Benzenemethanol, 4-methyl-.alpha... 198 C14H140 001517-63-1 12
4 1-Hexyl-2-nitrocyclohexane 213 C12H23NO2 118252-04-3 11
5 3-Pyridinecarbonitrile, 1,6-dihy... 196 C13H12N2 027531-40-4 11
Abundance Scan 1485 (10.822 min): BF123472.D\data.ms (-1483) (1  m/z 55.10 100.00%
5I:
119.1
5000 183.1
— ——
260.3 _ 10.50 11.00
— y“ MMM WH“ ]1”‘ oot 022, m/z 41.10  69.18%
miz--> 50 100 150 200 250 300
Abundance #79915: 4-Isopropylbenzenesulfonylacetonitrile
119.0
183.0
5000 — ——
m/z 69.10 63.26%
‘ ‘ ‘ ‘ 223.0
\‘\‘\““\H\“H\ ‘H‘ !\\‘\‘\ \“\“\ \‘\\‘\\\\’\\\\
miz-> 50 100 150 200 250 300
Abundance #75220: 9,10-Dichloro-tricyclo[3.3.2.0(1,5)]decan-2-one
119.0
— ——
10.50 11.00
5000 ITI/Z 119.10 58.18%
39.0 79.
183.0
‘ ‘ 2180
wqm\u ‘H | .
miz--> 50 100 150 200 250 300
Abundance #59869: Benzenemethanol, 4-methyl-.alpha.-phenyl- P ——
119.0 198.0 10.50 11.00
m/z 83.10 52.96%
5000 77.0
Al 154L | I
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Naphthalene, 1,6-dimethyl-4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.863 47.52 ng 3353700  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 91
2 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 87
3 6-Isopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 64
4 Phenol, 4-(1-phenylethyl)- 198 C14H140 001988-89-2 43
5 1-Naphthalenecarbonitrile, 4-met... 183 C12H9NO 005961-55-7 38

Abundance Scan 1492 (10.863 min): BF123472.D\data.ms (-1489) (1  m/z 183.10 100.00%
188.1

5000

-

57.1 153.1

| ‘ 851 115 H “ 10.50 11.00
ey ku‘wwmukm‘“ mMmuH\WZ‘??"Z_??"?:‘%‘ m/z 198.15  36.81%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #59916: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
183.0

o

-

5000
10.50 11.00

153.0 m/z 168.10  34.70%

39\\w I HHH \ \\ i) \H‘\ M ‘ |

‘\HWHH‘HH‘HH‘HH‘\H\|\\H‘HH‘HH‘HH“H\‘HH‘\H

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

Abundance #59910: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0

e

10.50 11.00
5000 m/z 184.10  34.32%

153.0

a9 mo 91|
MJH\\AM\H“ U I

m/z--> 20 40 60 80 100120140160180200220240260

0

Abundance #59908: 6-sopropyl-1,4-dimethylnaphthalene
183.0 10.50 11.00
m/z 57.10 24.88%
5000
75.0
| 200 20 )
Il o |
e e e e e — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.227 4.23 ng 192731 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
Abundance Scan 2234 (15.227 min): BF123472.D\data.ms (-2231) (1 m/z 57.10 100.00%
57.1
5000
1500 1550
3021 . : :
0 H 4 M [Jojery 2271 8021 S711420: . 4310 67.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 —r— ——
15.00 15.50
m/z 71.10 58.77%
T \l‘\ l’ “‘ \h‘\h‘ \I‘\“\ “ ‘].\6\9\C)\ ‘2\2\5\(\)‘ T \2\9\6‘ \()\ T ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
15.00 15.50
5000 m/z 85.10 37.64%
113.0
‘\‘ “\ I \l | 1 183'0 239.0 296.0
s T R e e
miz--> 50 100 150 200 250 300 350 400
Abundance #83040: Pentadecane, 7-methyl- —— —
57.0 15.00 15.50
m/z 55.10 20.56%
5000
‘ 112.0
oo
mlz--> O 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1,12-Tridecadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.833 4.31 ng 196201 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,12-Tridecadiene 180 C13H24 021964-48-7 62
2 E-11(13-Methyl)tetradecen-1-0l 226 C15H300 1000130-80-3 53
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 49
4 Cycloheptadecanol 254 C17H340 004429-77-0 49
5 trans-2-Dodecen-1-o0l 184 C12H240 069064-37-5 49

Abundance Scan 2337 (15.833 min): BF123472.D\data.ms (-2334) (1 m/z 57.00 100.00%

57.0
5000
111 — —
163.1207.0 270.1312.1 3653 15.50 16.00
. m/z 55.05  66.00%
m/z--> 0 50 100 150 200 250 300 350
Abundance #45717: 1,12-Tridecadiene
553.0
5000 — e
15.50 16.00
]“090 m/z 43.10 62.28%
2’.(\)‘\“\ “\“1”‘ = “\“\\5‘2\(\)\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #82981: E-11(13-Methyl)tetradecen-1-ol
82.0
— —r
15.50 16.00
5000 m/z 82.10 56.05%
2080
‘ H 152.0
AT ‘,“
m/z--> 0 50 100 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol — —
55.0 15.50 16.00
m/z 69.10 39.34%
5000
07.0
LU yes 2220
m/z--> 0 50 100 150 200 250 300 350 15.50 16.00
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Library Se

arch Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56

Operator : JU/CG

Sample : M1775-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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 19 unknownl6.151 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.151 15.12 ng 688461 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 43
2 Cyclohexane, (2-bromoethyl)- 190 C8H15Br 001647-26-3 43
3 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 38
4 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 38
5 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 38

Abundance Scan 2391 (16.151 min): BF123472.D\data.ms (-2386) (-]

m/z 83.10 100.00%

83.1
5000
1572 1600 1650
297.3 : :
m“J!J"'\“w‘w\““‘2‘1‘4“2"m“_“3‘5“"7‘2“‘}1‘?‘2‘“”” m/z 57.10  85.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174181: Cyclodocosane, ethyl-
57.0
5000 — —
111.0 16.00 16.50
m/z 97.10 63.54%
307.0
\\J‘\"\‘\\J\J“‘”\‘\l\]-‘s\?\()\‘z\z\s)\p‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53427: Cyclohexane, (2-bromoethyl)-
83.0
—— —
16.00 16.50
5000 m/z 43.10 58.93%
fl ] Il
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237282: Docosyl heptafluorobutyrate e —
57.0 16.00 16.50
m/z 55.10 48.98%
5000 110
308.0
,‘1‘1,,‘2240\‘504( ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32521\
Data File : BF123472.D

Acqg On : 25 Mar 2021 20:56
Operator : JU/CG

Sample : M1775-02

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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|
Butane, 2-metho... 2.175 15.1 ng 1073020 1 6.898 1419150 20.0
2-Pentanone, 4-... 9.345 2.2 ng 342562 3 9.945 3084960 20.0
Naphthalene, 2,... 9.598 2.2 ng 342381 3 9.945 3084960 20.0
Decahydro-4,4,8... 9.716 2.9 ng 445721 3 9.945 3084960 20.0
unknown9.816 9.816 6.3 ng 967575 3 9.945 3084960 20.0
unknown9.863 9.863 10.7 ng 1657120 3 9.945 3084960 20.0
Naphthalene, 2,... 10.145 2.1 ng 322684 3 9.945 3084960 20.0
unknown10.210 10.210 2.9 ng 439443 3 9.945 3084960 20.0
Naphthalene, 1,... 10.269 6.0 ng 924993 3 9.945 3084960 20.0
Naphthalene, 1,... 10.292 4.1 ng 630222 3 9.945 3084960 20.0
unknown10.322 10.322 4.7 ng 730387 3 9.945 3084960 20.0
unknown10.363 10.363 13.5 ng 2079420 3 9.945 3084960 20.0
unknown10.416 10.416 4.8 ng 733667 3 9.945 3084960 20.0
Naphthalene, 1,... 10.492 3.7 ng 564203 3 9.945 3084960 20.0
unknown10.822 10.822 7.9 ng 496628 4 11.439 1411560 20.0
Naphthalene, 1,... 10.863 47.5 ng 3353700 4 11.439 1411560 20.0
Heneicosane 15.227 4.2 ng 192731 6 15.580 910940 20.0
1,12-Tridecadiene 15.833 4.3 ng 196201 6 15.580 910940 20.0
unknownl16.151 16.151 15.1 ng 688461 6 15.580 910940 20.0

8270-BF032321.M Fri Mar 26 ©7:32:02 2021 Pag 23



