LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acqg On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS Vvial : 12 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123168.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 7 13 19 rVB 321665 403936 10.28% 0.860%
2 5.510 577 582 585 rBV 2806885 3028385 77.05% 6.448%
3 6.181 688 696 699 rBV 398046 376739 9.59% 0.802%
4 6.345 721 724 728 rVB 154648 120904 3.08% 0.257%
5 6.516 748 753 764 rBV 2990680 3068924 78.09% 6.534%
6 6.598 764 767 773 rVB 202008 170405 4.34% 0.363%
7 6.892 813 817 820 rBV 1355016 1042440 26.52% 2.220%
8 7.451 903 912 915 rBV 2146649 1976714 50.30% 4.209%
9 8.175 1030 1035 1039 rBV 1453800 1359728 34.60% 2.895%
10 9.057 1183 1185 1189 rBv4 65718 102486 2.61% 0.218%
11  9.175 1202 1205 1207 rBV 176059 149599 3.81% 0.319%
12 9.204 1207 1210 1214 rBv4 161993 165532 4.21% 0.352%
13 9.257 1214 1219 1222 rBV 3313375 3072116 78.17% 6.541%
14  9.339 1229 1233 1236 rBV 490063 558136 14.20%  1.188%
15 9.404 1242 1244 1247 rVB2 146936 136668 3.48% 0.291%
16 9.575 1270 1273 1274 rBV3 215851 230796 5.87% 0.491%
17 9.598 1274 1277 1278 rVW 268886 235772 6.00% 0.502%
18 9.651 1283 1286 1290 rBV2 1628926 1800975 45.82%  3.835%
19 9.710 1293 1296 1299 rVB2 424573 526725 13.40% 1.122%
20 9.810 1310 1313 1315 rBV3 1008093 1045715 26.61% 2.227%
21  9.857 1318 1321 1323 rVB 2006599 1733582 44.11% 3.691%
22 9.892 1325 1327 1329 rBV3 395714 382168 9.72% 0.814%
23 9.939 1329 1335 1338 rBV3 1873689 2779198 70.71% 5.918%
24 9.980 1340 1342 1345 rBV2 446431 627032 15.95%  1.335%
25 10.204 1378 1380 1383 rBV3 479148 491351 12.50% 1.046%

26 10.263 1388 1390 1392 rBV3 663685 779174 19.83%
27 10.316 1397 1399 1402 rVV3 710021 785415 19.98%
28 10.357 1403 1406 1410 rVB2 2033145 2089820 53.17%
29 10.739 1468 1471 1473 rBV 1333095 1240316 31.56%
30 10.874 1489 1494 1500 rBV2 2285574 3930177 100.00%
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31 12.768 1813 1816 1823 rVB 2852783 3428278 87.23%
32 13.033 1858 1861 1870 rVB 2597678 2838514 72.22%
33 13.886 2004 2006 2012 rBV2 270057 402109 10.23%
34 14.086 2037 2040 2043 rBV 1156009 1054260 26.82%
35 14.551 2117 2119 2121 rVB 222060 165732  4.22%
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36 15.133 2216 2218 2227 rVB 199885 368000 9.36% 0.784%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acqg On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS Vvial : 12 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.209 2227 2231 2236 rBV 884335 962908 24.50%  2.050%
38 15.574 2289 2293 2297 rBV 774403 985571 25.08% 2.098%
39 15.809 2329 2333 2338 rBV = 426202 541851 13.79%  1.154%
40 16.056 2370 2375 2381 rVB 689895 998120 25.40%  2.125%

41 16.880 2510 2515 2526 rVB 405102 809469 20.60% 1.724%

Sum of corrected areas: 46965740
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

Abundance
8000000
7000000
6000000
5000000
4000000
3000000

2000000

1000000

: M1341-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
BF123168.D

9 Feb 2021 17:00

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF123168.D\data.ms

5.510 6.516

7.451
6.892

2.163 618%345 508

L I I B Y N HH
[ f I I I I T I I I I T I I I I T I I I

220240260280300320340360380400420440460480500520540560580600620640660680700720740760
TIC: BF123168.D\data.ms

13.033

8.175

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

0

—
13.00

—
12.50

— — — — —
10.00 10.50 11.00 11.50 12.00

TIC: BF123168.D\data.ms

15.209 15574
16.880

151 15.809'5:0%6

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.163 7.75 ng 403936 1,4-Dichlorobenzene-d4 6.892

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 13 (2.163 min): BF123168.D\data.ms (-7) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1

o 2.202.302.402.502.60
H,H‘WH‘MLH‘_H(_‘Hﬂxu‘u‘wH‘W‘H‘MH‘_‘H‘HH m/z 43.05 38.01%

m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T T T T[T [T TiTT]iit
55.0 2.202.302.402.502.60
87.0 m/z 87.10 26.94%
O\\’\\\‘H‘M\\\‘\\\\‘\\\\‘\\\\H\1\\‘\\\\‘\\\\‘\.\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L
2.202.302.402.502.60
5000 41.0 55.0 ITI z 55.10 25.95%
27.0
0 I ‘ ‘ 112.0 129.0
H,H‘W‘H‘_‘H‘H‘w‘u‘ Ve e e T T
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R e T

73.0 2.202.302.402.502.60
m/z 41.05 12.06%

5000 43.0
58.0
29.0 ‘ 87.0
0 \H\ ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.181 7.23 ng 376739 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 94
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 (+)-3-Carene 136 C10H16 000498-15-7 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 907785-70-8 91
Abundance Scan 696 (6.181 min): BF123168.D\data.ms (-688) (-) m/z 93.10 100.00%
3.1
5000
77.0
R R R e
411 : 5.80 6.00 6.20 6.40 6.60
L gsoy ) I | 1361
om_m‘m e m/z 91.00  41.45%
m/z--> 20 60 80 100 120 140
Abundance #w%1a$266ﬂmaWMwwﬁlumm2me
93.0
5.80 6.00 6.20 6.40 6.60
41.0 77.0 1210 m/z 92.10 34.79%
‘ ‘ "7136.0
O\\\‘\‘\p\\““\\ﬁﬁ\?\“\\“‘\\\‘\‘\“‘\\\’\\\\‘\
m/z--> 20 100 120 140
Abundance #15705.amha:Pmene
93.0
S W —
5.80 6.00 6.20 6.40 6.60
5000 m/z 77.00 30.11%
77.0
41.0 ‘ 121.0136 0
ome‘ﬁ\‘o”\\w YO P
m/fz--> 20 60 80 100 120 140 j\
Abundance #15686: (+)-3-Carene e e A e
93.0 5.80 6.00 6.20 6.40 6.60
m/z 79.10 23.37%
5000
41.0 77.0 121.0136.0 /\
050 i “M 200, ‘th H‘ SRS !“ : L N 'S
m/z--> 20 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 .beta.-Pinene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.598 3.27 ng 170405 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 96
2 .alpha.-Pinene 136 C10H16 000080-56-8 91
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 87
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 83
Abundance Scan 767 (6.598 min): BF123168.D\data.ms (-764) (-) m/z 93.05 100.00%
93.0
5000 41.0
_m,uu_m_m,u
‘ H ‘ 121106 6.20 6.40 6.60 6.80 7.00
om,mHW ‘u”‘um”_m,‘ m/z 41.5 39.23%
m/z--> 20 100 120 140
Abundance #15691. .beta.-Pmene
93.0
41.0
5000 BEBERERERRERRE AR
69.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 31.49%
121'0136.0
0 \1\5‘\-0’\“}‘\\‘M\\““‘\“\“ H‘ \“\‘\“\\\“\\\1’\
miz--> 20 40 100 120 140
Abundance #15699. .aIpha.—Pmene
93.0
R R RRER
6.20 6.40 6.60 6.80 7.00
m/z 91.10 27.78%
5000 390 70
15.0 55.0 12104360
A 1 S Yt
miz--> 20 40 60 80 100 120 140
Abundance #15873: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- R R RREEE SRR
93.0 6.20 6.40 6.60 6.80 7.00
m/z 77.00 24.88%
5000
41.0
H \ J\
m/z--> 20 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown9.33 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.339 4.02 ng 558136  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 46
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 25
5 17-Pentatriacontene 491 C35H70 006971-40-0 25

Abundance Scan 1233 (9.339 min): BF123168.D\data.ms (-1229) (-) m/z 193.20 100.00%

193.2
55.1
123.1
5000 95.1
T T T
151.1 9.00 9.20 9.40 9.60
0’ % m/z 55.10 71.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 T T T
109.0 9.00 9.20 9.40 9.60
810 m/z 41.10 66.69%
29.0 137 0
O \\\‘\‘H‘\\‘\\\‘\“ \‘\\\““\ \H\‘\“\‘\\“\\\‘\“ T \‘\]-\6‘:\3\(\)\‘\\\\‘\\\2%2\.\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
O ARmmmmass T
123.0 9.00 9.20 9.40 9.60
5000 m/z 57.10 65.07%
150.0
95.0
olizo 0 00 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene R ARERRERRRREEE R
193.0 9.00 9.20 9.40 9.60
m/z 123.10 62.01%
123.0
5000 69.0 95.0
151.0
0’ A
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\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.651 12.96 ng 1800980  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 42
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1286 (9.651 min): BF123168.D\data.ms (-1283) (-) m/z 193.20 100.00%
198.2

5000 69.1 123.1
41.1 95.1 L
P e
LT | e, 2, s
0 el e L 12242 ns7 69,10 46.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0
69.0 123.0
41.0
5000 — e
95.0 9.50 10.00
m/z 123.10 41.36%
O T \‘\‘\ \“’“\ T \“‘}“\ \H‘M T ”“ \‘\H\ T “L T i“‘]\-\swzw.‘o\ T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
e e
123.0 9.50 10.00
5000 m/z 41.18  38.97%
150.0
95.0
olizo =0 00 | L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe e ——
123.0 193.0 9.50 10.00
m/z 83.10 38.83%
41.0
0 165.0
! e e
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\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown9.71 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.710 3.79 ng 526725  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 46
3 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35
4 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 CE6H7N70 016111-78-7 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 25

Abundance Scan 1296 (9.710 min): BF123168.D\data.ms (-1293) (-) m/z 193.20 100.00%
198.2

109.1
5000 81.1
55.1 1371
‘ ‘ ‘ 65 L 950 10.00
o‘_m\w:_‘\”“m!_w‘w ,‘ “ P82 m/z 109.10  64.50%

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

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0
69.0 123.0

41.0
5000 95.0

H all u“ | 152.0

\‘\\\\‘\\\\‘\\\\’\\\\‘\\\1‘\\\\’\\1\‘\\\\‘\\\\’\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene

%

9.50 10.00
m/z 95.10 52.27%

o

%

193.0
123.0 9.50 10.00
5000 69.0 950 m/z 123.10  45.70%
‘ ‘ 151.0
! ll \‘ \“ “ ‘ ‘\ ! \‘ |
O 't e e e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55145: 6-Acetamido-1,4-benzodioxane T ——
95.0 1510 1930 9.50 10.00
m/z 81.10 41.62%
67.0
1220 |
O e el gt e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF012721.M Wed Feb 10 ©8:02:28 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.810 7.53 ng 1045720  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 70
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 38
3 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 27
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25
5 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 22

Abundance Scan 1313 (9.810 min): BF123168.D\data.ms (-1310) (-) m/z 69.10 100.00%

69.1
5000
9 ‘ 0‘ ‘ 0‘00‘
224.2 S 10.
0 m/z 55.10 80.16%
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 69.0 950 — —
9.50 10.00
m/z 41.10 79.01%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“’1\\‘l‘\‘\‘}\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #78627: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
— —r—
9.50 10.00
5000 63.0 m/z 109.10  70.23%
43.0 ‘ ‘ 151.0
o‘H_‘LA‘Hu‘Mm,!u:“\_M b el 222:0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)- — —
41.0 69.0 9.50 10.00
m/z 83.10 69.63%
5000 95.0
121.0
154.0
sl I, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF012721.M Wed Feb 10 ©8:02:28 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown9.85 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.857 12.48 ng 1733580  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 43
2 2-Phenylindolizine 193 C14H11N 025379-20-8 35
3 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 22
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 22
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 14

Abundance Scan 1321 (9.857 min): BF123168.D\data.ms (-1318) (-) m/z 193.20 100.00%
198.2

69.1 971

5000 41.1
123.1

.

= —
152.1 9.50 10.00

0l 2242 m/z 69.10 61.33%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

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

t

198.0
123.0
5000 69.0 90 — ——
9.50 10.00
m/z 97.10 59.54%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55493: 2-Phenylindolizine
193.0
— —
9.50 10.00
5000 ITI/Z 109.10 50.76%

s10 820 1150 1650 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104471: 2-Amino-4-ethylthiomethyl-6-piperidino-1,3,5-tri P ——

193.0 9.50 10.00
m/z 41.10 45.67%

o

t

5000

T

84.0
43.0 "7 111013701640 | 224.0 254

Ol et phrrr oty el e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

8270-BF012721.M Wed Feb 10 ©8:02:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl®.20 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.204 3.54 ng 491351  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Methylbutyl)-2,4,6-trimethy... 190 C14H22 016204-65-2 27
2 1-Propanone, 2-chloro-1-(2,5-dim... 210 C12H15C10 054965-52-5 22
3 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 16
4 Octyl heptafluorobutyrate 326 C12H17F702 001650-36-8 14
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 14
Abundance Scan 1380 (10.204 min): BF123168.D\data.ms (-1378) (1  m/z 133.05 100.00%
133.1
55.1
5000 97.1
204.2 1000 10En
10.00 10.50
o] m— ‘M‘H‘ JMU M\‘M‘M‘H\‘ [17‘\3"‘](\‘ “\L‘ \‘2‘35‘-2‘ R m/z 55.10 59.51%
miz--> 50 100 150 200 250
Abundance  #53178: 1-(3-Methylbutyl)-2,4,6-trimethylbenzene
138.0
5000 —r— —
10.00 10.50
ol 190.0 m/z 83.10 48.76%
Ot—— \5:‘%"9‘\ by \‘”-“‘\Wl‘ L “ [ \L (LA B e e
m/z--> 50 100 150 200 250
Abundance #69176: 1-Propanone, 2-chloro-1-(2,5-dimethylphenyl)-2-
133.0
—— ——
10.00 10.50
5000 m/z 97.10 47 .50%
77.0
ol bl L [P 2000 W
m/fz--> 50 100 150 200 250
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester —— ——
55.0 10.00 10.50
m/z 57.10 45.93%
97.0
5000
o ANl pe 2o e AVTE
m/z--> 50 100 150 200 250 10.00 10.50

8270-BF012721.M Wed Feb 10 ©8:02:29 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl®.26 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.263 5.61 ng 779174  Acenaphthene-die 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethoxythiophenol 170 C8H1002S 001483-27-8 42
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 38
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 35
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 30
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 20

Abundance Scan 1390 (10.263 min): BF123168.D\data.ms (-1388) (1  m/z 155.10 100.00%

155.1
193.2
5000
P e
2912 10.00 10.50
0+ : m/z 170.10 94.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38609: 2,5-Dimethoxythiophenol
155.0
5000 el 0 Sl
10.00 10.50
111.0 m/z 55.10 86.83%
39.0 65.0
O \\\‘\\\\“‘\‘\“;‘H\H“\‘\”\\"H”\\‘H"\”L\“}“\\\‘\\\1“\\‘}\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
P o
10.00 10.50
5000 ITI/Z 83.10 86.50%
128.0
otsg 07020 T [ W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl- —— —
155.0 10.00 10.50
m/z 97.10 76.43%
5000
128.0
o 63.0 g9 ‘M
T \‘\\\‘\\\\‘\\\\‘\\\\‘\\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF012721.M Wed Feb 10 ©8:02:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl1@.31 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.316 5.65 ng 785415  Acenaphthene-die 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 64
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
3 2-Anthracenamine 193 C14H11N 000613-13-8 22
4 Benzenamine, 4-(hexyloxy)- 193 C12H19NO 039905-57-2 22
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 15

Abundance Scan 1399 (10.316 min): BF123168.D\data.ms (-1397) (1  m/z 193.20 100.00%
1938.2

a1 69.1 971 123.1
5000
157.1
— —
221.2 10.00 10.50
0! m/z 123.10 64.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
198.0
123.0
5000 69.0 9.0 — ——
10.00 10.50
m/z 69.10 64.20%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
— —
123.0 10.00 10.50
5000 ITI/Z 97.10 58.32%
150.0
95.0
o700 090 L Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55484: 2-Anthracenamine “ T
198.0 10.00 10.50
m/z 41.10 55.54%
5000 165.0 W
97.0
0.0 l 139.0 Il
Ol e e e e e e - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF012721.M Wed Feb 10 ©8:02:30 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 4-Fluorobenzoic acid, 3-pen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.357 15.04 ng 2089820  Acenaphthene-die 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 50
2 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 50
3 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 47
4 3-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-60-7 47
5 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 47

Abundance Scan 1406 (10.357 min): BF123168.D\data.ms (-1403) (1  m/z 123.10 100.00%

128.1
5000
811
55.1 207.2

151.1 179 2 9502 1000 1050
0f ¢ a m/z 109.10 36.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #184117: 4-Fluorobenzoic acid, 3-pentadecyl ester W}\/M
128.0
95.0 10. 00 10 50
69.0 J100 m/z 81.10 34.99%
L oy Ll 1810
0! R AR AR RN AR RARR SRR R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #174085: 4-Fluorobenzoic acid, 3-tetradecyl ester

123.0
— —
10.00 10.50
5000 ITI/Z 69.10 34.71%
41.0 95 0
H 69.0 196.0
o1 - HH | L —
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240
Abundance #57850: 4-Fluorobenzoic acid, 2-butyl ester — —
123.0 10.00 10.50
m/z 95.10 34.64%
5000
95.0
56.0
29.0 ‘ ‘
ol b et 2570 2080 — -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF012721.M Wed Feb 10 ©8:02:31 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.874 20.00 ng 3930180 Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 68
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 1494 (10.874 min): BF123168.D\data.ms (-1489) (1 m/z 57.10 100.00%
57.1
5000 W
85.1
‘ 131 1050 1100
41.1 : :
o‘Hm‘mc“‘uu”l‘_MH_‘l‘wﬁwHWWh“‘2”1??‘2”%“"““3_”‘ m/z 71.10  87.34%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0
71.0
5000 — e
10.50 11.00
m/z 43.10 56.24%
‘HH‘\H ‘H\\‘\\H‘H\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0 — _—
10.50 11.00
5000 m/z 85.10 35.10%
A e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance  #182581: Sulfurous acid, 2-ethylhexyl undecyl ester — ——
57.0 10.50 11.00
m/z 41.10 25.86%

5000

{

85.0 113.0

i O

i MR- — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00

8270-BF012721.M Wed Feb 10 ©8:02:31 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.768 65.04 ng 3428280 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 1816 (12.768 min): BF123168.D\data.ms (-1813) (1  m/z 73.05 100.00%

73.0
5000 129.1
185.1 2412
284.3 T T
iyl Tl
0 A b L3291 ce 00 80.82%
mi/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 —— =
12.50 13.00
185.0 241.0 284.0 ITI/Z 43.10 78.44%
05— }“ ‘“\“‘h\“‘}“\“‘\ \‘ \“\ ‘H\‘\‘\ \“ “\ T \‘L\ T
mi/z--> 50 100 150 200 250 300
Abundance #95855: Pentadecanoic acid
73.0
— —
12.50 13.00
5000 129.0 m/Z 57.10 63.37%
29.
199.0 242.0
ok H\\‘H‘u M\um H\‘\\‘\“\‘\} ““‘1$‘340; “‘ | L -
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 55.10 61.62%
5000
129.0
29. 185.0 228.0
O, \M‘\‘H} “ i \‘\u“ “\‘ \‘ — \‘ L e L s . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF012721.M Wed Feb 10 ©8:02:31 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Dehydroabietic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.886 7.63 ng 402109 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 93
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 83
3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 58
4 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 52
5 Kaura-9(11),16-dien-18-o0ic acid,... 300 C20H2802 022338-67-6 43

Abundance Scan 2006 (13.886 min): BF123168.D\data.ms (-2004) (1  m/z 239.15 100.00%

239.2
285.1
5000
197.1
431 1411 i —
©o910 13.50 14.00
0’ dho Lo 1138133720 ogs 15 58.71%
miz--> 50 100 150 200 250 300 350
Abundance #144998: Dehydroabietic acid
239.0 285.0
5000 - —
13.50 14.00
197.0 m/z 197.10  36.77%
43.0 141.0
91.0 ‘ ‘
oLt ‘\‘ Ity s ‘\‘\\“ \H\ ‘\‘ ‘M\H‘n\‘m ‘\\h‘\ﬂ | \‘H’\‘ 4 ‘\ R
miz--> 50 100 150 200 250 300 350
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0 T 1
13.50 14.00
5000 m/z 226.10 28.32%
197.0
141.0
43.0 91.0 ‘ ‘ ‘
o L “Hd‘\‘ o] “‘H‘ H‘h ‘\\“\\\LH e \\\ M\ bl il \‘\ R
miz--> 50 100 150 200 250 300 350
Abundance #144530: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenyla P e
239.0 13.50 14.00
m/z 141.05 25.93%
43.0
5000 285.0
183.0
91 0
ob— U ‘m ‘\\‘ ‘h‘ i ‘h\“ﬂn‘ i u\m\ H\H‘ h\ “h e ’“‘ L l R — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Heptadecane, 9-octyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.551 3.14 ng 165732 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Octadecane 254 C18H38 000593-45-3 93
3 Docosane 310 C22H46 000629-97-0 89
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Octadecane, 2,6,10,14-tetramethyl- 310 C22H46 054964-82-8 80
Abundance Scan 2119 (14.551 min): BF123168.D\data.ms (-2117) (-  m/z 57.10 100.00%
57.1
5000
a0 1450 |
155.1 :
ol ‘L‘ ‘ “‘ ML foopiio7d 2507 31613682 . 9110 6s.89%
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 ——
14.50
m/z 43.10 68.32%
o] \\ | 14101830 2370281 03230
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
T
14.50
5000 m/z 85.10 53.96%
9.0
||| [ 14101830 2540
ol AR T LTt
miz--> 50 100 150 200 250 300 350
Abundance #153221: Docosane 7
57.0 14.50
m/z 55.10 24.51%
5000
310.0
L eam0225 0061
L T e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.209 19.54 ng 962908 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2231 (15.209 min): BF123168.D\data.ms (-2227) (1 m/z 57.10 100.00%

57.1
5000
1500 1550
ob \“‘ 1] u“‘ L uh “169 221912681 32323733 ./, 7110 70.30%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 — ——
15.00 15.50
m/z 43.10 59.65%
O \\“\ H‘\H‘\]M‘ \“\“\ \“17\6\9\9 ‘%%49???9\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 52.48%
0 ‘ \L‘ uh\ h‘ 1\ | ];6.99 225.0 295.0 367.0
L A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T ——
57.0 15.00 15.50
m/z 55.10 22.87%
oL L 1890 2250 2960 I
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.809 11.00 ng 541851 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Pentadecanal- 226 C15H300 002765-11-9 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 2333 (15.809 min): BF123168.D\data.ms (-2329) (1 m/z 57.10 100.00%

57.1
5000
‘ 0.1 B
365.3 15.50 16.00
0 Hm‘m‘!mh “ﬂu‘h“ §29.12070253.% 3151 | A143 [/, 82.10  89.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55.0
5000 “ ——
15.50 16.00
9.0 m/z 43.10 85.26%
O\\“‘\U“\h“‘““\“\H\J‘-ge\\o\‘1\\2\5‘0\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
— ——
15.50 16.00
5000 m/z 55.10 65.49%
Ll
0 H\\\H‘\‘H‘m “ L H\nmh\um\‘2\590‘”‘””‘””‘””
m/z--> 50 100 150 200 250 300 350 400
Abundance #82954: Pentadecanal- “ —
82.0 15.50 16.00
m/z 96.10 61.18%
5000
29.
3701820
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Hentriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.056 20.25 ng 998120 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Tetracosane 338 (C24H50 000646-31-1 98
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 2375 (16.056 min): BF123168.D\data.ms (-2370) (1 m/z 57.10 100.00%

57.1
5000
16.00 |
169.2 :
0 mH | “‘ ‘W V52302 2811 3542 4133 . 7110 71.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 —— |
16.00
m/z 43.10 59.15%
ol | \ h‘ | J ‘1690 2250  309.0 365.0 436.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
T T \
16.00
5000 m/z 85.10 54.35%
0 uh\ \‘\\ . h 1‘ \\ 99 225 0 281.0 338 0
g e e A R E R
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- — ‘
57.0 16.00
m/z 55.10 21.03%
13.0 239.0
ol A LiATT T 2090 P 2940 3520 L
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acq On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.880 16.43 ng 809469 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Tetradecanal 212 C14H280 000124-25-4 93
3 10-Octadecenal 266 C18H340 056554-92-8 90
4 Octadecanal 268 C18H360 000638-66-4 86
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
Abundance Scan 2515 (16.880 min): BF123168.D\data.ms (-2510) (1  m/z 57.10 100.00%
57.1
5000 J\\/\//\JL
0.1 5 e
278.1 16.5 17.
obr x“wlh i m‘ 148502022 L 3890 B4/, 8210 79.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 — A
16.50 17.00
29, ‘ m/z 43.10 71.82%
oL “‘ | H\\ \\ “I\ ‘\\m‘h‘ W““ ‘\‘\5?‘9 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #71297: Tetradecana
57.0
— ——
16.50 17.00
5000 m/z 96.05 61.37%
1Tt
oL MM G P
miz--> 50 100 150 200 250 300 350 400
Abundance #115859: 10-Octadecenal “ —
57.0 16.50 17.00
m/z 83.10 55.71%
o xk\wwiw”w/\gmm»thww»
11.0
251.0
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020921\
Data File : BF123168.D

Acqg On : 9 Feb 2021 17:00
Operator : JU/CG

Sample : M1341-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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... 2.163 7.8 ng 403936 1 6.892 1042440 20.0
(15)-2,6,6-Trim... 6.181 7.2 ng 376739 1 6.892 1042440 20.0
.beta.-Pinene 6.598 3.3 ng 170405 1 6.892 1042440 20.0
unknown9. 33 9.339 4.0 ng 558136 3 9.939 2779200 20.0
1H-Indene, octa... 9.651 13.0 ng 1800980 3 9.939 2779200 20.0
unknown9.71 9.710 3.8 ng 526725 3 9.939 2779200 20.0
Decahydro-4,4,8... 9.810 7.5 ng 1045720 3 9.939 2779200 20.0
unknown9. 85 9.857 12.5 ng 1733580 3 9.939 2779200 20.0
unknown10.20 10.204 3.5 ng 491351 3 9.939 2779200 20.0
unknown10.26 10.263 5.6 ng 779174 3 9.939 2779200 20.0
unknown10.31 10.316 5.7 ng 785415 3 9.939 2779200 20.0
4-Fluorobenzoic... 10.357 15.0 ng 2089820 3 9.939 2779200 20.0
Dodecane, 2,6,1... 10.874 20.0 ng 3930180 4 11.445 3930180 20.0
Octadecanoic acid 12.768 65.0 ng 3428280 5 14.086 1054260 20.0
Dehydroabietic ... 13.886 7.6 ng 402109 5 14.086 1054260 20.0
Heptadecane, 9-... 14.551 3.1 ng 165732 5 14.086 1054260 20.0
Nonadecane 15.209 19.5 ng 962908 6 15.574 985571 20.0
1,19-Eicosadiene 15.809 11.0 ng 541851 6 15.574 985571 20.0
Hentriacontane 16.056 20.3 ng 998120 6 15.574 985571 20.0
Oxirane, hexade... 16.880 16.4 ng 809469 6 15.574 985571 20.0
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