LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acqg On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO54815.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.691 402 409 417 rBV 33498 56774 3.98% 0.451%
2 7.295 675 682 690 rBv 34565 61925 4.34% 0.492%
3 8.153 815 828 834 rBV 205494 364529 25.53%  2.896%
4 8.981 962 969 976 rBvV3 13488 28404 1.99% 0.226%
5 9.328 1021 1028 1031 rBV 20672 41483  2.90% ©0.330%
6 9.369 1031 1035 1039 rVB 18824 29968 2.10% ©0.238%
7 1e.051 1142 1151 1161 rBV3 15071 43417 3.04% 0.345%
8 10.151 1162 1168 1175 rBV8 12445 36788 2.58% 0.292%
9 10.368 1199 1205 1211 rBvVS8 15663 34307 2.40% 0.273%
10 10.744 1263 1269 1273 rBV6 13733 28578 2.00% 0.227%
11 10.856 1283 1288 1293 rBv4 19292 40209  2.82% 319%

12 10.920 1294 1299 1303 rVV 79991 136383 9.55%
13 10.979 1303 1309 1323 rVV 282103 549629 38.49%
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14 11.108 1325 1331 1336 rVB2 47779 92967 6.51% 739%
15 11.173 1337 1342 1348 rBV3 23517 53039 3.71% 421%
16 11.443 1384 1388 1395 rVB5 14096 29158 2.04% 0.232%
17 11.537 1396 1404 1410 rBV5 30374 79350 5.56% 0.630%
18 11.678 1422 1428 1432 rBV6 48062 100168 7.01% ©.796%
19 11.790 1442 1447 1452 rBV5 32991 59566 4.17% 0.473%
20 11.866 1455 1460 1469 rBV6 50562 120229 8.42% ©.955%
21 11.966 1471 1477 1481 rVWW2 71678 139048 9.74% 1.105%
22 12.019 1482 1486 1489 rVV2 45367 81117 5.68% 0.645%
23 12.066 1489 1494 1500 rVB3 63887 134690 9.43% 1.070%
24 12.154 1506 1509 1515 rVB5 30452 47615 3.33% ©0.378%
25 12.360 1539 1544 1549 rVB 251897 373213 26.13% 2.965%

26 12.871 1628 1631 1635 rBv4 40021 58743  4.11%
27 13.588 1746 1753 1758 rVB2 225465 521196 36.50%
28 14.205 1854 1858 1862 rBvV2 282217 467897 32.76%
29 14.528 1908 1913 1917 rBv4 277092 552747 38.71%
30 14.616 1924 1928 1933 rVB2 505405 818608 57.32%
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31 14.757 1948 1952 1954 rBV2 363829 538898 37.74% 4.282%
32 15.574 2087 2091 2095 rBV 415961 552465 38.69% 4.390%
33 19.592 2771 2775 2781 rVB 983820 1428053 100.00% 11.347%
34 19.951 2833 2836 2845 rVB 757122 1128573 79.03% 8.967%
35 21.825 3148 3155 3160 rBV2 504344 1261627 88.35% 10.024%

36 21.878 3161 3164 3173 rVB 329895 538914 37.74% 4.282%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acqg On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vvial : 17 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.718 3303 3307 3320 rVB 464090 869646 60.90% 6.910%
38 24.128 3542 3547 3555 rBV 166397 449245 31.46%  3.569%
39 25.209 3725 3731 3740 rVB2 240423 636515 44.57% 5.057%

Sum of corrected areas: 12585681
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054815.D\data.ms

2500000
2000000
1500000
1000000

500000

8.153
5.691 7.295 I 8.981D 3D mmmemb%‘i LT
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Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054815.D\data.ms

19.592
2500000

19.951
2000000

1500000 15574

14161657
1000000 21.825
14.204-> 21878

500000 13.588

S SRS S

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054815.D\data.ms

2500000
2000000
1500000

1000000

24.128 25.209

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.920 4.96 ng 136383  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
Abundance Scan 1299 (10.920 min): BG054815.D\data.ms (-1294) (- | m/z 57.10 100.00%
57.1
- JAAM\JVWVM/KAJJ\FW\fuv
85.1
—
U H H ‘ 112.2 151.0 11.00 o
Oy by e T e T e m/z 43.10 78.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 T
85.0 11.00
m/z 71.10 49.38%
290
L L L 120 141 1700
O\\\‘\\\\‘}\\‘\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
——
11.00
5000 m/z 41.10 34.52%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl- e
57.0 11.00
m/z 85.10 26.08%
5000 85.0
290‘ 113.0
141.0
o b A L M0 00 L e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknownll.108 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.108 3.38 ng 92967 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 38
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 35
3 Sulfurous acid, 2-ethylhexyl eth... 222 C10H2203S 1000309-18-6 35
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 35
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 27
Abundance Scan 1331 (11.108 min): BG054815.D\data.ms (-1325) (- | m/z 57.10 100.00%
57.1
149.1
5000
93.1 s i
H ‘ 11 11.00 11.50
0 bl M“m\‘mw uMu_m_‘m:m_” m/z 149.85 58.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 SR s
41.0 93.0 11.00 11.50
m/z 43.10 40.60%
O\1\5\‘0\‘1‘\\“\\\‘\‘\“\‘\\““\\‘\\‘\‘\\]_\2‘]_\\0\\‘\\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
o F
11.00 11.50
5000 m/z 71.10 40.52%
29.0 98.0
oL L A70 T 1400 1eg
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100833: Sulfurous acid, 2-ethylhexyl ethyl ester —T— —
57.0 11.00 11.50
m/z 41.10 33.89%
5000
29.0
‘ \‘\ m 93‘\ 0 113 O
S —— ——
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55

Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 1,4-Dimethyladamantane (iso... Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
11.537 2.89 ng 79350  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 93

2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 50
3 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17C1 027011-46-7 50
4 Pyridine, pentamethyl- 149 C1eH15N 003748-83-2 50
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 46
Abundance Scan 1404 (11.537 min): BG054815.D\data.ms (-1396) (- | m/z 149.00 100.00%
149.0
5000
93.1
411 ‘ o w
A e )
oHH_miu”‘meh Mo bl :www‘UWHMW‘JMH‘m m/z 93.10  30.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 — :
41.0 93.0 11.50
m/z 79.10 23.77%
67.0
O\\]_\5\‘0\H\ \“\\\“\‘\“\‘\\““\\\\‘\‘\ \]-\2‘]_\\0\\‘\\‘\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39781: Adamantane, 1,3-dimethyl-
149.0
T
11.50
5000 93.0 m/z 41.10 17.65%
41.0
S A A 2
oumuu;ww - w“ USRS MBS AN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #58521: Tricyclo[4.3.1.1(3,8)]undecane, 1-chloro- —— ‘
149.0 11.50
m/z 81.10 15.64%
5000
93.0
R Y. 1840
ow_mwuwH_mmpmwwwm —
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknownll.678 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.678 3.64 ng 100168 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 43
2 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 35
3 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 27
4 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 27
5 Pyrido[2,3-d]pyridazine-5(6H)-th... 163 C7H5N3S 015370-85-1 25
Abundance Scan 1428 (11.678 min): BG054815.D\data.ms (-1422) (- | m/z 57.10 100.00%
57.1
163.2
5000 107.1
83.1 T ‘ T T ‘ T
39 133.1 11.50 12.00
01 m/z 163.20 80.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
5000 . poud_
107.0 11.50 12.00
55.0 g1, m/z 177.15 68.99%
T -
O‘\\\\‘\\\H\}\‘i”\\“}‘\‘“\\‘”\\\\‘\\\\‘\\\\‘\\
miz--> 20 80 100 120 140 160 180
Abundance #86257. 1,2-Dimethyl-5-nitroadamantane
107.0 168.0
B |
11.50 12.00
5000 m/z 107.10 43.90%
41.0
79.0
0 Il \‘ 13.\5.0 L ‘
T \\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52912: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl —— ——
163.0 11.50 12.00
m/z 43.10 40.92%
5000
41.0 93.0
121.0
L0 e o
0 _MM w\ bl R MR
m/z--> 20 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Nonyl tetradecyl ether Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.790 2.17 ng 59566 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 53
2 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 50
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
4 Undecane 156 C11H24 001120-21-4 47
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 43
Abundance Scan 1447 (11.790 min): BG054815.D\data.ms (-1442) (' | m/z 43.10 100.00%
43.1
71.1
5000
97.1 1371 T IR
| 163.2 11.50 12.00
O+t m/z 57.10 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #249109: Nonyl tetradecyl ether
57.0
85.0
5000 e —
11.50 12.00
m/z 71.10 81.37%
29. O 127.0
PRI | ) 168.0 197.0 227.¢
\‘\\\\‘\\\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #163348: Oxalic acid, 6-ethyloct-3-yl propyl ester
43.0 85.0
—= —
11.50 12.00
5000 m/z 41.10 50.37%
111.0
141.0
A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59081: Decane, 2,3,7-trimethyl- — —
43.0 11.50 12.00
71.0 m/z 55.10 49.45%
‘ ‘ L 970 141.0
o"“m“m"‘H"‘m”_"‘_"‘}w_WWWWH —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Sulfurous acid, butyl decyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.866 4.37 ng 120229 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 68
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
4 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 59
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 59
Abundance Scan 1460 (11.866 min): BG054815.D\data.ms (-1455) (- | m/z 57.10 100.00%
57.1
- NN%]J
= T
‘ ‘ 11.50 12.00
0“‘H‘MJHM m/z 43.10 97.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
5000 85.0 | ]
11.50 12.00
m/z 71.10 51.51%
29.0
0~ T \‘\‘\ \“‘\ T \H“ t \hi T “}”\ T \H‘:\L:\LWZ\(‘)\ T \:L\4:i1\(\)\ T \1\9\3\9\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
= =
11.50 12.00
5000 71.0 m/z 41.10 47 .32%
99.0 141.0
AN 0 e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74013: Tridecane, 2-methyl- T T
57.0 11.50 12.00
m/z 55.10 42.48%
5000
85.0
29.0 155.0
113.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Dodecane, 2,7,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.966 5.06 ng 139048 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 50
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
Abundance Scan 1477 (11.966 min): BG054815.D\data.ms (-1471) (- | m/z 57.10 100.00%
57.1
- WJ
85.1 e
‘ ‘ 1131 1491 12.00
O el el bR e m/z 71.18 60.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 R
12.00
290‘ 85.0 m/z 43.10 54.62%
113.0
O\ TTT ‘ \M‘\ \“‘1 T \HW“ T W‘M T ’w‘\ T \“ TT }‘\ ‘ \“\\]_\4‘]_\.\0\ T ‘ TT \J\-8‘§.\q\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
T
12.00
5000 m/z 41.10 32.91%
29.0
113.0
ol b b S50 L 2420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- —
57.0 12.00
m/z 56.10 25.57%
5000 29.0 M
113.0
Ol 0 220 2020 S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BGO82522.M Thu Sep 01 14:25:51 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1-Methyl-3-ethyladamantane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.019 2.95 ng 81117 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 58
2 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 53
3 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17C1 027011-46-7 47
4 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 46
5 Diethyl Phthalate 222 C12H1404 000084-66-2 43
Abundance Scan 1486 (12.019 min): BG054815.D\data.ms (-1482) (- | m/z 149.05 100.00%
149.1
5000
69.1
41.1 93.1
T
M e 125.1 1811 12.00
0 bl e L m/z 69.10  34.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52978: 1-Methyl-3-ethyladamantane
149.0
5000 — :
93.0 12.00
' m/z 55.10 34.13%
: ‘1210 | 178.0
O \\\‘\\\\‘\\\“\‘\‘\‘\\H“‘\\‘\\‘\\\\‘\\\\‘\\\\“\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39801: 1,4-Dimethyladamantane (isomer 2)
149.0
T
410 93.0 12.00 ]
5000 m/z 93.10 31.32%
67.0
121.0
0 15.0 WM‘J‘_k“L“‘,HM‘,!H““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #58521: Tricyclo[4.3.1.1(3,8)]undecane, 1-chloro- —— ‘
149.0 12.00
m/z 41.10 27.58%
5000
93.0
R 1840
0 ‘H_‘m“m‘u_m“_HwHH_M,HH,HH_H S
m/z--> 20 40 60 80 100 120 140 160 180 12.00

8270-BGO82522.M Thu Sep 01 14:25:51 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1,3,6-Trimethyladamantane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.066 4.90 ng 134690 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 64
2 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 45
3 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 45
4 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 45
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 45

Abundance Scan 1494 (12.066 min): BG054815.D\data.ms (-1489) (- | m/z 163.10 100.00%
163.1
5000 107.1 A M
55.1 79.1 T T
131.1 12.00
0! Lv—v—'fv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r m/Z 107.10 45-55°D
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #52973: 1,3,6-Trimethyladamantane
1638.0
5000 107.0 1
12.00
550 8L0 m/z 164.20  22.88%
‘ “ 135.0
O \\‘\\‘\‘w’\“\‘\\H‘H\\‘\\h‘\‘U\\’\\\‘\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #82700: 1,4-Methanophthalazine, 1,4,4a,5,6,7,8,8a-octal
163.0 A
IPTAMALY'
12.00
5000 ITI/Z 79.10 17.71%
41.0 107.0
5.0
ob u““u“u‘u““wmm,‘mwHMwlm_m_ww_m
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #133594: 1,3-Dimethyl-5-n-hexyladamantane e ‘
163.0 12.00
m/z 55.10 17.65%
5000
107.0
0 5?0 7%OM\ 1350 | 205.0 248.0
et e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BG082522.M Thu Sep 01 14:25:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.360 13.58 ng 373213  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tridecane 184 C13H28 000629-50-5 81
3 Hexadecane 226 C16H34 000544-76-3 80
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
Abundance Scan 1544 (12.360 min): BG054815.D\data.ms (-1539) (- | m/z 57.10 100.00%
57.1
5000
85.1
s “
H 113.1 163.2 12.00 12.50
Ol 113113801832 s 4310 73.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 = -
12.00 12.50
29.0 m/z 71.10 51.26%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
— —
12.00 12.50
5000 m/z 41.10 34.07%
29.0 85.0
0 \‘ L “ (1130 141.0 1840
H‘_“W‘H‘,H‘w“H“H‘_“W‘H“H‘w“u‘u“““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane — T
57.0 12.00 12.50
m/z 85.10 32.05%
5000
85.0
29.0
0 ‘\ I M‘ ,113.0 141.0 169.0 197.0 226.0
‘H‘HH‘H‘wu‘w‘HW‘H‘_H‘“‘H_‘H‘HH‘H‘WH“ = T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

8270-BGO82522.M Thu Sep 01 14:25:53 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.871 2.14 ng 58743  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 72
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 46
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 46
5 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 41
Abundance Scan 1631 (12.871 min): BG054815.D\data.ms (-1628) ({ | m/z 145.05 100.00%
118.1 145.1
5000
91.1
411 691 177.2 . e
12.50 13.00
0+ m/z 118.10 91.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 J\/bd
5000 J\ﬂ e BV
12.50 13.00
91.0 m/z 160.10  59.25%
28.0 51.0
O' \\“‘\‘\\\“\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0 M
S VAL VAVERYL
160.0 12.50 13.00
5000 m/z 117.10 44 ,.52%
39.0 91.0
63.0
(o} g%ﬂu‘w“u,“‘w‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- — —
118.0 12.50 13.00
m/z 105.10 37.80%
5000 1600
39.0 650 91.0 L
Y IO i e R Y | .- O PN - —
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00

8270-BGO82522.M Thu Sep 01 14:25:55 2022 Page: 14



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Z:\
BGO
. 31

. CGg/
: N44

17

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG083122\
54815.D

Aug 2022 20:55

Ju

26-01 16X

Sample Multiplier: 1

: C:\Database\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Carbonic acid, prop-1-en-2-... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
13.588 19.34 ng 521196  Acenaphthene-d10 14.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 74

2 Tridecane 184 C13H28 000629-50-5 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Heptacosane 380 C27H56 000593-49-7 64
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 59

Abundance Scan 1753 (13.588 min): BG054815.D\data.ms (-1746) (- | m/z 57.10 100.00%

57.1
5000
T \
71 193.2 13.50
e |
ol bbb 2 i e m/z 43.10 75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 — :
13.50
m/z 71.10 54.02%
| ‘ %7.0
oLl LI T17 1540 2270
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

-

Abundance #59028: Tridecane
57.0
T \
13.50
5000 ITI/Z 41.10 40.85%
9.0
184.0
olﬁzd LM‘ W o W
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 13.50
m/z 85.10 35.99%
5000
9.0
0 ‘ L uh\ \h\ “\‘ h‘ :‘!\-4%? 17830 225.0 267.0 309.0 367.(
L e e R S A A AR O S R e S S, —
m/z--> 50 100 150 200 250 300 350 13.50

8270-BGO82522.M Thu Sep 01 14:25:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknownl4.205 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.205 17.36 ng 467897  Acenaphthene-d10 14.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 6-Methylphenanthridine 193 C14H11N 003955-65-5 25
5 diallyl(2,2,4a,7,7-pentamethyl-1... 384 C19H33N204P 1000187-42-4 25
Abundance Scan 1858 (14.205 min): BG054815.D\data.ms (-1854) (- | m/z 193.20 100.00%
198.2
69.1
5000
— —
14.00 14.50
0 2201 m/z 69.10 52.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000 55.0 —— —
109.0 14.00 14.50
290 810 m/z 55.10 43.69%
137 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
—— —
123.0 14.00 14.50
5000 ITI/Z 123.10 42 .89%
150.0
95.0
olizo B0 se0 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68072: 2-Anthracenamine —— —
198.0 14.00 14.50
m/z 41.10 40.82%
5000 165.0
97.0
ol 390 700 Sl
B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BGO82522.M Thu Sep 01 14:25:57 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1H-Indene, octahydro-2,2,4,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.528 20.51 ng 552747  Acenaphthene-d10 14.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 27
3 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 22
4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 22
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 15
Abundance Scan 1913 (14.528 min): BG054815.D\data.ms (-1908) (- | m/z 69.10 100.00%
69.1
5000
1450 |
224.2 :
0" m/z 55.10 88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
) 123.0
41.0
5000 — :
95.0 14.50
m/z 41.10 73.34%
O T \‘\‘\ \‘i“\ T \“‘}“\ \H‘M \‘\‘M“ \‘\H\ T “1 TT i“‘]\_\swzw.?\ T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
LN \
123.0 14.50
5000 69.0 95.0 m/z 83.10 68.67%
‘ ‘ 151.0
I W U 1 O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #85372: 1-Cyclohexyl-1-(4-methylcyclohexyl)ethane —— ‘
55.0 14.50
m/z 97.10 61.22%
5000
83.0 110.0
Al
O\M\\wWHM‘HM\H\HW\W\‘M\w\\u‘u\\w\\w\h\‘u\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BGO82522.M Thu Sep 01 14:25:58 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.616  30.38 ng 818608  Acenaphthene-di0 14.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 Acridine, 9-methyl- 193 C14H11N 000611-64-3 22
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 18
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 18
Abundance Scan 1928 (14.616 min): BG054815.D\data.ms (-1924) (- | m/z 193.20 100.00%
193.2
69.1
97.1
5000
—— —
; 14.50 15.00
0 2242 n/z 69.10  72.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
14.50 15.00
m/z 97.10 64.06%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
—— —
123.0 14.50 15.00
5000 m/z 55.10 59.85%
150.0
95.0
olizo 0 00 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68088: Acridine, 9-methyl- ‘ —
193.0 14.50 15.00
m/z 41.10 50.72%
5000
o270 510 939 1150139.0 1650 M
R A R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BGO82522.M Thu Sep 01 14:25:59 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Magnesium, bis(2,4-pentaned... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.574  20.50 ng 552465  Acenaphthene-d10 14.786
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Magnesium, bis(2,4-pentanedionat... 222 C10H14Mg04 014024-56-7 50
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 47
3 2-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000278-98-2 47
4 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47
5 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 47
Abundance Scan 2091 (15.574 min): BG054815.D\data.ms (-2087) (- | m/z 123.10 100.00%
123.1
5000 55.1
811 207.2
R \
15.50
(o} m/z 55.10 42.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100764: Magnesium, bis(2,4-pentanedionato-0,0")-, (T-
1238.0 207.0
5000 —— :
15.50
43.0 180.0 m/z 81.10 39.19%
0 :\Lﬁ.ﬂ‘\u"h‘uu‘\‘\ T ﬁ‘?.\?‘\‘w\\““\\\‘\-‘]—\5\\5‘.\0\\\“”\ T \‘\‘\ ‘H‘H T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)-
1238.0
T \
15.50
5000 m/z 69.10 38.56%
207.0
o 290 570 950 165.0 ‘
AR s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118375: 2-Fluorobenzoic acid, 1-cyclopentylethyl ester T ‘
123.0 15.50
m/z 109.10 37.49%
5000 96.0
41.0 670
bbb S50 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acq On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Stigmasta-4,6,22-trien-3.be... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.718 13.79 ng 869646  Chrysene-d12 21.831
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Stigmasta-4,6,22-trien-3.beta.-ol 410 C29H460 096737-58-5 53
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 53
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 52
4 2'-Hydroxy-3,3',4'-trimethoxycha... 410 C20H17F306 1010453-84-8 49
5 Stigmasta-4,6,22-trien-3.alpha.-ol 410 C29H460 1000103-93-1 47
Abundance Scan 3307 (22.718 min): BG054815.D\data.ms (-3303) (- | m/z 410.30 100.00%
410.3
57.1
5000
— —
" 19?1 0472 3072 22. 50 23.00
Ol bbb, 2472 SO72360.1 | | 480. p/, 58.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308243: Stigmasta-4,6,22-trien-3.beta.-ol
410.0
55.0
5000 — —
22.50 23.00

m/z 411.30  31.15%

253.0
T \ ‘ T \‘ T “ m\ “f“ \mh\m ‘U \‘\ T ‘ TT T “ TTTT ‘ TT T ‘ TT T ‘ TTT ‘ TT T
m/z--> 50 100 150 200 250 300 350 400 450

o

Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-di
4

10.0
et Pt
22.50 23.00
5000 ITI/Z 395.30 30.10%
326.0
0 43.0 165.0 27‘30 " \L m{\ l‘h L \
R R L R E AR RS e R R RIS SRR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308159: Ferrocene, 1,1',3,3-tetrakis(1,1-dimethylethyl)- e ——
410.0 22.50 23.00
m/z 190.1 13.43%
5000 JM
5560 1340 1980 2660 380
e e e e e e I
m/z--> 50 100 150 200 250 300 350 400 450 22 50 23 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083122\
Data File : BG@54815.D

Acqg On : 31 Aug 2022 20:55
Operator : CG/JU

Sample : N4426-01 10X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dodecane 10.920 5.0 ng 136383 2 10.979 549629 20.0
unknown11.108 11.108 3.4 ng 92967 2 10.979 549629 20.0
1,4-Dimethylada... 11.537 2.9 ng 79350 2 10.979 549629 20.0
unknownl1l.678 11.678 3.6 ng 100168 2 10.979 549629 20.0
Nonyl tetradecy... 11.790 2.2 ng 59566 2 10.979 549629 20.0
Sulfurous acid,... 11.866 4.4 ng 120229 2 10.979 549629 20.0
Dodecane, 2,7,1... 11.966 5.1 ng 139048 2 10.979 549629 20.0
1-Methyl-3-ethy... 12.019 3.0 ng 81117 2 10.979 549629 20.0
1,3,6-Trimethyl... 12.066 4.9 ng 134690 2 10.979 549629 20.0
Tetradecane 12.360 13.6 ng 373213 2 10.979 549629 20.0
Naphthalene, 1,... 12.871 2.1 ng 58743 2 10.979 549629 20.0
Carbonic acid, ... 13.588 19.3 ng 521196 3 14.786 538898 20.0
unknown14.205 14.205 17.4 ng 467897 3 14.786 538898 20.0
1H-Indene, octa... 14.528 20.5 ng 552747 3 14.786 538898 20.0
Decahydro-1,1,4... 14.616 30.4 ng 818608 3 14.786 538898 20.0
Magnesium, bis(... 15.574 20.5 ng 552465 3 14.786 538898 20.0
Stigmasta-4,6,2... 22.718 13.8 ng 869646 5 21.831 1261630 20.0
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