LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135825.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.957 485 488 499 rBV 184874 265602 15.38% 1.554%
2 5.375 556 559 586 rBv 1498770 1726848 100.00% 10.104%
3 6.169 689 694 699 rBV 31237 29851 1.73% 0.175%
4 6.393 729 732 740 rBV 1489876 1588596 91.99%  9.295%
5 6.446 740 741 758 rVB5 74867 124306 7.20% 0.727%
6 6.740 787 791 797 rBV 503477 490449 28.40% 2.870%
7 7.304 884 887 894 rBV 1184978 1032629 59.80% 6.042%
8 7.646 938 945 948 rBV6 16734 25879 1.50% 0.151%
9 7.946 993 996 1001 rBV4 31745 38376 2.22% 0.225%
10 8.016 1005 1008 1014 rVB 708313 563016 32.60%  3.294%
11 8.298 1052 1056 1059 rBV6 26416 35095 2.03% 0.205%
12 8.393 1069 1072 1075 rBV3 23952 29084 1.68% 0.170%
13 8.434 1076 1079 1081 rWV 49913 45848 2.66% 0.268%
14  8.469 1083 1085 1089 rVB5 22237 24230 1.40% 0.142%
15 8.693 1121 1123 1127 rVB4 33067 42378 2.45% 0.248%
16 8.734 1127 1130 1136 rBV2 39587 62605 3.63% 0.366%
17 8.963 1166 1169 1173 rBV4 31486 46467 2.69% 0.272%
18 8.998 1173 1175 1178 rVV3 49987 44298 2.57% ©0.259%
19 9.034 1178 1181 1185 rVB2 76308 57319 3.32% 0.335%
20 9.092 1188 1191 1195 rVB 1732658 1376633 79.72% 8.055%
21 9.157 1199 1202 1207 rBV3 94538 140069 8.11% ©0.820%
22 9.210 1208 1211 1214 rBV3 64266 70955 4.11% 0.415%
23 9.363 1234 1237 1239 rBV2 77963 86401 5.00% 0.506%
24 9.398 1241 1243 1245 rVV2 46389 41174 2.38% 0.241%
25  9.434 1245 1249 1253 rVV5 80820 128428 7.44% 0.751%
26 9.469 1253 1255 1257 rVV2 219172 179643 10.40% 1.051%
27  9.492 1257 1259 1262 rVV2 126795 97601 5.65% ©.571%
28 9.528 1262 1265 1268 rVB3 70865 69422 4.02%  0.406%
29 9.581 1272 1274 1280 rVB7 41854 31455 1.82% 0.184%
30 9.628 1280 1282 1285 rBV3 163927 171523 9.93% 1.004%
31 9.675 1287 1290 1293 rVB 374337 295542 17.11% 1.729%
32 9.710 1293 1296 1299 rBV4 78139 120990 7.01% 0.708%
33 9.745 1299 1302 1304 rBvV2 149914 171367 9.92% 1.003%
34 9.775 1304 1307 1310 rVV 657456 564327 32.68% 3.302%
35 9.804 1310 1312 1315 rVB3 85165 79095 4.58% 0.463%

36 9.881 1322 1325 1329 rBv4 106183 129740 7.51% ©0.759%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.028 1347 1350 1353 rBV3 139261 177318 10.27% 1.037%
38 10.098 1358 1362 1365 rBV3 135431 197560 11.44%  1.156%
39 10.139 1365 1369 1372 rBV5 136576 183354 10.62% 1.073%
40 10.175 1372 1375 1378 rBV2 398715 372480 21.57% 2.179%
41 10.575 1440 1443 1446 rBV 800510 808402 46.81% 4.730%
42 10.692 1460 1463 1467 rBV2 424893 469585 27.19% 2.748%
43 11.163 1541 1543 1550 rVB 416984 453311 26.25% 2.652%
44 11.275 1559 1562 1564 rBV 547973 493538 28.58% 2.888%
45 11.298 1564 1566 1573 rVB 252278 235175 13.62% 1.376%
46 11.810 1651 1653 1656 rVB 399160 314550 18.22%  1.840%
47 12.498 1768 1770 1773 rBV 455812 425212 24.62% 2.488%
48 12.533 1773 1776 1781 rVB 780639 746928 43.25%  4.370%
49 12.651 1794 1796 1800 rBV 244327 227257 13.16% 1.330%
50 12.869 1830 1833 1837 rVB 1113408 1013265 58.68% 5.929%
51 13.916 2008 2011 2013 rBV 527407 539356 31.23% 3.156%
52 14.474 2103 2106 2108 rVB 491051 406568 23.54% 2.379%

Sum of corrected areas: 17091100
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03

Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Propane, 2-methyl-2-(1-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.957 10.83 ng 265602 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 488 (4.957 min): BF135825.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.1
5000
B e REAREEES
83.0 1011 4.60 4.80 5.00 5.20
Ottt S L m/z 59.18  57.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 L L L B LI B I
410 4.60 4.80 5.00 5.20
’ m/z 101.10  16.38%
29.0 101.0
O\\‘\\\\‘\\\“\“‘\\\\“\‘\\\‘\\}}‘\\\\7‘\3\(\)\‘\8\6\\()‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R RRREEEE SR
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.00 14.27%
o 31.0 83.0 101.0
R A R o e A AARRRa R o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R RaaE A RARAR
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.17%
5000 41.0
29.
87.0
H"H‘_“W“H“H‘_“W“H“H‘_“W“H“H‘_ A T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.446 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.446 5.07 ng 124306 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 46
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 45
3 3-Undecyne 152 C11H20 060212-30-8 42
4 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 38
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 38
Abundance Scan 741 (6.446 min): BF135825.D\data.ms (-740) (-) m/z 109.10 100.00%
55.0 109.1
81.0
5000
39 S | B
‘ | ‘ ‘ | H | 6.20 6.40 6.60 6.80
0 m_w‘mh!“\“mM TSN R m/z 55.00  94.29%
m/z--> 20 40 60 80 100 120 140
Abundance #6772: trans-3,5-Dimethylcyclohexene
95.0
67.0
5000 L B B I LN L
6.20 6.40 6.60 6.80
39.0 .
m/z 95.10 89.09%
O \]-\5‘\.0‘ T ‘U\ \‘MH} “\‘ \‘\ \Hi“\ \‘\‘1 ‘ \]-J\-‘]\"\O‘ L ‘ L
miz-> 20 40 60 80 100 120 140
Abundance
67.0 95.0
6.20 6.40 6.60 6.80
5000 41.0 m/z 41.10 80.55%
111.0
o
miz--> 20 40 60 80 100 120 140
Abundance #29460: 3-Undecyne R AAE
67.0 6.20 6.40 6.60 6.80
m/z 67.10 77.06%
5000 41.0 109.0
.0
0 ‘1‘5;?‘“‘ Uil A “; 1370
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.157 4.96 ng 140069  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1010162-56-0 43
3 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 35
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1202 (9.157 min): BF135825.D\data.ms (-1199) (-) m/z 193.15 100.00%

55.1 198.2
95.1 1231
5000
R e RAE
151.0 8.80 9.00 9.20 9.40
0! m/z 55.10 99.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 L e
8.80 9.00 9.20 9.40
m/z 95.10 73.10%
‘ ‘ 151.0
O\‘\\\\’\\\‘\‘\ \\“’}\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\\“\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
84.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
5000 56.0 136.0 m/z 41.10 71.15%
110.0
27.0 164.0
(o RTINS0 N R BV R [T [ BT SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66846: Silane, tetra-2-propenyl- R AN
95.0 123.0 8.80 9.00 9.20 9.40
69.0 m/z 123.10 70.40%
43.0 151.0
5000
0! \‘\‘““\H“\\‘h!‘\\\“\\‘!‘\‘1\\\‘\\\\‘\\\\ R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Naphthalene, 1,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.363 3.06 ng 86401  Acenaphthene-dile 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94

Abundance Scan 1237 (9.363 min): BF135825.D\data.ms (-1234) (-) m/z 156.05 100.00%
156.1

l

9.00 9.20 9.40 9.60

57.0

5000

0+ m/z 141.00 71.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000 LI L L B L L BN I
9.00 9.20 9.40 9.60
115.0 m/z 57.00 64.34%
0H\‘2\7\.\0\‘\5\1\‘\0‘\\7\7‘.‘0\\\\‘\H‘i‘\‘!‘H‘i‘\\w‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
R R R RRREE
9.00 9.20 9.40 9.60
5000 m/z 43.10 30.50%
115.0
o 27.0 51.0 76.0
R R B N R R R A RARE RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- T
156.0 9.00 9.20 9.40 9.60
m/z 155.10 27 .59%
5000
0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Naphthalene, 2,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.434 4.55 ng 128428  Acenaphthene-di10 9.775

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 94
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 93

Abundance Scan 1249 (9.434 min): BF135825.D\data.ms (-1245) (-) | m/z 156.10 100.00%
156.

1
5000 M
1151 A

A AT UL s
ﬁiwo ‘ | 191.2 9.20 9.40 9.60 9.80
\‘\ Ll \hmw\‘\ T — w}‘ Iy H‘\‘ ‘HM“ S—

SRR | Y WO ¥ R W ' P i b m/z 141.05  90.50%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0

5000 R LR G
9.20 9.40 9.60 9.80

m/z 155.10  30.52%

77.0 128.0
T -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0 A
A N

9.20 9.40 9.60 9.80

o

5000 ITI/Z 115.05 23.32%
115.0
270 510 77.0
R S MESVMMCPMMN N S MOV |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- S RARRMEEE
156.0 9.20 9.40 9.60 9.80
m/z 153.05 17.40%
5000
115.0
o“‘%npqé%pu:Z%?u"_“M‘$‘qhuWM“H“H“‘H“ T aThaa e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown9.469 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.469 6.37 ng 179643  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
5 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35

Abundance Scan 1255 (9.469 min): BF135825.D\data.ms (-1253) (-) m/z 193.15 100.00%

198.2
69.1
5000 41.1
95.1 123.1
T T
| h ‘ ‘ - 9.20 9.40 9.60 9.80
bt il b 1O ] 2201 7 69.10  54.01%
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 95.0 LB B e e e
9.20 9.40 9.60 9.80
m/z 41.10 47.64%
‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\““\\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\}\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
N EERRsmEEs R
123.0 9.20 9.40 9.60 9.80
5000 m/z 55.10 43.28%
150.0
95.0
0l17.0 420 49
L Aa S e e e e o o A
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 T T
1938.0 9.20 9.40 9.60 9.80
69.0 123.0
: m/z 123.10 41.03%
41.0
5000 95.0
0 152.0  AREEmEEEE e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Octacosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
o492 3.46ng 57661 Acenaphthene-die 5.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane 304 costss 000630-02-4 87

2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 86
3 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1259 (9.492 min): BF135825.D\data.ms (-1257) (-) m/z 57.10 100.00%
57.1
5000 W
T ]
9.1 1411565, 9.20 9.40 9.60 9.80
obrbd 1‘ “‘UL O st m/z 43.10  76.42%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 L B L B L AL BRI
9.20 9.40 9.60 9.80
m/z 71.10 76.41%
9.0
obi 1141018302250 281.0 337.0 394.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T R R
9.20 9.40 9.60 9.80
5000 m/z 85.10 38.56%
112.0
0 155.0 211.0
e e e e B B e R
m/z--> 50 100 150 200 250 300 350
Abundance #59064: Undecane, 3,8-dimethyl- R
57.0 9.20 9.40 9.60 9.80
m/z 41.10 29.33%
- MvwﬂﬂwwwﬂﬁwﬂjﬂﬂkNﬂfﬂ
T
ol et e S NS
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80

8270-BF101323.M Wed Oct 18 ©5:24:19 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown9.628 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.628 6.08 ng 171523  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 46
2 photocitral B 152 C10H160 006040-45-5 43
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
4 Citronellol 156 C10H200 000106-22-9 25
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 25

Abundance Scan 1282 (9.628 min): BF135825.D\data.ms (-1280) (-) m/z 41.10 100.00%
411 | 69.1

5000

—
9.50 10.00
— m/z 55.10  96.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43205: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3
41.0
69.0

109.0
5000

o

—
9.50 10.00
m/z 69.10 94.60%

‘\‘\‘\\ \\“i“}‘\‘\“\“‘\‘\“\\“\‘1\?\’\5.‘0\\\\]‘-\6\8\-\0‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81.0 123.0

41.0

o

T
9.50 10.00
5000 m/z 109.10  77.40%

152.0
o L | L
miz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

—
9.50 10.00
m/z 193.20 67.92%

123.0
5000 69.0 950
‘ ‘ 151.0
0 Al \‘ \“ ‘ ‘ ‘\ ‘ ‘

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

8270-BF101323.M Wed Oct 18 ©5:24:19 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.675 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.675 10.47 ng 295542  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 44
2 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 30
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 22
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 18
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 15

Abundance Scan 1290 (9.675 min): BF135825.D\data.ms (-1287) (-) m/z 193.20 100.00%
B.2

41.1 69.1 19
’ 97.1
5000
1231

T T
152.1 9.50 10.00
0! Al bt 12283 sz 41,10 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0
5000 41.0 — —
153.0 9.50 10.00
m/z 69.10 74.60%

N \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0
69.0

T
9.50 10.00

109.0
5000 ITI/Z 55.10 74.01%
o 1350  168.0 W
e R e R ARAARREa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- —— —
69.0 97.0 9.50 10.00
410 m/z 97.10  67.85%
5000
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF101323.M Wed Oct 18 ©5:24:20 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknown9.710 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.710 4.29 ng 120990  Acenaphthene-die 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 38
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 30
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 018358-53-7 30
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 30
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 25

Abundance Scan 1296 (9.710 min): BF135825.D\data.ms (-1293) (-) m/z 55.05 100.00%
58.0

5000 WJ\

T
9.50 10.00
0 m/z 69.10 79.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85380: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, tran
55.0
83.0 111.0

5000

—
9.50 10.00
m/z 41.10 72.32%

Ly
\H‘WWHMM$HW“‘L‘H‘Wéﬁﬂg‘w‘H‘w‘H!H”w‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 | 83.0

T
9.50 10.00
5000 m/z 83.10 61.53%

27.0 1100 4500
Ottt el ll b b e
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #29292: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl- ——
55.0 83.0 9.50 10.00

m/z 123.10 61.02%

5000
27.0
M l ‘H u‘u “nﬁ).o 152.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Naphthalene, 1,4,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.881 4.60 ng 129740  Acenaphthene-die 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 62
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 59
3 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 46
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
5 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 46

Abundance Scan 1325 (9.881 min): BF135825.D\data.ms (-1322) (-) m/z 155.10 100.00%
155.1

e

5000
W T
9.50 10.00
o} m/z 57.10 70.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 “ —
9.50 10.00
128.0 m/z 123.10 63.05%
63.0 ‘
0 \\\‘\\\4\0‘.9“\ T "‘V\ \‘Uﬁ‘?;ow“\ T \‘\ T \“\‘\ \“L\ \M T \“\M\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
— —
9.50 10.00
5000 ITI/Z 41.10 57.71%
128.0
27.0 51.0 76.0 1000 M\A
T T T T A T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45542: Naphthalene, 1-(1-methylethyl)- —

— ‘
.0 9.50 10.00
m/z 170.10 51.90%

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

5000

8270-BF101323.M Wed Oct 18 ©5:24:22 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.028 6.28 ng 177318  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 55
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 52
3 2-Methyltetracosane 352 C25H52 001560-78-7 49
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 49
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 46
Abundance Scan 1350 (10.028 min): BF135825.D\data.ms (-1347) (- m/z 57.10 100.00%
57.1
5000 M
1331 —— :
10.00
|t H‘ \H ! \\ i) \M \ 2182 .
O ool oot et o m/z 43.10 79.63%
miz-> 50 100 150 200 250 300
Abundance #45479: Dodecane
43.0
5000 —— :
85.0 10.00
m/z 71.10 69.40%
\‘\ | 1270 1700
O\\“\‘\‘\‘\“‘\H\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
57.0
T \
10.00
5000 m/z 55.10 69.32%
97.0
0 141.0 182.0 252.0 325.0
A e R e e e
miz--> 50 100 15 200 250 300
Abundance #262014: 2-Methyltetracosane ‘ ‘
57.0 10.00
m/z 41.10 55.19%
5000
‘ 99.0
41.
b L 1L 240 1630 2250 2670 3090 -
m/z--> 50 100 150 200 250 300 10.00

8270-BF101323.M Wed Oct 18 ©5:24:23 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl1©.098 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.098 7.00 ng 197560  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-3,10a-Methano-1,2-benzodioxoc... 226 C13H2203 095906-83-5 47
2 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 18
3 2-(3,3-Dimethyl-oxiran-2-yl)-5-e... 209 C11H15NO3 1000194-95-4 11
4 Benzoyl chloride, 3-fluoro- 158 C7H4C1FO 001711-07-5 11
5 4-Fluoro-N-4-piperidinylbenzamide 222 C12H15FN20 075484-39-8 11

Abundance Scan 1362 (10.098 min): BF135825.D\data.ms (-1358) (- m/z 69.10 100.00%

(¢
69.1 1231 198.2
41.1
5000 o 1551

—— ‘
‘ | 2922 10.00 1050
Wty ]l

0 ke el m/z 193.20  96.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106673: 3H-3,10a-Methano-1,2-benzodioxocin-3-ol, oct
41.0 69.0 193.0
111.0

5000 s =
135.0 10.00 10.50

m/z 123.10  82.48%

226.0
ol 165.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 69.0

—— ‘
109.0 10.00 10.50

5000 m/z 41.10 70.03%

152.0
186.0
O bt b Rl el

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #86141: 2-(3,3-Dimethyl-oxiran-2-yl)-5-ethoxy-pyridine-1-
123.0

T —
10.00 10.50

m/z 170.15 66.27%

95.0
5000
430 151.0
‘ ‘ 67.0 ‘ ‘ 192.0
N ) O P T IO I A o

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

8270-BF101323.M Wed Oct 18 ©5:24:23 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl@.140 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.140 6.50 ng 183354  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28 1000149-58-8 30
2 2-Butenamide, 2,3-dimethyl-N-phe... 189 C12H15NO 024735-54-4 27
3 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 22
4 2-Propionyl-1-pyrroline 125 C7H11NO 1010298-55-4 22
5 Cyclopentanecarboxylic acid, 3-t... 310 C20H3802 1000280-58-8 22
Abundance Scan 1369 (10.139 min): BF135825.D\data.ms (-1365) (- m/z 193.20 100.00%
55.0 193.2
97.1
5000
e =
17.2 10.00 10.50
0" m/z 55.05 96.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #71779: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97.0
55.0
5000 —r —
10.00 10.50
27.0 153.0 m/z 41.10 87.55%
O' T \H“w‘\‘\ ‘}“ T \H\]\-‘zﬁ.g ‘ TT 1“\ ‘ TTTT ‘ \]\-?}6‘.(\)\ TT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 97.0
41.0
—— —
10.00 10.50
5000 m/z 97.10 81.99%
189.0
0 144.0
R R a AR BAREEREEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp —— —
55.0 10.00 10.50
97.0 m/z 69.10 77.96%
5000
29.0 167.0
125.0
) . Y M SN 2 —r —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF101323.M Wed Oct 18 ©5:24:24 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl1@.175 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.175 13.20 ng 372480  Acenaphthene-d10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 46
2 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
3 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 43
4 cis-1,3,3-trimethylbicyclo[3.1.0... 152 C10H160 1000365-94-2 43
5 3-Fluorobenzoic acid, pent-2-en-... 204 C12H9F02 1000292-60-2 43
Abundance Scan 1375 (10.175 min): BF135825.D\data.ms (-1372) (|  m/z 123.10 100.00%
123.1
5000 55.1
95.1
207.2 T ‘ T T ‘ T
‘ | ‘ 155 1 10.00 10.50
— m\u bl sl bl b L2835 s s 10 43.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84685: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123.0
5000 68.0 — T
10.00 10.50
21.0 95.0 m/z 69.10 39.15%
. | H‘ 149017902080
H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
—— —
65.0 10.00 10.50 .
5000 m/z 41.10 38.547%
95.0
41.0
0 163.0 208.0
R A I B A RARRA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11559: 2-Pyrimidinamine, 4,6-dimethyl- —— ——
123.0 10.00 10.50
m/z 109.10  35.60%
5000
43.0 96.0
o130 890l L —_— —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Tetradecane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.692 19.03 ng 469585  Phenanthrene-d10 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 60
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 59
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 58
4 Pentadecane, 4-methyl- 226 Cl16H34 002801-87-8 53
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 52

Abundance Scan 1463 (10.692 min): BF135825.D\data.ms (-1460) (- m/z 57.10 100.00%
7.1

57.
5000

85.1
‘ 1131 184.1
Lo

—
1050 1100

153.1
‘HH\LMH‘_“‘mHH_‘J‘u‘uhu‘um_wu““!“““‘2‘1“5"%%““4"3‘w m/z 71.10 60.74%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #90199: Tetradecane, 3-methyl-
57.0

5000

o

—
85.0 10.50 11.00
m/z 43.10 54.36%

113.0 183.0
e 2220 NMANAN$/MAWVWAMw“Wﬂ
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
57.0

7
10.50 11.00

o

5000 ITI/Z 85.10 23.46%
85.0
113.0
29.0 183.0
0 141.0 225.0253.0
[ e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90196: Tetradecane, 4-methyl- — —
43.0 71.0 10.50 11.00
m/z 41.10 21.92%
5000 M
99.0 1970 169.0
ol e bt e 2920 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00

8270-BF101323.M Wed Oct 18 ©5:24:26 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.163 18.37 ng 453311  Phenanthrene-d10 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane 184 C13H28 000629-50-5 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 74
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 1543 (11.163 min): BF135825.D\data.ms (-1541) (. m/z 57.10 100.00%

57.1
5000

11.00 11.50
4111831
“H F% Shess2 . m/z 71.10 65.41%

miz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — e
11.00 11.50

m/z 43.10 49.62%

J‘ | F ‘}410183022502670 3230 380.!(

T T ‘ T T ‘ \ T ‘ T T ‘ L ‘ T 1T T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance

o

0
57.0
— —
11.00 11.50
5000 m/z 85.10 37.61%
. 99.0 141.0 184.0 W
T e e e A T A B o e S e
mlz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 11.00 11.50

m/z 41.10 22.08%

5000 W
I

9.0 155.0 197.0
ol b e S— S—
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.810 12.75 ng 314550  Phenanthrene-d10 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Undecanoic acid 186 C11H2202 000112-37-8 45

Abundance Scan 1653 (11.810 min): BF135825.D\data.ms (-1651) (- m/z 43.10 100.00%

5000
— —
11.50 12.00
ol m/z 60.00 87.11%
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0
129.0 1150 12.00
83.0 m/z 73.00 84.67%
|

213.0
‘ ‘ ‘ 171.0
ok “‘ H‘M H“ ‘nh“‘ ‘\u‘\‘u} ‘m“‘ “ “‘m‘ S “‘ ————
m/z--> 50 100 150 200 250 300
Abundance
73.0

129.0 11. 50 12 00
5000 ITI z 57.10 79.39%
172.0 W
ob— by gl
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 11.50 12.00
450 m/z 55.10  73.47%
5000 129.0
‘ 199.0 2420
[o) ‘\‘ ‘;\ ‘ L,nm \\h” ‘\H H\ ‘ lleﬂ‘ O‘ ‘\ S BRAREE — ——
miz--> 50 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Phosphetane, 2,2,3,4,4-pent... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.651 8.43 ng 227257  Chrysene-di2 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphetane, 2,2,3,4,4-pentameth... 252 C14H2102P 050517-26-5 87
2 10H-Benzo[b][1,8]naphthyridin-5-... 252 C16H16N20 1000302-05-2 64
3 1H-indole, 2-(4-methoxyphenyl)-1... 237 C16H15NO 1000401-14-4 58
4 Silane, dimethyl(4-acetylphenoxy... 252 C13H2003Si 1000347-30-8 53
5 2-t-Butylxanthen-9-one 252 C17H1602 040305-52-0 53

Abundance Scan 1796 (12.651 min): BF135825.D\data.ms (-1794) (. m/z 237.20 100.00%
2

237
5000
57.1 195.1

T
153. 12.50 13.00
\H s ‘ 9%‘.1”‘ " m{\‘ ‘H‘h WMH“M‘\‘\ Al ‘\2‘7‘2-‘1‘3‘19-‘3‘ : m/z 57.10 35.81%

T T T ‘ T T ‘\ H\ ‘ T T T \‘ “
miz--> 50 100 150 200 250 300
Abundance #137978: Phosphetane, 2,2,3,4,4-pentamethyl-1-phenox

97.0 237.0

5000 55.0

o

—
167.0 12.50 13.00
m/z 195.10  34.04%

L ‘\L‘ “ ‘\ T ‘ T ‘ HM “ T \H“ T H‘ T T T “ L L ‘ T LI
m/z--> 50 100 150 200 250 300
Abundance
237.0

—
12.50 13.00
5000 m/z 252.20  29.61%

0 39.0 77.0 118.0 167.0

L e I R A e B e A
m/z--> 50 100 150 200 250 300
Abundance

#119924: 1H-indole, 2-(4-methoxyphenyl)-1-methyl- —
237.0 12.50 13.00

m/z 238.20  20.48%

- L
119.0
194.0
0 4?'9 ! 8\\4\.\0 | ‘ 15\3'9 I \\H‘ | ‘

‘Y—Y—'—Y—Y—Y—Y—'—Yﬁ
m/z--> 50 100 150 200 250 300 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 1H-Cyclopenta[l]phenanthren... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.475 15.08 ng 406568  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 52
2 3,6-Dibora-2,4,5,7-tetraoxaphena... 274 C12H12B206 1000159-66-2 50
3 2-(4-Butoxybenzyl)-4,5-pyrimidin... 274 C15H18N203 1000327-11-0 50
4 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 46
5 2,4-Diethoxyquinazoline 218 C12H14N202 000611-65-4 43
Abundance Scan 2106 (14.474 min): BF135825.D\data.ms (-2103) (- m/z 218.10 100.00%
218.1
274.1
5000
‘ 1450
101.0 ’
390 oL 1esd, ,Jw“ b 1. 326.3 3863 n/z 274.15  63.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96916: 1H-Cyclopenta[l]phenanthrene, 2,3-dihydro-
218.0
5000 =T
14.50
m/z 202.10 25.50%
141.0
a0 o100
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
—
14.50
162.0
5000 274.0 m/z 219.10  24.51%
53.0 106.0
R
m/z--> 50 100 150 200 250 300 350 400
Abundance #165869: 2-(4-Butoxybenzyl)-4,5-pyrimidinediol ——
218.0 274.0 14.50
m/z 203.10 16.28%
5000 107.0
57.0
ool 1500 -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135825.D

Acqg On : 17 Oct 2023 22:03
Operator : CG\JU

Sample : 04878-05

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
Propane, 2-meth... 4.957 10.8 ng 265602 1 6.740 490449 20.0
unknown6.446 6.446 5.1 ng 124306 1 6.740 490449 20.0
Decahydro-1,1,4... 9.157 5.0 ng 140069 3 9.775 564327 20.0
Naphthalene, 1,... 9.363 3.1 ng 86401 3 9.775 564327 20.0
Naphthalene, 2,... 9.434 4.5 ng 128428 3 9.775 564327 20.0
unknown9.469 9.469 6.4 ng 179643 3 9.775 564327 20.0
Octacosane 9.492 3.5 ng 97601 3  9.775 564327 20.0
unknown9.628 9.628 6.1 ng 171523 3 9.775 564327 20.0
unknown9.675 9.675 10.5 ng 295542 3 9.775 564327 20.0
unknown9.710 9.710 4.3 ng 120990 3 9.775 564327 20.0
Naphthalene, 1,... 9.881 4.6 ng 129740 3 9.775 564327 20.0
Dodecane 10.028 6.3 ng 177318 3 9.775 564327 20.0
unknown10.098 10.098 7.0 ng 197560 3 9.775 564327 20.0
unknownl10.140 10.140 6.5 ng 183354 3 9.775 564327 20.0
unknown10.175 10.175 13.2 ng 372480 3 9.775 564327 20.0
Tetradecane, 3-... 10.692 19.0 ng 469585 4 11.275 493538 20.0
Heptacosane 11.163 18.4 ng 453311 4 11.275 493538 20.0
n-Hexadecanoic ... 11.810 12.8 ng 314550 4 11.275 493538 20.0
Phosphetane, 2,... 12.651 8.4 ng 227257 5 13.945 539356 20.0
1H-Cyclopenta[l.. 14.475 15.1 ng 406568 5 13.945 539356 20.0
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