LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc :

ALS Vvial : 24 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140940.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.493 398 408 439 rBV 240768 474343 20.09%  4.030%
2 5.504 575 580 601 rVB 99260 191953 8.13% 1.631%
3 6.516 747 752 756 rBV 97695 183230 7.76% 1.557%
4 6.851 804 809 815 rVB 166791 211283 8.95% 1.795%
5 7.416 901 905 913 rBV2 140324 248935 10.54%  2.115%
6 8.128 1018 1026 1031 rBV 244580 382865 16.21%  3.253%
7 8.416 1070 1075 1079 rBV2 145289 206005 8.72% 1.750%
8 8.628 1108 1111 1114 rBV2 63772 81514 3.45% 0.693%
9 8.869 1149 1152 1155 rBV 119862 160114 6.78% 1.360%
10 8.951 1163 1166 1169 rBV2 114606 150353 6.37% 1.277%
11  9.116 1192 1194 1196 rBV2 94418 112399 4.76%  0.955%
12 9.198 1205 1208 1212 rVB2 215783 295336 12.51% 2.509%
13 9.275 1218 1221 1225 rBV3 331015 479693 20.31% 4.075%
14  9.592 1271 1275 1279 rBV2 807327 1263753 53.51% 10.737%
15 9.751 1298 1302 1305 rBV5 545334 902969 38.24% 7.671%
16 9.792 1306 1309 1313 rVB2 774569 1105244 46.80% 9.390%

17 10.298 1392 1395 1400 rBV2 648084 990410 41.94%  8.414%
18 10.810 1479 1482 1489 rVB 1287325 1968544 83.36% 16.724%
19 14.051 2029 2033 2050 rVB2 1030492 2361561 100.00% 20.063%

Sum of corrected areas: 11770504

8270-BF121624.M Fri Dec 20 ©6:03:38 2024 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140940.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000
4.493 5.504 6.516 6.851 7.416

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\m‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF140940.D\data.ms

8000000

7000000
6000000
5000000
10.810
4000000
3000000
2000000

1000000

0 — e — T T T — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF140940.D\data.ms

8000000

7000000
6000000
5000000
4000000

3000000

14.051
2000000
1000000 WW

0 T ‘ T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.493  44.90 ng 474343  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Butanal 72 C4H80 000123-72-8 38
3 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 32
4 Glutaraldehyde 100 C5H802 000111-30-8 16
5 2-Propen-1-o0l, 2-methyl- 72 C4H80 000513-42-8 14
Abundance Scan 408 (4.493 min): BF140940.D\data.ms (-398) (-) m/z 44.10 100.00%
44.1 56.1
5000
72.1 N ARREEEE NS e
H | ‘ 8£1 4.20 4.40 4.60 4.80
\\‘\\\\‘\\\\‘\\\\‘“\\\“\H\“\\\\“‘\\\\“\\.\\‘\\\\‘\\\\ m/Z 41.10 94.0300
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 L B L IR L R R
29.0 220 4.20 4.40 4.60 4.80
' ’ m/z 56.10 91.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #737: Butanal
27.0 44.0
N ARRNEEE S e
72.0 4.20 4.40 4.60 4.80
5000 m/z 43.10 68.70%
15.0 57.0
|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4889: 2,2-Dimethyl-3-hydroxypropionaldehyde R AEEEEE e
41.0 56.0 4.20 4.40 4.60 4.80
270 m/z 57.10 65.80%
5000
72.0
m/z--> 10 20 0 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknown8.416 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.416 10.76 ng 206005 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphonofluoridic acid, methyl- 98 CH4FO2P 001511-67-7 30
2 4-Undecene, 3-methyl-, (E)- 168 C12H24 074630-59-4 27
3 2-Acetyl-1,4,5,6-tetrahydropyridine 125 C7H11NO 025343-57-1 25
4 Cyclooctanone 126 C8H140 000502-49-8 22
5 2-0xo-1-pyrrolidinepropionitrile 138 C7H1ON20 007663-76-5 22
Abundance Scan 1075 (8.416 min): BF140940.D\data.ms (-1070) (-) m/z 55.10 100.00%
55.1
83.1 125.1
5000
s ERREaERET
0 %45 1 17‘7 2 8.00 8.20 8.40 8.60 8.80
[t i TN S T - m/z 43.10 72.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3838: Phosphonofluoridic acid, methyl-
98.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
78 8.00 8.20 8.40 8.60 8.80
47.0 m/z 83.10 66.39%
\‘\\\\’\‘“!\"\‘\\\\\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 80 100 120 140 160 180
Abundance #43542.4—Undecene,34neﬁwh,(E}
55.0
 ARARammE S
8.00 8.20 8.40 8.60 8.80
5000 83.0 m/z 98.05  63.34%
29.0
“ H i \‘\‘ L 112.0 139'0 16‘8.0
w““w“‘,"‘,"H““w““‘u““u““

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

Abundance #12410: 2-Acetyl-1,4,5,6-tetrahydropyridine A

43.0 8.00 8.20 8.40 8.60 8.80

820 m/z 125.10 61.44%

5000 125.0 m
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.628 4.26 ng 81514 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 92
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 58
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 42
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
Abundance Scan 1111 (8.628 min): BF140940.D\data.ms (-1108) (-) m/z 131.05 100.00%
131.1

5000 951 165.2 J\ A Mﬂm

411 e7.1 “H‘mAw“H‘H‘W‘H

el ) ‘ 191.2 s e 3o 00
et L m/z 118.05  89.00%

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

Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

131.0
5000 L B L B LB B
8.40 8.60 8.80 9.00
m/z 146.05 65.53%
1\“\“\\\‘\\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
8.40 8.60 8.80 9.00
m/z 117.10 45.17%
5000 105.0
39.0 77.0 ‘
ST N AP0 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R ARERNEE RS
146.0 8.40 8.60 8.80 9.00
m/z 165.20  44.30%
5000 118.0
27.0 52\'0 90\\.0 | \‘\ ‘\ Il
www‘wwww‘ww‘ww“?‘www‘,wwww‘wwu‘u‘u“uu‘uu’uu L L B B
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 2,4-Decadienal, (E,E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.869 8.36 ng 160114  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C1@H160 025152-84-5 53
2 Bornyl bromide 216 C1OH17Br 004443-48-5 53
3 2,4-Dodecadienal 180 C12H200 013162-47-5 50
4 Cyclohexanol, 4-(1-methylethyl)- 142 C9H180 004621-04-9 50
5 Bicyclo[2.2.1]heptane, 2-chloro-... 144 C8H13Cl 022768-96-3 50
Abundance Scan 1152 (8.869 min): BF140940.D\data.ms (-1149) (-) m/z 81.10 100.00%
81.1
5000 w
41.1 179.2 \\\‘\\\\‘\\\\‘\\\\’\\\\
| 109.1 © 1451 8.60 8.80 9.00 9.20
H‘_“qhﬂ MﬂwJW‘Lkuﬂwm‘ﬂmww‘u“u‘_“W“ m/z 41.10 28.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29154: 2,4-Decadienal, (E,E)-
81.0
5000 LB L L LA B L B IR
41.0 8.60 8.80 9.00 9.20
m/z 179.20  25.79%
T \H\ \‘}‘H\ T \H‘r‘“\ \H‘H\ T \h:‘lp\guo‘ T ‘]\_\5}2\.(‘)\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93650: Bornyl bromide
81.0
R S ARRswasas R
8.60 8.80 9.00 9.20
5000 m/z 67.10 22.42%
41.0
123.0
129 “; AL ) U rp da60 1730 2160
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54856: 2,4-Dodecadienal e ARRamEEsS S
81.0 8.60 8.80 9.00 9.20
m/z 55.10 21.67%
5000
41.0
170] |y 1230 1510 1800
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\B
BF140940.D

: 19 Dec 2024 21:19

: RC/JU

: P5342-03 5X

: 24 Sample Multipli

TIC Integration Parameters: LSCI

Library Search Compound Report

NA_F\Data\BF121924\

er: 1

: C:\Database\NIST20.L

NT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

8.951

Hit# of

1 Naphthalene,
2 Naphthalene,

4 Naphthalene,

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
EstConc Area Relative to ISTD R.T.
7.85 ng 150353  Naphthalene-d8 8.128
5 Tentative ID MW MolForm CASH# Qual
,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 97
,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 90
,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 76
2,3,4- tetrahydro— 160 C12H16 025419-33-4 58
trimethyl-2-(1-me. 160 C12H16 014679-13-1 55

1
1
3 Naphthalene, 1
1,
5-

5 Benzene, 1,3,

Abundance Scan 1166 (8.951 min): BF140940.D\data.ms (-1163) (-)

11

81 1451

5000

m/z-->

5000
91.1
391 65.0 ‘
TTT ‘ TTTT ‘ T \‘\ T “\‘ \‘\ \‘H“\ \‘} T "H‘\ T MU“M‘\ T ‘§\6\.\2\ ’]\-9\]\“\2‘\
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
5000
91.0
28.0 51.0 ‘ ‘
\\\‘\‘1‘\\“‘\\‘\\“”\\\“\\‘\\"U\\ ‘\‘\h‘\\“\‘\\\‘\\\\’\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000
39.0 91.0
63.0
gﬁh“wu“,u“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-

m/z 118.10 100.00%

5

8.60 8.80 9.00 9.20

m/z 145.05 83.92%

=

8.60 8.80 9.00 9.20

m/z 160.10  65.05%

é

8.60 8.80 9.00 9.20

m/z 117.10  46.59%

%

118.0 8.60 8.80 9.00 9.20
160.0 m/z 105.10  31.90%
- M
390
20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF121624.M Fri Dec 20 06:03:44 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknown9.116 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.116 2.03 ng 112399  Acenaphthene-di10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 38
2 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 30
3 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 27
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 18

Abundance Scan 1194 (9.116 min): BF140940.D\data.ms (-1192) (-)| | m/z 81.10 100.00%

81.1
5000

8.80 9.00 9.20 9.40
m/z 85.10 84.91%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29046: Thujone
81.0
41.0 110.0
5000 L L L B B B I B |
8.80 9.00 9.20 9.40
m/z 55.10 70.45%
| 15?.0
l |
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
IR RRREE
55.0 8.80 9.00 9.20 9.40
’ 110.0 / 41.10 64 .70
5000 m/z . . 0
137.0 180.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585: 2-Propenyl-3-vinyloxirane e EaAsmmEESEEE
55.0 8.80 9.00 9.20 9.40
m/z 179.20 63.83%
81.0
5000
27.0 110.0
,  RAmmaEEE
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\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 7 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.275 8.68 ng 479693  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 87
2 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 38
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 25
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 18
5 1-Heneicosanol 312 C21H440 015594-90-8 15

Abundance Scan 1221 (9.275 min): BF140940.D\data.ms (-1218) (-)| | m/z 193.20 100.00%
57.1 193.2

123.1

5000 83.1

159.1

=

ol ‘ L 9.00 9.20 9.40 9.60
‘uNHMwMWHwH‘p‘Hw\HWu‘A“‘ m/z 57.10  89.25%
miz-> 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 B e e e e
9.00 9.20 9.40 9.60
m/z 55.10 80.93%
‘ ‘ 151.0
| Ly \‘ \‘ ‘ ‘ “ | “ |
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘

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

Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine
193.0

L

%

95.0 9.00 9.20 9.40 9.60
5000 m/z 41.10 79.23%

67.0
40.0 146.0

- M H\ | ‘M“ o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am A AR RE
105.0 193.0 9.00 9.20 9.40 9.60

o

m/z 43.10 70.77%
52.0 1330 4640
5000 200
miz—> 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\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknown9.592 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.592  22.87 ng 1263750  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 25
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 25
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1275 (9.592 min): BF140940.D\data.ms (-1271) (-) m/z 193.20 100.00%

198.2
5000 CEN S 123.1
95.1 ’
T \
‘ ‘151 5 ) 9.50
0 el J3ste 224z gete 51.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
123.0
5000 —— :
150.0 9.50
. 95.0 ‘ m/z 57.10 51.04%
42.
\\\.‘(\)\\\"\\\‘\‘6\9\.\0\‘}\\‘\‘\\‘\\“\\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68081: 9-Phenanthrenamine
1938.0
T \
9.50
5000 165.0 m/z 41.10 45.51%
82.0
51.0 L1 h \‘ 115'013\9.0 H‘ \\‘
R B R R RRAAREmToE EEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene —— ‘
193.0 9.50
m/z 83.10 41.63%
123.0
5000 69.0 950
‘ ‘ 151.0
ISR HHMJ!_J‘WtH‘MHM‘_‘H\‘mL‘ﬂ‘W“‘ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknown9.751 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.751 16.34 ng 902969  Acenaphthene-di1e 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 38
3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-12-7 25
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 25
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 22

Abundance Scan 1302 (9.751 min): BF140940.D\data.ms (-1298) (-) m/z 69.10 100.00%

69.1
41.1
97.1
193.2
5000 1231
159.1 ‘90 1000
ko b 1 \‘\ 224.3 - o
Ml“;‘i‘w‘l“lH,“;HH“;ium‘u‘m“m‘u‘M m/z 55.10 80.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 41.10 79.95%
‘ ‘ 151.0
\‘\\\\‘\\\‘\‘\ \\“}\\‘!‘\‘\‘\\‘!\\\"\\“1\‘\\\\“\\{‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl-
41.0
69.0
P e
9.50 10.00
5000 m/z 97.10 72.90%
109.0
S O . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #100848: Silane, chlorodiethyl(2-methylpentyloxy)- —— ——
109.0 9.50 10.00
1930 m/z 83.10  71.30%
5000 83.0 W
T N
151.0
ek el 2220 S— S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknown9.792 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.792  20.00 ng 1105240  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 46
2 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 38
3 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 25
4 3-Phenylindole 193 C14H11N 001504-16-1 25
5 Cyclohexanecarboxylic acid, 4-pe... 292 C18H25F02 079912-83-7 14
Abundance Scan 1309 (9.792 min): BF140940.D\data.ms (-1306) (-) m/z 193.20 100.00%
198.2
69.1 97.1
41.1
5000
T —
9.50 10.00
242 w7z 97.10  67.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
193.0
5000 — —
165.0 9.50 10.00
970 m/z 69.10 65.04%
70.0 H 13?.0 I
(| [ L 1 ul
\\\‘\\\\‘\\1\‘\\\\‘\1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
— —
9.50 10.00
5000 m/z 55.10 54.21%
123.0 194.0
‘ 151.0 ‘
T S T A AN,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29311: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- — ——
109.0 9.50 10.00
67.0 m/Z 109.10 53.17%
43.0
5000
137.0
— —
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\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 11 4-Fluoro-N-(1H-tetrazol-5-y... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.298 17.92 ng 990410  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluoro-N-(1H-tetrazol-5-yl)ben... 207 C8H6FN50 1000306-76-6 53
2 3-Buten-2-one, 4-(4-hydroxy-2,2,... 224 C13H2003 038274-01-0 53
3 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 50
4 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 47
5 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 47
Abundance Scan 1395 (10.298 min): BF140940.D\data.ms (-1392) (- m/z 123.10 100.00%
123.1
5000 55.1 81.1
207.2
—— —
‘ ‘ ‘ ’1 10.00 10.50
0 ‘H\m_“‘H‘H“JJ‘”‘_MwmHm_wuww‘:”???‘%m m/z 81.10 40.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84186: 4-Fluoro-N-(1H-tetrazol-5-yl)benzamide
123.0
5000 95.0 T T 7
10.00 10.50
m/z 95.10 40.03%
70. | 149.0 179.0 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104168: 3-Buten-2-one, 4-(4-hydroxy-2,2,6-trimethyl-7-a
123.0

—— ——
10.00 10.50
5000 m/z 55.10  39.80%
43.0

| . 69.0 990 | 14901750 208.0

m/z--> 2‘0 4‘0 Gb 8‘0 160 12‘0 14‘10 léO 1é0 260 22‘0 24‘10

Abundance #101535: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl —r P
123.0 10.00 10.50
m/z 69.10 38.90%

5000 43.0

222.0

. 69.0 90 | 1640

T T
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\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Heptadecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.810 20.00 ng 1968540  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 87
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 74
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 68
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
Abundance Scan 1482 (10.810 min): BF140940.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1
5000 W
85.1
‘ 113.1 10,50 11.00
183.2 : :
141.1 244.3 9
om_m_HHW”:WW“‘,“m,wWME??’EWHHw‘ m/z 71.10 88.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 — —
10.50 11.00
85.0 m/z 43.10 50.64%
113.0
il H Il H‘ | 1410 1820 2250253.0
\H‘HH‘HH‘HH‘H\\‘H\\’HH’HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0 — —
10.50 11.00
5000 m/z 85.10 34.65%
| ‘ || 990 151950
m_wH!wm”uh”}ﬁ?ﬂmhw_l‘??:?”_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22091: Octane, 2,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 23.02%
5000 W
29.0
‘ 8501130
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140940.D

Acqg On : 19 Dec 2024 21:19
Operator : RC/JU

Sample : P5342-03 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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|
Hexanal 4.493 44.9 ng 474343 1 6.851 211283 20.0
unknown8.416 8.416 10.8 ng 206005 2 8.128 382865 20.0
Naphthalene, 1,... 8.628 4.3 ng 81514 2 8.128 382865 20.0
2,4-Decadienal,... 8.869 8.4 ng 160114 2 8.128 382865 20.0
Naphthalene, 1,... 8.951 7.8 ng 150353 2 8.128 382865 20.0
unknown9.116 9.116 2.0 ng 112399 3 9.892 1105240 20.0
Decahydro-1,1,4... 9.275 8.7 ng 479693 3 9.892 1105240 20.0
unknown9.592 9.592 22.9 ng 1263750 3 9.892 1105240 20.0
unknown9.751 9.751 16.3 ng 902969 3 9.892 1105240 20.0
unknown9.792 9.792 20.0 ng 1105240 3 9.892 1105240 20.0
4-Fluoro-N-(1H-... 10.298 17.9 ng 990410 3 9.892 1105240 20.0
Heptadecane, 2,. 10.810 20.0 ng 1968540 4 11.398 1968540 20.0

8270-BF121624.M Fri Dec 20 06:03:47 2024 Pag 15



