LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc :

ALS Vvial : 15 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133996.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 4 10 17 rVB 1070339 1344008 55.84% 6.887%
2 2.257 25 29 40 rVB 35706 54191 2.25% 0.278%
3 5.087 506 510 518 rBV 143723 168272 6.99% 0.862%
4 5.487 573 578 581 rBV 2071672 1850718 76.89%  9.483%
5 6.487 743 748 751 rBV 2052013 1940482 80.62% 9.943%
6 6.851 806 810 818 rBV 769256 609066 25.31%  3.121%
7 7.410 901 905 908 rBV 1401270 1263814 52.51% 6.476%
8 8.128 1024 1027 1035 rBV 934878 757497 31.47%  3.881%
9 9.204 1207 1210 1214 rBV 2714755 2406818 100.00% 12.332%
10 9.698 1290 1294 1298 rBV 192620 161197 6.70% 0.826%
11  9.886 1323 1326 1331 rVB 990433 774560 32.18% 969%
12 10.004 1340 1346 1348 rVB2 60877 56148 2.33% 288%
13 10.222 1380 1383 1387 rVB 122001 90268  3.75%

14 10.604 1445 1448 1451 rBV 166265 129028 5.36%
15 10.680 1457 1461 1467 rBV 1081760 956065 39.72%
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16 10.792 1477 1480 1487 rBV 365395 321934 13.38%
17 10.939 1499 1505 15688 rBV3 60924 106028 4.41%
18 11.275 1558 1562 1565 rBV 150514 181448  7.54%
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19 11.380 1577 1580 1584 rBV 811392 708310 29.43% 629%
20 11.563 1609 1611 1614 rBV3 63137 75331 3.13% 386%
21 11.627 1620 1622 1625 rBV3 62864 51553 2.14%  ©.264%
22 11.910 1668 1670 1673 rBv2 116813 96571 4.01% 0.495%
23 11.980 1679 1682 1684 rBV3 154848 206186 8.57% 1.056%
24 12.063 1693 1696 1699 rBV3 168217 200922 8.35% 1.030%
25 12.092 1699 1701 1703 rVB 191975 171211 7.11% ©.877%
26 12.410 1753 1755 1758 rBV3 216931 204536  8.50% 1.048%

27 12.592 1783 1786 1788 rBV3 311881 362179 15.05% 1.856%
28 12.986 1849 1853 1856 rBV 1845468 2205272 91.63% 11.300%
29 16.321 2417 2420 2435 rVB2 901090 2062634 85.70% 10.569%

Sum of corrected areas: 19516247
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133996.D\data.ms
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Abundance TIC: BF133996.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
BF133996.D

: 27 Jun 2023 17:54
¢ CG\JU
: 03357-11

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  44.13 ng 1344010 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 10 (2.146 min): BF133996.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
R R RARRRRER ST
‘ J 881 2.202.302.402.502.60
ol L 580 Il 8811051 0 43,05 44.76%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T [T T T T[T T [ TTTT 7T
43.0 2.202.302.402.502.60
‘ m/z 55.05 30.82%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
AR L A
2.202.302.402.502.60
5000 55.0 m/z 87.10 25.75%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R ERRREE R R
73.0 2.202.302.402.502.60
m/z 41.05 15.35%
5000
43.0
T Ao o ERERRARNREEAEEEsemE e
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.087 5.53 ng 168272 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Propanenitrile, 3-ethoxy- 99 C5HONO 002141-62-0 9
Abundance Scan 510 (5.087 min): BF133996.D\data.ms (-506) (-) m/z 42.95 100.00%
43.0
5000 59.1
T R
83.0 101.1 4.80 5.00 5.20 5.40
Ot 710 830 s, s9.10  56.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L NN LB
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 16.54%
O \\\‘\!‘f‘f‘\\f‘?‘ﬁ\.\o\\“H}\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
AmmEE L
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10  12.40%
29.0 101.0
15.0 ‘
0 m"“"‘H“;“HH‘H1""m‘um‘mWm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e RERR R RS R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000
101.0
oL 180 310 | %89 790 60
R Ea T L R e AARARRmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.698 4.16 ng 161197  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 98
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 78
3 .beta.-Oplopenone 220 C15H240 028305-60-4 46
4 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 42
5 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 38

Abundance Scan 1294 (9.698 min): BF133996.D\data.ms (-1290) (-) m/z 177.10 100.00%

177.1
41.0
5000 67.0 135.1
91.0 220.2
—— —
9.50 10.00
(o} m/z 41.05 72.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99033: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0 MJ
5000 41.0 e
67.0 135.0 9.50 10.00
95.0 m/z 67.00 42.69%
0 ]\-\5\ ?\ ‘\‘\ T “\ \‘\HW ‘ \‘\‘1 \H“\ \‘\“\ ‘ \“\H‘\ \“““\ \‘\M\H‘ “\ T T \“ \‘\ ‘!‘\ ‘ \‘\ TT “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0
Py ]
9.50 10.00
5000 57.0 m/z 135.05 41.77%
91.0 135.0 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 )\
Abundance #99176: .beta.-Oplopenone A Ty e
177.0 9.50 10.00
43.0 m/z 57.05 39.84%
5000 107.0
79.0 135.0
220.0
of ekt A
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\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl1®.222 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.222 2.33 ng 90268  Acenaphthene-dile 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,3,6,7-tetramethyl- 168 C12H24 063830-66-0 46
2 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 30
3 4-Methyl-2-heptene 112 C8H16 003404-56-6 30
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 27
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 27

Abundance Scan 1383 (10.222 min): BF133996.D\data.ms (-1380) (- m/z 57.05 100.00%

57.0
167.1
5000
111.1

83.0 1301 ™
“ “ ‘ “ 209.2 10.00 10.50
el bl LT wjz 5568 85.32%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43575: 4-Octene, 2,3,6,7-tetramethyl-
69.0

o

5000 e ——
10.00 10.50
43.0 m/z 41.85 84.25%
“ ‘ “970 1250 1680
O TTT ‘ T U\ T “ TTTT ‘ T \ \ T ‘ T TT ‘ T \ TT ‘ \ TTT ‘ LI ‘ T 1 TT ‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7610: 2-Heptene, 4-methyl-, (E)-
69.0
J—— —
410 10.00 10.50
5000 m/z 69.10 80.43%

o

112.0
S T T |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

| |
#7529: 4-Methyl-2-heptene T ——
69.0 10.00 10.50
m/z 167.10  74.48%

41.0
5000

112.0

15.0 ‘
0 H"ﬂk"Wmﬁ"LH‘h"w‘“w““_“‘_““u“‘u“ el .

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

=~
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.604 3.33 ng 129028  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 53
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
4 Azobenzene, (E)- 182 C12H16ON2 017082-12-1 50
5 Methyl benzilate 242 C15H1403 000076-89-1 47
Abundance Scan 1448 (10.604 min): BF133996.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— s
10.50 11.00
152.0
Ol pr sl e 2288 62031 sz 77,00 63.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— e
10.50 11.00
51.0 m/z 182.05  54.82%
J270 Ll 12601520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58785: 2-(2-Ox0-2-phenyl-ethyl)-malononitrile
105.0
—— —
77.0 10.50 11.00
5000 m/z 50.95 29.82%
51.0
0L it ) 1280 1500 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone posspoch a
105.0 10.50 11.00
183.0 m/z 50.00 8.63%
77.0 '
5000 51.0
0 | m‘ ‘ 127.0 154.0 \‘ A b ahy g
R e A o e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.792 9.09 ng 321934  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 95
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 58
3 Benzenesulfonamide, N,4-dimethyl... 214 C8H1ON203S 000080-11-5 50
4 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 50
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 46

Abundance Scan 1480 (10.792 min): BF133996.D\data.ms (-1477) (- m/z 91.05 100.00%

91.0
5000
65.0 155.0 185.1

39.0 | 12T1 ‘ ‘ 10.50 1100
Ottt bl b 2190 s 6500 29.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60177: Benzenesulfonamide, N,4-dimethyl- J¥MA\
91.0
5000
10 50 11 00
65.0 155.0 185.0 m/z 185.05 2.80%
‘ ‘ 121.0 ‘ ‘
0‘”‘W‘”\”MWM”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60186: Cyclohepta-2,4,6-trienesulfonic acid, methylamic
91.0
lO 50 11 00
5000 185.0 ITI/Z 155.00 0.99%

155.0 '
65.0
3%0 ‘ ‘ 121.0
Ol et et el b e
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #92623: Benzenesulfonamide, N,4-dimethyl-N-nitroso-

91.0 1050 1100
m/z 92.65 18.07%
5000
155.0
65.0

o 390 | 00 1850 2140

ettt A2 O 2140
miz--> 20 40 60 80 100 120 140 160 180 200 220 1050 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown1©.939 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.939 2.99 ng 106028  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 22
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1010365-01-4 22
4 4-Methylnonanoic acid 172 C10H2002 045019-28-1 16
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 12

Abundance Scan 1505 (10.939 min): BF133996.D\data.ms (-1499) (- m/z 57.05 100.00%
57.0
5000
97.1 207.2
——
11.00
147.0
ob— \““‘ : S Al w/z 55.10  33.00%
miz--> 50 100 150 200 250 300
Abundance #104612: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
11.00
113.0 m/z 97.10 32.90%
g ‘ \‘ 168.0
O\\\\“\‘\“\“‘\“\”\\\‘\‘\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #106109: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
——
11.00
5000 ITI/Z 207.15 29.85%
97.0
o150 “‘\ ‘ ” 153.0 2110
=
miz-> 50 100 150 200 250 300
Abundance #230812: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyratg | == e,
57.0 11.00
m/z 113.15 28.56%
5000
97.0
169.
o150, “\ ‘\ L 1310 190 o0 311
= P
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54

Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.275 5.12 ng 181448  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 74
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 70

Abundance Scan 1562 (11.275 min): BF133996.D\data.ms (-1558) (- m/z 57.10 100.00%
7.1

5
5000

—
h 97.1 127.2 183.2 23?2 11.00 11.50

0 Y O O O S N m/z 71.10 72.61%

m/z--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

5000 T

11.00 11.50
‘ m/z 43.10 61.04%
)

270 | 1130
“\ ‘ ‘\ ‘J‘ \“ T “ \“ T “\ T ‘ T ?-8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

—
11.00 11.50

o

o

5000 m/z 85.10 37.86%
99.0
0 . “‘\ Il \‘ | \14\10 183.0 239.0 296.(
L e A i BN B S S e
m/z--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl- — —
43.0 11.00 11.50

m/z 41.10 30.94%

5000
| 85.0
|

T O R .

— —
miz--> 50 100 150 200 250 11.00 11.50

8270-BF062623.M Wed Jun 28 10:19:12 2023

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.563 2.13 ng 75331  Phenanthrene-di1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 50
2 Hentriacontane 437 C31H64 000630-04-6 49
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 46
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 46
5 2-Methyltetracosane 352 C25H52 001560-78-7 43
Abundance Scan 1611 (11.563 min): BF133996.D\data.ms (-1609) (- m/z 57.00 100.00%
57.0
son0 M
T \
13.1 246.3
TN T
YRR N L AT il N N — m/z 71.18  56.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 —— :
11.50
m/z 43.10 56.24%
13.0
04 \“\ 1 !‘ \"\]]‘ \‘\‘l\ \‘%\6\9\0\ ‘2\2\9\0’ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
T \
11.50
5000 ITI/Z 85.10 52.13%
13.0
0 |hh “h]ﬂ‘ J\‘ h\ | 136199 il 2\2\\5‘0‘ L ‘30‘90 3650 437'
R T m ma
m/z--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl- T ‘
57.0 11.50
m/z 55.05 43.60%
5000
113.0
ol o
m/z--> 50 100 150 200 250 300 350 400 11.50

8270-BF062623.M Wed Jun 28 10:19:13 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownll.910 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.910 2.73 ng 96571 Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,3-dimethyl- 268 C19H40 061868-03-9 43
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 43
3 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 38

4 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202 1000447-28-3 38
5 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202  1000447-27-4 38

Abundance Scan 1670 (11.910 min): BF133996.D\data.ms (-1668) (- m/z 43.10 100.00%

43.1
5000 73.
e
192.0 . :
Ay — : 2232832890 L/, s7.10  92.34%
miz--> 50 100 150 200 250
Abundance #158616: Heptadecane, 2,3-dimethyl-
43.0
5000 T
85.0 12.00
m/z 41.10 68.13%
LL Ly faro ase0 2210
O\\\{“H\h\‘\m\”\\\\\r\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #123968: Hexadecane, 7-methyl-
57.0
P
12.00
5000 m/z 71.10 66.23%
‘ 112.0
AT 0 I O A T
miz--> 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl- ——
57.0 12.00
m/z 72.95 43.38%
5000
27.0‘ ‘ 99.0
0 \H‘H\h \‘ | | 1420 L wx“‘/v\”"‘ﬂr”"m

miz--> 50 100 150 200 250 12.00

8270-BF062623.M Wed Jun 28 10:19:14 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Methyltetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.980 5.82 ng 206186  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86
Abundance Scan 1682 (11.980 min): BF133996.D\data.ms (-1679) (- m/z 57.10 100.00%
57.1
£000 M
111.1 ‘506
12.
51.1
— w‘!‘ ‘ ‘H ““‘ Ap. 208125132928 s 7116 64.77%
miz--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 1
12.00
9.0 m/z 43.10 64.36%
ol LU 3803 0ms 058703090
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
12.00
5000 m/z 41.05 51.78%
9.0
ol Hh‘ 1 \\ | 14}9183 0225.0267.0309.0 367.0
e T T T
m/z--> 50 lOO 150 200 250 300 350
Abundance #287976: Heptacosane T
57.0 12.00
m/z 55.05 43.93%
5000
9.0
Ji50 | ||| | 141018302250267.03000 3801
e I LA I o e e S —
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF062623.M Wed Jun 28 10:19:15 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.063 5.67 ng 200922  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 55
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 53
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 53
5 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 52
Abundance Scan 1696 (12.063 min): BF133996.D\data.ms (-1693) (- m/z 57.10 100.00%
57.1
000 M
119.1
T \
12.00
04— “ \‘ H‘\‘ ‘ H\‘ ‘\HH‘HH HM \5'\5\2 b ‘2‘07‘ %%39 2 274 3308 m/z 43.10 84.7200
miz--> 50 150 200 250 300
Abundance #176385:Emosane
57.0
5000 — :
12.00
m/z 71.10 80.08%
99.0 282.0
O T T L\ ‘\‘ ‘ \ H‘ “‘ H‘ \“‘ T “]\-4“1.8\ ]\-8\3\()“ \22\5\0\ ‘ T T \‘ .\ ‘ T
miz-> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
12.00
5000 m/z 85.10 55.60%
113.0
1830
oFS"d‘ Ad by T 2880 M
m/iz--> 50 100 150 200 250 300
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester —— ‘
43.0 12.00
m/z 55.10 46.25%
5000 85.0 M
125.0
m/z--> 50 100 150 200 250 300 12.00

8270-BF062623.M Wed Jun 28 10:19:16 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1-Iodoundecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.092 4.83 ng 171211  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 (C11H23I 004282-44-4 72
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 70
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
Abundance Scan 1701 (12.092 min): BF133996.D\data.ms (-1699) (- m/z 57.10 100.00%
57.1
- M
T \
1111 12.00
- M L i u, 16212971 2352 2893 .. 4316 e4.09%
miz-> 50 100 150 200 250 300
Abundance #175097: 1-lodoundecane
57.0
5000 — :
12.00
m/z 71.10 55.13%
99.0 1550
01\5\ ‘\ U ’ ‘\ ‘\‘ \‘\ “ \‘ T T T “\ T \1\97‘.(\) T T T ‘ T 2\8\2.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #74012: 3,5-Dimethyldodecane
57.0
T \
12.00
5000 m/z 85.10 43.13%
99.0
01\5\0“\ ‘\ - Hw“‘ bt ‘1\6?.(\)\ A BN R MNWM
miz--> 50 100 150 200 250 300
Abundance #90190: Pentadecane T
57.0 12.00
m/z 55.00 33.02%
5000 M
99.0
Ll a0 212.0
oHH,uw‘ e e e e e
m/z--> 100 150 200 250 300 12.00

8270-BF062623.M Wed Jun 28 10:19:17 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1,5-Dihydroxy-6-methoxyxant... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.410 5.78 ng 204536  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dihydroxy-6-methoxyxanthone 258 C14H1005 181307-35-7 53
2 3-(6-Methoxy-3-methyl-2-benzofur... 258 C16H1803 1000239-79-6 38
3 4-(5-Fluorobenzothiazol-2-yl)-2-... 258 C14H11FN2S 260443-89-8 30
4 Benzene, 1-bromo-4-chlorodifluor... 256 C7H4BrC1lF20 112556-13-5 25
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 15
Abundance Scan 1755 (12.410 min): BF133996.D\data.ms (-1753) (-} | m/z 258.30 100.00%
258.3
57.1
5000
121.1
215.2 et
175.1 M - 12.50
0 prsg b Ly 129838300 50 10 73.07%
miz-> 50 100 150 200 250 300
Abundance #145339: 1,5-Dihydroxy-6-methoxyxanthone
258.0
5000 — 1
12.50
215.0 m/z 43.10 62.27%
129.0 ‘ B
O\\\\‘\\\\‘\‘\‘\‘\‘\\\‘\’\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #145973: 3-(6-Methoxy-3-methyl-2-benzofuranyl)cyclohe
258.0
——
201.0 12:50
5000 ’ m/z 71.10 60.73%
e e
miz--> 50 100 150 200 250 300
Abundance #145368: 4-(5-Fluorobenzothiazol-2-yl)-2-methylaniline T
258.0 12.50
m/z 41.10 37.30%
5000 M/
129.0
77.0
o 20 80 —
m/z--> 50 100 150 200 250 300 12.50

8270-BF062623.M Wed Jun 28 10:19:18 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl12.592 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.592 10.23 ng 362179  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 49
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 38
3 Heptacosane 380 C27H56 000593-49-7 38
4 Heptadecane 240 C17H36 000629-78-7 38
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 35
Abundance Scan 1786 (12.592 min): BF133996.D\data.ms (-1783) (- m/z 57.10 100.00%
57.1
5000 VN/mN/AVﬂdeJﬁm/RfKN
97.1 272.3
T \
12.50
175.1 231 2
- Mrm bl 2522, | S14L 0 m/z 43.10 62.34%
m/z--> 50 100 150 200 250 300 350
Abundance #184138: Octadecane, 1-chloro-
57.0
5000 — :
970 12.50
m/z 71.10 62.16%
288.0
| ‘ 1i), 1400 2170 |
0\\\\‘\\\\‘\“H\h\““‘\‘\\\‘\\\\‘\\\ ‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
T \
12.50
5000 ITI/Z 55.10 41.00%
7.0
LD e
RS D s
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T
57.0 12.50
m/z 41.05 39.06%
5000 M
150 | | 14101820225 0067 03090 380:
et e e ——
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF062623.M Wed Jun 28 10:19:19 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl6.321 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.321 20.00 ng 2062630  Perylene-d12 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 45
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 37
3 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 30
4 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9H9N302 298688-32-1 27

5 (1R, 2S,5R)-2-Isopropyl-5-methylc... 374 C18H3804Si2 1000499-39-0 27

Abundance Scan 2420 (16.321 min): BF133996.D\data.ms (-2417) (-] ' m/z 191.20 100.00%
191.2
5000 95.1
41 l \ ‘ 383.4 16.00 16,50
o j L J*i',“‘sm‘“w‘“ H‘\ . 2422 8232 [, 4664 . o5 19  46.00%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen
191.0
5000 — e
57.0 16.00 16.50
m/z 177.20 44 .,58%
107.0
0 \\\"‘\“\‘\“\‘h"“\‘\h\“l‘\‘L‘\‘\H‘\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82837: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1
191.0
P P
16.00 16.50
m/z 81.10 40.52%
50001 430 /
123.0
ox,ﬂ”,h*m" “mwHHWHWH_WWH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301379: 28-Nor-17.alpha.(H)-hopane P —
191.0 16.00 16.50
m/z 69.10 30.01%
81.0
5000
‘ 37.0 398.0
0 L oz T
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50

8270-BF062623.M Wed Jun 28 10:19:20 2023 Page: 18



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133996.D

Acqg On : 27 Jun 2023 17:54
Operator : CG\JU

Sample : 03357-11

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.146 44.1 ng 1344010 1 6.851 609066 20.0
2-Pentanone, 4-... 5.087 5.5 ng 168272 1 6.851 609066 20.0
2,5-Cyclohexadi... 9.698 4.2 ng 161197 3  9.886 774560 20.0
unknown10.222 10.222 2.3 ng 90268 3 9.886 774560 20.0
Benzophenone 10.604 3.3 ng 129028 3 9.886 774560 20.0
Benzenesulfonam... 10.792 9.1 ng 321934 4 11.380 708310 20.0
unknown10.939 10.939 3.0 ng 106028 4 11.380 708310 20.0
Dodecane, 2,7,1... 11.275 5.1 ng 181448 4 11.380 708310 20.0
Hexadecane 11.563 2.1 ng 75331 4 11.380 708310 20.0
unknown11.910 11.910 2.7 ng 96571 4 11.380 708310 20.0
2-Methyltetraco... 11.980 5.8 ng 206186 4 11.380 708310 20.0
Eicosane 12.063 5.7 ng 200922 4 11.380 708310 20.0
1-Iodoundecane 12.092 4.8 ng 171211 4 11.380 708310 20.0
1,5-Dihydroxy-6... 12.410 5.8 ng 204536 4 11.380 708310 20.0
unknown12.592 12.592 10.2 ng 362179 4 11.380 708310 20.0
unknown16.321 16.321 20.0 ng 2062630 6 15.574 2062630 20.0
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