LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.179 27 32 43 rVB 170240 353553  2.57% 0.512%
2 3.778 127 134 148 rBV 1702938 2892781 21.05% 4.185%
3 4.149 190 197 211 rBV2 540041 1432370 10.42% 2.072%
4 5.541 428 434 441 rVB 447284 746012 5.43% 1.079%
5 7.116 694 702 712 rBV 397165 697839 5.08% 1.010%
6 7.956 838 845 852 rBV 322921 542085 3.94% 0.784%
7 9.107 1030 1041 1048 rVB 256950 458543  3.34% 0.663%
8 10.753 1312 1321 1333 rBV 422340 797689 5.80% 1.154%
9 13.038 1706 1710 1715 rVB2 153129 232184 1.69% 0.336%
10 13.156 1725 1729 1733 rVB 239205 309913 2.25% 0.448%
11 13.209 1733 1739 1746 rBV 762398 1288633 9.38% 1.864%
12 13.385 1765 1769 1773 rBV4 279376 490486 3.57% 0.710%
13 13.532 1790 1794 1798 rBV5 163002 282404 2.05% 0.409%
14 13.872 1848 1852 1856 rBV6 233459 394258 2.87% 0.570%
15 13.919 1857 1860 1863 rBV2 281444 429567 3.13% 0.622%

16 14.025 1872 1878 1885 rBV2 2399020 3991087 29.04%
17 14.096 1886 1890 1894 rVV2 1057013 1754687 12.77%
18 14.143 1894 1898 1907 rVB3 752104 1651005 12.01%
19 14.254 1914 1917 1922 rVB5 640636 843054  6.13%
20 14.343 1928 1932 1936 rBv4 857599 1682064 12.24%
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21 14.437 1943 1948 1955 rVB 3293189 5450401 39.66%
22 14.507 1956 1960 1965 rBV2 907557 1776247 12.92%
23 14.572 1966 1971 1979 rBV4 2000680 5228847 38.05%
24 14.701 1988 1993 1997 rBV3 775529 1494114 10.87%
25 14.930 2028 2032 2035 rBV 867112 1507816 10.97%
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R

26 15.142 2065 2068 2074 rBV4 1886588 3107268 22.61% 4.496%
27 15.406 2108 2113 2118 rVB2 4457895 7758376 56.45% 11.225%
28 15.900 2194 2197 2203 rVB 4152720 6582093 47.89% 9.523%
29 16.399 2277 2282 2287 rVB 7646109 13743428 100.00% 19.885%
30 24.742 3696 3702 3713 rVB 440415 1196155 8.70% 1.731%

Sum of corrected areas: 69114959
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
BGO60761.D
3 Apr 2024 14:05
: MA/JU
: P1960-02

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

2e+07

1.5e+07

le+07

5000000

Abundance TIC: BG060761.D\data.ms

3.778
3179 | 4149 5.541 7116 7.956 9.107 10.753

Oﬁ\\‘\\\f'_T\\\‘\\1\’\17\\‘\\\\‘\\\\‘\\\\‘{\\\\’\\\\/\’\\\\‘\\\\‘/\\\\\‘\\\\’\\\\‘\\A\\‘\\\\‘\\\\‘\\\\‘\\\
3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

1.5e+07

5000000

Abundance TIC: BG060761.D\data.ms

2e+07 16.399

le+07 15.406

A
(N L L L L L L L L L L B L L L L L B L
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Time-->

2e+07

1.5e+07

le+07

5000000

Abundance TIC: BG060761.D\data.ms

24.742

—~———  TTA
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.179 13.04 ng 353553 1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 32
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
Abundance  Scan 32 (3.179 min): BG060761.D\data.ms (-27) (-) m/z 73.10 100.00%

73.1

T
3.20 340 3.60

S Lo L 049 1149 1605 n/z 43.00  48.68%

m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 B s
320 340 3.60
43.0

‘ m/z 55.10  34.30%
60

O 1T ‘ T T ’ T T \ ‘ T \‘\ ’ \‘\ T ‘ T T 1T ‘ L ‘ T T 1T ‘ T
m/z--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethy|—3—pentano|
73.0

3.20 340 3.60

5000 55.0 m/z 87.10  25.39%
290
0 & 197.0 115.0
‘H““‘,“‘ e
miz--> 80 100 120 140 160
Abundance #2248.Suane,teUanKthL e B
73.0 3.20 340 3.60

m/z 45.00 13.79%

5000

15.0 430 ‘

o‘“Wm,mwm‘,HHWH_m_m_‘ LTI
miz--> 20 60 80 100 120 140 160 320 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 TIsobutyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.149 52.85 ng 14323760  1,4-Dichlorobenzene-d4 7.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 33
3 Isobutylamine 73 C4H11IN 000078-81-9 9
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 4

Abundance Scan 197 (4.149 min): BG060761.D\data.ms (-190) (-) m/z 43.00 100.00%

5000
ERNE S EamaamEEE
73.0 3.80 4.00 4.20 4.40
Obrerrrerb L AOLO 4711 207 no 5616 25.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9156: Isobutyl acetate
43.0
5000 J\\WH\‘HH‘HH‘HH‘\

3.80 4.00 4.20 4.40
m/z 73.00 12.65%

15.0 ‘ 73.0
0\‘\\\“\‘\M‘\\“‘w\\‘\“‘\\‘\‘\‘\‘\J\-P‘l\.g\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9208: Acetic acid, butyl ester
43.0
T
3.80 4.00 4.20 4.40
5000 ITI/Z 41.05 12.49%
73.0
0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #858: Isobutylamine R aEE s RARER R R
30.0 3.80 4.00 4.20 4.40
m/z 39.05 5.94%
5000
73.0
0\‘\H‘\“\‘!“\\“‘\\\1‘\\\‘\‘\\\\‘\\\\‘HH‘\H\‘HH‘HH‘HH A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.025 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.025 15.27 ng 3991090  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 1-Anthracenamine 193 C14H11N 000610-49-1 27
5 3-Phenylindole 193 C14H11N 001504-16-1 25
Abundance Scan 1878 (14.025 min): BG060761.D\data.ms (-1872) (1 m/z 193.20 100.00%
193.2
4Ll 69.1
5000
951 1231
T \
b L L
Ol et gl sk L 22020y, 4100 6e.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 —— \
14.00
m/z 69.10 53.94%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
T 7 \
123.0 14.00
5000 m/z 55.10 53.34%
150.0
95.0
olizo ®0 eo0 | L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine T ‘
193.0 14.00
m/z 83.10 40.05%
5000 165.0
97.0
70.0 139.0
O bbb e et e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.096 6.71 ng 1754690  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Dodecane 170 C12H26 000112-40-3 59
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
4 Hexatriacontane 507 C36H74 000630-06-8 53
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 1890 (14.096 min): BG060761.D\data.ms (-1886) (- | m/z 57.10 100.00%
57.1
5000 JWM
85.1 159.1
T
113.1 14.00
188.1
0 HWHH‘,‘:H‘H“ bl 200 2240 /7 43,10 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0
5000 — :
290 85.0 14.00
' m/z 71.10 61.81%
O ‘ ‘\ u‘ | “\ Al \\‘11%0 I 14;0 1840
\\\‘\\\\’\\\‘\\\\’\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
T
14.00
5000 m/z 41.10 35.77%
85.0
29.0 170.0
oo b om0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33097: Nonane, 3,7-dimethyl- T ‘
57.0 14.00
m/z 159.10 30.98%
5000
29.0 85.0
‘ 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2-Pentanone, 4-cyclohexylid... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.143 6.31 ng 1651010  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si 1000363-74-4 43
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 3-Phenylindole 193 C14H11N 001504-16-1 38
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38

Abundance Scan 1898 (14.143 min): BG060761.D\data.ms (-1894) (- | m/z 193.20 100.00%

198.2
55.1
5000 ' :
. T

9912 14.00 14.50
0" : m/z 55.10 77.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0

5000 55.0 T T
109.0 14.00 14.50

810 m/z 41.10 68.39%
1

29.0 ‘ ‘
37.0
\\\‘\‘H‘\\‘\\\‘1"\‘\\\“"\\U\‘\\‘\\"\\\‘\"\\‘\\’13\\0\‘\\\\‘1\\2\2‘2\.\9\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy-
198.0

83.0 109.0

o

——
14.00 14.50
5000 m/z 69.10 57.73%

55.0
29.0 ‘ ‘ 135.0
B0 P0es0 | 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H- pyrazol -4-amine, — —

o

93.0 14.00 14.50
42.0 m/z 83.10 55.82%
5000
T M
108.0
158.0
T T B O < it Y SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.254 3.22 ng 843054  Acenaphthene-di10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 46
3 (35,6S)-6-Isopropyl-3-methyl-2-(... 220 C15H240 021698-46-4 46
4 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 43
5 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 38

Abundance Scan 1917 (14.254 min): BG060761. D\data ms (-1914) (- | m/z 177.10 100.00%

41.1 771
5000 67.0 951 135.1
' 220.1

“ ‘ 14.00 1450
0 bl L sz 4110 87.72%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99032: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet MM
177.0 220.0
5000 0 g7 136.0 100 140
91.0 m/z 55.10 68.69%

0 \\\“’\‘\‘!\’\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0

——
14.00 14.50
5000 57.0 m/z 57.10  59.29%

91.0 135.0 220.0
03400 4l YO
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #99314: (3S,6S)-6-Isopropyl-3-methyl-2-(propan-2-yliden P ——
41.0 107.0 14.00 14.50
m/z 43.10 49.487%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 4-[(2-Fluorophenyl)methyl]p... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.342 6.43 ng 1682060  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 64
2 1-Bromo-1-methyl-1-silacyclohexane 192 C6H13BrSi 085125-32-2 53
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 50
4 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 46
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 42
Abundance Scan 1932 (14 342 min): BG060761.D\data.ms (-1928) (- | m/z 41.10 100.00%
109.1
5000
137.1
P P
M ‘H 165. o0y | 1400 14.50
[(JESBE % m/z 55.18  99.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67959: 4-[(2- Fluorophenyl)methyl]plperldme
56.0 109. 193.0
84.0
30.0
5000 — —
14.00 14.50
135.0 m/z 69.10 91.53%
O' . ‘\‘H\‘\‘ }‘ \‘ \‘\‘1“‘\‘\‘\‘} ‘h } \H!“ \“!H\ \‘6\4\9\ ‘ T \“\ ‘ TTTT ‘ TT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67102: 1-Bromo-1-methyl-1-silacyclohexane
97.0
177.0
P P
14.00 14.50
5000 43.0 151.0 m/z 193.20 84.90%
23.0
7.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl- — —
43.0 109.0 14.00 14.50
69.0 m/z 109.10 75.54%
138.0
olgoj‘“‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.437 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.437 20.85 ng 5450400  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 35
2 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 27
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22
5 Bicyclo[2.2.1]heptane-2-carboxal... 138 C9H140 015780-36-6 18
Abundance Scan 1948 (14.437 min): BG060761.D\data.ms (-1943) (- | m/z 193.20 100.00%
193.2
41.1
69.1
97.1
5000
123.1
P
152.2 14.50
0 ‘U!m“w!"wmlu‘me“_ﬁ??-?w m/z 41.10 80.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19561: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al
41.0
67.0 95.0
5000 T
14.50
‘ 1230 m/z 55.10  78.41%
0 \\\‘\\\\“‘\\‘\‘\“\\\\H}}\‘\“\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41.0 9.0 97.0
P
14.50
5000 m/z 69.10 63.96%
153.0
0 28 ek 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl- ——
43.0 109.0 14.50
69.0 m/z 97.10 54.79%
5000
1380
0 18q““ﬂ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BGO32924.M Thu Apr 04 15:00:23 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.507 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.507 6.79 ng 1776250  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,5,6,1la-Pentamethyl-cis-1a,4a... 208 C14H240 1010215-77-9 46
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 46
3 1-Cyclohexylnonene 208 C15H28 114614-84-5 42
4 1-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 35
5 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 27

Abundance Scan 1960 (14.507 min): BG060761.D\data.ms (-1956) (- | m/z 55.10 100.00%
55.
123.1
5000 83.1
193.2
T \
152.1 14.50
0 19.2 m/z 41.10  84.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85282: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahy
123.0
43.0
5000 - :
96.0 14.50
710 208.0 m/z 123.10  80.82%
b L [P
O \\’\\\\‘\\\“\“ \HU‘\ \““H\ \U“\“ H‘\ \h‘ !‘\ T \ ‘ T \H\ T ‘ %7\?‘\0\ \ T ‘ T \‘\ T ‘ TTT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
1238.0
208.0 :
14.50
5000 ITI/Z 69.10 60.79%
41.0 69.0
97.0 152.0
o] ’ ‘U‘ ‘w ““\H ‘\“‘\‘ H‘H;H‘ \“M\‘ ‘\\H“ ‘\‘M“ ‘H}u‘ L] ‘! . ‘\‘H‘]"??‘ 9‘\‘ = “‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85358: 1-Cyclohexylnonene T
55.0 14.50
m/z 57.10 51.59%
96.0
5000
‘ ‘ 208.0
0! N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On 3 Apr 2024 14:05

Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: 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 2,6-Naphthalenedione, octah... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.701 5.71 ng 1494110  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 59
2 Imidazolidin-2-one, 1-(2-fluorob... 208 C1@H9FN202 1010310-62-2 43
3 1-Piperidineacetonitrile 124 C7H12N2 003010-03-5 38

4 3-Buten-2-one, 4-(4-hydroxy-2,2,... 224 C13H2003
5 Pyridine, 1,2,3,6-tetrahydro-1-(... 153 C9H15NO

038274-01-0 38
057150-46-6 38

Abundance Scan 1993 (14.701 min): BG060761.D\data.ms (-1988) (- | m/z 123.10 100.00%
123.1
55.1
5000
95.1
P e
291 179.2 208.2 ) 14.50 15.00
0 | 24911792 | 2382 ./, 5510 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
123.0
208.0
5000 - o
410 69.0 970 14.5 15.
: m/z 41.10 52.21%
165.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84425: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
1238.0
P e
14.50 15.00
m/z 69.10 44.,84%
5000 95.0
1800208'0
42.0 :
LI T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11851: 1-Piperidineacetonitrile —— T
41.0 123.0 14.50 15.00
m/z 95.10 32.74%
5000 83.0
T
O‘Hh‘ 1WM_w‘y‘wwdu‘HH‘HH,HH‘HH,H‘WH‘WH —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

8270-BGO32924.M Thu Apr 04 15:00:25 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 trans-Calamenene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.930 5.77 ng 1507820  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Calamenene 202 C15H22 073209-42-4 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 83
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 72
4 2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802 1010454-94-3 72
5 Indan, 1,1,6,7-tetramethyl- 174 C13H18 016204-58-3 72

Abundance Scan 2032 (14.930 min): BG060761.D\data.ms (-2028) (- | m/z 159.10 100.00%

159.1
5000

55“1 91.0 12ﬁ 1‘ 18924, 15.00
“H_‘H‘H‘wmmuhﬂw‘wmwu‘wm‘q‘u‘_ﬁu_‘u‘u‘w“ m/z 160.10  12.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78025: trans-Calamenene
159.0

o

5000 LN
15.00
m/z 55.10 12.13%
129.0 202.0
OHH‘\\\4:](.\9\\‘7\9\.9‘\%7\.‘9\\‘1"\“\“\\““L‘\Hl\u\‘HH“‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-
159.0
I —
15.00
5000 m/z 129.05 11.15%

o

202.0
| 280 eso oo MO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #49172: Naphthalene, 1,2,3,4-tetrahydro-1,5,8-trimethyl- T
159.0 15.00

m/z 144.05 10.56%

- Mm/“ﬁ\kwa\”m””quvm
129.0
39.0 91.0 ‘
141 65.0 | ‘m \H\H M‘ ‘

(o R NN Rk v MRS BT A W O R ——

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00

8270-BGO32924.M Thu Apr 04 15:00:30 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Oxalic acid, allyl pentadec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.142 11.89 ng 3107270  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 64
2 Tridecane 184 C13H28 000629-50-5 60
3 Pentadecane 212 C15H32 000629-62-9 60
4 Decane 142 C1eH22 000124-18-5 60
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 58

Abundance Scan 2068 (15.142 min): BG060761.D\data.ms (-2065) (- | m/z 57.10 100.00%
57.1

5000

—
15.00 15.50
o) M m/z 43.10  86.99%

m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0

5000 — —
71.0 15.00 15.50

m/z 55.10 69.03%

111.0
\\\‘\‘\‘H“H\\!‘\u\\‘H\H“\\\\‘\\%‘9\\0\\‘\\H‘HH‘HH‘HH‘\Z\S\\S‘(\
m/z--> 20 40 60 80 100120140 160 180200 220 240
Abundance #59028: Tridecane
57.0

—
15.00 15.50

o

5000 85.0 m/z 41.10 60.10%
29.0
J\ ‘ |, 2010 1830
o“w‘u‘_“‘H‘www‘_‘ww‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90192: Pentadecane —r —
57.0 15.00 15.50

m/z 71.10  53.55%

85.0
5000
290
H 113 212.0

0 \ \‘\ \14101690 |
\\\‘H\\‘HH‘\\H‘\\\\‘\\\\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘\

T T
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 15.00 15.50

8270-BGO32924.M Thu Apr 04 15:00:31 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.406  29.68 ng 7758380  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 47
3 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 47
4 2-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000278-98-2 47
5 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47

Abundance Scan 2113 (15.406 min): BG060761.D\data.ms (-2108) (- | m/z 123.10 100.00%
1238.1
55.1

5000 81.1
207.2

:

15.50
poLlare2 | 12382 1, 55016 62.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0

O

%

43.0
5000 179.0

—
15.50
m/z 41.10 48.77%

222.0

| 9.0 9.0 ‘ 1153.9
0\ \‘\H H\H\ \‘\‘HHHH‘\“}‘ HH \‘H\ \‘H‘\‘HH‘HH T HH TTTT
NSNS DU A A S AR AR SRR AR ARAE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #259869: 4-Fluorobenzoic acid, 3-pentadecyl ester
123.0

%

T
15.50
5000/ 410 m/z 69.10  45.99%
95.0

69.0
210.0
0! ‘H‘H \\‘ L ‘ \‘ 181.0 ‘

T T T T T T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #259870: 4-Fluorobenzoic acid, 4-pentadecyl ester ——
123.0 15.50

m/z 81.10 40.37%

¥

5000, 41.0
95.0

%

‘ ‘690
210.0
b 1680 X

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.900 25.18 ng 6582090  Acenaphthene-d10 14.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 76
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
3 Hexadecane 226 C16H34 000544-76-3 62
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
Abundance Scan 2197 (15.900 min): BG060761.D\data.ms (-2194) (- | m/z 57.10 100.00%
57.1
5000 VVNMJAVAAJ\“x»Af/\”V/
‘ 85.1 — ——
113.1 145.1 15.50 16.00
o‘_Hu“mwJMW‘m“‘H‘WH“qu‘lﬁ?"%ﬁ%ﬁ??“f’?‘l‘_m m/z 43.10  54.85%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — —
15.50 16.00
29.0 o
85.0 m/z 71.10 40.39%
ol ) | 1180140019015
\‘HH‘\H‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #74013: Tridecane, 2-methyl-
57.0
— —
15.50 16.00
5000 m/z 41.10 27.28%
85.0
29.0
ol b 550 00
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107218: Hexadecane — —
57.0 15.50 16.00
m/z 85.10  19.31%
5000
85.0
29.0
0 ‘\ ‘ L 4 H‘ 113.0141.0169.0197.0 226.0
e e e e e — —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2,6,10-Trimethyltridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.399 20.00 ng 13743400  Phenanthrene-d1e 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 83
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 74
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 68

Abundance Scan 2282 (16.399 min): BG060761.D\data.ms (-2277) (- | m/z 57.10 100.00%
57.1

5000 w
— —
‘ 11‘3-2 183.2 16.00 16.50
Obrrrreeticdl b Ly 154270 2282 2683 n.. 7116 82.98%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — —
16.00 16.50
m/z 43.18  72.12%

o

113.0
270, | || 7] 15401830 260
H‘HH‘\\H‘HH‘\H\‘\H\’HH‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0

7
16.00 16.50

5000 m/z 41.10 34.75%
o 701 1L 1590 900 W
‘wHH_kuH_HquH“HWH‘WHH_HWHH_HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 16.00 16.50
m/z 85.10  33.09%
27,0 127.0
Ot e S0 1 156.0 A
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60761.D

Acqg On : 3 Apr 2024 14:05
Operator : MA/JU

Sample : P1960-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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... 3.179 13.0 ng 353553 1 7.956 542085 20.0
Isobutyl acetate 4.149 52.9 ng 1432370 1 7.956 542085 20.0
unknownl14.025 14.025 15.3 ng 3991090 3 14.589 5228850 20.0
Tridecane 14.096 6.7 ng 1754690 3 14.589 5228850 20.0
2-Pentanone, 4-... 14.143 6.3 ng 1651010 3 14.589 5228850 20.0
2,5-Cyclohexadi... 14.254 3.2 ng 843054 3 14.589 5228850 20.0
4-[(2-Fluorophe... 14.342 6.4 ng 1682060 3 14.589 5228850 20.0
unknown14.437 14.437 20.9 ng 5450400 3 14.589 5228850 20.0
unknown14.507 14.507 6.8 ng 1776250 3 14.589 5228850 20.0
2,6-Naphthalene... 14.701 5.7 ng 1494110 3 14.589 5228850 20.0
trans-Calamenene 14.930 5.8 ng 1507820 3 14.589 5228850 20.0
Oxalic acid, al... 15.142 11.9 ng 3107270 3 14.589 5228850 20.0
2,11-Dioxabicyc... 15.406 29.7 ng 7758380 3 14.589 5228850 20.0
Tridecane, 3-me... 15.900 25.2 ng 6582090 3 14.589 5228850 20.0
2,6,10-Trimethy... 16.399 20.0 ng 13743400 4 17.374 13743400 20.0
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