LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acqg On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc :

ALS Vvial : 14 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BG@52324.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.274 299 304 316 rVB 19293 31238 1.76% 0.312%
2 5.756 378 386 397 rBvV 529776 865940 48.71% 8.641%
3 7.377 652 662 674 rBV 564958 998712 56.17% 9.966%
4 8.229 800 807 814 rBV 122459 208568 11.73% 2.081%
5 9.404 997 1007 1015 rBV 369540 676079 38.03% 6.746%
6 10.814 1241 1247 1254 rBV3 11534 21397 1.20% 0.214%
7 11.066 1281 1290 1298 rBV 172094 319805 17.99%  3.191%
8 13.328 1671 1675 1680 rVB7 13950 24035 1.35% 0.240%
9 13.498 1696 1704 1710 rBV 976291 1521437 85.57% 15.182%
10 13.669 1729 1733 1739 rBV6 21369 43295 2.44% 0.432%

11 14.303 1837 1841 1845 rBv2 99171 144926  8.15%
12 14.620 1891 1895 1899 rBVS5 54309 93782 5.27%
13 14.708 1906 1910 1915 rVB2 140381 220266 12.39%
14 14.879 1929 1939 1944 rBV 285877 591641 33.28%
15 15.666 2070 2073 2080 rVB2 159699 234214 13.17%

NUTN O R
=
[Xe}
[o]
B

16 16.365 2187 2192 2198 rBV 674045 1054549 59.31% 10.523%
17 17.628 2404 2407 2411 rVB 284013 405687 22.82% 4.048%
18 20.225 2844 2849 2854 rVB 1409959 1777924 100.00% 17.741%
19 21.946 3136 3142 3148 rVB 241080 432947 24.35%  4.320%
20 25.423 3726 3734 3745 rBV2 113707 355114 19.97%  3.544%

Sum of corrected areas: 10021556
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052324.D\data.ms
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1000000
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500000
9.404

8.229 11.066

5.274 10.814
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG052324.D\data.ms

20.225

1500000

16.365

1000000

500000
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e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052324.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

574 3.e0ng 31238 1,4-Dichlorobenzene-dd  8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl-

2 Acetic acid, 1,1-dimethylethyl e...
3 1,8-Nonanediol, 8-methyl-
4 2
53

116 C6H1202
116 C6H1202
174 C1leH2202

000123-42-2 64
000540-88-5 50
054725-73-4 37
000625-23-0 28
000615-29-2 28

-Hexanol, 2-methyl- 116 C7H160
-Hexanol, 4-methyl- 116 C7H160
Abundance Scan 304 (5.274 min): BG052324.D\data.ms (-299) (-)
43.1
5000
101.2
1. gpo_ 830
0t e i e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
o 260 o820 %
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
5000
150 101.0
' 61.0
O e A e
m/z--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl-
59.0
5000
41,0
0 Loy, 830 12301410159.0
e
m/z--> 20 40 60 80 100 120 140 160

m/z 43.10 100.00%

[y

5.00 5.20 5.40 5.60

m/z 59.15 53.80%

)
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5.00 5.20 5.40 5.60

m/z 101.15 17.76%

5.00 5.20 5.40 5.60

m/z 58.15 14.18%
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5.00 5.20 5.40 5.60

m/z 41.15 8.95%

5.00 5.20 5.40 5.60

8270-BG0O20722.M Wed Feb 09 17:41:48 2022

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl4.303 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.303 4.90 ng 144926  Acenaphthene-di10 14.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 diallyl(2,2,4a,7,7-pentamethyl-1... 384 C19H33N204P 1000187-42-4 35
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 32
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 25

Abundance Scan 1841 (14.303 min): BG052324.D\data.ms (-1837) (- | m/z 193.20 100.00%
193.

(
98.2

69.2
5000 41.1 123.2

=

I —7
14.00 14.50

0 m/z 69.15 53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
14.00 14.50
m/z 41.15 45.27%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\‘{\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 193.0
— ——
14.00 14.50
m/z 83.15 43.70%
5000 137.0
165.0
75.0 99.0
O e W o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, — ——
193.0 14.00 14.50
42.0 m/z 55.15 42.11%
5000
T qmquWWWﬂ%“ﬂM/MAW
108.0
158.0
0 %??m"mewwmu‘M‘HM‘L‘w%g%?‘uﬁyuwww‘”‘_“‘ P e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl4.620 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.620 3.17 ng 93782  Acenaphthene-d1e 14.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 41
2 8-Methyl-6-nonenoic acid 170 C1OH1802 021382-25-2 38
3 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C1OH17BN202 1000319-69-0 38
4 (6E)-8-Methyl- 6-nonenoic acid 170 C1eH1802 059320-77-3 38
5 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 38

Abundance Scan 1895 (14.620 min): BG052324.D\data.ms (-1891) (- | m/z 69.15 100.00%
69.2

T

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

Abundance #84369: 1H-Pyrazole, 1-methyl-4-(4,4,5,5-tetramethyl-1,3
109.0 193.0 14.50 15.00

m/z 81.15 63.36%

5000
14.50 15.00
(o} m/z 41.15 75.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41.0 69.0
95.0
5000 — ——
14.50 15.00
137.0 m/z 109.15 75.73%
‘ ‘ ‘ 177.0
O ‘\\\\M\\‘\w‘\!‘\\“‘H\\‘\H’\‘\\\‘“\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
—— —
14.50 15.00
m/z 55.15 66.26%
5000 41.0
%0 1370 1700
0 H— e e e e
—— —

5000 W
43.0
850 151.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl4.709 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.709 7.45 ng 220266  Acenaphthene-di10 14.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 1,2-Dodecanediol 202 C12H2602 001119-87-5 22
3 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 18
4 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 14
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 14

Abundance Scan 1910 (14.708 min): BG052324.D\data.ms (-1906) (- m/z 193.25 100.00%

198.3
69.2
5000 41.1 97.2
123.2

14.50 15.00
165.2
0! “J!_U‘Mu"L‘Hmmwwz“zﬂ? m/z 69.15  69.45%
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 — —
109.0 14.50 15.00

20,0 810 m/z 55.15 53.15%
137 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 97.0
— —
43.0 14.50 15.00
5000 ITI/Z 97.15 51.63%
171.0
0 15.0 125.0
B A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68105: [1,1'-Biphenyl]-4-acetonitrile — ——

198.0 14.50 15.00
m/z 41.15 50.80%

5000 W
82.0
[

152.0
27.0 5]\-0\ ol 115.0 \‘\ I \\‘

O R T e e b S e b — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acq On 8 Feb 2022 18:12

Operator : CG/JU

Sample : N1421-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 5 Magnesium, bis(2,4-pentaned... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.666  7.921ng 234214 Acenaphthene-d16 14.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Magnesium, bis(2,4-pentanedionat... 222 C10H14Mg04 014024-56-7 64
2 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
3 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 49
4 Benzamide, 3-fluoro-N-(2-phenyle... 313 C20H24FNO 1000451-30-5 47
5 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47

Abundance Scan 2073 (15.666 min): BG052324.D\data.ms (-2070) (- | m/z 123.15 100.00%
123.2
5000 69.2
207.3
e o
15.50 16.00
0. 1Ly L ﬁ‘Gnl]%mwu‘u 281 3890 h/z 69.15  49.22%
miz--> 50 100 150 200 250 300
Abundance #100764: Magnesium, bis(2,4-pentanedionato-0,0")-, (T-
128.0 207.0
5000 — —
15.50 16.00
43.0 m/z 41.15  46.94%
0 \‘\‘\ ‘\‘ T \‘\SE-\Q“H\ \“\ \‘]-6\5\q \“h\ \h\ L L e B
miz--> 50 100 150 200 250 300
Abundance
123.0
e o
43.0 15.50 16.00
5000 179.0 m/z 55.15 44 .81%
222.0
83.0
ol g ol o 4
miz--> 50 100 150 200 250 300
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphth e ——
69.0 123.0 207.0 15.50 16.00
' m/z 109.15 36.89%
5000
HINEE
oHH_HJ“Mmu““‘H_MH‘HH‘HH e e
m/z--> 50 100 150 200 250 300 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52324.D

Acqg On : 8 Feb 2022 18:12
Operator : CG/JU

Sample : N1421-07

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
2-Pentanone, 4-... 5.274 3.0 ng 31238 1 8.229 208568 20.0
unknown14.303 14.303 4.9 ng 144926 3 14.879 591641 20.0
unknownl4.620 14.620 3.2 ng 93782 3 14.879 591641 20.0
unknown14.709 14.709 7.5 ng 220266 3 14.879 591641 20.0
Magnesium, bis(... 15.666 7.9 ng 234214 3 14.879 591641 20.0
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