LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc :

ALS Vvial : 22 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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129737.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.481 539 543 554 rBV 748502 761107 44.09% 5.599%
2 6.493 712 715 728 rBV 800264 748974 43.39% 5.510%
3 6.834 769 773 776 rBV 1030354 800759 46.39% 5.891%
4 7.398 865 869 875 rBV 522215 447222 25.91%  3.290%
5 8.116 987 991 994 rBV 1263402 988410 57.26% 7.272%
6 9.063 1146 1152 1156 rBV8 25768 61507 3.56% ©.453%
7 9.187 1170 1173 1177 rBV 1066896 789989 45.76%  5.812%
8 9.257 1182 1185 1188 rBV3 80379 99625 5.77% ©.733%
9 9.628 1245 1248 1252 rBV5 134283 196976 11.41% 1.449%
10 9.734 1262 1266 1270 rBv2 319531 415007 24.04% 3.053%
11  9.775 1270 1273 1276 rVB 247213 216648 12.55% 1.594%
12 9.875 1287 1290 1292 rVB 1094205 860600 49.86% 6.331%
13 9.910 1292 1296 1299 rBV3 168718 281107 16.28% 2.068%
14 10.275 1355 1358 1360 rBvV2 591953 519653 30.10% 3.823%
15 11.398 1547 1549 1552 rVB 967076 826721 47.89% 6.082%

16 12.833 1791 1793 1798 rVB 1104323 1079744 62.55%
17 14.021 1990 1995 1998 rBV3 1138557 1726202 100.00% 12.
18 14.051 1998 2000 2007 rVB2 564594 732063 42.41%
19 14.486 2072 2074 2080 rVB2 622812 620240 35.93%
20 15.063 2169 2172 2175 rBV 387399 537884 31.16%

wh Ui
w
(o]
(o))
R

21 15.427 2231 2234 2239 rVB 274087 326243 18.90%
22 15.492 2241 2245 2249 rVW 480481 555777 32.20% 4.089%
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[
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Sum of corrected areas: 13592458
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129737.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.32 ng 99625  Acenaphthene-dile 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1010163-96-1 27
3 2,6-Octadien-1-0l1, 2,7-dimethyl- 154 C10H180 022410-74-8 25
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 22
5 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-6 22

Abundance Scan 1185 (9.257 min): BF129737.D\data.ms (-1182) (-) m/z 193.15 100.00%

198.2
55.1
81.1 123.1
5000
e A ARR R
151.1 9.00 9.20 9.40 9.60
m/z 55.10 81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 LB i
9.00 9.20 9.40 9.60
m/z 69.10 80.72%
‘ ‘ 151.0
\‘\\\\‘\\\‘\‘\‘H‘\\“}\\‘!‘\‘\‘\\‘!\\\“\\‘{\‘\\\\“\\i‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 95.0
41.0 LB i
9.00 9.20 9.40 9.60
5000 m/z 41.10 69.57%
123.0
149.0
192.0
R o A B A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31103: 2,6-Octadien-1-ol, 2,7-dimethyl- e AAREEE Y
41.0 69.0 9.00 9.20 9.40 9.60
m/z 81.10 54.34%
5000
93.0
119.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 unknown9.628 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.628 4.58 ng 196976  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 83
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 46
3 2(1H)-Naphthalenone, octahydro-4... 208 C14H240 054594-42-2 43
4 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 38
5 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 38

Abundance Scan 1248 (9.628 min): BF129737.D\data.ms (-1245) (-) | m/z 109.10 100.00%

109.1 193.2
55.1 81.1
5000

—
9.50 10.00
2221 'w/z 95.10 87.67%

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

—
9.50 10.00
m/z 193.20 84.30%

‘ ‘ 151.0
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m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109.0
193.0

T
9.50 10.00
5000 83.0 m/z 55.10  73.12%

43.0 151.0
' 222.0
I LA LI A o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85288: 2(1H)-Naphthalenone, octahydro-4a-methyl-7-(1 T
81.0 9.50 10.00
m/z 41.10 72.69%

5000 109.0
13H7.0 16."5.0 208.0
M‘H \‘ ‘ ‘ | .

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\BF@81122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 unknownl®.275 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.275 12.08 ng 519653  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 43
2 1H-Pyrazole, 1,3,4,5-tetramethyl- 124 C7H12N2 001073-20-7 43
3 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 38
4 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 38
5 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 38

Abundance Scan 1358 (10.275 min): BF129737.D\data.ms (-1355) (- m/z 123.10 100.00%

123.1
5000
41.1 69.1 95.1

207'2 T ‘ T T ‘ T
10.00 10.50
- h‘ J‘;hu ‘ U‘”“ I “‘15‘1 T2, ) B82 . h; 69.10  41.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41427: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
128.0
5000 —— —r
10.00 10.50

55.0 950 166.0

m/z 109.10  38.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
123.0

T
10.00 10.50
5000 m/z 41.10 35.83%

56.0
27.0 82.0
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #101535: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl T
123.0 10.00 10.50

m/z 81.10 35.77%

5000 43.0
222.0

TR 69 L 9‘5\.0\‘ ‘\L 164.0 |
UL LA L L L B L L LB B IS IR IR B

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.486 7.19 ng 620240  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 64
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 50
3 2'-Hydroxy-3',4',4-trimethoxycha... 410 C20H17F306 1000449-45-6 50
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 42
5 Acetic acid, (4-chlorophenoxy)-,... 410 C24H39C103 1000415-10-9 37
Abundance Scan 2074 (14.486 min): BF129737.D\data.ms (-2072) (- m/z 410.40 100.00%
410.4
57.1
5000
254.1 5.4‘56
' 3071 :
ol 202 mﬂjﬁ ‘w“ b 28982 ) Thyz 57.10 0 74.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0
5000 363.0 —
14.50
m/z 411.35 31.71%
770 1350 203.0 280.0 ‘ H
n \\‘\ b m\‘ iy ‘\m w ‘m\\‘ l ‘}m il L \\ il w‘\ m ‘H um i gh b \}h “h‘ I, \ -
m/z--> 50 100 150 200 250 300 350 400
Abundance
410.0
4
14.50
5000 m/z 395.30 27 .90%
560 1340 1080 2660 3380
N e B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307655: 2'-Hydroxy-3',4',4-trimethoxychalcone, trifluoroz et
410.0 14.50
297.0 m/z 41.10 16.98%
5000 69.0 161.0
l?‘ o] ol L“ H\H\]‘"wﬂ:h\\‘\ b \‘\LHM\J b “n‘ u“ ‘\\H\“h\m “‘M‘ “‘ “ ‘3‘4‘1‘(‘) ‘ L‘ ‘L‘ - e
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129737.D

Acqg On : 12 Aug 2022 03:05
Operator : CG\JU

Sample : N4143-05 5X

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Decahydro-1,1,4... 9.257 2.3 ng 99625 3 9.875 860600 20.0
unknown9.628 9.628 4.6 ng 196976 3 9.875 860600 20.0
unknown10.275 10.275 12.1 ng 519653 3 9.875 860600 20.0
Strychnidin-10-... 14.486 7.2 ng 620240 5 14.022 1726200 20.0
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