LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9084.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.393 403 409 427 rBV 2164471 3593287 39.16% 7.650%
2 6.993 668 681 695 rBV 2197728 3924449 42.77% 8.355%
3 7.805 809 819 827 rBV 892149 1537236 16.75% 3.273%
4 8.963 1009 1016 1027 rBV 1531256 2651743 28.90% 5.645%
5 10.387 1253 1258 1268 rVB3 143848 293976  3.20% 0.626%
6 10.599 1287 1294 1306 rBV 1163440 2374902 25.88% 5.056%
7 11.146 1382 1387 1390 rBvV2 183580 336150 3.66% 0.716%
8 11.299 1408 1413 1419 rVB4 340782 656458  7.15%  1.398%
9 11.516 1446 1450 1454 rBV4 161806 294615 3.21% 0.627%
10 11.646 1467 1472 1477 rBV6 408067 1099004 11.98% 2.340%
11 12.346 1586 1591 1596 rBV2 444318 883735 9.63% 1.881%
12 12.404 1598 1601 1604 rBV4 275147 416304 4.54% 0.886%
13 12.522 1618 1621 1625 rBV5 389757 660092 7.19% 1.405%
14 13.069 1709 1714 1724 rVB 3511070 6278198 68.42% 13.366%

15 21.975 3225 3228 3233 rVB 5290246 6847430 74.62% 14.578%

16 22.992 3396 3401 3416 rVB 2480718 9176384 100.00% 19.536%
17 23.610 3502 3506 3514 rVB 1948869 3861332 42.08% 8.221%
18 23.716 3521 3524 3529 rVB2 1306862 2085944 22.73% 4.441%

Sum of corrected areas: 46971239
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009084.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07

5000000

5.393 6.993 3.963

) 7.805 10.357%°  111mpa0g
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.00 350 400 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP009084.D\data.ms

2.5e+07

2e+07

1.5e+07

le+07

13.069

5000000
2

R e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP009084.D\data.ms

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.387 2.48 ng 293976  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 52
2 2'-Ethylpropiophenone 162 C11H140 016819-79-7 49
3 2,4,6-Trimethylbenzyl mercaptan 166 C1OH14S 021411-42-7 49
4 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 46
5 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 43

Abundance Scan 1258 (10 387 min): BP009084.D\data.ms (-1253) (- m/z 133.00 100.00%
33.0

5000

:

10.00 10.50
m/z 105.00 39.78%

HH\.“MU i H 201.9 266.8 334.2  429.8 545.(

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
133.0

o

:

5000
10.00 10.50
m/z 57.00 26.95%
27.0
O‘\\U\\\"l\‘\‘\\\”\m\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
133.0
— ——
10.00 10.50
5000 m/z 95.10 25.48%
51.0
O T T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #41329: 2,4,6-Trimethylbenzyl mercaptan — ——
133.0 10.00 10.50
m/z 44.95 25.44%
5000
0l 390 1,
R e B AEmRERZ T P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1,4-Dimethyladamantane (iso... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.146 2.83 ng 336150 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 94
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 90
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 90
4 Pyridine, pentamethyl- 149 C1@H15N 003748-83-2 64
5 Added stereo to name 164 C12H20 024145-89-9 52

Abundance Scan 1387 (11.146 min): BP009084.D\data.ms (-1382) (- m/z 149.05 100.00%

149.1
5000

79. —r= =
‘ HJ‘ 11.00 11.50
Ob bbb, |y 20892668 3600 4291 8380 ./, 93,09 25.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 — —
41.0 11.00 11.50

m/z 79.00 16.83%

‘\\H\‘\“l”\ll‘\‘“\h“l\\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0

o

11.00 11.50

5000 m/z 107.00 15.14%
41.0
O T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52978: 1-Methyl-3-ethyladamantane T —
149.0 11.00 11.50

m/z 91.05 12.77%

5000
79%
M“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Silane, (4-ethylphenyl)trim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.299 5.53 ng 656458 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 50
2 1,3-di-n-Propyladamantane 220 C16H28 040002-47-9 46
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 43
4 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 43
5 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 43
Abundance Scan 1413 (11.299 min): BP009084.D\data.ms (-1408) (| m/z 163.10 100.00%
16341
5000
93
‘ m 11.00 11.50
ol ‘\‘JL&““‘\JU“ Iy 11.224.2281.0 356.9 428548875481 1/ 177,20  96.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52786: Silane, (4-ethylphenyl)trimethyl-
163.0
5000 —— —
11.00 11.50
m/z 107.00  53.39%
43.0 105.0 ‘
0 \\\h“\\“\\‘J\‘\\“\H‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
177.0
— —
11.00 11.50
5000 m/z 121.10 40.25%
93.0
O e bt e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane T —
163.0 11.00 11.50
m/z 93.10 26.54%
5000
93.
Y 3 i —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl1l.516 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.516 2.48 ng 294615 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 38
2 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 15
3 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 15
4 Piperonyl ethyl ether 180 C10H1203 1000378-91-9 15
5 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 15

Abundance Scan 1450 (11.516 min): BP009084.D\data.ms (-1446) (-] ' m/z 135.05 100.00%

136.1
69.0
5000
1T I
H“\h“\m || p08.0266.9 355.0 430.4 519.5 1150
0l LML UL FD8.D200.9  359.0 4304 o192~ m/z 95.00  82.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85386: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth

R

109.0
41.0
5000 e :
11.50
\ m/z 165.10  79.65%
O‘\\u\‘\““\\‘u\\“‘ \“\\“\‘\\2\9\8\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
95.0
T \
11.50
5000 180.0 m/z 109.10 75.33%
§ L LAJMWKAm/x&/X/&AAM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54377: Ethanone, 1-(3,4-dimethoxyphenyl)- ——
165.0 11.50
m/z 69.00 74.10%
5000 wﬂbwﬁf\ﬁwﬂJ\f/l\/M/hwf
77.0
o2 e _—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownll.646 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.646 9.26 ng 1099000 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 27
2 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 25
3 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br 021898-96-4 25
4 Benzene, 1-isothiocyanato-2-methyl- 149 C8H7NS 000614-69-7 22
5 Added stereo to name 164 C12H20 024145-89-9 22

Abundance Scan 1472 (11.646 min): BP009084.D\data.ms (-1467) (-] ' m/z 149.05 100.00%

149.1
71.0
5000

11.50 12.00

o il ) 222228303421 41554752 5416 71 05 75.18%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39702: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)
149.0

5000 — e
11.50 12.00

m/z 57.10 74.97%

91.0
-\\\‘l\l\h\\\"l\ul\l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0

11.50 12.00

O

5000 m/z 41.10 46.15%
O e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #108604: Tricyclo[4.3.1.1(3,8)]undecane, 1-bromo- — ——
149.0 11.50 12.00

m/z 43.10 46.05%

ol \“Td | W

228.0

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl2.346 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.346 7.44 ng 883735 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 38
2 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 38
3 4,7(1H,8H)-Pteridinedione, 2-amino- 179 C6H5N502 000529-69-1 35
4 4-Ethoxy-2-(methylamino)tropone 179 C1OH13NO02 1010241-45-1 27
5 2,4-Dimethoxyphenyl isocyanate 179 CSH9ONO3 084370-87-6 22
Abundance Scan 1591 (12.346 min): BP009084.D\data.ms (-1586) (- m/z 179.20 100.00%
179.2
109.1
5000
41.
— ——
‘ H 1200 12.50
ol bbb 4 2668 355041524749 5470 /109 10 53.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 — ——
69.0 12.00 12.50
‘ ‘ m/z 55.00  45.84%
O‘\\\‘%“‘\A\h\\“‘\\\‘\“‘\i\ \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
179.0
— ——
12.00 12.50
m/z 69.00 37.68%
5000 69.0
O Bt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53997: 4,7(1H,8H)-Pteridinedione, 2-amino- — —
179.0 12.00 12.50
m/z 123.10 37.18%
5000
47 0 1000
0_‘LM""M“‘H‘H‘,‘HWm_m‘uwa”w”w — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37

Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 1,1'-Bicyclohexyl Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.405 3.51 ng 416304  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,1'-Bicyclohexyl

166

2 Succinic acid, 2-ethylhexyl tran... 312

C12H22
C18H3204

000092-51-3 52
1010391-11-6 50

3 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 50
4 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 46
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 43
Abundance Scan 1601 (12.404 min): BP009084.D\data.ms (-1598) (- m/z 82.10 100.00%
82.1
5000
166.2 ——
bl
0 “‘”“ ¥ | I [224.3282.1340.9403.04610 5272 n/; §3.10  70.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41527: 1,1'-Bicyclohexyl
82.0
5000 1
12.50
166.0 m/z 55.60  60.51%
O‘\\P‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82.0
e
12.50
5000 m/z 67.00 60.33%
0 231.0
L R N R e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211866: Adipic acid, di(trans-hex-3-enyl) ester —
82.0 12.50
m/z 41.10 26.14%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.522 5.56 ng 660092  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 72
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 64
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 59
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55

Abundance Scan 1621 (12.522 min): BP009084.D\data.ms (-1618) (- m/z 118.10 100.00%

1181
5000
T I
411 M j‘“ 7‘7'2 ‘ 12.50
Ol bbbaibli L, 283.1341.1400.9 4711 548. 1/, 145 05  87.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0
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5000 T ‘
12.50
m/z 160.10 76.18%
39.0 }I
O‘\\‘\\\h’m\ﬂ\wl\\\‘h\\‘\‘\H‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- —— ‘
145.0 12.50

m/z 105.10  26.31%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.975 20.00 ng 6847430  Chrysene-d12 21.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 80
2 Di(trimethylene-1-naphthyl)siloxane 410 C26H260Si2 093241-94-2 64
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 59
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 59
5 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 50

Abundance Scan 3228 (21.975 min): BP009084.D\data.ms (-3225) (- m/z 410.40 100.00%
410.4

5000

57.1 R

" 151 1992500 13072 ) 22.00
il 20T L) 4723 54457 411,35 31.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0

o

5000 17
22.00
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77.0 135.0 203.0 2800 350 0‘ ‘
O T \?ul’m\“\ h\‘ l\h "x\nf \IL\\‘” H\ d\““\ \L\‘“ l\“: \l \m‘m\ "\“\m\ “ll\i\l\h\ ‘ L ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
410.0
i
3410 22.00
5000 1690 1o ' m/z 57.10 16.08%
57.0
o NN NS Wit § NS DAY SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)- T
410.0 22.00

m/z 190.15 9.29%

5000

56.0 134.0198.0 266.0 3380

I R SRR —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9084.D

Acqg On : 09 Feb 2022 18:37
Operator : CG/JU

Sample : N1387-05

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
Benzene, 2,4-di... 10.387 2.5 ng 293976 2 10.599 2374900 20.0
1,4-Dimethylada... 11.146 2.8 ng 336150 2 10.599 2374900 20.0
Silane, (4-ethy... 11.299 5.5 ng 656458 2 10.599 2374900 20.0
unknownl11.516 11.516 2.5 ng 294615 2 10.599 2374900 20.0
unknownll.646 11.646 9.3 ng 1099000 2 10.599 2374900 20.0
unknown12.346 12.346 7.4 ng 883735 2 10.599 2374900 20.0
1,1'-Bicyclohexyl  12.405 3.5 ng 416304 2 10.599 2374900 20.0
Naphthalene, 1,... 12.522 5.6 ng 660092 2 10.599 2374900 20.0
Strychnidin-10-... 21.975 20.0 ng 6847430 5 21.328 6847430 20.0
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