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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008323.D\data.ms
4000000

3500000
3000000
2500000

2000000
5.363

6.957
1500000

1000000 8.928

500000 028 7.763 10.563

o 3.969 4.5224.899 514105781 A 10.36%
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP008323.D\data.ms

4000000

19.y57

3500000

3000000

2500000
13.039

2000000
15.922

1500000

1000000
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500000
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D e mmmm e R msaa e L L e
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3500000
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2500000
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b
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Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 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\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.028 12.33 ng 290370 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
2 3-Penten-2-0l 86 C5H100 001569-50-2 72
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 59
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 56
5 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 53
Abundance Scan 7 (3.028 min): BP008323.D\data.ms (-3) (-) m/z 71.00 100.00%
71.0

>

5000
P e
‘ 3.103.203.303.40
0l dlily 1 134.9 207.0267.0327.0 400745895185 ./, 43,00  82.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
5000 UL R B R IR
3.103.203.303.40
‘ m/z 41.05 40.53%
O‘\”\'\H\“lh\l“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1933: 3-Penten-2-ol
71.0
TR T
3.103.203.303.40
5000 m/z 45.00 28.75%
oh\wI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27890: Butane, 2-bromo-2-methyl- TR T
71.0 3.103.203.303.40
m/z 39.00 27.74%
5000
; L semo
el e e ST T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1,3,5-Cycloheptatriene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.969 2.35 ng 55446 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Toluene 92 C7H8 000108-88-3 91

2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 91

3 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26C12Mo2 ©35625-66-2 78

4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 72

5 Acetaldehyde dibenzyl acetal 242 C16H1802 1000431-44-3 64

Abundance Scan 167 (3.969 min): BP008323.D\data.ms (-162) (-) m/z 91.00 100.00%
91.0

—

5000
EEEEEEEEES S
3.60 3.80 4.00 4.20
or il d 14902079 2764 340939014502 5329 1/, 91.95  s56.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2759: Toluene
91.0
5000 L L BN DAL B
3.60 3.80 4.00 4.20
m/z 65.00 11.46%
0‘\2\7\.‘\9“\‘“\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
R e RRRRRALI S
3.60 3.80 4.00 4.20
5000 m/z 39.00 10.89%
27. ‘ J
O et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #342022: Molybdenum, di-.mu.-chlorobis[(1,2,3,4,5,6-.ete R RRREEEEEEREEEEE
91.0 3.60 3.80 4.00 4.20

m/z 63.00 10.22%

5000

027‘,1"\\‘ 161.0225.0 303.0 394.0 530.0
A A F WS S e =L S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41

Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 3 (R)-(-)-3-Methyl-2-butanol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.522 2.33 ng 54953 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 53
2 Propylene Glycol 76 C3H802 000057-55-6 53
3 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 42
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 42
5 2-Hexanol 102 C6H140 000626-93-7 40

Abundance Scan 261 (4.522 min): BP008323.D\data.ms (-257) (-)
458.0

m/z 44.95 100.00%

5000

>

4.20 4.40 4.60 4.80

1109.1  209.1 2826 3549 429.4 518.7 23.12%

Ol bt 2091 2820 3949 4294 28T m/z 43.e0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
5000 UL L B R I BB |
4.20 4.40 4.60 4.80
m/z 41.00 19.84%
O‘\H“\”{“[\H\‘H\\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\

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

a2

Abundance #1083: Propylene Glycol
45.0
R R Emma E
4.20 4.40 4.60 4.80
5000 ITI/Z 69.00 9.84%
0‘m\uc‘,u‘u\‘u\\‘uu‘uu‘\u\‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1759: Propanenitrile, 3-methoxy- R RaRE e A
453.0 4.20 4.40 4.60 4.80
m/z 39.00 8.63%
- W
U S e mma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Hydrazine, 1,1-bis(1-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.899 2.89 ng 68174 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 38
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 38
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 35
Abundance Scan 325 (4.899 min): BP008323.D\data.ms (-320) (-) m/z 43.00 100.00%
3.0
5000
101.0 e AAamsmmeeres
4.60 4.80 5.00 5.20
Obrrbdparf,,164:9222.02809 354.9414.04756 5390 /7 s59.00  59.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 L L B R B R
4.60 4.80 5.00 5.20
116.0 m/z 101.80  19.80%
O\\‘h”“ !‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A AAAREEEAR T
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.06%
101.0
o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9299: Oxirane, [(1-methylethoxy)methyl]- O ERE RS
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.98%
5000
H 101.0
oHu‘“J“uu“mwm‘H‘W‘H‘mwuu_m‘mwm_ AR RS RRARRARE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Benzene, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.781 2.44 ng 57396 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 o-Xylene 106 C8H10 000095-47-6 94
3 p-Xylene 106 C8H10 000106-42-3 93
4 Ethylbenzene 106 C8H10 000100-41-4 87
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 72
Abundance Scan 475 (5.781 min): BP008323.D\data.ms (-469) (-) m/z 90.95 100.00%
91.0
5000

5.40 5.60 5.80 6.00 6.20
CHdd 1929 29243547 45785252 4, 196.10  34.30%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-

o

91.0

5000 B NN, £ SE——
5.40 5.60 5.80 6.00 6.20

m/z 105.10  18.32%

7.
\J\\P{\‘W‘“\n ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5730: o-Xylene
91.0

5.40 5.60 5.80 6.00 6.20

o

5000 ITI/Z 76.95 10.97%
P7.
0 “‘P}Lw‘“h‘ ‘JW"""""_"""H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724: p-Xylene T RREE A e
91.0 5.40 5.60 5.80 6.00 6.20

m/z 50.95 10.78%

5000

7.
0 JRM“

\\\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\’\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.369 8.72 ng 264648 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1255 (10.369 min): BP008323.D\data.ms (-1247) (- m/z 57.05 100.00%

57.0 ‘
5000

10 00 10 50

131.0
o‘u‘uhﬁm}u“‘?9%9H?ﬁ?9w“35594&§314§3FH54?S m/z 44.95 92.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000

10 00 10 50
‘ m/z 41.05 37.66%
|

O‘\\\‘"\I\‘i“\‘“\‘Ij\-?’\z\.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 00 10 50
5000 ITI/Z 75.00 17.99%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether - S &
57.0 10.00 10.50

m/z 55.95 15.21%

0 m\ hM 18.0

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\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.845 3.35 ng 164992  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 98
2 Azetidine, 2-methyl-1-[3,3,3-tri... 249 C8H9F6NO 050837-79-1 27
3 Cyclohexane, decyl- 224 C16H32 001795-16-0 25
4 n-Nonylcyclohexane 210 C15H30 002883-02-5 22
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 12

Abundance Scan 2186 (15.845 min): BP008323.D\data.ms (-2181) (- m/z 83.00 100.00%

83.0
249.1
5000
\ ’ 610 \ 15.50 16.00
|
o bbb P L L] 3859 431.2489.1548.  n/7 81.95  76.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
e
83.0 249.0
5000
1550 1600
m/z 249.05 63.49%
UL gsro |
O‘\\‘ll‘\\\\‘f\\wf\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134788: Azetidine, 2-methyl-1-[3,3,3-trifluoro-1-oxo-2-(tr
249.0
1550 1600
70.0 179.0
O“Aﬂt"",,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104601: Cyclohexane, decyl-
83.0 1550 1600
m/z 56.00 53.70%
224.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1550 1600
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Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\

Data Path

Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenamine, 2,4,

6-tribromo-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.310 2.01 ng 99109  Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenamine, 2,4,6-tribromo-

2 4-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si
3 3-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si

327 C6H4Br3N

000147-82-0 59
1000447-71-9 22
1000447-69-8 12

4 Methyl 3,5-diamino-6-chloropyraz... 346 C12H23C1N402Si2 1000293-06-3 10

5 1,3,4-Oxadiazol-2-amine, 5-(2-br... 329 C11H12BrN304

Abundance Scan 2435 (17.310 min): BP008323.D\data.ms (-2430) (-

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

0

1000350-74-8 10

m/z 330.80 100.00%

330.8
62.0
140.9
249.8
— ——

} } % H 389.8 17.00 17.50
il JM‘“ e Mk L4804 5400 "0 20 o6.a1%
0 50 100 150 200 250 300 350 400 450 500 550

#233314: Benzenamine, 2,4,6-tribromo-

329.0
17. 00 17 50
90.0 170.0 250.0 ITI z 61.95 75.61%
W’I\‘}\HJ“{\!'!NA‘Jm \‘\\\\‘\\\\‘\\\\‘\\\\‘\
0 50 100 150 200 250 300 350 400 450 500 550
#252666: 4-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily
329.0
17. 00 17 50
m/z 140.90 60.66%

73.0

‘ 165.0
1500 b eipiort 280 M
0 50 100 150 200 250 300 350 400 450 500 550
#252665: 3-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily

329.0 17. 00 17 50

93.0 m/z 302.65 54.18%

‘ 173.0 K
299 bkt 20 LM
0 50 100 150 200 250 300 350 400 450 500 550 17. 00 17 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.086 4.98 ng 245092  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2567 (18.086 min): BP008323.D\data.ms (-2562) (-  m/z 72.95 100.00%
73.0

2132 17 1
”M 18.00
ol UwH \m‘ 2809 356.0415.747825432  n/z 59.95  94.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00
213.0 m/z 43.05 89.30%
O‘\\\\IH m’ !l\”\l“\\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— ‘
18.00
5000 ITI/Z 57.05 74.03%
171.0
o} L ‘“Wﬁ.\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— ‘
73.0 18.00
m/z 55.05 69.92%
5000
‘L ‘ 199.0
ol5.0l} J“Mh S0/, |
P A e e e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.004 8.71 ng 523841 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3063 (21.004 min): BP008323.D\data.ms (-3059) (-  m/z 57.05 100.00%
1.0
5000 V\\/\A_j\\/j\/\—A
L
hr’-l 207.0265.0 21.00
oAbkl ALy 20702650 342.1401.0 477.2 548 ./, 5500  94.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
a11.0
5000 ——
21.00
m/z 43.05 85.76%
O‘\\“\“‘\' 1“"1‘8'203360
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
L
21.00
5000 m/z 83.10 83.87%
29.0
ol L 35802660
e o R B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene 7
57.0 21.00
m/z 69.10 75.88%
5000
125.0
0 \‘\ I ’H‘ }“ “ 1\ I |1960 2920 3640
A R N e e AR AR RARRE SRS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.174 2.56 ng 154185  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 43
4 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19Bro02 068144-73-0 27
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 25

Abundance Scan 3262 (22.174 min): BP008323.D\data.ms (-3259) (- m/z 70.05 100.00%

70.0
149.0 261.1
5000
‘ l 22,00 22.50
356.0 : . :
0l \“w\‘h‘w bbb e by e e O 04 m/z 149.00  70.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 M Y
22.00 22.50
m/z 261.10 67.79%
O \\\“‘il\\J\J\“\\W‘HJ\‘WWVV‘\\\\‘ ‘\Lf‘\\\3\‘6;-\.\01‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
e =
1490 22.00 22.50
5000 ' 261.0 ITI/Z 57.05 46.81%
0 JJ““‘\\ “mﬁﬁ}qwHu_mwu_ NMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester e —
261.0 22.00 22.50
m/z 112.10 40.60%
5000 70.0
149.0
0m““\uu‘u“\H‘m“\m“\m“‘W‘H“m“m‘mwuw‘ —r s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8323.D

Acqg On : 09 Dec 2021 21:41
Operator : CG/JU

Sample : M4967-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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|
3-Buten-2-o0l1, 2... 3.028 12.3 ng 290370 1 7.769 471060 20.0
1,3,5-Cyclohept... 3.969 2.4 ng 55446 1 7.769 471060 20.0
(R)-(-)-3-Methy... 4.522 2.3 ng 54953 1 7.769 471060 20.0
Hydrazine, 1,1-... 4,899 2.9 ng 68174 1 7.769 471060 20.0
Benzene, 1,3-di... 5.781 2.4 ng 57396 1 7.769 471060 20.0
Ethanol, 2-(2-b... 10.369 8.7 ng 264648 2 10.563 607014 20.0
1,3,5-Triazine-... 15.845 3.4 ng 164992 4 17.186 984371 20.0
Benzenamine, 2,... 17.310 2.0 ng 99109 4 17.186 984371 20.0
n-Hexadecanoic ... 18.086 5.0 ng 245092 4 17.186 984371 20.0
1-Tetracosene 21.004 8.7 ng 523841 5 21.292 1202480 20.0
1,4-Benzenedica... 22.174 2.6 ng 154185 5 21.292 1202480 20.0
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