LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc :

ALS Vvial : 10 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140425.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 4 13 rVB 760876 840484 32.21% 5.617%
2 5.504 574 580 588 rBV 1494247 2005614 76.85% 13.404%
3 6.510 745 751 762 rBV 1599648 2105603 80.68% 14.073%
4 6.875 807 813 818 rBV 512695 656325 25.15% 4.387%
5 7.434 899 908 917 rBV 1039804 1366963 52.38% 9.136%

6 8.151 1025 1030 1047 rVB 647987 845338 32.39% 5
7 9.228 1207 1213 1222 rBV 2016227 2609707 100.00% 17.
8 9.622 1276 1280 1283 rBV2 69092 108704 4.17% ©.727%
9 9.775 1302 1306 1308 rBV2 71543 107025 4.10% ©
9.816 1310 1313 1317 rVB2 79962 124362 4.77% ©

11  9.910 1324 1329 1333 rVB 707511 887379 34.00% 5.931%
12 10.704 1460 1464 1468 rBV 1002847 1577156 60.43% 10.541%

13 10.828 1482 1485 1492 rBV 694383 1016956 38.97% 6.797%
14 15.551 2283 2288 2298 rVB 432116 710669 27.23%  4.750%

Sum of corrected areas: 14962285
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Nov 2024 13:12
: RC/JU
: P4824-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
BF140425.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.116  25.61 ng 840484  1,4-Dichlorobenzene-d4 6.875

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 4 (2.116 min): BF140425.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
A maa AR
91 ‘ 2.202.302.40 2.50
Ob b2 m/z 43.10  35.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T [T T T T[T T TTTT]
43.0 2.202.302.40 2.50
' 87.0 m/z 87.10 26.50%
29.0
M‘ \‘\“ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 M
2.202.302.40 2.50
5000 41.0 55.0 m/z 55.10 24.72%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- RN R mmmmn
73.0 2.202.302.40 2.50
m/z 41.10 12.06%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.622 2.45 ng 108704  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 52
3 Tetradecane 198 C14H30 000629-59-4 52
4 Hexadecane 226 Cl6H34 000544-76-3 50
5 1-Bromodocosane 388 C22H45Br 006938-66-5 46
Abundance Scan 1280 (9.622 min): BF140425.D\data.ms (-1276) (-) m/z 57.10 100.00%
57.1
5000 MW
97.1 193.2 — ——
‘ ‘ 1371 9.50 10.00
oL— H\ iu‘h‘ m‘hwMH“\mm‘\\‘u\u\m el m/z 71.10 94.30%
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
9.50 10.00
m/z 43.10 83.23%
99.0
0 L‘ Lj L[y 1410 1830 2390 296
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
—— —
9.50 10.00
5000 m/z 55.10 48.77%
0 Il ‘ 113014901830 2530 296,
e e
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane 7 —
57.0 9.50 10.00
m/z 41.10 45.03%
5000
99.0 198.0
olzsol | | /77, a0 1980 S
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown9.775 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.775 2.41 ng 107025  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 41
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 38
3 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 38
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 38
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 35

Abundance Scan 1306 (9.775 min): BF140425.D\data.ms (-1302) (-) m/z 57.10 100.00%

57.1
5000 ,

193.2 N
9.50 10.00
ol m/z 69.18  86.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
55.0
83.0

5000 T
9.50 10.00
29.0 m/z 41.10 82.09%

111.0
TTT \‘\‘\ \“\ T T \‘1“ T \“1 T \h\]\-%o\.\o\ \:L6\\7?c\) \]\_?\6.(\)\ \2\2}4\.\C
m/z--> 2‘0 4’0 60 80 160 12‘0 1)10 1é0 1éO 260 2§o
Abundance #13255: Cyclohexane, 1,2,3-trimethyl-
69.0

o

410 97.0 950 1000
5000 m/z 43.10 81.81%
126.0
0]‘-“1’;?“;‘” ’ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109494: 1-Dodecanol, 3,7,11-trimethyl- e P
57.0 9.50 10.00

m/z 55.10  79.80%

83.0
5000
29.0 125.0
Ll b “l 149.0 1820 2100

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown9.816 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.816 2.80 ng 124362  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 35
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 30
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 30
4 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 27
5 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 25

Abundance Scan 1313 (9.816 min): BF140425.D\data.ms (-1310) (-) m/z 97.10 100.00%

55.1 97.1 193.2
5000 123.1
— ——
149.1 9201 9.50 10.00
0 | E555 m/z 193.20 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0
5000 410 el ——
153.0 9.50 10.00
m/z 55.10 87.71%
0 I j126.0 | 1810 2240
N \\\‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 193.0
— ——
9.50 10.00
5000 m/z 69.10 86.44%
83.0
Sl LT
ottt el 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane — —
69.0 9.50 10.00
m/z 41.10 67.53%
5000 41.0 109.0 1370 ﬂ/
0150, — —
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\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Undecane, 6-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.828 20.00 ng 1016960  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1485 (10.828 min): BF140425.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1
5000 M
85.1
113 "0 1100
10.50 11.00
1411 1832
0 e atS:2, 2433 m/z 71.10  78.96%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 — e
10.50 11.00
20.0 85.0 112.0 m/z 43.10 53.99%
‘ ‘ ‘ 154.0
0 \‘\‘H\“H\!‘\\H\“”\H‘\H‘\‘\\H‘H\‘\‘\\\J-\S‘ﬁg‘\\\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 31.67%
29.0 85.0
Ot bl 15501830
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #33093: Nonane, 2,6-dimethyl- — —
43.0 10.50 11.00
71.0 m/z 41.10 25.84%
5000 //\//d//\
11
A e - N I
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140425.D

Acqg On : 16 Nov 2024 13:12
Operator : RC/JU

Sample : P4824-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.116 25.6 ng 840484 1 6.875 656325 20.0
Heptadecane, 2,... 9.622 2.5 ng 108704 3 9.910 887379 20.0
unknown9.775 9.775 2.4 ng 107025 3 9.910 887379 20.0
unknown9.816 9.816 2.8 ng 124362 3 9.910 887379 20.0
Undecane, 6-ethyl- 10.828 20.0 ng 1016960 4 11.404 1016960 20.0
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