LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1054-09 :

Misc : 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS Vvial : 12 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126569.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.975 488 491 498 rVB 52238 65089 2.39% 0.444%
2 5.386 557 561 564 rBV 1733418 1555295 57.18% 10.620%
3 6.404 729 734 742 rBV 1341351 1318399 48.47% 9.003%
4 6.769 792 796 799 rBV 615441 494247 18.17%  3.375%
5 7.333 886 892 895 rBV 1765444 1892156 69.56% 12.920%

6 7.957 994 998 1007 rBV 303422 256568 9.43% 1.752%
7 8.051 1010 1014 1017 rBV 827961 681591 25.06% 4.654%
8 9.133 1192 1198 1201 rBV 2797861 2720187 100.00% 18.575%
9 9.810 1308 1313 1316 rBV 829377 711323 26.15% 4.857%
10 10.598 1442 1447 1451 rBV 1575584 1481880 54.48% 10.119%

11 11.292 1561 1565 1569 rVB 725015 634315 23.32% 4.331%
12 11.698 1626 1634 1637 rVB2 35292 37638 1.38% 0.257%
13 11.833 1654 1657 1665 rBV2 44098 54556  2.01% ©.373%
14 12.886 1831 1836 1839 rBV 1874247 1695681 62.34% 11.579%
15 13.792 1984 1990 2002 rBV2 70337 128041 4.71% ©.874%

16 13.939 2011 2015 2021 rVB 472242 404007 14.85% 2.759%
17 14.039 2026 2032 2039 rBV 82204 80624 2.96% 0.551%
18 15.398 2258 2263 2268 rBV 365265 433007 15.92%  2.957%

Sum of corrected areas: 14644604
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Jan 2022 16:36

: N1054-09

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
BF126569.D

Ju/CaG

20220020-CAPE-2-MODIFIED-ELUTRIATE

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1e54-09 :

Misc : 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.975 2.63 ng 65089 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 491 (4.975 min): BF126569.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AL e R
82.9 4.60 4.80 5.00 5.20
Ot e e e e /2 59.00 54.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R T
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.00 20.51%
O \\\‘\f‘!‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 19.37%
20.0 101.0
O 20 il T30 850
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4972: 3-Hexanol o RREAREA
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.14%
73.0
5000
43.0
31.0
obr 228 LW 820 1010 NN N ¥
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1e54-09 :

Misc : 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.957 7.53 ng 256568 Naphthalene-d8 8.051

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 64

4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 998 (7.957 min): BF126569.D\data.ms (-994) (-) m/z 57.10 100.00%

57.1
5000 k
70 760780800820
39 101.0 .
0 “ﬁ wl“u i - ““‘1‘31”1‘ e m/z 45.00  99.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L BN B I BN B
7.60 7.80 8.00 8.20
29.0 75.0
: m/z 41.00 34.17%
101.0
O \\\‘\H“\ \“‘h‘\ \m\ \“‘1‘\ T U\ 1T ‘ \:L\3H12-\0‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
 ERRNRERSEEEEESLESEE
7.60 7.80 8.00 8.20
5000 m/z 75.00 18.54%
29.0 75.0
100.0
0 T O T .
miz--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether A E AR RmEE S
57.0 7.60 7.80 8.00 8.20
m/z 56.10 14.90%
5000
29.0 75.0
0 \‘\ il ‘ | 100.0118.0
H‘_H‘ P G T
m/z--> 0 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1e54-09 :

Misc : 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.792 6.34 ng 128041  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tricosene 322 C23H46 018835-32-0 91

Abundance Scan 1990 (13.792 min): BF126569.D\data.ms (-1984) (- m/z 57.10 100.00%

57.1
97.1
5000
Mmmwm
M 40 0 208.1 13 50 l4 00
- | HW At - M/Z 55.00  81.00%
mlz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 el .
13.50 14.00
m/z 43.05 78.47%
39. 0
o5 LLLLLERY o060 2690 s200
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 97.0
—r —
13.50 14.00
5000 m/z 97.10  76.53%
o UL 1810 a0 zmm0 s
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate ML il iponity i
57.0 13.50 14.00
97.0 m/z 83.10 75.96%
5000
ke “‘ PR et e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1e54-09 :

Misc : 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.039 3.99 ng 80624  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 43
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 40
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 23

Abundance Scan 2032 (14.039 min): BF126569.D\data.ms (-2026) (-  m/z 277.10 100.00%
277.1

5000
770 1990 7 ‘
38.9 ‘ 150 00 ‘ H 14.00
0 “W%“‘w“‘uﬁw“w‘:‘ﬂ‘;““‘ R m/z 278.10 30.17%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — ‘
14.00
77.0 199.0 m/z 77.00  23.55%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T T ““\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
) i :
14.00
5000 m/z 199.00 19.73%
77.
0 183.0
e
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y — ‘
277.0 14.00
m/z 183.00 19.08%
5000
o 183.0
oo L omol | lae |
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126569.D

Acqg On : 10 Jan 2022 16:36

Operator : JU/CG

Sample : N1e54-09 :

Misc . 20220020-CAPE-2-MODIFIED-ELUTRIATE

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-... 4.975 2.6 ng 65089 1 6.769 494247 20.0
Ethanol, 2-(2-b... 7.957 7.5 ng 256568 2 8.051 681591 20.0
Trifluoroacetox... 13.792 6.3 ng 128041 5 13.939 404007 20.0
Triphenylphosph... 14.039 4.0 ng 80624 5 13.939 404007 20.0
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