LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128627.D

Acqg On : 01 Jun 2022 17:25

Operator : CG\JU

Sample : N2953-02 :
Misc : P043-SS001-1824-01

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.375 182 185 200 rBV 21153 44937 1.92% 0.291%
2 5.493 541 545 560 rBv 1842383 2133481 91.01% 13.800%
3 6.504 714 717 727 rBV 1884678 2145066 91.50% 13.875%
4 6.575 727 729 732 rVB 62886 49444  2.11% ©0.320%
5 6.834 769 773 776 rBV 807424 635841 27.12% 4.113%

6 7.398 863 869 872 rBV 1499851 1527811 65.17% 9.882%
7 8.116 987 991 0994 rBV 939021 774490 33.04% 5.010%
8 9.192 1169 1174 1177 rBV 2894844 2344344 100.00% 15.164%
9 9.869 1285 1289 1292 rBV 1005608 774515 33.04% 5.010%
10 10.663 1419 1424 1427 rBV 1380202 1267013 54.05%  8.195%

11 11.351 1538 1541 1545 rBV 743704 636654 27.16% 4.118%
12 11.745 1605 1608 1611 rBV 50484 45000 1.92% 0.291%
13 11.880 1627 1631 1640 rBV2 46124 56438 2.41% ©.365%
14 12.939 1807 1811 1815 rBV 1776433 1611576 68.74% 10.424%
15 13.916 1971 1977 1986 rBV5 29089 81539 3.48% ©.527%

16 13.992 1986 1990 1994 rVB 636791 547537 23.36%  3.542%
17 14.092 2000 2007 2012 rBV 192224 210503  8.98%
18 15.457 2234 2239 2244 rBV 474574 573771 24.47% 3.711%
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Sum of corrected areas: 15459960
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Jun 2022 17:25
¢ CG\JU
: N2953-02

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
BF128627.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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\BF060122\

Data File : BF128627.D

Acqg On : 01 Jun 2022 17:25

Operator : CG\JU

Sample : N2953-02 :
Misc P043-SS001-1824-01

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Octadecanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.916 2.98 ng 81539  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 76
2 Eicosyl methyl ether 312 C21H440 1000406-29-4 76
3 Behenic alcohol 326 C22H460 000661-19-8 74
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 70

Abundance Scan 1977 (13.916 min): BF128627.D\data.ms (-1971) (- m/z 55.10 100.00%
55.1
5000
——
‘ 92 177.0 282.0 14.00
ol L H“” L Wiz s7.es 92.04%
miz-> 50 100 150 200 250 300
Abundance #161352: 1-Octadecano
550
97.0
5000 T
14.00
m/z 43.05 90.93%
\‘M 1L ‘\ M | 1820 | 2P0
O\\\\“‘H\‘\‘\ ‘\‘\\‘“\H\\”\”‘\\\\‘\\\\‘\
miz-> 50 100 150 200 250 300
Abundance #215088: Eicosyl methyl ether
45.0 83.0
——
14.00
5000 m/z 83.05 69.43%
280.0
ol JLALLL L1 gss0 z0o 290
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
434 83.0 14.00
’ m/z 69.05 63.34%
5000
25.0
o UL L 70 200 o o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\

Data File : BF128627.D

Acqg On : 01 Jun 2022 17:25

Operator : CG\JU

Sample : N2953-02 :
Misc . P043-SS001-1824-01

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.092 7.69 ng 210503  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12N0S2 017046-34-3 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38

Abundance Scan 2007 (14.092 min): BF128627.D\data.ms (-2000) (1 m/z 277.10 100.00%
277.1

5000
77.1 199.0 =t ‘
L 0]
o298 s b b mjz 278,10 29.88%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — :
152.0 14.00
m/z 199.00 21.05%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3"3-‘0‘ R
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
i T
14.00
5000 ITI/Z 77.10 20.34%
77.0 183.0
ohg 10l “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy pe
277.0 14.00
m/z 201.00 18.71%
5000
77.0 183.0
e
bbb L S A
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\BF060122\
Data File : BF128627.D

Acqg On : 01 Jun 2022 17:25

Operator : CG\JU

Sample : N2953-02 :
Misc : P043-SS001-1824-01

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
1-Octadecanol 13.916 3.0 ng 81539 5 13.992 547537 20.0
Triphenylphosph... 14.092 7.7 ng 210503 5 13.992 547537 20.0
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