LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc : P010-SS003-2430-01

ALS vial : 5 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: BF128502.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.451 532 538 541 rBV 4348568 4594015 80.07% 11.476%
2 6.457 703 709 712 rBV 3845797 4695310 81.83% 11.729%
3 6.575 726 729 733 rVB 86528 63271 1.10% ©.158%
4 6.839 770 774 777 rBV 1368128 1222423 21.31% 3.054%
5 7.398 864 869 872 rBV 3236140 3156975 55.02% 7.886%

6 8.116 987 991 995 rBV 1821166 1658334 28.90% 4.143%
7 9.198 1169 1175 1178 rBV 5504562 5288868 92.18% 13.212%
8 9.875 1282 1290 1293 rBV 2363323 1996686 34.80%  4.988%
9 10.663 1418 1424 1427 rBV 3951393 3780072 65.88% 9.443%
10 11.363 1539 1543 1546 rBV 2583516 2188510 38.14% 5.467%
11 11.427 1548 1554 1557 rVB2 85245 86495 1.51% ©.216%
12 11.763 1605 1611 1615 rVB 148409 130029 2.27% 0.325%
13 11.892 1627 1633 1641 rBV2 396722 439721 7.66% 1.098%
14 12.680 1760 1767 1778 rBV 229916 318030 5.54%  ©.794%
15 12.957 1808 1814 1817 rBV 5695369 5737546 100.00% 14.333%

16 13.863 1961 1968 1970 rBV 76227 84568  1.47%
17 13.927 1970 1979 1986 rVV6 68940 244661  4.26%
18 14.004 1987 1992 1995 rVV 1879913 1769244 30.84%
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19 14.098 2003 2008 2018 rBV 830734 958501 16.71% 394%
20 14.180 2018 2022 2025 rVB 73236 69554 1.21% 174%
21 14.486 2070 2074 2077 rBV 71621 66834 1.16% 0.167%
22 14.792 2119 2126 2130 rBV 76747 91335 1.59% 0.228%
23 15.133 2180 2184 2189 rVB 62060 74055 1.29% 0.185%
24 15.462 2235 2240 2246 rBV2 952662 1179996 20.57% 2.948%
25 15.515 2246 2249 2255 rVB 49074 68049 1.19% 0.170%
26 15.957 2320 2324 2330 rBV 45340 67970 1.18% 0.170%
Sum of corrected areas: 40031052
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 May 2022 11:10
¢ CG\JU
: N2927-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\
BF128502.D

P010-SS003-2430-01

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

Quant Title

TIC Library

: 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\BF@52722\
Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc P010-SS003-2430-01

ALS vial : 5 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

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.02 ng 439721  Phenanthrene-d10 11.363
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 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1633 (11.892 min): BF128502.D\data.ms (-1627) (- m/z 43.05 100.00%
43.0 |73.0
5000 129.0
213.2 = —
| h“ 157.1185.1 o564 11.50 12.00
O “““m\“u‘:‘ww‘H“_“WWw_mw!_ m/z 73.00 97.72%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T P
129.0 11.50 12.00
213.0 m/z 60.00 94.88%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ.‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/Z 57.05 84.74%
171.0
‘ 214.0
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = — T
43.0 ,73.0 11.50 12.00
m/z 55.05 75.56%
5000 129.0
99.0
s e
0%§Rk“JWNWwNmAWWMMMWHJMﬂ‘JHWHH‘HHMHW‘ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc : P010-SS003-2430-01

ALS vial : 5 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

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.91 ng 318030 Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 1767 (12.680 min): BF128502.D\data.ms (-1760) (- m/z 43.10 100.00%

43.1
5000 129.1

185.2 24 12 L — 1T
284.3 12.50 13.00

j— s L it ‘ Lot ‘ b m/z 73.00 99.73%

miz--> 100 150 200 250 300 350

Abundance #179093: Octadecanoic acid
129.0

5000 284.0 e ey
1850 241.0 12.50 13.00
m/z 60.08 93.10%
0! HM\ I “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ T
10

m/z--> 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
e =t
12.50 13.00
5000 129.0 m/Z 57.10 81.54%

29.0
‘ 199.0 242.0
OH‘HH \\H“wh\\m‘\‘u}‘ L] ““HH‘HH‘HH“H
m/z--> 5 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — —
43.0 12.50 13.00

m/z 55.10 76.88%

5000 284.0
3.0 129 0
185.0 2410
H\H uhH M iyl | ‘ [ ‘ 372.1

0Lyl ped e b e 30 i —
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc : P010-SS003-2430-01

ALS vial : 5 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

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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.927 2.77 ng 244661  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1979 (13.927 min): BF128502.D\data.ms (-1970) (- m/z 55.05 100.00%

58.0
5000 1111

—
14.00
0 il oy 163.1210.0 276.9
I

W‘U“wH,wm_m_m_mw m/z 43.10  99.37%

m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0

5000 T
14.00
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O T \“\‘ ‘\““ T ‘\‘\ \‘ ““\‘\ ‘h ‘h \]‘-\8\2\.0’ \2\3\6\-‘0\2\8\0.\0‘ T T ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
——
14.00
5000 111.0 m/z 97.05 88.10%

o

iy ‘% 40 2100 26403080
m/z--> 50 lOO 150 200 250 300 350 400

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T
57.0 14.00

m/z 69.05 82.29%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc . P010-SS003-2430-01

ALS vial : 5 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 4 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.098 10.84 ng os8sel  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91

3 Formaldehyde, (triphenylphosphor...
4 Vanadium, cycloheptatrienyl-(pen... 277
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277

304 C19H17N2P

C17H22V
C16H15BCo

015990-54-2 64
1000155-20-5 32
036682-12-9 25

Abundance Scan 2008 (14.098 min): BF128502.D\data.ms (-2003) (-
277.1

m/z 277.10 100.00%

—

5000
77.1 199.1 — —
394 ‘ 115 1152-0 ‘ H 14.00 14.50
o300 L uSL | || 2361 | 3550 ;59816 31.69%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00 14.50
77.0 199.0 m/z 77.10 22.78%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ L “H\ T \“\ U L ‘ T ‘\ T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— ‘
14.00 14.50
5000 ITI/Z 199.05 21.17%
o 183.0
oL 20 | 1280 “« L\ 280 |
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h et —
277.0 14.00 14.50
m/z 201.10 20.02%
5000
o 183.0
131.0
AN N e W O P N N
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128502.D

Acqg On : 27 May 2022 11:10

Operator : CG\JU

Sample : N2927-05 :
Misc : P010-SS003-2430-01

ALS vial : 5 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|
n-Hexadecanoic ... 11.892 4.0 ng 439721 4 11.363 2188510 20.0
Octadecanoic acid 12.680 2.9 ng 318030 4 11.363 2188510 20.0
Behenic alcohol 13.927 2.8 ng 244661 5 14.004 1769240 20.0
Triphenylphosph... 14.098  10.8 ng 958501 5 14.004 1769240 20.0
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