LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP010649.D

Acqg On : 01 Jun 2022 13:51

Operator : CG/JU

Sample : N2931-09 :
Misc : P009-SS004-0006-01

ALS vial : 7 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_ P\Methods\8270E-BP©52822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@10649.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 394 401 411 rBV 1411237 2174112 25.27% 5.508%
2 7.040 661 672 686 rBV 1421375 2442639 28.39% 6.189%
3 7.863 802 812 819 rBV 311665 525252 6.10% 1.331%
4 9.022 999 1009 1021 rBV 845394 1538170 17.88% 3.897%
5 10.663 1279 1288 1300 rBV 447954 802769 9.33%  2.034%

6 13.116 1697 1705 1723 rBV 2210703 3455882 40.16%
7 14.498 1933 1940 1951 rBV 761123 1147427 13.34%
8 15.992 2186 2194 2204 rBV 2321944 3485729 40.51%
9 17.251 2401 2408 2414 rBV 995996 1462877 17.00%
10 17.345 2421 2424 2435 rVB2 58986 98708 1.15%
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11 18.145 2554 2560 2568 rBV 459172 718861  8.35%
12 18.369 2593 2598 2604 rBV 177139 266082 3.09%
13 19.374 2765 2769 2783 rBV 561389 909858 10.57%
14 19.810 2838 2843 2849 rBV 5157369 6066007 70.50% 15.
15 20.592 2973 2976 2981 rVB4 80311 97964 1.14%
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16 21.051 3050 3054 3062 rBV 877430 1097638 12.76%
17 21.245 3084 3087 3091 rBV 435704 428495  4.98%
18 21.339 3098 3103 3112 rBV 1552614 2064112 23.99%
19 21.457 3117 3123 3139 rBV 5799445 8604424 100.00% 21.
20 23.751 3507 3513 3523 rVB 1067709 2082213 24.20%
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Sum of corrected areas: 39469219

8270E-BP052822.M Thu Jun 02 12:33:38 2022 Pa 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Jun 2022 13:51
: CG/JU
: N2931-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
BP010649.D

P009-SS004-0006-01

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP010649.D\data.ms

5.446 7.040

9.022
7.863 10.663

Time-->
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350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP010649.D\data.ms

19.810

13.116 15.992

17.251

14.498
18.145 19.374
18.369

171.345
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Time-->
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TIC: BP010649.D\data.ms

21.457

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

: 01 Jun 2022 13:51
: CG/JU
: N2931-09

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
BP010649.D

: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

P009-SS004-0006-01

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 3

R.T. EstConc Area Relative to ISTD R.T.
18.145 9.83 ng 718861  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 2560 (18.145 min): BP010649.D\data.ms (-2554) (-

5000

L 213.2
o m‘h‘\,“ 47693409 4149 504.4
o “ T T P e e e

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

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
”H 213.0
0‘\\\\1[‘ Nlh\hl\l[‘\\lr‘\‘\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #92069: Tridecanoic acid
73.0
5000
171.0
o_‘}‘ ; ]HJIJ.\HM

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

m/z 73.00 100.00%

—

18.00 18.50
m/z 43.10 98.21%

%

18.00 18.50
m/z 60.00 90.83%

—

18.00 18.50
m/z 57.05 78.93%

—

18.00 18.50
m/z 41.05 78.18%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP052822.M Thu Jun 02 12:33:40 2022

—

18.00 18.50

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP010649.D

Acqg On : 01 Jun 2022 13:51

Operator : CG/JU

Sample : N2931-09 :
Misc : P009-SS004-0006-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Quinoline-4-carbonitrile, 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.369 3.64 ng 266082  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline-4-carbonitrile, 2-methyl- 168 C11H8N2 1000317-19-2 60
2 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 50
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 45
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 45
5 Diphenylmethane 168 C13H12 000101-81-5 43

Abundance Scan 2598 (18.369 min): BP010649.D\data.ms (-2593) (- m/z 168.05 100.00%

168.1
5000

63.0 18. 00 18 50
Ol bbbl by Ll 2820 3559 430.0490.3549. 1/, 166,05  83.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43457: Quinoline-4-carbonitrile, 2-methyl-
168.0
5000

1800 1850
m/z 182.10  85.56%

39.0
‘\\\‘\m"u\“?\“\“I\]l\h\ii“\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43629: Fluorene, 2,4a-dihydro-
165.0

o

1800 1850
5000 m/z 183.05 64.83%
82.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43634: 1,1'-Biphenyl, 2-methyl-
16Y.0 1800 1850

m/z 115.00  15.58%

5000
83.0
LSP JLIII“IU | 1\ I l

i 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP@10649.D

Acqg On : 01 Jun 2022 13:51

Operator : CG/JU

Sample : N2931-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P009-SS004-0006-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 3 Octadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.375 8.82 ng 909858  Chrysene-di12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2769 (19.374 min): BP010649.D\data.ms (-2765) (-
43.0

5000
129.0

0 U"h L | 355.0412.9475.3 549
T “w‘”\”‘w AR AR AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Abundance #179089: Octadecanoic acid
73.0
5000
’ 185.0 284.0
0‘\\‘\‘\‘[‘ ‘!\Hrhl\\“\IH‘\\H‘\H\\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

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

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
H 213.0
- H“u\wm‘Hm_m‘\‘m_H‘_m_m‘www

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

m/z 43.05 100.00%

.

19.00
m/z 73.00

19.50
86.62%

-

19.00
m/z 60.00

19.50
82.68%

-

19.00
m/z 57.10

19.50
79.53%

-

19.00
m/z 55.00

19.50
76.56%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP@10649.D

Acqg On : 01 Jun 2022 13:51

Operator : CG/JU

Sample : N2931-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

P009-SS004-0006-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 4 9-Hexacosene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.e51 1e.64ng 1097640 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Hexacosene 364 Coets2 071502-22-2 95
2 Cyclotetracosane 336 C24H48 000297-03-0 94

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
424 C19H31F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

4 Heptafluorobutyric acid, pentade...

Abundance Scan 3054 (21.051 min): BP010649.D\data.ms (-3050) (-
57.

1000406-04-8 94
959261-23-5 94
006385-15-5 94

m/z 57.00 100.00%
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7
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-

7
21.00

m/z 83.00 68.44%
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m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273798: 9-Hexacosene
43.0
111.0
5000
J lx 364.0
1.0
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Abundance #244232: Cyclotetracosane
43.0
5000
1.0
obidil1}]] 182.02500 3360
ree A A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000
fs'o 252.0
okt by 03690 648.

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP010649.D

Acqg On : 01 Jun 2022 13:51
Operator : CG/JU

Sample : N2931-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 5 Triphenylphosphine oxide Conce
R.T. EstConc Area Relative to IS
21457 83.37ng 8664420 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3S

Abundance Scan 3123 (21.457 min): BP010649.D\data.ms (-3117) (-
277.1

arch Compound Report

P009-SS004-0006-01

-BP052822.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 1

D R.T.

""""" 21.339
CASH# Qual

000791-28-6 97
1000483-83-4 91
015990-54-2 50
1000155-20-5 25
i 072101-35-0 23

m/z 277.05 100.00%

N
=
o
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m/z 278.10  33.39%

5000
77.0 199.0
0 | l.@%g.ho.. | H 356.0415.0473.0 548,
R R B e S e e e e e R AARRREA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000
7.0 199.0
14.0 ‘ ‘
0‘\\\\‘J\\‘\\‘\\\\‘i\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

N
=
o
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m/z 77.00  23.67%

5000
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy

o
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o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060122\
Data File : BP010649.D

Acqg On : 01 Jun 2022 13:51

Operator : CG/JU

Sample : N2931-09 :
Misc : P009-SS004-0006-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 ... 18.145 9.8 ng 718861 4 17.251 1462880 20.0
Quinoline-4-car... 18.369 3.6 ng 266082 4 17.251 1462880 20.0
Octadecanoic acid 19.375 8.8 ng 909858 5 21.339 2064110 20.0
9-Hexacosene 21.051 10.6 ng 1097640 5 21.339 2064110 20.0
Triphenylphosph... 21.457 83.4 ng 8604420 5 21.339 2064110 20.0
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