LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32422\
Data File : BP0@9536.D

Acqg On : 24 Mar 2022 19:00
Operator : CG/JU

Sample : N2090-19

Misc :

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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9536.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.023 3 6 20 rVB 1745776 2246120 8.99% 2.404%
2 5.375 400 406 425 rBvV 2000310 3481476 13.94% 3.727%
3 6.963 667 676 697 rBV 974036 2111057 8.45% 2.260%
4 7.769 806 813 824 rBV 905179 1617414 6.48% 1.731%
5 8.928 999 1010 1033 rBV 2921446 5449584 21.82% 5.834%

6 10.563 1280 1288 1310 rBV 1045852 2147285 8.60% 2
7 13.040 1701 1709 1726 rBV 7673006 12583105 50.38% 13.
8 14.416 1935 1943 1962 rBV 1668231 2704981 10.83% 2.896%
9 15.916 2191 2198 2221 rBV 5618330 9086215 36.38% 9
10 17.181 2406 2413 2425 rBV 1871788 2958976 11.85% 3

11 18.092 2563 2568 2577 rBV 160891 320343 1.28% ©.343%
12 19.763 2846 2852 2864 rBV 11162986 15080976 60.38% 16.144%
13 21.045 3065 3070 3081 rBV2 626554 1248643 5.00% 1.337%
14 21.292 3108 3112 3121 rBV 2456113 3423319 13.71% 3.665%
15 21.416 3127 3133 3152 rBV 15987044 24976213 100.00% 26.737%

16 23.686 3513 3519 3535 rVB2 1908968 3978897 15.93% 4.259%

Sum of corrected areas: 93414604
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 24 Mar 2022 19:00
: CG/IU
: N2090-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032422\
BP009536.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP009536.D\data.ms

8.928
023 5.375
6.963 7.769 10.563

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP009536.D\data.ms

19.763

13.040

15.916

14.416 17.181
A, A, 18.092 L44#1¥4,~

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009536.D\data.ms
21.416

21.2¢ 23.686
21.045

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 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

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032422\

BP0©9536.D
: 24 Mar 2022 19:00
: CG/JU
: N2090-19
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.023  27.77 ng 2246120 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 6 (3.023 min): BP009536.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 /\\
SR
‘ ‘ 3.103.203.303.40
ol ALl 13191031  294.93533412.0460.9526.6 ./, 43.00 31.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U R R R
3.103.203.303.40
‘ m/z 87.10 25.35%
OA”‘WJI‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
AR A REARNREEE
3.103.203.303.40
5000 m/z 55.00 21.87%
o‘H”ﬂ,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ERNRRRREEEEEEREEEE e
73.0 3.103.203.303.40
m/z 71.05 11.01%
5000 /\\
0\WJﬁfu‘H\w\H\M\H‘H\\M\H‘H\W\H\M\H‘u\w\ AR a e  RRaREEmRRa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32422\
Data File : BP0@9536.D

Acqg On : 24 Mar 2022 19:00
Operator : CG/JU

Sample : N2090-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.092 2.17 ng 320343  Phenanthrene-d10 17.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2568 (18.092 min): BP009536.D\data.ms (-2563) (- m/z 73.00 100.00%

3

5000

%

. .

0l i Hml‘pHJ 26103399 414947495333 ., 4305  79.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 IR I
18.00
” 213.0 m/z 59.95 78.08%
O‘\\\J" l‘"\“\“}\l[\\f!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
=T [
18.00
5000 m/z 57.05 65.76%
185.0 284.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid ——
73.0 18.00
m/z 55.00 62.58%
5000
‘L m 199.0
JAsolliliase0 | |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32422\
Data File : BP0@9536.D

Acqg On : 24 Mar 2022 19:00
Operator : CG/JU

Sample : N2090-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.045 7.29 ng 1248640  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3070 (21.045 min): BP009536.D\data.ms (-3065) (- m/z 83.05 100.00%
5000 »_J\w/\
21.00 |
1%10.0 207.0 :
bbb JL LIia ol 277034114011 47505348 /7 57,05  91.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— ‘
21.00
125.0 m/z 69.05 90.51%
} } 1820 2940
O\\\ ‘\IlJ\Hi‘\h\A‘”\”\\‘\“\\\\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
T \
21.00
5000 m/z 55.00 89.39%
F 5.0
ol 2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ‘
55.0 21.00
m/z 97.05 87.53%
5000
125.0
o lILL assozeee 00 oL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32422\
Data File : BP0@9536.D

Acqg On : 24 Mar 2022 19:00
Operator : CG/JU

Sample : N2090-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 (E)-7-Benzylidene-1-azabicy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.416 145.92 ng 24976200  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 25
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 9

Abundance Scan 3133 (21.416 min): BP009536.D\data.ms (-3127) (- m/z 277.10 100.00%

2771
5000
770 1990 —
\ 139)0 \ H ¢ 2150
Ok 2300 LL L 3682427.0486.0544 ./, 78 10 34.24%

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

—

5000 éfsd
77.0 ‘
183.0 m/z 199.80  19.73%
O‘ TTT \“J\ \H\‘H\l\“\‘\ “}L\ { L‘ TTT ‘1 T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
—
51.0 21.50
5000 199.0 ITI/Z 201.00 19.44%

o

| g
v [ d “‘.Hmhhh I \ I

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h 7
277.0 21.50

m/z 183.00  18.28%

%

5000

o 183.0

—

0 | L\M L hWI ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032422\
Data File : BP0@9536.D

Acqg On : 24 Mar 2022 19:00
Operator : CG/JU

Sample : N2090-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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... 3.023 27.8 ng 2246120 1 7.769 1617410 20.0
n-Hexadecanoic ... 18.092 2.2 ng 320343 4 17.181 2958980 20.0
1-Heneicosyl fo... 21.045 7.3 ng 1248640 5 21.292 3423320 20.0
(E)-7-Benzylide... 21.416 145.9 ng 24976200 5 21.292 3423320 20.0
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