LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample 1 M4927-03

Misc :

ALS vial : 6 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8247.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.910 322 327 334 rBV 46946 70537 2.01% 0.414%
2 5.381 400 407 425 rBV 902021 1397543 39.87% 8.198%
3 6.975 668 678 689 rBV 876066 1484220 42.35% 8.706%
4 7.787 807 816 823 rBV 186442 301078 8.59% 1.766%
5 8.945 1006 1013 1023 rBV 542096 915255 26.11% 5.369%

6 10.386 1251 1258 1268 rBV2 25586 54442 1.55% 0.319%
7 10.581 1284 1291 1362 rBV 231215 406084 11.59%  2.382%
8 13.057 1705 1712 1725 rBV 1280460 1965183 56.07% 11.527%
9 14.098 1882 1889 1896 rBV2 20488 35771 1.02% 0.210%
10 14.433 1940 1946 1960 rBV 348481 541985 15.46% 3.179%

11 15.939 2195 2202 2211 rBV 1055266 1585621 45.24%
12 17.127 2399 2404 2409 rBVS5 27682 36918 1.05%
13 17.198 2410 2416 2426 rVV 464887 680168 19.41%
14 18.098 2565 2569 2577 rBV 228903 341048 9.73%
15 19.339 2776 2780 2788 rBV 181682 267442  7.63%

P NWO® LV
O
O
(]
B

16 19.774 2848 2854 2860 rBV 2772364 3505024 100.00% 20.
17 21.021 3062 3066 3071 rBV2 226496 365790 10.44%
18 21.080 3072 3076 3080 rBV 386669 480711 13.71%

OQUINNO
2]
N
[
R

19 21.304 3110 3114 3120 rBV 722010 982129 28.02% 761%
20 21.915 3215 3218 3226 rVB 107784 143437  4.09% 841%
21 22.415 3300 3303 3308 rVB 150334 194022 5.54% 1.138%
22 22.551 3324 3326 3333 rVB2 139563 179711 5.13% 1.054%

23 23.703 3516 3522 3530 rVB2 541452 1113744 31.78% 6.533%

Sum of corrected areas: 17047863
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Dec 2021 12:35
: CG/IU
: M4927-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
BP008247.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP008247.D\data.ms

5.381 6.975

8.945

7.787 10.581
4.910 10.386\

0

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

2500000

2000000

1500000

1000000

500000

TIC: BP008247.D\data.ms
19.774

13.057
15.939

14.433

14.098

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP008247.D\data.ms

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 5
R.T. EstConc Area Relative to ISTD R.T.
4.910 4.69 ng 70537 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Tripropylene glycol, propyl ethe... 348 C18H4004Si 1000367-07-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 327 (4.910 min): BP008247.D\data.ms (-322) (-)
3.0

m/z 43.00 100.00%

101.0 SO T
| ‘ 4.60 4.80 5.00 5.20
Ok 192825473202 3960 5023 ./, 59,00  61.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B R B R R R
4.60 4.80 5.00 5.20
101.0 m/z 101.00 23.51%
OJ|"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14691: Dimethadione
43.0
T e
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 14.42%
129.0
0‘MJ“m‘W‘H“m,‘m‘mwm‘mWm‘mwm“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester O EEERRNEESSAESE s
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.36%
5000
101.0
o_w‘ﬂ_H‘JW_‘H,‘HwHwWWWWWW

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\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.387 2.68 ng 54442  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 68
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 59

5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202

Abundance Scan 1258 (10.386 min): BP008247.D\data.ms (-1251) (-
57.1

000871-22-7 53

m/z 57.10 100.00%

- JL
s —
‘ 131.0 280.9 10.00 10.50
oAb 2310 2080 280.9340.04028 8030 ./ 45.00 89.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 - —
10.00 10.50
‘ m/z 41.00 33.47%
O‘HU‘ ‘”\I\‘i“\‘“\;]\_13%.‘0\\\\‘\\H‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— —
10.00 10.50
5000 m/z 74.90 17.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether r— ——
57.0 10.00 10.50
m/z 56.00 13.80%
) M\AAJ\WJ\NM
‘ ‘ 118.0
ol 180 ‘

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\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.098 10.03 ng 341048 Phenanthrene-d10 17.198
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2569 (18.098 min): BP008247.D\data.ms (-2565) (-  m/z 73.00 100.00%

73.0
5000

2132 e —
W h 18.00 18.50
|J|

A \\\‘mf?l“l‘?f‘f‘ﬁ”4‘2“‘3‘7”?97‘1“_ m/z 60.00 87.79%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 LA T
18.00 18.50

m/z 43.05 81.80%

W 213.0
O\\i“ \\"“Jl“\“\‘\l\1\\!‘\“\fl\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

o

18.‘00 18.‘50
5000 m/z 57.10 70.07%
171.0
0“\ W‘mhu\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50

m/z 55.00 68.75%

5000 wh
228.0
Ln’ MMﬁL3O

\m\un\\\ I
L L L L B L B B L L B L RN B L — T

T
m/z--> 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\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.339 5.45 ng 267442  Chrysene-di12 21.304
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2780 (19.339 min): BP008247.D\data.ms (-2776) (- m/z 73.00 100.00%

185.1
— —
“} \ 284.1 19.00 19.50
o bbb L )| 3560 4308 8028 . 43,10 01.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — s
19.00 19.50
‘ 284.0 m/z 57.05 89.30%
0‘\\"\“‘ ’}HJJH\J\V\\!‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
— —
19.00 19.50
5000 ITI/Z 59.95 86.07%
143.0 242.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P ——
43.0 19.00 19.50
m/z 55.00 81.94%
5000 284.0
‘ 129.0
obo bl P25 Lm0 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 5 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.021 7.45 ng 365790  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 n-Heptadecanol-1 256 C17H360 001454-85-9 92
3 Pentacos-1-ene 350 C25H50 016980-85-1 90
4 1-Triacontanol 438 C30H620 000593-50-0 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 89

Abundance Scan 3066 (21.021 min): BP008247.D\data.ms (-3062) (- m/z 57.05 100.00%
57.0

5000 163.1 J/\/\M
T \
“ | 267.0 3551 429.1 2100
ol AL bl 2200 2220 8290 9234 nyz 43.05  78.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene
57.0
5000 —— |
21.00
‘1%5_0 m/z 55.10 77.02%
322.0
O‘H“’\ ’J\\‘\\J}‘“\‘\\'I\"A\“\:L\"Q\?.\Q\\Z‘Gﬂan‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1
55.0
T \
21.00
5000 m/z 83.05 73.93%
5.0
| ‘ 210.0
o oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T
55.0 21.00
m/z 105.00 69.24%
5000
125.0
350.0
o L 2550 2000 gl
m/z--> 0 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\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 6 Diethylene glycol dibenzoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.080 9.79 ng 480711 Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 64
3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 59
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59

Abundance Scan 3076 (21.080 min): BP008247.D\data.ms (-3072) (- m/z 105.00 100.00%
1

05.0
5000

ST
43 21.00
L | | 207.0267.0 355.1420.0478.3536.7

0 bbbl 4 Fr B RS (9992 AL D210.9530. 0 m/z 149.00  75.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate

105.0
5000 — :
21.00
m/z 77.00 44.93%
oL 4200 179.0

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

Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

N

=
21.00
5000 m/z 57.10 14.48%

239.0
ol rpert e ST e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc T
105.0 21.00
m/z 51.00 11.03%

~
~
o

5000

450 |, 175.0236.0
0 bbb B S S e e e e

T
m/z--> 0 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\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 7 Heptacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.915 2.92 ng 143437  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

Abundance Scan 3218 (21.915 min): BP008247.D\data.ms (-3215) (-
57.1

m/z 57.10 100.00%

5000 uu
——
\ 41.0 2070 22.00
o"‘ML‘w'_umuum""“2‘%1“1"?“5‘5"‘1‘“4?9“1‘499‘95“‘?‘ m/z 71.10  65.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 T T T
22.00
m/z 43.05 59.43%
0 “\ | 227-0 197.0 267.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
——
22.00
5000 m/z 85.10 53.58%
ol LALLLEI 170 2810  sea0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane T
57.0 22.00
m/z 41.00 23.82%
- kawﬂﬁwwwﬂwmuwfwwmj
127.
ALLLPETS aoro 380
(O R B N R A R AR RN R AR 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: 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 8 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.415 3.95 ng 194022  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 97
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Tetracosane 338 C24H50 000646-31-1 81

Abundance Scan 3303 (22.415 min): BP008247.D\data.ms (-3300) (-
57.1

5000

} [[p71191.0 2810 55614131 474.9 a9,

ol AMLLEE A0 T 856.1413.1474.9 549
miz--> 50 100 150 200 250 300 350 400 450 500 550

m/z 57.10 100.00%

E

—
22.50
m/z 71.10 65.53%

Abundance #275539: Hexacosane
57.0
5000 U
22.50
m/z 43.10 51.90%
oLl a570 em 2000
\\\‘\\\\‘\\\\‘\1!\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
——
22.50
5000 m/z 85.10 48.84%
281.0
}130
183.0
obdbifio 2830 | | sss0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T
57.0 22.50
m/z 55.00 19.40%
= W
2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0O@8247.D

Acqg On : 07 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: 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 9 4-0Oxo-.beta.-damascone

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.551  3.23ng 179711  Perylene-di2 23.703
Hit# of 5 Tentative ID MW MolForm CASH# Qual
""" ;;"E,;é;'ié;r;;;;;;é"""""""iéé'éiééiéc};'"""ééééééiééié 53

-Dinitrophenyl crotonate 252 C10H8N206
,10,14,18-Pentamethyl-2,6,10,... 342 C25H42
,10-Dodecatrien-1-o0l1, 3,7,11-... 222 C15H260
Pyrrolldln 3-yl)pyrazole 137 C7H11IN3

VA WNER
l—\NNN-b
Ammho

Abundance Scan 3326 (22.551 min): BP008247.D\data.ms (-3324) (-
60

5000

149.0207.0
l“\ IJ i h i ‘ | ‘l 267 0 342.1 416.2 489. 1548..

L

Al

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

o

Abundance #82465: 4-Oxo-.beta.-damascone
69.0
5000
1 138.0 206.0
O‘\\\‘\‘H\ U}\M‘“\\U\l‘W‘}\l\\1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #137360: 2,4-Dinitrophenyl crotonate
69.0
5000
L. 184.0 252.0
O e e e T T T e

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

Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosaf
69.0

5000

7.0

069817-88-5 53
075581-03-2 53
004602-84-0 53
1000459-08-8 53

m/z 69.10 100.00%

%

22.50
m/z 81.05 54.68%

%

22.50
m/z 41.00 25.62%

=

22.50
m/z 95.05 18.98%

-

22.50
m/z 68.00 13.71%

O e e e T e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8247.D

Acqg On : @7 Dec 2021 12:35
Operator : CG/JU

Sample : M4927-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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-... 4.910 4.7 ng 70537 1 7.787 301078 20.0
Ethanol, 2-(2-b... 10.387 2.7 ng 54442 2 10.581 406084 20.0
n-Hexadecanoic ... 18.098 10.0 ng 341048 4 17.198 680168 20.0
Octadecanoic acid 19.339 5.5 ng 267442 5 21.304 982129 20.0
1-Tricosene 21.021 7.5 ng 365790 5 21.304 982129 20.0
Diethylene glyc... 21.080 9.8 ng 480711 5 21.304 982129 20.0
Heptacosane 21.915 2.9 ng 143437 5 21.304 982129 20.0
Hexacosane 22.415 4.0 ng 194022 5 21.304 982129 20.0
4-0xo0-.beta.-da... 22.551 3.2 ng 179711 6 23.703 1113740 20.0
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