LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample 1 M4927-10

Misc :

ALS vial : 9 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@8250.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.381 400 407 422 rBV 544977 906005 40.62% 9.024%
2 6.975 665 678 696 rBv 503415 944559 42.35% 9.408%
3 7.787 809 816 825 rBV 124160 210456 9.44% 2.096%
4 8.946 1004 1013 1030 rBV 317396 585588 26.26% 5.832%
5 10.393 1252 1259 1270 rBV2 14365 41317 1.85% 0.412%

6 10.581 1283 1291 1300 rBV 156279 274829 12.32% 2
7 13.e51 1703 1711 1729 rBV 795496 1262130 56.59% 12.
8 14.434 1940 1946 1955 rBV 225815 353719 15.86% 3.523%
9 15.940 2195 2202 2220 rBV 604838 998062 44.75% 9
10 17.198 2409 2416 2425 rBV 295982 458129 20.54% 4

11 18.098 2565 2569 2575 rBV2 40104 64834  2.91%
12 19.769 2848 2853 2861 rBV 1753906 2230195 100.00% 22.
13 21.016 3062 3065 3072 rBV3 131825 182433  8.18%
14 21.304 3110 3114 3119 rBV 460306 620225 27.81%
15 22.551 3323 3326 3332 rVB 114352 172039 7.71%
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16 23.698 3516 3521 3534 rVB 357139 735742 32.99%
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Sum of corrected areas: 10040262
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Dec 2021 14:16
: CG/JU
: M4927-10

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
BP008250.D

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

0

TIC: BP008250.D\data.ms

5.381 6.975

8.946

7787 10.581
10.39

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

1500000

1000000

500000

TIC: BP008250.D\data.ms
19.769

13.051

15.940

17.198

14.434
18.098

0

Time-->

Abundance

1500000

1000000

500000

0

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
TIC: BP008250.D\data.ms

21.304 23.698

22.551
21.016

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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 : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample : M4927-10

Misc

ALS vial : 9 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 Ethylene glycol monoisobuty... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.393  3.e1ng 41317 Naphthalene-ds 16.581

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethylene glycol monoisobutyl ether 118 C6H1402

2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803
3 (2-Ethoxyethoxy)acetic acid, TBD... 262 C12H2604Si
4 Butanamide, 3,N-dihydroxy- 119 C4H9NO3
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803

Abundance Scan 1259 (10.393 min): BP008250.D\data.ms (-1252) (-
57.0

5000
ol MJ | 131.9 20702714 3640  470.9 535.7
P e S T T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
5000
O\L}f‘fl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
0h¢“dh“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #150150: (2-Ethoxyethoxy)acetic acid, TBDMS derivative

004439-24-1 72
000112-34-5 72

090567-52-5 58
054446-78-5 56

m/z 56.95 100.00%

-

10.00 10.50
m/z 44.95 96.65%

%

10.00 10.50
m/z 41.00 31.88%

-

10.00 10.50
m/z 75.00  22.10%

_

45.0 10.00 10.50
m/z 56.00 17.90%
5000
115.0 2050
ob bbbl T 2630
STV WU NG {1 ———— il

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 : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample : M4927-10

Misc

ALS vial : 9 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 n-Hexadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.098 2.83 ng 64834  Phenanthrene-die 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58

5 Dodecanoic acid, 1-methylethyl e... 242 C15H3002

Abundance Scan 2569 (18.098 min): BP008250.D\data.ms (-2565) (-
43.0

5000
129.0
2132
0 | M ‘n‘ L JJ \ l‘” 845 357.2415.9474.1534.1
ey R R e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
” 213.0
O‘\\\J" l‘"\“\“}\l[\\!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000

oLscL " HHN ,.Wlf‘gn

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

Abundance #109281: Tetradecanoic acid
73.0

5000

o ™

010233-13-3 58

m/z 43.00 100.00%

18.00 18.50
m/z 72.95 91.77%

18.00 18.50
m/z 59.95 86.00%

18.00 18.50
m/z 57.00 68.16%

18.00 18.50
m/z 41.05 64.32%

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

8270E-BP112521.M Wed Dec 08 13:58:13 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample : M4927-10

Misc

ALS vial : 9 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 1-Hexacosene

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.016 5.88 ng 182433  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cyclotetracosane 336 C24H48 000297-03-0 90
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90

Abundance Scan 3065 (21.016 min): BP008250.D\data.ms (-3062) (- m/z 57.00 100.00%
57.0
LN \
‘ }%‘51 2229210 | 21.00
oAl _Ju!“ﬂ‘um‘uuwm“mH“H:‘f‘?“r?al‘f“??ﬁ‘r?f‘?;‘ m/z 43.00 92.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 —— :
21.00
1p5.0 m/z 55.00 91.98%
0 \‘\ ‘}“ 1\ I |1960 292.0 364.0
‘\\\’\!f\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
LN \
21.00
5000 m/z 83.05 89.20%
125.0
ol MUy aso0 200
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane T ‘
43.0 21.00
m/z 97.05 72.98%
5000
1.0
UL a0 200 o
0t ,"H_‘HMH_m_H“mWH‘W‘W‘W“ —

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

8270E-BP112521.M Wed Dec 08 13:58:14 2021

21.00

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample : M4927-10

Misc

ALS vial : 9 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 Supraene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.551 4.68 ng 172039  Perylene-di2 23.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 94
2 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
3 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 64
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 59
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 59

Abundance Scan 3326 (22.551 min): BP008250.D\data.ms (-3323) (-

m/z 69.10 100.00%

69.1
5000
T
N 0267.0 356.1 503.0 22:59
bk WH‘M‘MM ;02670 35614149 5030 . g1 0o 54.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — :
22.50
m/z 41.00 25.98%
137.0
N l,u ], 203.0 273.0 341.0 410.0
\WT‘\ \\‘\\\\‘1\11‘\\f\‘Tf\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19480: 1,5-Heptadiene, 3,3,6-trimethyl-
69.0
SN
22.50
5000 ITI/Z 95.00 15.89%
SR BN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96898: (3E,7E)-4,8,12-Trimethyltrideca-1,3,7,11-tetraen —— ‘
69.0 22.50
m/z 67.00 12.11%
5000
42370 2080
bk e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120721\
Data File : BP0@8250.D

Acqg On : 07 Dec 2021 14:16
Operator : CG/JU

Sample : M4927-10

Misc

ALS vial : 9 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|
Ethylene glycol... 10.393 3.0 ng 41317 2 10.581 274829 20.0
n-Hexadecanoic ... 18.098 2.8 ng 64834 4 17.198 458129 20.0
1-Hexacosene 21.016 5.9 ng 182433 5 21.304 620225 20.0
Supraene 22.551 4.7 ng 172039 6 23.698 735742 20.0
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