LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc :

ALS vial : 8 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135073.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.11e 3 4 9 rvB 23585 23715 1.38% 0.186%
2 4,992 491 494 503 rVB 54745 65673 3.82% 0.516%
3 5.398 559 563 566 rBV 1981957 1698618 98.86% 13.351%
4 6.410 730 735 738 rBV 1811238 1680080 97.79% 13.205%
5 6.604 765 768 777 rBV 64732 73513 4.28% 0.578%

6 6.769 793 796 800 rBV 643734 528573 30.76%
7 7.333 887 892 895 rBV 1231188 1036035 60.30%
8 8.051 1010 1014 1017 rBV 772877 678102 39.47%
9 9.127 1193 1197 1200 rBV 2189506 1718125 100.00% 13.

9.245 1214 1217 1225 rVB 46514 43317 2.52%

® W ul oo pH
w
w
[
S

11  9.804 1309 1312 1316 rBV 840722 675661 39.33%
12 10.598 1443 1447 1461 rBV 1168739 981505 57.13%
13 11.298 1562 1566 1570 rBV 722749 577010 33.58%
14 11.833 1654 1657 1668 rBV 139297 159729  9.30%
15 12.627 1789 1792 1801 rBV 35363 46813 2.72%

(O Y
Ul
w
Ul
X

16 12.898 1833 1838 1841 rBV 1617903 1398664 81.41% 1e@.
17 13.827 1991 1996 2006 rBV3 53710 127004  7.39%
18 13.951 2013 2017 2021 rBV 558687 550968 32.07%

PO PO
w
w
[
R

19 14.815 2161 2164 2168 rVB 72209 75721 4.41% 595%

20 15.421 2262 2267 2273 rBV 465979 563364 32.79% 428%

21 15.915 2347 2351 2354 rVB4 14200 20821 1.21% 0.164%
Sum of corrected areas: 12723011
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\

BF135073.D
: 01 Sep 2023 13:30
: CG\JU
: 04203-03
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: 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@90123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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.
4.992 2.48 ng 65673 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Octanol 130 C8H180 000589-98-0 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (4.992 min): BF135073.D\data.ms (-491) (-)
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4528: 2,3-Butanedione, monooxime
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m/z 42.95 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.604 2.78 ng 73513  1,4-Dichlorobenzene-d4 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 36

5 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 36

Abundance Scan 768 (6.604 min): BF135073.D\data.ms (-765) (-) m/z 45.00 100.00%
45

.0
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72.0 SSEIBNE -
‘\ | M‘ 104.0 6.20 6.40 6.60 6.80 7.000
O Frrprrrrprrrr et e e et e m/z 59.00 37.28%
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Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
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5000 ‘\\\\/‘\\\\\’\\\\‘\\\\‘\\
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O \\]‘-ﬁr\q‘\\\H“H\\“\‘M\‘H\\}‘\H\‘!‘\‘\\‘\§\9‘.9\}‘0\‘}4’\.\0‘\\H‘HHJ‘-:\B\S\\.(‘)H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10530: Ethanol, 2-(2-methoxyethoxy)-
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P R
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I L e
Ot et e e e e e e
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Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- R R REE
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 12.29%
5000
27'T ‘ 73.0 J\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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.

11.833 5.54 ng 159729  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1657 (11.833 min): BF135073.D\data.ms (-1654) (-  m/z 72.95 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1-Heneicosanol

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.827 4.61 ng 127004  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 1996 (13.827 min): BF135073.D\data.ms (-1991) (-]

m/z 57.10 100.00%
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K “ ‘ H | ﬂ ) 207.0 2810 13.50 14.00
ol Bl B b o T 2810 m/z 55.00  89.18%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
53.0
97.0
5000 — —
13.50 14.00
m/z 42.95 86.80%
39.0
O ]\-g\.dﬂ ‘\“ “‘ ‘\ ‘\‘ \‘ \‘H“ ‘M‘ \‘R‘\ ‘h “h T %8\2.\0‘ \22\4\.0\ ‘2\66\0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Supraene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.815  2.69ng 75721  Perylene-diz 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 86

arnesol isomer a 222 C15H260
,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240
,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300

uih wNnPE
VI ND T 0N

Abundance Scan 2164 (14.815 min): BF135073.D\data.ms (-2161) (-]
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Abundance #101957: Farnesol isomer a
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Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
5000
J 1360
oﬂm%wwzwwﬂ°
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1000108-92-4 72
024035-35-6 64
125529-10-4 64
001117-52-8 59

m/z 69.05 100.00%

:

14.50 15.00
m/z 81.05 49.65%

%—

14.50 15.00
m/z 41.05 26.53%

.

14.50 15.00
m/z 95.05 15.23%

-

— —
14.50 15.00
m/z 68.00 12.39%

%

14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
Data File : BF135073.D

Acqg On : 01 Sep 2023 13:30
Operator : CG\JU

Sample : 04203-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 4.992 2.5 ng 65673 1 6.769 528573 20.0
Ethanol, 2-(2-e... 6.604 2.8 ng 73513 1 6.769 528573 20.0
n-Hexadecanoic ... 11.833 5.5 ng 159729 4 11.298 577010 20.0
1-Heneicosanol 13.827 4.6 ng 127004 5 13.951 550968 20.0
Supraene 14.815 2.7 ng 75721 6 15.421 563364 20.0
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