LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22
Operator : CG\JU

Sample : 04091-13

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_ F\Methods\8270-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134897.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 495 499 509 rVB 53969 60910 2.06% 0.300%
2 5.422 562 567 570 rBv 2181814 2045808 69.10% 10.087%
3  6.428 733 738 741 rBV 2077187 2090163 70.60% 10.306%
4 6.622 768 771 780 rBV 51823 48996 1.65% 0.242%
5 6.792 796 800 803 rBV 930408 764622 25.83% 3.770%

6 7.351 890 895 898 rBV 1533853 1327325 44.83% 6.544%
7 8.069 1013 1017 1020 rBV 1253035 1027989 34.72% 5.069%
8 9.151 1195 1201 1204 rBV 2649990 2581843 87.21% 12.730%
9 9.827 1311 1316 1319 rBV 1481139 1200930 40.56% 5.921%
10 10.622 1446 1451 1454 rBV 2077803 1812825 61.23%  8.938%

11 11.321 1566 1570 1573 rBV 1627498 1307489 44.16%
12 11.857 1653 1661 1676 rBV2 357836 421359 14.23%
13 12.645 1788 1795 1805 rBV 108098 142884  4.83%
14 12.763 1808 1815 1819 rVB 52143 79832 2.70%
15 12.921 1837 1842 1845 rBV 3268908 2960556 100.00% 14.597%
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16 13.780 1981 1988 1991 rBV 37292 58688 1.98%
17 13.827 1991 1996 1998 rVV2 161144 234071  7.91%
18 13.851 1998 2000 2005 rVB 199452 187967  6.35%
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19 13.974 2015 2021 2025 rBV 1166817 1033587 34.91% 096%
20 14.462 2099 2104 2108 rBV 37299 51357 1.73% 253%
21 14.768 2154 2156 2160 rVB 31526 32389 1.09% ©.160%

22 15.445 2266 2271 2277 rBV 635047 810237 27.37% 3.995%

Sum of corrected areas: 20281827
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Aug 2023 11:22
¢ CG\JU
¢ 04091-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
BF134897.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF134897.D\data.ms

5.422 6.428

7.351

6.792

5.022 6. 622

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134897.D\data.ms
12.921

9.151

10.622

11.321
9.827

8.069

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134897.D\data.ms

13.974

15.445

2
13.780 14.462 14.768

Time-->

‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22
Operator : CG\JU

Sample : 04091-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 6.45 ng 421359  Phenanthrene-d10 11.322
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1661 (11.857 min): BF134897.D\data.ms (-1653) (- m/z 73.10 100.00%
43.1 73.1
5000
129.1
213.2 T L
Ll H‘ 157.1185.1 ‘ 2561 1150 12.00
— N‘”‘JLAWHm‘_u‘_ﬂ‘ﬁu‘_u‘_u‘_ul_ m/z 59.95 91.71%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
97.0 1570155 02130 2560 m/z 43.10  88.84%
\H‘HH“}‘HH!H\H‘M‘H\L\‘}‘h‘“\\‘”‘l‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
= ==
11.50 12.00
5000 129.0 m/z 57.05 75.79%
199.0
s e L
15.00 I il Huu\‘Jm‘m‘hHMH‘H_MW_HWm_
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92070: Tridecanoic acid
73.0 11.50 12.00
m/z 55.05 70.87%
43.0
5000
129.0
1710 5140
1 10 ‘
15.0) L LI — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22

Operator : CG\JU

Sample : 04091-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.645 2.19 ng 142884  Phenanthrene-di10 11.322
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1795 (12.645 min): BF134897.D\data.ms (-1788) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
18 — —
‘ 241.3 284.% 12.50 13.00
: ‘hM“MWU S YR W G SO M SO m/z 73.08  99.33%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. popens L=
185.0 241.0 12.50 13.00
m/z 59.95 84.90%
— \“‘ \;‘H ‘n‘u H“H‘H‘\“‘ Hh“m;‘ﬂ‘\ ‘H‘M H“‘ | L ‘L e “ - “ ‘\ ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
12.50 13.00
5000 129.0 m/Z 57.05 84.83%
7.0 1710 2130 256.0
- M ‘H‘H W “H“‘\‘ th\ Ju‘\‘ ul ‘\ ‘ “ “ “‘ \‘ “‘ - “\‘ -
m/iz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —T —
43.0 73.0 12.50 13.00
m/z 55.00 83.59%
5000 129.0
‘ ‘ 199.0 2420
, L‘ ‘; \‘ ‘H Il h“ \‘H‘H\‘ Hh“‘w M\‘ al “‘ ‘I‘GH‘Q“ ‘i M [ - - —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22
Operator : CG\JU

Sample : 04091-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.827 4.53 ng 234071  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90

Abundance Scan 1996 (13.827 min): BF134897.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
‘ 163 1 A e
13.50 14.00
248.2 302.0
“Hw‘d‘ thw‘uu“Mm“\““_“““‘w““ m/z 43.10 84.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 = =
11.0 13.50 14.00
m/z 55.05  75.50%
\\“\"‘ \‘\‘\‘ “ “ h“\\\\‘f\2\3?‘0\2\8\4:‘0\\\\‘\\\\’\4'\3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
— ——
13.50 14.00
5000 11.0 ITI/Z 83.10 72.67%
l,l igero asso
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene T T
57.0 13.50 14.00
m/z 69.10 66.13%
: Ali\/p
\‘ b \H\ d‘\ \‘ ‘\ 17‘67 0 23802920 364.0
“‘,“ e e e e = T
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22
Operator : CG\JU

Sample : 04091-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.851 3.64 ng 187967  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C208H2206 1000366-99-4 64
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 35
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 35

Abundance Scan 2000 (13.851 min): BF134897.D\data.ms (-1998) (- m/z 105.00 100.00%

105.0
149.1
5000

51.0 207.0 1350 1400
e 220 28D 885 nyz 149,05 77.10%
miz--> 50 100 150 200 250 300 350
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
149.0
59.0

5000
1350 1400

m/z 77.05 40.92%

1\5\0“\‘ \“‘ i‘ - ‘Hr “‘\ T } T \29\99\ L L e e
m/z--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
10p.0 149.0

1350 1400
5000 m/z 51.00 9.40%
51.0
| | 192.0
e T T T B B e R e R
m/z--> 50 100 150 200 250 300 350
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0 1350 1400
m/z 106.00 7.12%
149.0
5000
51O 11 1930 236.0 M/L
L B A e ;
m/z--> 50 100 150 200 250 300 350 1350 140
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134897.D

Acqg On : 23 Aug 2023 11:22
Operator : CG\JU

Sample : 04091-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 ... 11.857 6.5 ng 421359 4 11.322 1307490 20.0
Octadecanoic acid 12.645 2.2 ng 142884 4 11.322 1307490 20.0
Heptadecyl hept... 13.827 4.5 ng 234071 5 13.974 1033590 20.0
2-(2-(2-Methoxy... 13.851 3.6 ng 187967 5 13.974 1033590 20.0
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