LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138042.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 12 17 23 rVB2 42080 79829 2.76% ©0.351%
2 2.404 47 54 61 rBV 1209643 1660776 57.37% 7.296%
3 5.663 602 608 611 rBV 2413060 2224959 76.86% 9.774%
4 6.651 770 776 779 rBV 2240168 2202826 76.09% 9.677%
5 6.857 807 811 815 rBV2 83692 80786 2.79%  ©.355%
6 7.034 837 841 844 rBV 1136470 853588 29.49%  3.750%
7 7.086 846 850 854 rVWW2 39867 37701 1.30% 0.166%
8 7.21e 868 871 875 rBV 157469 130155 4.50% 0.572%
9 7.592 932 936 939 rBV 1552845 1415847 48.91% 6.220%
10 7.834 972 977 982 rvVB2 86776 78244 2.70% 0.344%
11 8.210 1038 1041 1050 rBV 31708 58085 2.01% 0.255%
12 8.316 1055 1059 1061 rBV 1413277 1156690 39.96% 5.081%
13  8.339 1061 1063 1066 rVB 370412 276017 9.53% 1.213%
14 8.622 1108 1111 1121 rBV 35975 55250 1.91% 0.243%
15 9.028 1177 1180 1184 rBV 93535 83464 2.88% 0.367%
16 9.133 1193 1198 1201 rBV 74098 66626 2.30% 293%

17 9.392 1237 1242 1245 rBV 3602274 2894966 100.00% 1
18 10.080 1355 1359 1369 rVB 1587157 1316329 45.47%
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19 10.163 1369 1373 1377 rBV 51857 67813 2.34% 298%
20 10.257 1386 1389 1392 rBV 36777 35091 1.21% 154%
21 10.874 1489 1494 1507 rBV 1615494 1672759 57.78% 7.349%
22 10.980 1507 1512 1516 rVB3 24417 41589 1.44% 0.183%
23 11.163 1540 1543 1546 rBV 94643 84005 2.90% 0.369%
24 11.192 1546 1548 1556 rVB 34127 39456 1.36% ©.173%
25 11.363 1573 1577 1583 rVB 50036 69165 2.39% ©0.304%

26 11.574 1609 1613 1616 rBV 1316388 1152263 39.80%
27 12.080 1696 1699 1709 rBV2 336001 362980 12.54%
28 12.792 1815 1820 1824 rBV 87476 100162  3.46%
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29 12.827 1824 1826 1829 rVB 49748 38557 1.33% 169%
30 12.868 1830 1833 1844 rVV 137982 168443 5.82% 740%
31 13.027 1854 1860 1866 rVB 86340 98868 3.42% 434%
32 13.163 1879 1883 1886 rBV 2542730 2155743 74.47% 470%
33 13.298 1903 1906 1909 rBV 39245 37303 1.29%

34 14.080 2035 2039 2048 rBV7 43950 104687 3.62%
35 14.227 2060 2064 2068 rBV 883298 842582 29.11%

woouwoe
=
[e)}
N
3R

36 15.321 2247 2250 2254 rBV 43699 67304 2.32%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample . P2612-01

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.657 2304 2307 2311 rVB 29184 34879 1.20% 0.153%
38 15.721 2315 2318 2323 rVB 39671 59287 2.05% 0.260%

39 15.792 2325 2330 2343 rBV 610446 857979 29.64%  3.769%

Sum of corrected areas: 22763053
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138042.D\data.ms
3500000

3000000

2500000 5.663
6.651

2000000

7.592
1500000

2.404 7.034
1000000

500000

2187 i Lrgsfﬂ géeﬁlo
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Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF138042.D\data.ms
3500000 9.392

3000000

13.163
2500000

2000000
10.080 10.874
1500000 8.316 11.574

1000000

500000 8,339
7.834
\A T

o 8210 8622 902833 || 1357 0.9881£%%.363
L A e s e =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF138042.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000 14.227

15.792

500000
14.08 15.321 195

O T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T
Time->  13.50 14.00 14.50 15.00 15.50

T ‘ T T T T T T T T T T ‘ T
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\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.404 38.91 ng 1660780 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39

3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 54 (2.404 min): BF138042.D\data.ms (-47) (-) m/z 73.10 100.00%

73.1
5000
43.1

AR B S
‘ | 220 2.40 2.60 2.80
8p.1
L

0 e e e e e m/z 43.10 35.11%
m/z--> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI AN L L L L B B B
2.20 2.40 2.60 2.80
43.0 o
m/z 87.10 26.92%
27 0 “ ‘
O\\\’\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140
Abundance #15764. 2,2,4—Trimethyl—3—pentanol
73.0

220 2.40 2.60 2.80
5000 55.0 m/z 55.05 26.02%

B
ool leromso
miz—-> 20 40 60 80 100 120 140

Abundance #38412: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth I AR R e e
73.0 2.20 2.40 2.60 2.80

m/z 41.10 11.63%

5000
45.0
0 29.0 MH | 890 130.0 147.0

m/z--> 20 60 80 100 120 140 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.210 3.05 ng 130155 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Deltacyclene 118 C9H10 007785-10-6 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64

Abundance Scan 871 (7.210 min): BF138042.D\data.ms (-868) (-) m/z 117.10 100.00%

11y.1
5000
AR R
39.1 63.1 771 91‘ 0 6.80 7.00 7.20 7.40 7.60
Obrrprrreprrrrpreesprereerebpbr s sk A0 M m/z 11810 53.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
11v.0
5000 ‘\M\‘A\\\‘\\\\‘\\\\‘\\

6.80 7.00 7.20 7.40 7.60
m/z 115.10 30.24%

91.0
39.0 63.0
OH‘HH‘HHO‘HH“\H\“\HM}‘\‘\\‘\7\\7\(‘)\\\\“\\\\]-‘(\)‘\4'\\0‘\\!\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0
6.80 7.00 7.20 7.40 7.60
5000 ITI/Z 91.00 14.95%
39.0 91.0
65.0 78.0 ‘
o\wf’%"wumw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40 7.60
m/z 63.10 6.93%
5000
91.0
51.0 65.0 78.0 ‘ ‘
) S 1SS VIRV IS SN ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 2
R.T. EstConc Area Relative to ISTD R.T.
12.080 6.30 ng 362980 Phenanthrene-d10 11.574
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1699 (12.080 min): BF138042.D\data.ms (-1696) (- m/z 73.05 100.00%
73.0
43.1
5000 129.0
213.2 s ‘
H‘ 157.1185.2 256.1 12.00
0 Ww“‘:‘” ! ‘u‘“um“‘h ”‘J‘l“““‘H“‘m““u“m“u“!u“u“W‘kuu“u m/z 43.10  83.50%
m/z--> 20 40 60 80 100120140 160 180 200220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 o :
129.0 12.00
213.0 m/z 60.05 83.17%
‘ H 157.0185.0 ‘
O]\-ﬁl‘o\\\‘\ HH\H\Mf“\‘””\\\““\\H‘”h“\”\‘\\‘\H\“H‘H‘\‘H‘N‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
T T
12.00
5000 129.0 m/z 57.10 74 .15%
199.0
s e L
SEELI0 ) o P W
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109283: Tetradecanoic acid e ‘
73.0 12.00
m/z 55.10 67.33%
43.0
5000 129.0
185.0
228.0
L1 | sz |
om_H‘“MMWMH““‘mm““m‘HLww\w‘mwuw s :
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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.
12.868 2.92 ng 168443  Phenanthrene-di10 11.574
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 1833 (12.868 min): BF138042.D\data.ms (-1830) (- m/z 73.05 100.00%
3.1 73.0

3 3

5000 129.1

:

12.50 13.00
m/z 43.10 90.09%

i
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179093: Octadecanoic acid
73.0

o

129.0

N
w
o

5000 284.C
185.0 241.0 12.50 13.00
m/z 60.10 84.15%
O ’ !H‘\M \‘H\‘\\wh“‘\‘\”‘”h‘f“\‘\\“\\H’HH‘HH“H\\‘\‘H\“\H‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43,0 73.0
papg el 2
12.50 13.00
5000 129.0 m/z 57.05 75.91%
1990 2420
ARE ST W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
43.0 m/z 55.10 71.37%
5000
129.0
185.0 228.0
Ot bl b e ey — —r—
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample : P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Tetradecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.080 2.48 ng 104687  Chrysene-d12 14.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 74
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 72
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 72
4 n-Nonadecanol-1 284 C19H400 001454-84-8 72
5 Cycloeicosane 280 C20H40 000296-56-0 55
Abundance Scan 2039 (14.080 min): BF138042.D\data.ms (-2035) (- m/z 83.10 100.00%
83.1
43.1,
5000
T 7 \
w 2750 327.1 14.00
ot MR m/z 97.10 93.12%
miz--> 50 100 150 200 250 300 350
Abundance #211541: Tetradecyl trifluoroacetate
55.0
7.0
5000 —— :
14.00
m/z 69.05 80.92%
168 0
OL\S\Q‘\ \‘ ‘\ H‘ ‘ “ ‘ h H ‘ T \ T ‘ T \2\4\‘1‘0\ \2\9\2‘0\ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0 — ‘
14.00
5000 m/z 57.05 71.73%
40.0
otsd | L] \w {020 2550 3060 M\Mkw
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T ‘
57.0 14.00
m/z 43.10 67.12%
- WMMMW]LW
39 O 210.0
oisol || L [fo 2000 amn -
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052824\
Data File : BF138042.D

Acqg On : 28 May 2024 12:42
Operator : CG\JU

Sample . P2612-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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... 2.404 38.9 ng 1660780 1 7.034 853588 20.0
Indane 7.210 3.0 ng 130155 1 7.034 853588 20.0
n-Hexadecanoic ... 12.080 6.3 ng 362980 4 11.574 1152260 20.0
Octadecanoic acid 12.868 2.9 ng 168443 4 11.574 1152260 20.0
Tetradecyl trif... 14.080 2.5 ng 104687 5 14.227 842582 20.0
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