LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : 07 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc :

ALS vial : 4 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: BF135128.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 4 8 16 rVB 40899 57898 2.32% 0.300%
2 5.004 492 496 506 rVB 73977 90406 3.62% 0.469%
3 5.404 559 564 567 rBV 2386548 2154650 86.27% 11.171%
4 6.410 730 735 738 rBV 2042683 2140245 85.70% 11.096%
5 6.604 763 768 777 rBV 83283 85012 3.40% 0.441%
6 6.769 793 796 800 rBV 731808 573087 22.95% 2.971%
7 7.334 887 892 895 rBV 1510223 1390302 55.67% 7.208%
8 8.051 1009 1014 1017 rBV 893483 796336 31.89% 4.129%
9 9.128 1192 1197 1200 rBV 2613892 2497503 100.00% 12.948%
10 9.245 1214 1217 1221 rBV 38925 34669 1.39% 0.180%
11  9.810 1308 1313 1316 rBV 948563 885237 35.44%  4.590%
12 10.016 1344 1348 1351 rBV2 28064 33218 1.33% 0.172%
13 10.604 1443 1448 1451 rBV 1674263 1559060 62.42%  8.083%
14 10.751 1468 1473 1478 rVB3 63467 82439  3.30% 0.427%
15 10.892 1494 1497 1502 rBV 18783 26339 1.05% 0.137%

16 10.951 1502 1507 1515 rVB3 57502 107141  4.29%
17 11.298 1562 1566 1569 rBV ~ 958155 869015 34.80%
18 11.704 1629 1635 1638 rVB 23772 26976 1.08%
19 11.839 1652 1658 1666 rBV 719839 915765 36.67%
20 11.986 1679 1683 1686 rBV 194816 237444  9.51%
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21 12.016 1686 1688 1700 rVB 122055 166113 6.65%
22 12.522 1771 1774 1777 rBV2 30626 50410 2.02%
23 12.628 1787 1792 1803 rBV 415604 469474 18.80%
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24 12.898 1834 1838 1842 rBV 2347051 2124823 85.08% 11.016%
25 12.951 1842 1847 1854 rVB2 40453 81713 3.27% 424%
26 13.133 1870 1878 1883 rVB4 29778 55438 2.22% 0.287%
27 13.745 1975 1982 1989 rBV2 50256 99934 4.00% 0.518%
28 13.810 1989 1993 2004 rBV 155486 195730 7.84% 1.015%
29 13.957 2013 2018 2022 rBV 605914 581408 23.28% 3.014%
30 14.133 2045 2048 2053 rBV 26997 32885 1.32% 0.170%
31 14.345 2080 2084 2091 rVB3 56369 90230 .61% 468%
32 14.439 2097 2100 2108 rVB4 24465 33474 .34% 174%

34 15.427 2263 2268 2272 rBV 434491 566530 22.

3
1

33 14.874 2168 2174 2181 rVB2 57661 106059 4.25%
2

35 16.121 2381 2386 2396 rVB2 29125 71168 2
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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
Sum of corrected areas: 19288131
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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

Abundance TIC: BF135128.D\data.ms
2500000 5.404

6.410
2000000

1500000 7:334

1000000
6.769

500000

134 5.004 6.604
\\‘\\\\ L L I L L L L L L L L L L L L L L L L L B BN O

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: BF135128.D\data.ms

9.128
2500000 12.898

O

2000000
10.604

1500000

1000000 8.051 9.810 11.298
11.839

500000 12.628

11,986
12016
@535 10.016 [10. 7718951 11.70 12.522  12,998.133

0———T- —T— — A L e B e e e e e 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: BF135128.D\data.ms
2500000

2000000
1500000

1000000

13.957
15.427

500000
13.810
13.745 || 14.13%443839  14.874 16.121

(e e T T T L — L — LI — L — L — L — LB T T LB

T T T T T T T T T
Time--> 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\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 Propane, 1,1-dimethoxy- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.134 2.02 ng 57898 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 40
3 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9Cl02 000097-97-2 33
4 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 22
5 Dimethyl-cyano-phosphine 87 C3H6NP 031641-57-3 10

Abundance Scan 8 (2.134 min): BF135128.D\data.ms (-4) (-) m/z 75.00 100.00%

75.0
5000 45.0 /\
‘ 220230240250
90.9 104.9 T o
0“WH‘wu‘wu‘ww‘wquH‘uulwu‘wm‘wmuwu‘wu‘wu m/z 73.00 71.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 9.0 45.0 T T T
2.202.302.402.50
45.00 50.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10082: Propane, 1,1-dimethoxy-2-methyl-
75.0
TR A A A
2.202.302.402.50
5000 m/z 41.00 31.69%
31.0 55.0
0 | 89010301170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11762: Ethane, 2-chloro-1,1-dimethoxy- P AT
75.0 2.202.302.402.50
m/z 47.00  26.55%
43.0
93.0
5000
0 ‘ \H ‘\580 ‘ 3.0
e e el S e e e e e S A
mlz--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.004 3.16 ng 90406  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 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 496 (5.004 min): BF135128.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PR T TR
83.0 4.60 4.80 5.00 5.20 5.40
) Y| Y N W — m/z 59.00  54.04%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 EEREEEE RS R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  18.81%
270 ‘ 83.0
0\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R ARRE AR
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 12.83%
101.0
o180 | 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.10%
5000 41.0
0 W 126.0142,0
1
mlz--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.604 2.97 ng 85012 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 42
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 40
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
5 2-Pentanol 88 C5H120 006032-29-7 38
Abundance Scan 768 (6.604 min): BF135128.D\data.ms (-763) (-) m/z 45.00 100.00%
45.0
5000
" 520 6.40 660 660 7.0
u‘\\ AL “\ 89.1 1Qf1'0 . .59 ée - 33 .450
Ot bt e e e e e m/z . .45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\{l\\\\’\\\\‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.68  22.77%
0 H"Iﬂ.r\q\‘H\H“HH“\‘M\‘H\\}‘\H\‘!‘\‘\\‘\?\9‘-9\\1‘(\)‘}4.\.\(?\\\\‘\\\\1‘:\3\5\\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)-
45.0
R e S EARR
6.20 6.40 6.60 6.80 7.00
m/z 42.95 15.48%
5000 29.0
| 600 89.0
o T A Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5303: Acetic acid, hydroxy-, ethyl ester BEEEEEEEEE S
31.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 11.55%
5000
61.0
0 15.0 Ay 4?&0 | ‘ 76‘0 104.0
e R e e e e e e
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@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 unknownl1©.951 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.951 2.47 ng 107141  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-2-methoxycinnamaldehyde 178 C10H1003 127321-19-1 46
2 Coniferyl aldehyde 178 C10H1e03 000458-36-6 42
3 2-Benzothiazolamine, 5,6-dimethyl- 178 C9H1@N2S 029927-08-0 35
4 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 30
5 2-0x0-2,3-dihydro-1H-benzimidazo... 178 C8HEN203 023814-14-4 25
Abundance Scan 1507 (10.951 min): BF135128.D\data.ms (-1502) (- m/z 137.00 100.00%
137.0
178.0
5000 55.0 91.0
RS LI
118. 11.00
0! m/z 178.00 77.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52284: 4-Hydroxy-2-methoxycinnamaldehyde
178.0 NJK
5000
77.0 135.0 11.00
510 107.0 m/z 124.00  68.01%
0 \\\’\\\\ “‘\“\‘H‘\ “\M\ \H‘\H“\}“\\"\H}‘\\H“!\\HU’\ 5\5\‘5\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52246: Coniferyl aldehyde
178.0
T A T
135.0 11.00
5000 770 1070 m/z 180.18  59.93%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53536: 2-Benzothiazolamine, 5,6-dimethyl-
178.0 11.00
m/z 91.00 42.30%
5000
91.0
39.0 65.0 ‘
ol150 Ui ] mwﬁ" 4 - ‘\15?:9 A -
miz--> 20 40 60 80 100 120 140 160 180 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 21.08 ng 915765  Phenanthrene-d1e 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 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 1658 (11.839 min): BF135128.D\data.ms (-1652) (- m/z 43.05 100.00%

43.0 |73.0
5000 129.1 iA

2132
| m 157.1185.1 256 1150 12,00
— ] HMMMWMnwwhuﬁ_ﬂ‘ﬂum_uu_m‘_ul_ m/z 73.00  99.26%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11,50 12.00

m/z 59.95 99.11%

151018502130 256.0
0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1150 1200
5000 129.0 m/z 57.00 80.29%
199.0
s ) e T
TN 010 O P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
43.0 73.0 11. 50 1200
’ m/z 41.10  78.41%
5000 129.0
171.0
214.0
0150 m H \\‘ HM‘ ?H\ {1 ‘ ‘ ‘
‘HM‘HM‘H“H“H_‘HM‘HM‘HM‘HM‘HM‘HM‘HM‘H‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 6 3,5-Dimethoxy-4-hydroxycinn...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.986 5.46 ng 237444  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204
rans-Sinapaldehyde 208 C11H1204
oumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805
H-1-Benzopyran-2-one, 7,8-dihyd... 208 C10H805
,5-Dimethoxycinnamic acid 208 C11H1204

uih wNnPE
NDNO W

087345-53-7 98
004206-58-0 93
1000263-13-6 58
000574-84-5 52
010538-51-9 46

Abundance Scan 1683 (11.986 min): BF135128.D\data.ms (-1679) (-
208.1

165.0

5000 137.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

5000 165.0

1370
39.0 650 910

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84448: trans-Sinapaldehyde

o

208.0

5000
137.0 165.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84397: Coumarin, 7,8-dihydro-7-hydroxy-6-methoxy-8-o
208.0

5000 109.0 4370

81.0 165.0

51.0

m/z 208.05 100.00%

-
N
o
S

m/z 165.00  49.88%

—

12.00

m/z 137.00  42.92%

-
N
o
S

m/z 180.00  32.55%

12.00

m/z 177.00  27.24%

0 i \‘M\ MH\H\ HHM\\ i ‘H R R R Y ‘ ‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220

-

12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 7 +trans-Sinapyl alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.82 ng 166113  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 95
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 91
3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 53
4 2-Butenal, 3-methyl-, dibutylhyd... 210 C13H26N2 075268-13-2 50
5 4'-(.beta.-Chloroethyl)acetophenone 182 C10H11C10 069614-95-5 38
Abundance Scan 1688 (12.016 min): BF135128.D\data.ms (-1686) (-] ' m/z 210.05 100.00%
167.1 210.1
5000
770 107.0 Fpmpoage \
TN 139&1 | 12.00
0 kel i “Mw J“J‘M”w : “Mwww“ bl WL wyz 167.10 91.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86880: trans-Sinapyl alcohol
210.0
167.0
5000 — ‘
12.00
77.0 121.0 m/z 154.00  32.49%
0L ‘ B ‘\‘ ‘w ““‘ ” MM‘ ‘HH\‘\ : \‘\H\M}\ : \mm‘ I ‘\‘\“ : ‘M““ R ““ =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86878: cis-Sinapyl alcohol
167.0 210.0
12.00
5000 77.0 m/z 149.00  26.09%
121.0
530
29.0
0! ‘_Mwﬂu“ww‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86899: 4-Ethoxy-2,5-dimethoxybenzaldehyde il P /V‘W\?M/\ﬁ
167.0 210.0 12.00
m/z 182.05  21.54%
5000 136.0
69.0 111.0
39.0 | ‘ |
0 HwH_“HJ,JHwH_m,u‘”u‘wH‘Hmww‘w
mlz--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 8 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.628 10.80 ng 469474  Phenanthrene-d10 11.298
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1792 (12.628 min): BF135128.D\data.ms (-1787) (- m/z 43.05 100.00%

430 73.0
5000 129.1

T ‘
12.50 13.00
’HH‘HH‘HH“

m/z 73.00 89.06%
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179093: Octadecanoic acid
73.0

o

129.0

IS
w
o

5000 284C —— s
185.0 241.0 12.50 13.00
m/z 59.95 81.41%
0 T \H‘\‘\”‘HJ“C\‘lh“‘\‘\“‘”h ‘”r‘“‘\‘\\”“‘\\\\"\\‘1\‘\‘\H“\\\‘\“\‘H\“H\‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
I I
12.50 13.00
5000 129.0 m/Z 57.05 80.68%
: 1710 2130 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid e —
73.0 12.50 13.00
43.0 m/z 55.05 74.10%
5000
129.0
185.0 228.0
0 P T e e e T T T T T
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\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35

Operator : CG\JU

Sample : 04283-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9 Nonacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.951 2.81 ng 81713  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80

Abundance Scan 1847 (12.951 min): BF135128.D\data.ms (-1842) (- m/z 57.05 100.00%

57.0
5000
4356
141.1 .
0\1972239328Q9 m/z 43.05 66.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307031: Nonacosane
57.0
5000 T T
13.00
m/z 71.10 57.73%
L \\ | 1#]7183.0225.0267.0309.0351.0 408
\\\‘\\\‘\T\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400

i

Abundance #262017: Heptadecane, 9-octyl-
57.0
13.00
5000 m/z 85.80  55.30%
9.0
oL LI o800 P00 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #306637: Eicosane, 1-iodo- T
57.0 13.00
m/z 55.00 28.27%
155.0 281.0
01970239‘0 A
m/z--> 50 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 10 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.745 3.44 ng 99934  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31He64 000630-04-6 91

Abundance Scan 1982 (13.745 min): BF135128.D\data.ms (-1975) (- m/z 57.05 100.00%

57.0
5000

T
13.50 14.00

0 H:“m“ : “‘w“wh b N?%,???ﬁ 811 382 . w/z 43.10  71.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane
57.0
5000 — ——
13.50 14.00

m/z 71.05 66.99%

0 |\ lhw h‘ J l\ | \118§0 2390 295.0 352.0
\\\‘\1\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298426: Octacosane

57.0

T
13.50 14.00
5000 m/z 85.05 47.35%

‘ A o e e o
miz--> 50 100 50 200 250 300 350 400 450

Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 13.50 14.00

m/z 55.00 22.57%

B W\AJ\M
Lo L1889 2250 os0 g0 s

I L
L B B R B BRI B

— —
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 11 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.8%0  6.73ng 195730 Chrysene-di2 13.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 1993 (13.810 min): BF135128.D\data.ms (-1989) (-/ | m/z 57.85 100.00%
57.0
; 1350 1400
216.1 352.0 o
ow‘mJ“HEA“MwwwwHW_Wwwww m/z 43.18  83.90%
m/z--> 0 50 100150200250 300350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 55.00 71.91%
0 JMAFF!;?%IV€52-O3619.O64?"
m/z--> 0 50 100 150200250300 350400450500 550600 650
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
— ——
13.50 14.00
5000 m/z 69.18  57.00%
169.0
ol N T——
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #215083: 1-Heneicosanol “ —
55.0 13.50 14.00
m/z 83.10 56.47%
5000
5.0
0 il ‘ ] L I 19602660
e e e e e e e e e o S
m/z--> 0 50 100150200250 300350400450 500550600650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35

Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: 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 12 Eicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.345 3.10 ng 90230  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

Abundance Scan 2084 (14.345 min): BF135128.D\data.ms (-2080) (- m/z 57.00 100.00%
57.0
9.0 — ——
411 14.00 14.50
ok m““““\ h‘ u“u“““L“‘1““‘]‘ ] M?? : ?‘ u “‘2‘%(92‘8“‘2:1‘ - ‘3‘5‘011‘ - m/z 71.85 59.47%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — ——
14.00 14.50
m/z 43.05 48.82%
9.0
oL L1 270 141018302250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
— —
14.00 14.50
5000 m/z 85.10 46.16%
9.0
41.0 338.0
o Ll totssozs0nsro 9300
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane — —
57.0 14.00 14.50
m/z 55.00 21.38%
5000
9.0
oLl L L 141018305050 2810 3370 394
T LA A T R I B e B e — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 13 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.874 3.74 ng 106059  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
Abundance Scan 2174 (14.874 min): BF135128.D\data.ms (-2168) (|  m/z 57.05 100.00%
57.0
5000 MAMJMWJNWpLVWAWMNW%
113.1 14%6 5556
ol \“‘ AL ““L‘u“\‘w"w']“‘%‘z"‘%w [0 2670 34103942 7o) 65 66.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——
14.50 15.00
m/z 43.05 59.31%
0 ‘ ‘ h\ h u\ \‘ | \690 225.0 296.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
— ——
14.50 15.00
5000 m/z 85.00 44.70%
0 )| ‘\ “h ‘\‘ h\ n‘ ! \6\9 p . 2.25 0 281.0 337.0 42?'(
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- — —
57.0 14.50 15.00
m/z 55.00 25.24%
- MWMWW
113.0
oL didil 115802100 2640%090 660
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : @7 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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 14 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.121 2.51 ng 71168  Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Heneicosane 296 C21H44 000629-94-7 64
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64
4 Pentacosane 352 C25H52 000629-99-2 64
5 4-Methylheneicosane 310 C22H46 025117-29-7 64
Abundance Scan 2386 (16.121 min): BF135128.D\data.ms (-2381) (- m/z 57.10 100.00%
57.1
5000 M/\VJ\“/\J\M»/\\A/\
9 1 T T T T T T
L1 L ‘\ 180.8224.9266.9 332.0 306, 16.00 16.50
o) — o ‘n H\‘\ \H\ u\\h “H“‘ ' - mhmm‘ e [ L ey m/z 71.00 54.20%
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 — ——
16.00 16.50
m/z 85.05 49.22%
0 T \“\ ‘\“‘ \““ \“‘\h“ \“‘ \1\4.\1‘0\1\8\3\0‘\ T \‘2\6\8 \0\ ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
16.00 16.50
5000 m/z 43.00 46.97%
i me
141.0
o150 |11 [ 1¥10ms0zs0 2060
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo- 7 —
57.0 16.00 16.50
m/z 99.10 17.39%
5000
9.0
O 5' “\ ‘H ‘\ \‘ ‘ ‘ 1\5‘5 \0197 0 25:\3 O N\N
L B e B A o B I —— A
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135128.D

Acqg On : 07 Sep 2023 11:35
Operator : CG\JU

Sample : 04283-01

Misc

ALS vial : 4 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|
Propane, 1,1-di... 2.134 2.0 ng 57898 1 6.769 573087 20.0
2-Pentanone, 4-... 5.004 3.2 ng 90406 1 6.769 573087 20.0
Ethanol, 2-(2-e... 6.604 3.0 ng 85012 1 6.769 573087 20.0
unknown10.951 10.951 2.5 ng 107141 4 11.298 869015 20.0
n-Hexadecanoic ... 11.839 21.1 ng 915765 4 11.298 869015 20.0
3,5-Dimethoxy-4... 11.986 5.5 ng 237444 4 11.298 869015 20.0
trans-Sinapyl a... 12.016 3.8 ng 166113 4 11.298 869015 20.0
Octadecanoic acid 12.628 10.8 ng 469474 4 11.298 869015 20.0
Nonacosane 12.951 2.8 ng 81713 5 13.957 581408 20.0
Pentacosane 13.745 3.4 ng 99934 5 13.957 581408 20.0
Pentadecafluoro... 13.810 6.7 ng 195730 5 13.957 581408 20.0
Eicosane 14.345 3.1 ng 90230 5 13.957 581408 20.0
Heneicosane 14.874 3.7 ng 106059 6 15.427 566530 20.0
Nonadecane 16.121 2.5 ng 71168 6 15.427 566530 20.0
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