LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134691.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 15 19 24 rVB 55780 67374 1.83% 0.226%
2 3.893 303 307 312 rVB 35629 47315 1.28% 0.159%
3 5.040 497 502 508 rVB 111220 136626 3.71% 0.458%
4 5.434 564 569 572 rBV 3456911 3269694 88.77% 10.956%
5 6.439 735 740 743 rBV 3345654 3359875 91.22% 11.258%
6 6.628 770 772 782 rVB 133027 115145 3.13% 0.386%
7 6.798 798 801 805 rBV 1291700 1122833 30.49% 3.762%
8 7.363 891 897 900 rBV 2521134 2234694 60.67% 7.488%
9 8.081 1015 1019 1022 rBV 1722626 1476462 40.09% 4.947%
10 9.157 1197 1202 1205 rBV 4498344 3683164 100.00% 12.341%
11  9.275 1218 1222 1226 rBV 1025322 938831 25.49%  3.146%
12 9.757 1293 1304 1312 rVB5 22401 63320 1.72% 0.212%
13 9.833 1313 1317 1321 rBV 1882403 1535108 41.68% 5.144%
14 10.039 1347 1352 1358 rBV5 36027 63949 1.74% 0.214%
15 10.622 1447 1451 1455 rBV 2000409 1766502 47.96% 5.919%
16 10.774 1472 1477 1482 rVB3 116266 164978 4.48% 0.553%
17 10.910 1496 1500 1504 rBV3 58651 79353  2.15% 0.266%
18 10.969 1506 1510 1517 rVB 155507 207136 5.62% 0.694%
19 11.321 1566 1570 1577 rVV 1549813 1285039 34.89% 4.306%
20 11.392 1579 1582 1585 rVB 55991 50711 1.38% 0.170%
21 11.539 1601 1607 1609 rBV5 32373 57802 1.57% 194%

22 11.857 1656 1661 1669 rBV 447358 552290 14.99%
23 12.004 1682 1686 1688 rBV 432801 484890 13.17%
24 12.027 1688 1690 1702 rVB 291496 393354 10.68%
25 12.433 1757 1759 1763 rVB2 102285 88341 2.40%
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26 12.645 1791 1795 1806 rBV 183065 226931 6.16%
27 12.768 1808 1816 1820 rBV2 67773 169274  4.60%
28 12.916 1837 1841 1845 rBV 2692277 2522710 68.49%
29 13.133 1875 1878 1885 rVB2 65859 146183 3.97%
30 13.533 1943 1946 1951 rVB 94967 141630 3.85%

OO
N
(9]
w
R

31 13.645 1959 1965 1974 rVB2 179316 349095 9.48%
32 13.827 1992 1996 2003 rBV2 183656 215004  5.84%
33 13.974 2016 2021 2024 rBV 1159011 1121776 30.46%
34 14.127 2043 2047 2050 rBV 145102 201332 5.47%
35 14.457 2101 2103 2107 rVB2 59581 55697 1.51%
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B

36 14.621 2127 2131 2135 rBV 123916 170665 4.63% 0.572%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc . ORA-1748-1719-1750-1751-1752-1753-1754

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.127 2213 2217 2224 rVB2 161444 278670  7.57% ©.934%
38 15.445 2266 2271 2277 rVB 828660 1001055 27.18%  3.354%

Sum of corrected areas: 29844808
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134691.D\data.ms
4000000

5.434 6.439

3000000

7.363

2000000

6.798
1000000

199 3.893 5.040 6.628
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF134691.D\data.ms
9.157

4000000

3000000 12.916

10.622

9.833
2000000 8.081

9.275
1000000

R =T T T T T i s
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BF134691.D\data.ms

1150 1200 1250  13.00
4000000
3000000
2000000

13.974
1000000

43.827(14.127 1444621 15127

1353

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T 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\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.43 ng 136626 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 502 (5.040 min): BF134691.D\data.ms (-497) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 LA R L L B R R
‘ 83.0 4.80 5.00 5.20 5.40
e e e e e m/z 59.00 59.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 R RENE L e
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.84%
\\\‘\\\\‘\\\‘?’.‘\0\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\8‘%\'\0\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.03%
41.0
27.0 101.0
e il 730,860 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4576: Morpholine, 4-methyl- S REERN T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.39%
5000
15.0 71.0 101.0
G
| il | | | : |
e e e e e e Conp b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.628 2.05 ng 115145 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
5 2,3-Butanediol 90 C4H1e02 000513-85-9 37
Abundance Scan 772 (6.628 min): BF134691.D\data.ms (-770) (-) m/z 45.05 100.00%
45.0
5000
e ' 6.40 6.60 6.80 7.00
‘ 88.9 104.0 120.1 o oo ao ar
\\‘HH‘H\\‘H\\“1‘\‘1\‘H\\l‘{H\‘\‘\‘\\‘\H\‘\H\‘\‘}‘H‘HH‘HH‘HH‘H m/Z 59.00 37.364
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
6.40 6.60 6.80 7.00
2900 72.0 m/z 71.95 20.46%
H]‘-ﬁr\q\‘\HH“HH“\‘\‘M‘HH}‘HH‘M\‘H‘\ﬁ\g‘.g\?—‘o\‘ﬁ.\o‘\\\\‘\\\\‘HH"H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2383: 2-Butanol, 3-methyl-
45.0
R A
6.40 6.60 6.80 7.00
5000 m/z 43.05 14.24%
27.0 73.0
S PSR O WO I - OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- = w\ﬁ’\j‘/w\ﬁ‘ﬂ“ﬁ R
45.0 6.40 6.60 6.80 7.00
m/z 73.00 13.52%
5000
27'T ‘ 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.275 12.23 ng 938831  Acenaphthene-di1e 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53

Abundance Scan 1222 (9.275 min): BF134691.D\data.ms (-1218) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.0
B RARNREERERERES SRS
‘ 85.0 9.00 9.20 9.40 9.60
S A w‘“‘m”‘ M b 1980 sz 109.05  70.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L B B I B A L
9.00 9.20 9.40 9.60
69.0 m/z 151.00 43.90%
\\\‘\\‘\\““\‘\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\‘\\H}‘\ ‘\\\\‘\\1\‘\\‘\ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
A RRREaR e
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 20.41%
LN 1. 1T P S——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- T T T
109.0 9.00 9.20 9.40 9.60
m/z 85.05 13.04%
5000 151.0
43.0
I il 71\- 0 ‘\ | 192.0 221 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 (E)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.775 2.57 ng 164978  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 94
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 91
3 6-Methoxyeugenyl isobutyrate 264 C15H2004 1000465-70-7 59
4 3-Hydroxy-4-methoxycinnamic acid 194 C10eH1e04 000537-73-5 58
5 2,4-Diformyl-3-methyl-6-methoxy ... 194 C10H1004 1000425-20-5 53

Abundance Scan 1477 (10.774 min): BF134691.D\data.ms (-1472) (-, m/z 194.05 100.00%
194.1

- J
91.0 119.0 s P
| ‘ ‘ 151.1 ‘ 10.50 11.00
m,wmwu“m‘m ‘JMH,“H‘M““wu‘”w“ww,ww,m m/z 91.85 27.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #68804: (E)-2,6-Dimethoxy-4- (prop 1-en-1-yl)phenol
94.0
5000 = s
0 1050 11.00
119.0 m/z 119.00  20.53%
‘ ‘ ‘ 151.0
\HR\H“‘\ \“\“\“‘\‘h\‘\ \‘}\\H”\“\H}\M’MH\‘H}‘\‘\‘H‘”\‘H\‘HH‘HH’HH‘\H\’H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #68758: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
S —
10.50 11.00
5000 ITI/Z 179.00 18.46%
9101190
53.0 ‘ ‘147 .0
' ‘:“m‘w “MM “M‘m_‘u“_m,w_m,m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #152921: 6-Methoxyeugenyl isobutyrate S o — e
194.0 10.50 11.00
m/z 77.05 16.19%
5000
43.0
91.0119.0 41630
S SN A S v Yo L RS A A
m/z--> 20 40 60 80 100120140160180 200220240260 10.50 11.00

8270-BF080123.M Thu Aug 10 ©5:39:29 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Coniferyl aldehyde Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.969 3.22 ng 207136  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Coniferyl aldehyde 178 C10H1e03 000458-36-6 74
2 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 50
3 Benzene, 1-methyl-4-nitro- 137 C7H7NO2 000099-99-0 35
4 Benzaldehyde, 4-hydroxy-, oxime 137 C7H7NO2 000699-06-9 25
5 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 25

Abundance Scan 1510 (10.969 min): BF134691.D\data.ms (-1506) (-  m/z 137.00 100.00%
137.

37.0
77.0 105.0 178.0
5000
51.
—
207 1 11.00
. m/z 77.05 67.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52247: Coniferyl aldehyde
178.0
77.0 107.0 135.0
5000 T
11.00
m/z 124.05 64.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0 Mﬂw
180. e
80.0 11.00
m/z 178.00 61.18%
5000 91.0
390 65.0
0 AL
- il w‘,‘h Il A uu“i“ i ﬁ‘lﬂu 7110 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19165: Benzene, 1-methyl-4-nitro- = WMJ\“M
91.0 137.0 11.00
65.0 m/z 180.05 59.86%
5000
39.0
I = X s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 8.60 ng 552290  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 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1661 (11.857 min): BF134691.D\data.ms (-1656) (-] m/z 72.95 100.00%

43.0 73.0
5000
129.0
i S
‘ M ‘ ‘ ﬁl7l.1 ‘ 256.1 11.50 12.00
DY 4 L m/z 43.05  94.14%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N R
11.50 12.00
M97.0 1o 2130 2560 m/z 60.00  89.34%
N ‘M‘H‘\ W ol Mhu\ ;‘H‘\rnr\ ‘\ | “ “ “‘ \‘ “‘ T “\‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
P C
11.50 12.00
5000 129.0 ITI/Z 57.10 74 .59%
‘ 199.0 2420
il H‘u“ il M “\M‘L il ‘\“1‘61.9\‘ \i . ‘\“ o
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.05 70.62%
5000 129.0
185.0
M 228.0
. “‘ W‘HH h“ il “‘H\L }‘\\‘\‘m‘\ “ ‘ L, \“ b \‘ — ‘\‘ —— — Fo e
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.004 7.55 ng 484890  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 93
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 87
3 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 58
4 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 53
5 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 49

Abundance Scan 1686 (12.004 min): BF134691.D\data.ms (-1682) (1  m/z 208.10 100.00%

208.1
165.1
5000 1371

510 '
1050 12100
L

- “Mw‘“‘w”uMMW Wl b b o b 2860 o 165,05 49.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

5000 165.0 iZ‘Od \

m/z 137.05 38.67%

39.0, 650 910 H
’HH“‘H\ \‘H‘\ “‘\“‘\ \‘}‘H“\ }H‘M\ ‘ }‘H\ T i“\ T \‘HN‘ \“”\ T ‘H\‘\ T M‘\ T ‘\ ‘\ T ‘ TTTT ‘ TTTT ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84448: trans-Sinapaldehyde
208.0

1200
5000 ITI/Z 180.10 28.99%
137.0 1650
51.0 " 105.0
M\HMHM NI I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol
208.0 1200
165.0 m/z 177.05 25.29%
137.0
5000
43.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF080123.M Thu Aug 10 ©5:39:30 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

ORA-1748-1719-1750-1751-1752-1753-1754

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 trans-Sinapyl alcohol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.027 6.12 ng 393354  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 68
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 64
3 Syringylacetone 210 C11H1404 019037-58-2 53
4 4-Ethyl-2,6-dimethoxyphenol 182 C1eH1403 014059-92-8 41

5 6-Methoxy-4-piperidin-1-yl-1H-[1... 210 C9H14N402

Abundance Scan 1690 (12.027 min): BF134691.D\data.ms (-1688) (-]

1000300-24-3 38

m/z 167.10 100.00%

167.1 210.1
5000
77.0 T I
39.0 ‘ ‘ 107.0 ﬂ ‘ ‘ 12.00
SO VY N TP I nuu“ bl L2483 01000 97.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 s i
12.00
70 1510 m/z 154.00  31.42%
TTT ‘ T \ T \“‘\ \‘H‘\ “\“‘\ T MM\ ‘\‘HP T ‘\HM‘ T ‘}M\M‘ ‘\ “‘\‘\ T \”“‘\ T \ T ‘ T \‘\ T ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
T \
12.00
5000 77.0 m/z 182.10 28.36%
121.0
51,0
150 b LA,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86874: Syringylacetone T T
167.0 12.00
m/z 149.00  24.06%
5000
210.0
43.0 780 12‘3 0
| L
e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF0801

23.M Thu Aug 10 ©5:39:30 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.53 ng 226931  Phenanthrene-di10 11.322
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1795 (12.645 min): BF134691.D\data.ms (-1791) (.  m/z 43.05 100.00%
43.0 73.0
5000 129.0
—— —
‘ 12.50 13.00
— m/z 60.00 91.64%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 e —
129.0 12.50 13.00
m/z 73.00 90.15%
‘ 1850 o410 284l
— \“ \“\ h!‘ “H‘ : H”‘L ‘M L - ‘\ T “‘ e ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 57.05 81.52%
‘ 199.0 2420
i w’ il “HM“H \\h\‘\‘ M‘ ul “‘ ‘1‘67‘\-0;“ ‘i A “‘ ——
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 12.50 13.00
m/z 55.10 76.64%
5000 129.0
or.0 1710 2130 2560
— ‘M’ h!‘ ‘\““‘H \\hw\ ;‘H‘\‘ ] ‘ “ “ “‘ \‘ “‘ S “\‘ : — —
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF080123.M Thu Aug 10 ©5:39:31 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 12
R.T. EstConc Area Relative to ISTD R.T.
12.769 3.02 ng 169274  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Heneicosane 296 C21H44 000629-94-7 81
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74

Abundance Scan 1816 (12.768 min): BF134691.D\data.ms (-1808) (-] m/z 57.10 100.00%

57.1
5000
9.0
‘ ‘ ‘ 202.0 12 50 13 00
b g Nwh o o BAE32810 L n/z 71.10 68.25%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000
12 50 13 00
m/z 43.10 65.51%
L ‘ Ll h\ | 141018302250 2950 352
L ‘ T T ‘ L ‘ L ’ L ‘ L T
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
12.50 13.00
5000 m/z 85.10  47.15%
9.0
15.0 ‘L M‘ i h‘ | 141018302250  296.0
2 I
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane 7 —
57.0 12.50 13.00
m/z 55.10 23.82%
5000
9.0
[ |14 14101820 2400
il e R — —r
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF080123.M Thu Aug 10 ©5:39:31 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Isophthalic acid, di(4-octy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.61 ng 146183  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 50
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 38
4 Acetic acid, [4-(4-methyl-1-pipe... 262 C14H18N203 346699-90-9 35
5 Terephthalic acid, but-2-enyl oc... 332 C20H2804 1000356-31-6 27

Abundance Scan 1878 (13.133 min): BF134691.D\data.ms (-1875) (- m/z 70.10 100.00%

70.1
149.0
5000 261.1
—r —
H ‘ ‘H 0 2231 | | 13.00 13.50
g LR L WSS L m/z 149.60  57.24%
mlz--> 50 100 150 200 250 300 350
Abundance #295629: Isophthalic acid, di(4-octyl) ester
261.0
167.0
5000 —— —
13.00 13.50
m/z 261.10 51.13%
112.0
29.0 790 \‘\ L
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 13.00 13.50
5000 261.0 m/Z 57.05 44 .,24%
67.0
29.
ﬁﬂ ‘ I h “‘ I ‘ 207.0 | |304.0347.0
e T T e i
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ——
70.0 13.00 13.50
112.0 m/z 83.10 38.77%
5000
67.0
261.0
209 |||
Sl Ly 2050 330 I
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF080123.M Thu Aug 10 ©5:39:32 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44
Operator : CG\JU

Sample : 03939-06

Misc

ALS vial : 4 Sample Multiplier: 1

ORA-1748-1719-1750-1751-1752-1753-1754

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 12 Hexacosane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.533 2.53 ng 141630  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octadecane 254 C18H38 000593-45-3 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 86

Abundance Scan 1946 (13.533 min): BF134691.D\data.ms (-1943) (- m/z 57.10 100.00%
57.1
9.1 CT I
13.50
e memz 20y B
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
13.50
m/z 71.05 63.58%

9.0
| L | 14| ) 1410 183.0 2250 267.0 309.0 367
T ‘

ull Y A T R
\\\‘\\ \\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane

57.0

5000

14101830 2540

miz-> 50 100 150 200 250 300 350

‘ 9.0
I ‘“\ il H‘ ‘\‘
[ A B

=

—
13.50
m/z 85.10 54.56%

=

Abundance #176388: 10-Methylnonadecane ——
57.0 13.50
m/z 55.00 21.67%
5000
90 154.0
S aene o
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF080123.M Thu Aug 10 ©5:39:32 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 13 Supraene

Concentration Rank 4

ORA-1748-1719-1750-1751-1752-1753-1754

R.T. EstConc Area Relative to ISTD R.T.
13.645 6.22 ng 349095 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 59
3 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 59
4 1,6,10,14-Hexadecatetraen-3-0l, . 290 C20H340 001113-21-9 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52

Abundance Scan 1965 (13.645 min): BF134691.D\data.ms (-1959) (-]

m/z 69.10 100.00%

69.1
5000
149.0 — B
| 2031 251, 341.3 13,50 14,00
ol dikihdl 1 2031251.020313418 ., 8195 49.88%
mlz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — N—
13.50 14.00
m/z 41.05 26.43%
137.0
7.0 , |||,y 1910 2730 3410 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet:
69.0
—r —
13.50 14.00
5000 ITI/Z 149.00 17.09%
136.0
ol Lm0
miz--> 50 100 150 200 250 300 350 400
Abundance  #95506: 3,7,11-Trimethyl-2,6,10-dodecatrienenitrile — —
69.0 13.50 14.00
m/z 95.10 11.97%
- M/w/j\\ww
’7J S G . R — T ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF080123.M Thu Aug 10 ©5:39:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44
Operator : CG\JU

Sample : 03939-06

Misc :

ALS vial : 4 Sample Multiplier: 1

ORA-1748-1719-1750-1751-1752-1753-1754

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Pentadecafluorooctanoic aci...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.827 3.83 ng 215004 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502

1000406-04-6 94

2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 90

Abundance Scan 1996 (13.827 min): BF134691.D\data.ms (-1992) (-]

m/z 57.10 100.00%

57.1
5000
— —r
‘ ‘hr’-l 216.1284.1 365.0 13.50 14.00
b g O e M/z 43,18 80.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
5000 — e
13.50 14.00
m/z 55.10 72.23%
50 2240
L 4150 620.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate
57.0
— —r
13.50 14.00
5000 ITI/Z 83.10 65.99%
125.0
WL, 28803110
————r——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ —
57.0 13.50 14.00
m/z 97.10 62.98%
- M\,AJMW/\’\/
I h,“ 2520 3600 648,
H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_‘HM — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00

8270-BF080123.M Thu Aug 10 ©5:39:33 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc : ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 15 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.127 3.59 ng 201332  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91

Abundance Scan 2047 (14.127 min): BF134691.D\data.ms (-2043) (1 m/z 57.05 100.00%
57.0

%

5000
' 14.00 14.50
141 0 1971
bafpngo it 2660 8371 387. ... 7110  75.99%
mlz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — ——
14.00 14.50
9.0 m/z 43.10  65.53%
L\5'\d\ ‘\““ “ “‘ “‘ \“‘ \1\4“1"0\].\8\3\(‘)\ \2\4’\0‘0\ T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
14.00 14.50
5000 m/z 85.10 51.53%

9.0
\“‘ L] | %4%9183 0225.0267.0309.0 367.0

E

m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 14.00 14.50
m/z 55.05 26.04%
- W
““ e e A o — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF080123.M Thu Aug 10 ©5:39:34 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44
Operator : CG\JU

Sample : 03939-06

Misc

ALS vial : 4 Sample Multiplier: 1

ORA-1748-1719-1750-1751-1752-1753-1754

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 16 Decane, 3,8-dimethyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.621 3.04 ng 170665  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2131 (14.621 min): BF134691.D\data.ms (-2127) (-]
57.1

5000

ol il ﬁ L 1831 2849 3612 4321 538
AP eRS pne ased %8

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

Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000
113.0
\\\J’\\\\L\“\\\‘]’-?p\(\)’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
5000

| 1 | ﬂ L 169 0225 0281.0338.0

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

m/z 57.10 100.00%

=

14.50 15.00
m/z 71.10 67.86%

=

14.50 15.00
m/z 43.10 61.63%

F

14.50 15.00
m/z 85.10 51.00%

%

Abundance #262017: Heptadecane, 9-octyl-
57.0 14.50 15.00
m/z 55.05 26.51%
239.
LT T289.0 2370296 03520
“‘r“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On : 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 17 Hexadecane, 1-iodo-

Concentration Rank 6

ORA-1748-1719-1750-1751-1752-1753-1754

R.T. EstConc Area Relative to ISTD R.T.
15.127 5.57 ng 278670  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 95
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2217 (15.127 min): BF134691.D\data.ms (-2213) (-]
57.1

m/z 57.10 100.00%

5000 L/\ML
1500 1550
1 2522 394.3 : :
""_Hu‘mlmmuW"c_"?"1‘4‘2‘,”H,w‘f‘??‘?_?“‘?’]f m/z 43.10 63.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 — —
15.00 15.50
" 30 2950 m/z 71.10  58.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 46.50%
| ‘ [ 169.0225.0281.0337.0394.0 m
‘H‘_ “H‘w T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane T —
57.0 15.00 15.50
m/z 55.10  21.84%
5000 MW\NW
| [ 16902250 309.0365.0 4370
R B R R RARAEAREE RS — —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080923\
Data File : BF134691.D

Acqg On 1 09 Aug 2023 15:44

Operator : CG\JU

Sample : 03939-06 :

Misc . ORA-1748-1719-1750-1751-1752-1753-1754

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-... 5.040 2.4 ng 136626 1 6.798 1122830 20.0
Ethanol, 2-(2-e... 6.628 2.0 ng 115145 1 6.798 1122830 20.0
2,4,7,9-Tetrame... 9.275 12.2 ng 938831 3 9.833 1535110 20.0
(E)-2,6-Dimetho... 10.775 2.6 ng 164978 4 11.322 1285040 20.0
Coniferyl aldehyde 10.969 3.2 ng 207136 4 11.322 1285040 20.0
n-Hexadecanoic ... 11.857 8.6 ng 552290 4 11.322 1285040 20.0
3,5-Dimethoxy-4... 12.004 7.5 ng 484890 4 11.322 1285040 20.0
trans-Sinapyl a... 12.027 6.1 ng 393354 4 11.322 1285040 20.0
Octadecanoic acid  12.645 3.5 ng 226931 4 11.322 1285040 20.0
Pentacosane 12.769 3.0 ng 169274 5 13.974 1121780 20.0
Isophthalic aci... 13.133 2.6 ng 146183 5 13.974 1121780 20.0
Hexacosane 13.533 2.5 ng 141630 5 13.974 1121780 20.0
Supraene 13.645 6.2 ng 349095 5 13.974 1121780 20.0
Pentadecafluoro... 13.827 3.8 ng 215004 5 13.974 1121780 20.0
Heptadecane 14.127 3.6 ng 201332 5 13.974 1121780 20.0
Decane, 3,8-dim... 14.621 3.0 ng 170665 5 13.974 1121780 20.0
Hexadecane, 1-i... 15.127 5.6 ng 278670 6 15.445 1001060 20.0
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