LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc :

ALS vial : 7 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140291.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 24 rVB 1368799 2336957 93.22% 8.169%
2 5.093 501 510 516 rBV 49570 77309 3.08% 0.270%
3 5.493 572 578 584 rBV 1517664 1957254 78.07% 6.842%
4 6.498 743 749 754 rBV 1559791 2017472 80.47% 7.052%
5 6.810 799 802 808 rVB 24541 31608 1.26% ©0.110%
6 6.875 808 813 819 rBV2 592156 763247 30.44%  2.668%
7 6.934 819 823 830 rBV 54808 90411 3.61% 0.316%
8 6.998 830 834 845 rVB 292181 403285 16.09% 1.410%
9 7.145 852 859 866 rvB 221289 414377 16.53% 1.449%
106 7.216 866 871 874 rBV 181485 232188 9.26% 0.812%
11 7.310 883 887 895 rVB2 103824 153818 6.14% 0.538%
12 7.387 895 900 903 rBvV 25587 45280 1.81% 0.158%
13 7.434 903 908 913 rBV 1039079 1328556 52.99% 4.644%
14 7.522 918 923 933 rVB 63621 110965 4.43% 0.388%
15 7.681 946 950 957 rVB5 15538 30931 1.23% 0.108%
16 8.157 1023 1031 1038 rBV 715669 921295 36.75%  3.220%
17 8.745 1127 1131 1135 rBV 34395 47022 1.88% 0.164%
18 9.234 1208 1214 1219 rBV 1906267 2506994 100.00% 8.763%
19 9.310 1223 1227 1231 rBV 164980 199797 7.97% 0.698%
20 9.622 1277 1280 1284 rBV5 18726 27635 1.10% 0.097%
21 9.728 1293 1298 1302 rVB 287030 363064 14.48%  1.269%
22 9.839 1312 1317 1322 rVB 153007 197045 7.86% 0.689%
23 9.916 1324 1330 1335 rWwV 761457 992741 39.60% 3.470%
24 10.028 1345 1349 1353 rBv4 18707 27416 1.09% 0.096%
25 10.110 1359 1363 1369 rBV5 25697 47408 1.89% 0.166%

26 10.345 1395 1403 1410 rVB 448268 603972 24.09%
27 10.563 1435 1440 1446 rBV3 39774 88575 3.53%
28 10.628 1446 1451 1458 rVV 231655 322158 12.85%
29 10.704 1458 1464 1470 rBV 1065872 1374120 54.81%
30 10.816 1479 1483 1492 rVB 179565 282206 11.26%
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R

31 10.939 1501 1504 1512 rVB 52637 76117  3.04%
32 11.139 1534 1538 1543 rBV 571286 744843 29.71%
33 11.269 1556 1560 1571 rVB 401208 636486 25.39%
34 11.404 1578 1583 1588 rBV 711423 899625 35.88%
35 11.580 1610 1613 1616 rVvB2 117209 129305 5.16%
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N
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36 11.692 1630 1632 1638 rVB3 56468 77374  3.09% 0.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.792 1646 1649 1652 rVB2 55316 64977  2.59% 0.227%
38 11.898 1657 1667 1669 rvv2 264952 787105 31.40% 2.751%
39 11.928 1669 1672 1680 rVV2 500279 932075 37.18%  3.258%
40 11.992 1680 1683 1688 rVB 248410 308523 12.31% 1.078%
41 12.104 1698 1702 1710 rVB 323837 539017 21.50% 1.884%
42 12.416 1752 1755 1758 rBV2 135368 180227 7.19% 0.630%
43 12.451 1758 1761 1766 rVB 178648 235234 9.38% 0.822%
44 12.716 1803 1806 1812 rBV2 204007 344338 13.74%  1.204%
45 12.869 1829 1832 1835 rBV 188645 229693 9.16% 0.803%
46 12.992 1848 1853 1863 rBV 1566127 2232154 89.04% 7.803%

47 13.533 1941 1945 1949 rBV 1518342 2195052 87.56% 7.673%

Sum of corrected areas: 28607251
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Nov 2024 11:54
: RC/JU
: P4732-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
BF140291.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

TIC: BF140291.D\data.ms

5.493

.146

5.093

6.498

6.875

Mgt

7.434

7522 ¢

Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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.
2.146 61.24 ng 2336960 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
Abundance Scan 9 (2.146 min): BF140291.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431 A
R RARAARaEEEEE
‘ ‘ ‘ 2.202.302.402.502.60
Ob el L 1970 1281 1650 2070 n/; 43,10 39.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T[T T TTTT 7T
43.0 2.202.302.402.502.60
' ‘ ‘ m/z 55.10  28.28%
O\\\\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R ARARRREEEES
41.0 2.202.302.402.502.60
5000 m/z 87.05 26.32%
15.0 97.0
o T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2104: Acetamide, N-ethyl- R ARARaRE SRS
30.0 2.202.302.402.502.60
m/z 41.10 13.36%
5000 87.0
0‘HLMMHNH?%?A‘_iH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H T
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.998 10.57 ng 403285 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 78
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
4 Decane, 3-methyl- 156 C1l1H24 013151-34-3 59
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53

Abundance Scan 834 (6.998 min): BF140291.D\data.ms (-830) (-) m/z 57.05 100.00%

57.0 T
5000 85.1
6.60 6.80 7.00 7.20 7.40
O s il =% ;
ottt e e m/z 71.05 55.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 | L LB B
85.0 6.60 6.80 7.00 7.20 7.40
290 m/z 43.05 48.98%
O “ \“\ H\ \‘\ I \\‘ llﬁo\ 1410 L 1690 2120
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
R T
85.0 6.60 6.80 7.00 7.20 7.40
5000 ' m/z 85.10 38.68%
29.0 113.0
0“W‘NHHM‘WthWWH“HJW“H‘H“_“W‘H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 31.25%
5000 85.0
29.0 113.0
0“W‘duw‘HWHJHWW‘H‘HE‘W“W‘H“H“_‘H“H“ T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Hexane, 2,2,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.145 10.86 ng 414377  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 859 (7.145 min): BF140291.D\data.ms (-852) (-) m/z 57.10 100.00%
57.1
43.0 711 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ | “ 85.0 gg o 113.2 6.80 7.00 7.20 7.40
O o e SR m/z 56.05 44.48%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 ‘_\j‘\uu‘uu‘uu‘uu‘\
6.80 7.00 7.20 7.40
41.0 m/z 43.05 30.93%
71.0
27.‘0
O\\‘\HUHH‘H‘\H‘H‘H‘H\\}‘H\\‘8\\5\\()‘\2\9‘\()\\]\_‘]_\3\\(\)‘\]-\2\\8‘9\\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
R R mams EE
43.0 1o 6.80 7.00 7.20 7.40
5000 . m/z 41.05 26.44%
113.0
0 279 LIl Il 8?0 99.0 | 127.0142.0
et e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14582: Hexane, 2,2,5-trimethyl- R Ea e AR RA SR
57.0 6.80 7.00 7.20 7.40
m/z 71.10 24.82%
5000
41.0
71.0
0 “ ! \ 85.0 113.01970
‘WHHMHWH‘wuH_HWHH‘HH_HWHH_‘H_HWHH_H‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Octane, 2,2,6-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.216 6.08 ng 232188 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
3 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 64
4 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 59
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 871 (7.216 min): BF140291.D\data.ms (-866) (-) m/z 57.05 100.00%
57.0
- N\/\M/\/W
650 PR e e
39‘ ‘ 0 i34 - 6.80 7.00 7.20 7.40 7.60
0 H““‘HM“M“N“_“‘W“J“““_“‘]““ m/z 56.05 32.53%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 "j‘\uu‘uu‘uu‘uu‘u
6.80 7.00 7.20 7.40 7.60
m/z 43.05 27.87%
20.0 ‘ 85.0
141.0
0 \\‘\‘\‘\\“\\\u'u‘\\‘\\‘\‘\\\“\171\3\?\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
e REama REEEE S
6.80 7.00 7.20 7.40 7.60
5000 m/z 71.10 23.54%
29.0 “
113.0
85.0
miz--> 60 80 100 120 140 160
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 23.39%
5000
0 80 1130 169.0
H““w“‘ i A e
m/z--> 20 60 80 100 120 140 160 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\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

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

BF110524 .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 Hexane, 3,3-dimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.310 4.03 ng 153818 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 64
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 64
Abundance Scan 887 (7.310 min): BF140291.D\data.ms (-883) (-) m/z 71.10 100.00%
71.1
43.1
5000
R R S RERR
‘ 990 1411 7.00 7.20 7.40 7.60
ol vy e e m/z 43.10  69.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
71.0
5000 L L R I B B
7.00 7.20 7.40 7.60
m/z 57.10 57.45%
99.0
O\]-\E)\.(‘)\‘\‘\\““}\\h“\\“}\‘1‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
71.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.00 7.20 7.40 7.60
5000 m/z 85.10 38.38%
e T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- R RN RSN
57.0 7.00 7.20 7.40 7.60
m/z 70.10 31.42%
5000
29.0 85.0
Ll 130 1656 16302060
R R B R e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BF110524.M Mon Nov 11 ©0:55:50 2024

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.310 4.03 ng 199797  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1227 (9.310 min): BF140291.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1
5000
85.1
AR mama TN
H 1131 1412 198.2 9.00 9.20 9.40 9.60
bl il 7202, 141:2 1692 1982y, 43,05 77.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L B LR B B
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 56.66%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
L ARESEEEETEE T
9.00 9.20 9.40 9.60
5000 m/z 41.10 39.16%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane RARmaEE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.56%
5000
85.0
29.0
ol L moimo o
e e A e RN RRN EEE NN SR
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\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.728 7.31 ng 363064  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 99
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 60
3 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 49
4 2,6-Diisopropylanisole 192 C13H200 002944-52-7 46
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 46

Abundance Scan 1298 (9.728 min): BF140291.D\data.ms (-1293) (-) | m/z 177.10 100.00%
177.1

41.1
5000 67.0 135.1 220.2

91.0

S

9.‘50 10.‘00
(o} m/z 41.10 48.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet

177.0
220.0
41.0
5000 — —
67.0 135.0 9.50 10.00
95.0 ‘ ‘ m/z 135.05 39.72%
oh ““‘ “’h“‘h““ \“\‘\‘ ‘H“u‘ “‘ “ ‘H‘HH \‘\“‘\\‘ ‘\‘M‘H‘ H‘\ ‘M‘ : “‘ o \!“ b “‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0
P P
9.50 10.00
5000 57.0 m/z 220.20 38.42%
oo 130 220.0

sl ook T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99724: 2-Acetyl-3,4,5,6-tetrafluorobenzaldehyde P P
177.0 9.50 10.00
m/z 67.05 36.53%

o

5000 220.0

149.0
99.0

ol 420 750 ‘ 1250 | || \‘ |
ey e TR e b =

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

%

8270-BF110524.M Mon Nov 11 ©0:55:50 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.345 12.17 ng 603972  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 1403 (10.345 min): BF140291.D\data.ms (-1395) (- m/z 57.10 100.00%
57.1
5000 85.1 L/V/LJ\
- =
h 113.1141.0169.1 226.2 10-00 10-50
Obrrrrre el b 2L 0109.1197.1220.2 0 myz 43.10 72.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 = =
10.00 10.50
290 85.0 m/z 71.10  59.15%
0 “ ‘ L | H‘ 113.0141.0169.0197.0226.0
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
= =
10.00 10.50
m/z 85.10 39.49%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane . T
57.0 10.00 10.50
m/z 41.10 34.54%
5000 85.0
29.0
0 L | [t180141.0160,0198.0
‘H‘H‘wu‘w‘w‘mm‘_‘M‘Hupu‘w‘H‘_H‘_‘H,HH‘H‘W‘H‘ — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50

8270-BF110524.M Mon Nov 11 ©0:55:51 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.628 6.49 ng 322158  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 1451 (10.628 min): BF140291.D\data.ms (-1446) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0 T ‘ T T ‘ T
10.50 11.00
152.1
b preet e A2 20T 2HLL 7 77,10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— A
10.50 11.00
510 m/z 182.10  53.20%
o2t | 12701520 |
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
—r— —
10.50 11.00
5000 77.0 m/z 51.05 25.73%
51.0
0 15.0 | ! 13§.0 164.0
R A e e AR RamE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro- = .
105.0 10.50 11.00
m/z 181.10 9.15%
77.0
5000
51.0
0 I \‘ il | ‘ 127.0 1540
e e e e e e e e Oy .
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

8270-BF110524.M Mon Nov 11 ©0:55:51 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.816 6.27 ng 282206  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1483 (10.816 min): BF140291.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1

-

5000 85.1
10.50 11.00
113.1
om‘w_Hh‘_Mw‘_mm‘“‘1‘5‘?"%‘13?"%‘2‘1“1‘%%‘}9?‘W‘ m/z 43.10  78.52%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123958: Heptadecane
57.0
5000 85.0 T T
10.50 11.00
290 m/z 71.10 64.66%
H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
- T
10.50 11.00
m/z 85.10 41.64%
5000 85.0
29.0
HwH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane T —
57.0 10.50 11.00
m/z 41.10 35.07%
5000 85.0
29.0
0 ||| 30141016001980
e e e e e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF110524.M Mon Nov 11 ©0:55:52 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Methacrylic acid, tetradecy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.139 16.56 ng 744843  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 91
2 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 91
3 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 80
4 Cetene 224 C16H32 000629-73-2 46

5 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 46

Abundance Scan 1538 (11.139 min): BF140291.D\data.ms (-1534) (- m/z 69.10 100.00%

411 691
5000
97.1

— —
125 1 11.00 11.50
Js

168.2
S ‘wmw“H‘W‘H“H‘W‘H“}9ﬁ?ugf§?w m/z 41.10 85.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #176250: Methacrylic acid, tetradecyl ester
69.0
41.0

o

5000 97.0 — —
11.00 11.50
m/z 87.05 69.25%
125.0
Ll | ‘h I 168.0 196.0
O\‘\\\\"}\\‘\“\ “\‘1‘\\\\‘\\\\‘}‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140803: n-Dodecyl methacrylate
41.0
69'0 T ‘ T T ‘ T
11.00 11.50
5000 m/z 43.10 50.29%
97.0
h 125.0 168.0
0‘_‘H,HNW‘M‘ﬂ‘uuHWW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #106962: 2-Propenoic acid, 2-methyl-, decyl ester —— ‘
41.0 69.0 11.00 11.50

m/z 55.10 50.04%

5000

\ | h | 140.0
Ot A e e ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50

‘910
|

%

8270-BF110524.M Mon Nov 11 ©0:55:52 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

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

Quant Title

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

BF110524 .M

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 Octadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.269 14.15 ng 636486  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1560 (11.269 min): BF140291.D\data.ms (-1556) (- m/z 57.10 100.00%
57.1
5000 85.1 MJLJL
1100 1150
1131 :
141.1
Ot LT A411169.2107.2 2322 s 43,10 70.39%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #141058: Octadecane
57.0
5000 85.0 T i i
11.00 11.50
0.0 m/z 71.10 64.45%
: 113.0
O TTT ‘ \‘\‘\ T ‘L\ T \H ‘ T \H} T ‘w‘\ T \“ T \‘}‘\ ‘ \‘\]\-%‘]\- \0\‘\]‘-\6? \0“\]\_\9\7‘ \(\)\2\‘2\5\ \0\‘2\\5\4\‘9
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #123958: Heptadecane
57.0
— —
11.00 11.50
5000 85.0 m/z 85.10 43.60%
29.0
oL M80141016901070 2400
R A e L et AAAARARRRRA S
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 11.00 11.50
m/z 41.10 32.45%
5000 85.0
29‘ 0 ‘ | | 1130 1550 1970
O b et et b e e e e e e —— —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50

8270-BF110524.M Mon Nov 11 ©0:55:53 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.808 1750 ng 787105 Phenanthrene-d1e 11.404

Hit# of 5 Tentative ID MW MolForm CASH# Qual

»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 49
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47
sophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 47
-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 35

VA wWwN R
N H— R R

Abundance Scan 1667 (11.898 min): BF140291.D\data.ms (-1657) (- m/z 70.10 100.00%
70.1
5000
‘ ‘ 1150 12.00
192.1 . .
0 ‘wm‘“‘w‘h“,wuwuu”,ww_““‘_m_m‘ m/z 149.00  63.33%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 N LN
11.50 12.00
m/z 261.15 59.48%
029(# h J H‘ 207.0 | [304.0347.0
\\\‘\\\’\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0 — ——
11.50 12.00
5000 67.0 ITI/Z 57.10 44 ,39%
o2 Ll ki 11 2070 | 3040 3610
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester P P
261.0 11.50 12.00
m/z 112.10 41.81%
5000 70.0
149.0
Bl L | e
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF110524.M Mon Nov 11 ©0:55:53 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.928 20.72 ng 932075  Phenanthrene-dle 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1672 (11.928 min): BF140291.D\data.ms (-1669) (- m/z 73.00 100.00%

43.1 73.0
5000
129.1
213.2

L) ‘M 157.1185.2 ‘ 256.1 12.00
om,w_“ww“w”mm‘uHw‘w“”wwmwlw m/z 60.00 91.53%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘ ‘
12.00

) 157.01g5213.0  256.0 :
0,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92063: Tridecanoic acid
73.
43.0 0

12.00
5000 129.0 m/z 41.10 65.07%
171.0
214.0
0159?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —

43.0 73.0 12.00

m/z 57.10 64.49%

5000 129.0
199.0
o B
Hu\ Wyl

15.0‘
0“wﬂmﬁmwk‘M‘_‘H_‘H‘HH‘H‘W‘ﬂW‘H‘_H‘_‘HM‘H‘H —

m/z--> 20 40 60 80 100120140160 180200 220 240260 12.00

8270-BF110524.M Mon Nov 11 ©0:55:54 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 5-Octadecene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.992 6.86 ng 308523  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 83
2 1-Octadecene 252 C18H36 000112-88-9 80
3 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 68
4 3-Octadecene, (E)- 252 C18H36 007206-19-1 66
5 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 62
Abundance Scan 1683 (11.992 min): BF140291.D\data.ms (-1680) (- m/z 57.10 100.00%
57.1
87.0
5000
12.00
1251  168.2 253.3 :
0 Mw‘;‘mw Hu“Ju‘ml‘w‘wwH‘ww‘,%97,‘2‘?,25‘2‘_””” m/z 69.10  88.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #138523: 5-Octadecene, (E)-
55.0
83.0
5000 T
12.00
111.0 m/Z 41.10 88.62%
27,0
ol L 139:0168.0196.0224.0252.0
\H‘HH‘\H ‘\H\‘HH‘HH‘HH \H\‘H\\’HH’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #138519: 1-Octadecene
43.0
83.0 L —
12.00
5000 m/z 43.10 75.10%
111.0
Jas0l | ||| || [901680196.022402520
et e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176250: Methacrylic acid, tetradecyl ester ——
69.0 12.00
410 m/z 87.05 66.81%
5000 97.0
125.0
LI w L 168.0196.0
O brrrpdbrrpirt et b e prerr e rrer e s
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 16 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.104 11.98 ng 539017 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1702 (12.104 min): BF140291.D\data.ms (-1698) (- m/z 57.10 100.00%

57.1
5000

_— -
9.1
1200 12.50
141.2 243.2
L2  r  m/z 43.10  67.84%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — e
12.00 12.50

m/z 71.10 63.44%

ol L] F d%410183022502670 323.0  380.(
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59040: Dodecane, 4-methyl-

43.0

o

lZﬁOO 12ﬁ50
5000 85.0 m/z 85.10 46.06%
141.0
0\\“\“‘\ ‘\h‘n“‘\h”!“‘]\-8\4\.(‘)\\\\‘\\\\‘\\\\’\\\\ JJ\/J\ANW
m/z--> 50 100 150 200 250 300 350

Abundance #193300: Dodecane, 1-iodo- P e
57.0 12.00 12.50
m/z 41.10 28.19%

9.0 1550

197.0
I 1 0 N O £ N S

m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 17 Cyclopentane, nonyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.416 4.01 ng 180227  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, nonyl- 196 C14H28 002882-98-6 87
2 Cyclopropane, 1-(1,2-dimethylpro... 252 C18H36 041977-42-8 64
3 Cyclopentane, decyl- 210 C15H30 001795-21-7 46
4 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 38
5 Cyclopentane, undecyl- 224 C16H32 006785-23-5 38
Abundance Scan 1755 (12.416 min): BF140291.D\data.ms (-1752) (-} ' m/z 69.10 100.00%
69.1
5000
111
——
391 ‘ ‘ 1431 221.2 ‘ 12.50
(- J | “H ‘” s Lo 1822 | 2581288 L/, 6s.10  86.96%
miz--> 50 150 200 250
Abundance #71757.Cydopentane,nonyk
69.0
5000 U
12.50
20.0 ‘ 110 o0 m/z 55.10  79.54%
0 T T “‘\ ‘} “‘ ‘ “ ‘ \h\ ?-E)‘s.\o‘\ T T “. T T T T ‘ T T T T
miz--> 50 150 200 250
Abundance #138541: C clopropane, 1-(1,2-dimethylpropyl)-1-methyl
69.0
——
12.50
5000 m/z 83.10 76.37%
11.0
2090
b LA ss0 , 290 2520
miz--> 50 100 150 200 250
Abundance #87657: Cyclopentane, decyl- T
69.0 12.50
m/z 41.10 61.40%
5000
29.0 11.0
210.0
m/z--> 50 5 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 18 1-Hexadecanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.451 5.23 ng 235234  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 72
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 70
3 Cetene 224 C16H32 000629-73-2 62
4 Pentafluoropropionic acid, 4-hex... 388 C19H33F502 1000283-04-1 58
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 58
Abundance Scan 1761 (12.451 min): BF140291.D\data.ms (-1758) (-] | m/z 83.10 100.00%
83.1
43.1
5000
125.1 ‘12‘50‘
' 206.1 :
0 m,w‘m‘ _HM‘MuH“‘w!we‘hmi"Hlfﬁnl‘uH_w?ﬁ?‘-??ﬁﬁnlw m/z 55.10 91.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126369: 1-Hexadecano
55.0
5000 1
12.50
m/z 43.10 69.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
83.0 e
12.50
5000 m/z 69.10 65.82%
230
1960
0 ,%530 2980, 2690
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #104590: Cetene —
41.0 12.50
m/z 70.10 63.38%
83.0
5000
b L7 tsa0 2240 -
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 19 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.716 7.66 ng 344338 Phenanthrene-d10 11.404
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 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1806 (12.716 min): BF140291.D\data.ms (-1803) (- m/z 43.10 100.00%

i Jﬂfﬂv«/\ﬁmJ\Mﬂ/Nv
5000 129.1

5.1
1851 2412 — ——
‘ ‘ ‘ 284.3 12.50 13.00
0 Al b b L 35 g5 e 88.53%
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 — —
1290 12.50 13.00
m/z 57.10 83.88%
29. 185.0 541 284.0
0’ H}M‘\“‘l \“‘\ \‘ T “ -t \L‘ T \L\ T
miz-> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
— —
12.50 13.00
5000 129.0 m/Z 60.00 77 .20%

o

29.
199.0 242.0
H\\‘HM “\\h“‘wm‘\‘m} “‘\}63;‘0; “‘ N R
m/z--> 50 100 150 200 250 300
Abundance

#143510: n-Hexadecanoic acid T
60.0 12.50 13.00

m/z 41.10 70.59%

5000 129.0 W
1710 2130 256.0

ob— “\“ “#W‘OJH‘MN \“ ‘ ‘ | “ L

7 ‘
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 20 Hexanedioic acid, dioctyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.533 20.00 ng 2195050  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
3 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 64
4 Diisooctyl adipate 370 C22H4204 001330-86-5 59
5 Adipic acid, cycloheptyl isohexy... 326 C19H3404 1000324-71-8 47
Abundance Scan 1945 (13.533 min): BF140291.D\data.ms (-1941) (- m/z 129.05 100.00%
129.1
57.1
5000
m B
241.2 :
ol “u “‘M | ‘h‘ Lo 18022412 3132 L s7.10  52.96%
m/z--> 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 — :
13.50
m/z 55.10 38.03%
O\\\‘\ \h‘\}‘\‘\1\“‘\\\1\9‘9.9\2\4\‘]."()‘\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279380. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
R \
13.50
5000 57.0 m/z 70.10 35.86%
Ll e 0
ol bl Ly 1990 [T a1z0 sro
m/z--> 50 100 150 200 250 300 350
Abundance #145543: Hexanedioic acid, mono(2-ethylhexyl)ester — ‘
129.0 13.50
m/z 71.10 34.01%
5000 M
‘ 241.0
oLl L sz .
m/z--> 50 100 150 200 250 300 350 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140291.D

Acqg On : 08 Nov 2024 11:54
Operator : RC/JU

Sample : P4732-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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... 2.146 61.2 ng 2336960 1 6.875 763247 20.0
Pentadecane 6.998 10.6 ng 403285 1 6.875 763247 20.0
Hexane, 2,2,4-t... 7.145 10.9 ng 414377 1 6.875 763247 20.0
Octane, 2,2,6-t... 7.216 6.1 ng 232188 1 6.875 763247 20.0
Hexane, 3,3-dim... 7.310 4.0 ng 153818 1 6.875 763247 20.0
Tetradecane 9.310 4.0 ng 199797 3 9.916 992741 20.0
2,5-Cyclohexadi... 9.728 7.3 ng 363064 3 9.916 992741 20.0
Hexadecane 10.345 12.2 ng 603972 3 9.916 992741 20.0
Benzophenone 10.628 6.5 ng 322158 3 9.916 992741 20.0
Heptadecane 10.816 6.3 ng 282206 4 11.404 899625 20.0
Methacrylic aci... 11.139 16.6 ng 744843 4 11.404 899625 20.0
Octadecane 11.269 14.2 ng 636486 4 11.404 899625 20.0
1,3-Benzenedica... 11.898 17.5 ng 787105 4 11.404 899625 20.0
n-Hexadecanoic ... 11.928 20.7 ng 932075 4 11.404 899625 20.0
5-Octadecene, (E)- 11.992 6.9 ng 308523 4 11.404 899625 20.0
Heptacosane 12.104 12.0 ng 539017 4 11.404 899625 120.0
Cyclopentane, n... 12.416 4.0 ng 180227 4 11.404 899625 20.0
1-Hexadecanol 12.451 5.2 ng 235234 4 11.404 899625 20.0
Octadecanoic acid 12.716 7.7 ng 344338 4 11.404 899625 20.0
Hexanedioic aci... 13.533 20.0 ng 2195050 5 14.057 2195050 20.0
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