LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc :

ALS Vvial : 13  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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140512.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 3 7 21 rVB 538954 834642 52.33% 5.260%
2 3.952 305 316 321 rBV2 12204 24396 1.53% 0.154%
3 4.522 408 413 422 rBV3 12406 26165 1.64% 0.165%
4 5.016 488 497 506 rBV4 6388 18145 1.14% 0.114%
5 5.093 5066 510 516 rBV 17305 24513 1.54% 0.154%
6 5.293 539 544 552 rBV2 11359 20359 1.28% 0.128%
7 5.504 574 580 589 rVB 1090252 1487159 93.24% 9.371%
8 5.781 624 627 635 rVB3 12652 20603 1.29% 0.130%
9 5.898 639 647 651 rBV4 13142 23969 1.50% 0.151%
106 6.034 663 670 674 rBv4 15917 25848 1.62% 0.163%
11 6.122 680 685 691 rBV2 29469 53744 3.37% 0.339%
12 6.175 691 694 698 rVB 16355 19205 1.20% 0.121%
13 6.310 712 717 721 rBV2 17744 29818 1.87% 0.188%
14 6.410 730 734 742 rBV5 21682 40244  2.52% 0.254%
15 6.51@0 745 751 764 rBV 1159720 1595046 100.00% 10.051%
16 6.616 764 769 773 rBV5 10844 21628 1.36% 0.136%
17 6.704 780 784 787 rBV3 18310 28931 1.81% 0.182%
18 6.834 796 806 808 rBV5 10889 25563 1.60% 0.161%
19 6.875 808 813 818 rVB 507598 643272 40.33% 4.054%
20 6.934 819 823 826 rBv4 13900 19141 1.20% 0.121%
21 7.016 834 837 841 rVB 20541 24168 1.52% 0.152%
22 7.140 854 858 862 rvB3 21533 29375 1.84% 0.185%
23 7.263 874 879 883 rBv4 21279 35323 2.21% 0.223%
24 7.434 903 908 917 rVB 735787 971864 60.93% 6.124%
25 7.51@ 917 921 925 rVB4 27518 41432 2.60% 0.261%
26 7.569 925 931 935 rBvV3 17970 34473 2.16% 0.217%
27 7.645 941 944 947 rBV3 20403 24094 1.51% 0.152%
28 7.681 947 950 957 rVB2 50291 71864 4.51% 0.453%
29 7.792 967 969 972 rVB3 20673 19918 1.25% 0.126%
30 7.828 972 975 978 rvVB2 15449 19136 1.20% 0.121%
31 7.898 983 987 991 rBV4 16396 26633 1.67% 0.168%
32 7.969 996 999 1004 rVB4 15155 20866 1.31% 0.131%
33 8.022 1004 1008 1011 rBvV2 19690 27761 1.74% 0.175%
34 8.098 1016 1021 1023 rBV3 17935 30227 1.90%  0.190%
35 8.151 1024 1030 1036 rVV 569108 797539 50.00% 5.026%
36 8.204 1036 1039 1043 rVV 105263 142924 8.96%  0.901%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc :

ALS Vvial : 13  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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.239 1043 1045 1052 rVB7 27220 42267 2.65% 0.266%
38 8.357 1061 1065 1072 rVB5 22224 42815 2.68% 0.270%
39 8.439 1075 1079 1084 rVB4 56089 81133 5.09% 0.511%
40 8.492 1085 1088 1091 rBV3 17690 19379 1.21% 0.122%
41  8.528 1091 1094 1097 rVB3 21421 25523 1.60% 0.161%
42 8.569 1097 1101 1104 rBV 88141 118113 7.40% 0.744%
43 8.657 1113 1116 1118 rBvV2 16129 19137 1.20% 0.121%
44  8.692 1118 1122 1127 rW5 24621 47237  2.96% 0.298%
45  8.739 1127 1130 1133 rBV3 15460 21105 1.32% 0.133%
46 8.834 1143 1146 1150 rVB2 52897 70344 4.41% 0.443%
47  8.928 1159 1162 1164 rBv4 19004 24879 1.56% 0.157%
48 9.028 1175 1179 1180 rBV3 28305 38221 2.40% 0.241%
49 9.139 1195 1198 1199 rBV3 24256 23799 1.49% 0.150%
50 9.169 1199 1203 1207 rVB 101990 134254 8.42% 0.846%
51 9.222 1207 1212 1221 rBV 1192947 1579536 99.03%  9.954%
52 9.304 1222 1226 1230 rBV2 54496 86308 5.41% 0.544%
53 9.622 1275 1280 1287 rVB3 138066 200413 12.56% 1.263%
54 9.769 1302 1305 1308 rBV3 28799 34020 2.13% 0.214%
55 9.904 1324 1328 1333 rVB 478847 609772 38.23%  3.843%
56 10.157 1367 1371 1379 rVB4 54930 105499 6.61% 0.665%
57 10.222 1379 1382 1385 rBV3 31586 45786 2.87% ©0.289%
58 10.316 1394 1398 1403 rBV4 40064 75291 4.72% 0.474%
59 10.551 1433 1438 1444 rBV 136828 201775 12.65% 1.272%
60 10.616 1445 1449 1453 rVWVW 86435 113885 7.14% 0.718%
61 10.698 1458 1463 1473 rVB 563970 775954 48.65% 4.890%
62 10.816 1479 1483 1491 rVB 193921 272001 17.05% 1.714%
63 11.280 1558 1562 1569 rVB 130818 201796 12.65% 1.272%
64 11.398 1577 1582 1590 rBV 484008 698493 43.79% 4.402%
65 11.633 1619 1622 1626 rBV 40638 51638 3.24% 0.325%
66 11.922 1667 1671 1678 rBV3 65893 103985 6.52% 0.655%
67 12.616 1785 1789 1793 rVB 53902 66032 4.14% 0.416%
68 12.845 1825 1828 1834 rVB 58809 83589 5.24% 0.527%
69 12.980 1846 1851 1858 rVB 1054715 1350980 84.70% 8.513%
70 14.045 2027 2032 2039 rBV 443561 653971 41.00% 4.121%

71 15.533 2281 2285 2303 rVB 303009 550105 34.49%  3.467%

Sum of corrected areas: 15869023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Nov 2024 20:54
: RC/JU
: P4910-05

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140512.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BF140512.D\data.ms

6.510
5.504

7.434

134 6.875

3.952 4522 5.609%.293 5.78 BEBFHAZEAG106. 61604837 AAIP63 i

Db A~
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Time-->
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TIC: BF140512.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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.
2.134  25.95 ng 834642 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 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (2.134 min): BF140512.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
R AABARZEEEENE
91 2.202.302.402.50
Ol 22 w/z 43.10  35.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T T[T [TTTT T
43.0 2.202.302.402.50
' 87.0 m/z 87.10  26.73%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 25.22%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- ST
73.0 2.202.302.402.50
m/z 41.10 11.80%
5000
45.0
29.0
0‘wuﬂmuuﬁJHW‘E%QHWWMW‘H‘_H‘MM‘MH‘MH‘_‘H N RANRNESRRRRaSER ARy
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Undecane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.204 3.58 ng 142924  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 78
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
4 Undecane 156 C1l1H24 001120-21-4 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
Abundance Scan 1039 (8.204 min): BF140512.D\data.ms (-1036) (-) m/z 57.10 100.00%
57.1
R R
H 98.1 1491 7.80 8.00 8.20 8.40 8.60
Ol 70 L 3200 TTTTA690 o hn 7110 43.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 I L AL B
7.80 8.00 8.20 8.40 8.60
m/z 43.10 41.85%
29.0 9
0\\\\‘\‘\‘\\"“\\\‘!“\\“\\8‘.9\\\“‘\\“\‘\\\]-\4.‘1\.(\)\\‘]_\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
Raman e A RARE
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 26.56%
O b 70 2400 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl- Ramas A RARR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 55.10 14.38%
29.0 112.0
b L8O a0 90
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60

8270-BF111324.M Thu Nov 21 ©5:21:57 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Succinic acid, tridec-2-yn-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.03 ng 81133 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, tridec-2-yn-1-yl ... 378 C23H3804 1000391-12-6 50
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 43
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43

Abundance Scan 1079 (8.439 min): BF140512.D\data.ms (-1075) (-) m/z 83.10 100.00%

83.1
41.1
5000
1451 \\\\‘\\\\‘\\\\’\\\\‘\\\
‘ | ‘ 177, 2 8.20 8.40 8.60 8.80
ol i “‘ by P — m/z 55.10  80.16%
miz-> 50 100 150 200 250
Abundance #286309: Succinic acid, tridec-2-yn-1-yl trans-hex-3-en-1
83.0
5000 L B LA LA BN B U
8.20 8.40 8.60 8.80
410 m/z 57.10 70.96%
o d ol [11903520 1970 2a90 aor,
m/z--> 50 100 150 200 250
Abundance #13201: Cyclohexane, propyl-
83.0
AR REREaEREE S
8.20 8.40 8.60 8.80
5000 m/z 41.10 63.61%
41.0
126.0
OHH\‘;“‘”‘M“‘J R T e R L AR S
miz--> 50 100 150 200 250
Abundance #43577: Cyclohexane, (4-methylpentyl)- R AARN SR
83.0 8.20 8.40 8.60 8.80
m/z 82.05 63.43%
5000
41.0
L1 o 1m0
0 ‘M T e T T R I SR e e
m/z--> 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.569 2.96 ng 118113  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 78
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
4 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 59
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 59

Abundance Scan 1101 (8.569 min): BF140512.D\data.ms (-1097) (-) m/z 57.10 100.00%

57.1
“HH“H‘\“\“\\\\‘\
29 85‘1 113.1 156 8.20 8.40 8.60 8.80
S b 3380 ID2 s 71,10 73.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 L L L I B LR R B
8.20 8.40 8.60 8.80
113.0 m/z 43.10 52.47%
27.0 85.0 '
O \‘\‘\‘\\“‘\\\‘u’u‘\\h}\‘\‘\\\‘\\1‘\‘\]-\3\2.\0’\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
R a s AR RmanS B
8.20 8.40 8.60 8.80
5000 m/z 41.10 30.46%
113.0
85.0
290 L | 169.0
R L T R SRR
m/z--> 20 40 60 80 100 120 140 160
Abundance #59070: Undecane, 6,6-dimethyl- e AR RmaaS BEE
57.0 8.20 8.40 8.60 8.80
m/z 56.10 20.97%
5000
113.0
29.0
80 | 1m0 1700
A Emas e e AR RmaaS BEE
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Nonane, 3,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.169 4.40 ng 134254  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 50
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 47
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 46

Abundance Scan 1203 (9.169 min): BF140512.D\data.ms (-1199) (-) m/z 57.10 100.00%

57.1
5000 85.1 W
R R RmaES S
1271 159.1 8.80 9.00 9.20 9.40
L ] 1832 ;
O v e e e m/z 71.10 93.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 L L L NI B LA BN R I
85.0 8.80 9.00 9.20 9.40
29.0 m/z 43.10  53.15%
‘ 127.0
O\‘\‘H\“‘iH“‘\\‘M\‘\‘H\“\H\‘\“H\‘\:!-TE)\G‘.QH\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
T
8.80 9.00 9.20 9.40
5000 m/z 85.10 37.59%
85.0
29.0
bt L 90 aa10 1690 1970
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester e ERAREEEE S S
57.0 8.80 9.00 9.20 9.40
m/z 41.10 34.70%
5000
29.0 113.0
Lm0
T S e RARRERREEEaE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54

Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: 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 Silane, trichlorodocosyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.304 2.83 ng 86308  Acenaphthene-dile 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 80
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
4 2-Hexyl-1-octanol 214 C14H3e0 019780-79-1 72
5 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 72
Abundance Scan 1226 (9.304 min): BF140512.D\data.ms (-1222) (-) m/z 57.10 100.00%
57.1
. MM
1932 L B L R IR R |
‘ ‘1231 9.00 9.20 9.40 9.60
ol ‘w\““”\ b ‘ MM m/z 43.10  62.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #322824: Silane, trichlorodocosyl-
43.0
5000 L B L R IR R |
9.00 9.20 9.40 9.60
m/z 71.10 54.37%
oLk ﬂ“ \, | .154.0 210.0 266.0
\\‘ \\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
CO
9.00 9.20 9.40 9.60
5000 m/z 55.10 48.15%
|0 18802130
S I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester RN R
57.0 9.00 9.20 9.40 9.60
m/z 41.10 48.03%
o A/WyfoJ\vjx\Aﬂdﬁj\MMV
Hno
oLl s 2e0
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60

8270-BF111324.M Thu Nov 21 ©5:21:58 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Carbonic acid, eicosyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.622 6.57 ng 200413  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 1280 (9.622 min): BF140512.D\data.ms (-1275) (-) m/z 57.10 100.00%

57.1
—— —
‘ ‘ ‘ 1411 193.2 9.50 10.00
ol b m/z 71.18 93.44%
miz--> 50 100 15 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e ——
9.50 10.00
m/z 43.10  80.54%
O T “\ \L‘ ‘ ‘ “‘ ‘H‘ “ \“‘ \‘]\-4\]- 0\ 182 0 T T T 2\5‘2.\0\ L ‘ \32\5\.|
m/z--> 50 100 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
9.50 10.00
5000 m/z 85.10 44 ,35%
99.0
0 \\ “‘\ ] \‘ I %4%0 183.0 239.0 296.0
““ A
miz--> 100 150 200 250 300
Abundance #90207: Dodecane, 2,6,10-trimethyl- —— —
57.0 9.50 10.00
m/z 41.10 41.34%
- MM
127.0
I L | 183.0
o‘”_wHHM‘_H“,HH_‘H_H e e
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF111324.M Thu Nov 21 ©5:21:58 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknownl1©.157 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.157 3.46 ng 105499  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 46
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 46
3 Tritetracontane 605 C43H88 007098-21-7 43
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 43
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 41

Abundance Scan 1371 (10.157 min): BF140512.D\data.ms (-1367) (-} | m/z 57.10 100.00%
7.1

5
5000
170.1

—
U} 10.00 10.50
ol "“wwﬂ!‘fih““MwHWwa”www_mww m/z 83.10  98.88%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45480: Dodecane
57.0

5000

T
10.00 10.50
m/z 71.10 86.54%

‘ J} 170.0

O‘\\‘\"\\\\“‘\I\“\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0

T
10.00 10.50

5000 ITI/Z 43.10 80.17%
I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T ——
57.0 10.00 10.50
m/z 55.10  73.52%
ol ‘ll‘ﬂlﬁ;o‘ 197.0267.0337.0  463.0 533.0 604.
e RS AR OO e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50

8270-BF111324.M Thu Nov 21 ©5:21:59 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1H,3H-Thieno[3,4-c]thiophen... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.316 2.47 ng 75291  Acenaphthene-di1e 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2 015441-54-0 70
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
Abundance Scan 1398 (10.316 min): BF140512.D\data.ms (-1394) (- m/z 170.10 100.00%
170.1
AUl
10.00 10.50
0! m/z 155.10 84.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45929: 1H,3H-Thieno[3,4-c]thiophene, 4,6-dimethyl-
170.0
59.0
5000 — ——
10.00 10.50
27.0 134.0 m/z 123.10 73.68%
91.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
P e
10.00 10.50
5000 ITI/Z 55.10 65.84%
115.0
Obrrrprrrrr o ek Al Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl- — ‘
170.0 10.00 10.50
m/z 69.10 63.94%
5000
oL a0 ss0 1280 | |
R ma R A RRARA s L e e R P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF111324.M Thu Nov 21 ©5:21:59 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : 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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.551 6.62 ng 201775  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Undecane 156 C1l1H24 001120-21-4 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1438 (10.551 min): BF140512.D\data.ms (-1433) (. m/z 57.10 100.00%
57.1

%

5000
85.1
113.1 169.1 10.50
o“HWMHM‘MwwHW‘ﬂw‘ﬁﬁ%}‘_h‘“‘uﬁ¥¥%?§%?u‘ m/z 71.10  54.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 e :
10.50
290 85.0 m/z 43.10  45.91%
ol Ll P00 1830110 5300
‘\\H‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74013: Tridecane, 2-methyl-
57.0
T \
10.50
5000 ITI/Z 85.10 29.52%
85.0
29.0
O M -
o A A S A SN Gt M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane T
57.0 10.50
m/z 41.10 25.39%
h /AJ\/wvxfwAW/yﬁJ\ﬁm/«
29.0 85.0
Ll a0 1m0
_‘H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF111324.M Thu Nov 21 ©5:21:59 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.616 3.74 ng 113885  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43

Abundance Scan 1449 (10.616 min): BF140512.D\data.ms (-1445) (- m/z 105.05 100.00%

106.1
77.0
182.1
5000
51.0

1050 1100
152.1
Ot A 228000 L2141 4y 77.05  68.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
o 182.0
5000
1050 1100
51.0 m/z 182.10  52.67%
o2z | | 1m0 |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
= =
77.0 10.50 11.00
5000 ITI z 51.00 24 .41%

51.0
0 27.0 | | 15\2'0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance itri

#58785: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile
105.0 1050 1100

m/z 181.10  11.97%

77.0
5000
51.0
184.0
obe b | 128.0154.0 "7 L oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 50 11 00

s =

8270-BF111324.M Thu Nov 21 ©5:22:00 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 12 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.816 7.79 ng 272001  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 70
Abundance Scan 1483 (10.816 min): BF140512.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1
. MJ
— —
‘ “ 11‘31 10.50 11.00
omw L ‘“‘_2‘2‘9‘1‘“““3‘3‘1:7‘”” m/z 71.10  80.94%
m/z--> 100 150 200 250 300 350
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — Y
10.50 11.00
1130 m/z 43.10 54.98%
183.0
O\ \“\ \“ “‘\“\“‘ \“\“\ \“‘\ T \“\“ T \2\5‘3\0\\\ ‘\ T \‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
10.50 11.00
5000 m/z 85.10 31.51%
ol \ | | F ‘1‘410183022502670 323.0 380.(
A e T e
m/z--> 50 100 150 200 250 300 350
Abundance #33088: Decane, 2-methyl- — T
43.0 10.50 11.00
m/z 41.10 27.05%
b M
5.0
\‘\ \‘ 1410
ol — e
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF111324.M Thu Nov 21 ©5:22:00 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.281 5.78 ng 201796  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 1562 (11.280 min): BF140512.D\data.ms (-1558) (- m/z 57.10 100.00%
57.1
2000 M\A
—— —
9&1
11.00 11.50
4ll 1832
ob L L] pars 1832o1512462 m/z 71.10  82.98%
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 47.26%
O \2\6\\ \ U‘ \“ T “‘ \‘ T \ \ ‘\ \]-8\\‘?’.\0“ T T T \25’3.\0\ T T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 46.01%
99.0
o200 || %0 1e10 1a0
m/iz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ——
57.0 11.00 11.50
m/z 41.10 27.23%
. M
0 L‘ L1 ‘\ | 1410 1830 2300 296
ot ““ A — T P P
m/z--> 100 150 200 250 11.00 11.50

8270-BF111324.M Thu Nov 21 ©5:22:00 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.98 ng 103985  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 76

Abundance Scan 1671 (11.922 min): BF140512.D\data.ms (-1667) (-} | m/z 73.85 100.00%
3.0

9.

43.1
5000
—
12.00
o} m/z 43.10 79.66%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000 L
129.0 12.00
185.0 228.0 m/z 60.00 77 .66%
1
O ’111?’
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
— R
12.00
5000 ITI/Z 41.10 69.32%
129.0
213.0
‘ H 157.0185.0 ‘
NI 1)1 B R O
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92068: Tridecanoic acid T
430 73.0 12.00
' m/z 57.10 68.97%
5000
129.0
‘ 171.0 214.0
101.0 ‘
o ALk sz .
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00

8270-BF111324.M Thu Nov 21 ©5:22:01 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Leucine, N-methyl-N-(2-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.845 2.56 ng 83589  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H1e 000129-00-0 68
2 Fluoranthene 202 C16H10 000206-44-0 64
3 1-Leucine, N-methyl-N-(2-methoxy... 401 C22H43NO5 1000328-54-6 59
4 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 49
5 1-Leucine, N-methyl-N-(2-methoxy... 331 C17H33NO5 1000328-54-1 45
Abundance Scan 1828 (12.845 min): BF140512.D\data.ms (-1825) (- m/z 202.10 100.00%
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Abundance #78085: Pyrene
202.0
5000 = e
12.50 13.00
101.0 m/z 201.10  16.21%
0290 630 ‘\‘ 1500 |
T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #78088: Fluoranthene
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Abundance #303002: I-Leucine, N-methyl-N-(2-methoxyethoxycarbor| P e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140512.D

Acqg On : 20 Nov 2024 20:54
Operator : RC/JU

Sample : P4910-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.134 25.9 ng 834642 1 6.875 643272 20.0
Undecane, 2,6-d... 8.204 3.6 ng 142924 2 8.151 797539 20.0
Succinic acid, ... 8.439 2.0 ng 81133 2 8.151 797539 20.0
Octane, 2,6-dim... 8.569 3.0 ng 118113 2 8.151 797539 20.0
Nonane, 3,7-dim... 9.169 4.4 ng 134254 3 9.904 609772 20.0
Silane, trichlo... 9.304 2.8 ng 86308 3 9.904 609772 20.0
Carbonic acid, ... 9.622 6.6 ng 200413 3 9.904 609772 20.0
unknown10.157 10.157 3.5 ng 105499 3 9.904 609772 20.0
1H,3H-Thieno[3,... 10.316 2.5 ng 75291 3 9.904 609772 20.0
Pentadecane, 2,... 10.551 6.6 ng 201775 3 9.904 609772 20.0
Benzophenone 10.616 3.7 ng 113885 3 9.904 609772 20.0
Hexadecane, 2,6... 10.816 7.8 ng 272001 4 11.398 698493 20.0
Tridecane 11.281 5.8 ng 201796 4 11.398 698493 20.0
Tetradecanoic acid 11.922 3.0 ng 103985 4 11.398 698493 20.0
l1-Leucine, N-me... 12.845 2.6 ng 83589 5 14.045 653971 20.0
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