LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acqg On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc :

ALS Vvial : 19 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131415.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.275 24 32 38 rVB 968315 1246579 38.71% 4.306%
2 2.387 46 51 56 rVB 53922 67696 2.10% 0.234%
3 5.187 522 527 539 rVB 516574 696947 21.64% 2.408%
4 5.575 587 593 596 rBV 2702356 2803937 87.06% 9.686%
5 5.969 654 660 665 rBvV3 92462 154456 4.80% 0.534%
6 6.022 665 669 672 rBV2 56741 84443  2.62%  0.292%
7 6.098 679 682 683 rBV 58094 41299 1.28% ©0.143%
8 6.116 683 685 687 rVvB 53625 40122 1.25% ©.139%
9 6.151 687 691 694 rBvV 84224 90961 2.82% 0.314%
10 6.193 694 698 705 rBvV2 212834 374037 11.61% 1.292%
11 6.251 705 708 711 rVB 181322 166536 5.17% 0.575%
12 6.281 711 713 717 rBV3 70408 79804 2.48% 0.276%
13 6.316 717 719 721 rVB 50806 40950 1.27% 0.141%
14 6.340 721 723 727 rVB3 36155 37709 1.17% 0.130%
15 6.387 727 731 735 rBV3 156452 227178 7.05% 0.785%
16 6.428 735 738 739 rBV2 53171 56518 1.75% ©.195%
17 6.445 739 741 744 rVB 142778 108908 3.38% 0.376%
18 6.493 744 749 754 rBV3 159477 299598 9.30% 1.035%
19 6.575 757 763 766 rVV 2448758 2894123 89.86% 9.998%
20 6.598 766 767 769 rW 85131 67727  2.10% 0.234%
21 6.628 769 772 774 rVW2 138160 115259 3.58% 0.398%
22 6.651 774 776 779 rVWV 63562 60802 1.89% 0.210%
23 6.692 779 783 787 rVV4 164014 246062 7.64% 0.850%
24 6.728 787 789 795 rVB3 146976 193992 6.02% 0.670%
25 6.792 795 800 801 rBV2 92025 127535 3.96% 0.441%
26 6.810 801 803 806 rVB2 100098 75503  2.34% 0.261%
27 6.840 806 808 810 rBv2 59817 59826 1.86% 0.207%
28 6.869 810 813 817 rvv2 105355 156489 4.86% 0.541%
29 6.916 817 821 822 rVV4 120902 160027 4.97% 0.553%
30 6.957 825 828 831 rVV 845391 773180 24.01% 2.671%
31 7.004 831 836 840 rVV3 126238 207198 6.43% 0.716%
32 7.040 840 842 843 rVWV 75990 70534 2.19% 0.244%
33 7.063 843 846 848 rVV 143479 160641 4.99% ©.555%
34 7.092 848 851 855 rVV3 196406 224480 6.97% ©.775%
35 7.128 855 857 859 rw 65844 57984 1.80% 0.200%
36 7.175 863 865 868 rBv2 84839 72728 2.26% 0.251%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acqg On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc :

ALS Vvial : 19 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.222 868 873 876 rVB3 108538 128959 4.00%  0.445%
38 7.351 891 895 897 rBv2 123222 108051 3.36% 0.373%
39 7.375 897 899 906 rvB4 53769 70652 2.19% 0.244%
40 7.487 911 918 919 rBV4 64229 106411 3.30% 0.368%
41  7.522 919 924 927 rVB 1804311 1755364 54.50% 6.064%
42 7.581 932 934 935 rBvV 60756 51775 1.61% 0.179%
43 7.598 935 937 940 rVB2 71245 69452 2.16% 0.240%
44 7.651 940 946 950 rBV2 50090 79188 2.46% 0.274%
45 7.692 950 953 956 rVB3 = 34513 36288 1.13% 0.125%
46 7.763 963 965 972 rVB3 49520 50595 1.57% 0.175%
47 7.834 974 977 979 rBv2 32155 34440 1.07% 0.119%
48 7.881 982 985 988 rVV3 47865 43226 1.34% 0.149%
49 8.245 1042 1047 1050 rBV 691964 624714 19.40% 2.158%
50 9.328 1225 1231 1234 rBV 3468036 3220596 100.00% 11.126%
51 9.398 1238 1243 1246 rBV 37336 33063 1.03% 0.114%
52 10.010 1342 1347 1350 rBV 886634 737075 22.89% 2.546%
53 10.039 1350 1352 1356 rVB 44001 33312 1.03% ©.115%
54 10.728 1464 1469 1473 rVB 76406 66009 2.05% 0.228%
55 10.804 1477 1482 1485 rBV 2306417 2106172 65.40% 7.276%
56 11.504 1597 1601 1603 rBV 935732 734309 22.80% 2.537%
57 11.527 1603 1605 1608 rVV 215737 162972 5.06% ©.563%
58 11.575 1608 1613 1616 rVV2 68761 84296  2.62% 0.291%
59 11.604 1616 1618 1622 rVB2 44257 41058 1.27% 0.142%
60 12.027 1688 1690 1694 rVB2 56422 61981 1.92% 0.214%
61 12.122 1702 1706 1714 rVB2 48989 62812 1.95% 0.217%
62 12.722 1805 1808 1812 rVB 330115 289191 8.98% 0.999%
63 12.957 1842 1848 1852 rBV 265725 295112 9.16% 1.019%
64 13.104 1868 1873 1876 rBV 3219207 2915613 90.53% 10.072%
65 13.286 1901 1904 1908 rVB 48131 39199 1.22% 0.135%
66 13.351 1913 1915 1918 rVB 62874 47297 1.47% 0.163%
67 13.992 2021 2024 2035 rVB 257589 311825 9.68% 1.077%
68 14.163 2044 2053 2055 rBV2 572174 668008 20.74%  2.308%
69 14.186 2055 2057 2062 rVB 141067 125347 3.89% 0.433%
70 14.257 2064 2069 2073 rBV2 105901 131492 4.08% 0.454%
71 14.627 2129 2132 2138 rBV4 33096 62142 1.93% 0.215%
72 15.239 2231 2236 2239 rBV 100546 150958 4.69% 0.521%
73 15.321 2246 2250 2253 rBV 33776 36082 1.12% 0.125%
74 15.563 2287 2291 2297 rVB 57867 81297 2.52% 0.281%
75 15.627 2297 2302 2309 rBV 89870 112962  3.51% 0.390%

76 15.698 2309 2314 2318 rVV 340816 451159 14.01%  1.559%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acqg On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vvial : 19 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.733 2318 2320 2326 rvVB2 59631 67644 2.10% ©0.234%
78 16.210 2396 2401 2405 rBV 31536 50879 1.58% 0.176%
79 16.274 2406 2412 2415 rBV7 15379 35509 1.10% 0.123%
80 16.757 2488 2494 2500 rBvV2 24656 49147 1.53% 0.170%
81 17.256 2574 2579 2589 rVB2 39566 87707 2.72% 0.303%
82 17.733 2655 2660 2668 rBV 28699 59845 1.86% 0.207%
83 18.174 2726 2735 2742 rBV7 13916 34298 1.06% 0.118%

Sum of corrected areas: 28947251
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 26 Nov 2022 01:36
: CG\JU
: N5762-05

. 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
BF131415.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.275 32.25 ng 1246580 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
Abundance  Scan 32 (2.275 min): BF131415.D\data.ms (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
A M anan s e
‘ Lg 0 220 240 2.60
Ol 2O m/z 43.05  44.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L AL L AL B
43.0 220 240 2.60
‘ 87.0 m/z 55.00  31.80%
29.0
OH\‘\H\‘\H\“\H\“Hf\[\\\\g‘(\)\\\“\}H‘H\\‘\H\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
N Eana e
410 g, 87.0 220 240 2.60
5000 | m/z 87.10 26.72%
1 s Il | L
A H‘_‘H“‘W‘H““,“‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl- A B A e
73.0 220 240 2.60

m/z 41.00 14.84%

5000
55.0
27.0 41,
oL 140 TR T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 18.03 ng 696947  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 527 (5.187 min): BF131415.D\data.ms (-522) (-) m/z 43.00 100.00%
3.0
59.0
5000
101 e
‘ 83.0 010 4.80 5.00 5.20 5.40 5.60
Ol el 10 O m/z 59.00  58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R LA B I
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00  16.53%
101.0
O\\‘\\\\‘\2\3\-‘3\\\\“w}\\‘\\w\‘\\\?%(9!\?%\'9\‘!\\!‘“\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e e o R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.99%
41.0
29.0 101.0
Oberrrreyr bbbyl 739, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R e o RREE
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.07%
5000 41.0
29.
‘ ‘ 87.0
. . OO A SUSOOOON | PO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknown5.969 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.969 4.00 ng 154456  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
2 4-Amino-1,6-dihydro-1-methyl-6-o0... 125 C5H7N30 001122-46-9 38
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 38
4 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 ©55282-34-3 37
5 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 35
Abundance Scan 660 (5.969 min): BF131415.D\data.ms (-654) (-) m/z 43.00 100.00%
43.0
73.1
125.1
5000
‘ H 97.1 5.60 5.80 6.00 6.20
SN ;‘m‘w‘ bbby w2 73,18 76.03%
miz--> 20 40 60 80 100 120 140
Abundance #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
125.0
5000 LI AL L L LA BN R
41.0 5.60 5.80 6.00 6.20
m/z 69.00 65.36%
84.0
O\ \1\5\.0’ T ‘\‘\ \M“\ \‘\‘ “‘ \“\‘\ \H“! T T ’J\-O\g\-o\ ’ \‘\ \1\4.‘().\()\
miz—-> 20 40 60 80 100 120 140
Abundance #12288: 4-Amino-1,6-dihydro-1-methyl-6-oxopyrimidine
125.0
5.60 5.80 6.00 6.20
5000 m/z 125.10 61.43%
42.0
68.0 97.0
18.0 ‘ ‘ ‘
b el e b
m/z--> 20 40 60 80 100 120 140 [\ )
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis- AT RmmaEmaL
69.0 125.0 5.60 5.80 6.00 6.20
m/z 55.00 51.76%
5000 41.0 M‘MM
84.0
0 15.0 ) L \H IR 109.0 || 140.0 ,AJLﬁh\k

I
miz--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36

Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octane, 2,6-dimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
6.193 9.68 ng 374037 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 81
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 72

4 Sulfurous acid, butyl octyl ester
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S

250 C12H2603S

1000309-17-5 59
1000309-18-8 53

Abundance Scan 698 (6.193 min): BF131415.D\data.ms (-694) (-) m/z 57.05 100.00%
57.0
prr A
| gs.1 1131 5.80 6.00 6.20 6.40 6.60
ol bl e 1420 0 s 4300 58.92%
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L L LA B R
5.80 6.00 6.20 6.40 6.60
410 m/z 71.10  47.47%
‘ 113.0
85.0
O \]-\5\.0‘\‘\‘\ \“M T \‘\" T \H} T ‘ \“\ T ‘ L 1 T ‘ T \]\-4‘.2\.(\)\
miz--> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl-
57.0
o T e e
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 42 .54%
41,0
112.0
0 26\.L Il . 850 | ~127.0142.0
I e L e e L o = A A
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- e e
57.0 5.80 6.00 6.20 6.40 6.60
m/z 56.05 29.82%
5000
41.0
113.0
OZG-L,%-OWO cupa A TN
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Heptane, 3-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.251 4.31 ng 166536  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 72
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 45
Abundance Scan 708 (6.251 min): BF131415.D\data.ms (-705) (-) m/z 57.10 100.00%
57.1
w i MMM_/M
980 L B B LI LA B
‘ 7?_ 0 ‘ 1131 6.00 6.20 6.40 6.60
Ot e e e e e e e m/z 43.10  45.59%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0 I e  RARAEEEmEs
6.00 6.20 6.40 6.60
98.0 m/z 41.10 29.61%
29.0 ‘ 71.0
O H‘\\\‘\“\\H“}\H‘H‘\‘MHH‘HHH‘\\‘\\‘H\!“H\J\-‘]-\S\\-\O‘\H\‘H\]-ﬁ\z\lg‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22117: Heptane, 2,3,6-trimethyl-
57.0
R A e R
6.00 6.20 6.40 6.60
43.0 o
5000 m/z 98.05 18.05%
71.0
29.0
MRSV MY RSOV B O SoB—— -1
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14561: Heptane, 2,5-dimethyl-
57.0 6.00 6.20 6.40 6.60
m/z 56.10  13.52%
5000 43.0
29.0
71.0 99.0
0 1! , || 850 " 113.0128.0 i
e e e e e e e e R e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Undecane, 5,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.387 5.88 ng 227178 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 83
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 58
4 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
5 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 53
Abundance Scan 731 (6.387 min): BF131415.D\data.ms (-727) (-) m/z 57.05 100.00%
57.0
RERRRREEA SIS SR
851 6.00 6.20 6.40 6.60 6.80
Db L 11120 1400 o
0“‘w““iu““H‘pu‘u“‘wwu“‘_““u““u m/z 43.05 73.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000
6.00 6.20 6.40 6.60 6.80
29.0 84.0 m/z 41.00 42.97%
0 | ‘ . H ‘ 113.0 155.0 184.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
(A
85.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 56.00 30.33%
0250 | leso | o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22130: Heptane, 3-ethyl-2-methyl- R
57.0 6.00 6.20 6.40 6.60 6.80
m/z 54.95 25.41%
5000
27.0 98.0
0?1420,
m/z--> 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF112122.M Thu Dec 01 13:12:50 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Nonane, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.445 2.82 ng 108908 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 72
3 Nonane, 2-methyl- 142 C10H22 000871-83-0 50
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 50
Abundance Scan 741 (6.445 min): BF131415.D\data.ms (-739) (-) m/z 57.00 100.00%
57.0
5000
41)0
AR
‘ by 98‘0 711421 6.20 6.40 6.60 6.80
Oberrprrrprretllierpedb e Bt e e 42 m/z 43.00  68.33%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B L I LN B
6.20 6.40 6.60 6.80
410 m/z 71.05 32.05%
98.0
0l 260 | |l 720 | 1130 1420
\\H‘\H\‘\\H‘\H\‘\H\’\\H‘\H\‘H\\‘\\H‘HH’HH‘HH’HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
e R e e
6.20 6.40 6.60 6.80
5000 m/z 41.00 26.47%
41)0
‘ 99.0
o"H‘?‘6“19"Hu!w“1:,"E;l(‘)"H‘WU‘HH,WW,W_W
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl- o ARRESEEEEE S
43.0 6.20 6.40 6.60 6.80
m/z 70.05 24.79%
5000
71.0
270 98.0
o,,127;0142'0 e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80

8270-BF112122.M Thu Dec 01 13:12:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 unknown6.492 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
6.492 7.75 ng 299598 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 49
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 46
3 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 43
4 1,4-Cyclooctanedione 140 C8H1202 055794-45-1 38
5 3-Ethyl-4-octene 140 Cl1oH20 019781-32-9 38
Abundance Scan 749 (6.492 min): BF131415.D\data.ms (-744) (-) m/z 69.00 100.00%
69.0
41.0
5000 1111
e e
‘ ‘ 8«%.0 140.2 6.20 6.40 6.60 6.80
obrll L T gz ss.1e 76.96%
miz--> 20 40 60 80 100 120 140
Abundance #7611: 3-Heptene, 2-methyl-, (E)-
69.0
41.0
5000 UL L B I B LA BN
6.20 6.40 6.60 6.80
112.0 m/z 41.80  62.41%
‘ 97.0
O \]-\5\.0‘ T M\ T “‘\ \‘H‘ \“‘\“H T \H“w T \" T \‘\ ’ L ’ T
miz--> 20 40 60 80 100 120 140
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
R RN
111.0 6.20 6.40 6.60 6.80
5000 m/z 70.05 49.02%
41.0
. 140.0
ol 260 “““ ALl ‘%9““, S I
m/z--> 20 40 60 80 100 120 140
Abundance #7610: 2-Heptene, 4-methyl-, (E)-  ERREEL
69.0 6.20 6.40 6.60 6.80
m/z 57.05 42.18%
41.0
5000
112.0
M O £ gy W . T
m/z--> 20 40 80 100 120 140 6.20 6.40 6.60 6.80

8270-BF112122.M Thu Dec 01 13:12:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknown6.628 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.628 2.98 ng 115259 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptadecyne 236 C17H32 026186-00-5 49
2 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 46
3 1-Octadecyne 250 C18H34 000629-89-0 43
4 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 43
5 endo-2-Methylbicyclo[3.3.1]nonane 138 C10H18 042558-37-2 41
Abundance Scan 772 (6.628 min): BF131415.D\data.ms (-769) (-) m/z 81.05 100.00%
570 810
5000
3000 111.1 AM
B ARRERLEE
140.1 6.40 6.60 6.80 7.00
0 A m/z 57.00  85.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #118882: 1-Heptadecyne
81.0
41.0
5000 L B L LI L B
6.40 6.60 6.80 7.00
109.0 m/z 41.00 76.86%
0+ . \“‘ T \“‘\ T “i \1\3\7‘.(\)\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #12008: Cyclohexanol, 1-ethynyl-
81.0
T
6.40 6.60 6.80 7.00
5000 m/z 69.05 73.83%
39.0 109.0
0 150,63‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #136136: 1-Octadecyne R ARRRESTSE S
41.0 81.0 6.40 6.60 6.80 7.00
m/z 67.00 69.48%
5000
109.0
0 15.0 3 1—l “ L Iy 137.0 166.0 \
1 H e e R e A RER
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Cyclohexane, 1-methyl-3-pro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.692 6.36 ng 246062  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 Cl1oH20 004291-80-9 90
2 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 80
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 72
4 Succinic acid, di(2-methylcycloh... 310 C18H3004 1000329-83-0 72
5 Cyclohexane, 1-methyl-4-(1-methy... 140 CleH20 006069-98-3 72
Abundance Scan 783 (6.692 min): BF131415.D\data.ms (-779) (-) m/z 55.00 100.00%
55.0 97.0
5000
 RARaEEEE R
39 140.1 6.40 6.60 6.80 7.00
T T Sy
L e M m/z 97.805 92.95%
miz--> 20 40 60 80 100 120 140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
g
550 97.0
5000 A\“\ﬂ“wuu‘uu‘uu,uu
6.40 6.60 6.80 7.00
m/z 41.00 34.12%
29.0 ‘ 81.0 140.0
O T T ‘ \‘\‘\ \““\ T \H!“ \H“\ T “J\ L !“ T \J‘-z\s\-o\ T } L
miz—-> 20 40 60 80 100 120 140
Abundance #20710: m-Menthane, (1S,3S)-(+)-
55.0 97.0
e
6.40 6.60 6.80 7.00
5000 m/z 69.05 22.16%
81.0 140.0
39
PN N L
miz--> 20 40 60 80 100 120 140
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- R R RRRERESEE R
55.0 6.40 6.60 6.80 7.00
97.0 m/z 96.10  15.89%
5000
81.0
39|0 ‘ 140.0
ol 250 AUl \‘1“\ el 2250 L W“M/‘\“,
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Cyclohexane, 1-ethyl-1-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.728 5.02 ng 193992  1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 64
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 59
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 59
4 Cyclohexane, 1-methyl-3-propyl- 140 Cl1oH20 004291-80-9 59
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 59
Abundance Scan 789 (6.728 min): BF131415.D\data.ms (-787) (-) m/z 97.10 100.00%
55.0 97.1
5000
e T
39H> ‘ 81‘-0 L 137.0 6.40 6.60 6.80 7.00
ol el Lo, m/z 55.00  85.81%
miz--> 20 40 60 80 100 120 140
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 L B LR B B
6.40 6.60 6.80 7.00
m/z 96.10 25.99%
39‘0 ‘ 81.0 ‘
O \]-\5\-0‘\‘}‘\ \‘i“\ T f‘ 1“ \H‘\ T “-‘\ L \“ T \‘1 \]‘-2\6\.(\)\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
MYV
6.40 6.60 6.80 7.00
5000 m/z 69.05 25.71%
81.0 140.0
ol 0 L 122077
m/z--> 20 40 60 80 100 120 140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans- R R BEEREE LSS R
55.0 97.0 6.40 6.60 6.80 7.00
m/z 43.00 21.53%
5000
126.0
390 ‘ 81.0 ‘
(IR AL “;”‘ m‘!“ A w“‘u SN NS M AR e\ T B
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown6.792 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.792 3.30 ng 127535 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 49
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 49
3 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 47
4 Cyclooctane, ethyl- 140 Cl1oH20 013152-02-8 43
5 Formaldehyde, (2-butenyl)methylh... 112 C6H12N2 068661-51-8 41
Abundance Scan 800 (6.792 min): BF131415.D\data.ms (-795) (-) m/z 69.05 100.00%
69.0
41.0 111.1
5000
95.0 L A
‘ | ‘H H ‘ ‘ 140.1 6.40 6.60 6.80 7.00 7.20
0 ""““ﬂ“MNN‘NM;‘ﬂ‘lwwLW‘JH"WW“Jl“ m/z 57.00 72.85%
miz--> 20 40 60 80 100 120 140
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 I L L B R
6.40 6.60 6.80 7.00 7.20
m/z 55.00 70.51%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
R R REEEE
111.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 41.05 63.97%
41.0
. 140.0
ol 260 “““ Ll ‘%9““‘ I I
m/z--> 20 40 60 80 100 120 140
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans- R e SRR
410 69.0 6.40 6.60 6.80 7.00 7.20
' 111.0 m/z 111.10 63.54%
5000
84.0 J\
NIRRT ] Y A w71 1L
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20

8270-BF112122.M Thu Dec 01 13:12:55 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Oxalic acid, allyl pentadec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.869 4.05 ng 156489 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 64
2 1-TIodo-2-methylundecane 296 C12H25I 073105-67-6 64
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 59

Abundance Scan 813 (6.869 min): BF131415.D\data.ms (-810) (-) m/z 57.00 100.00%

57.0
1391 T
Ll “‘97.0 i 6.60 6.80 7.00 7.20
Ob v bl b b m/z 43.85 89.55%
miz--> 50 100 150 200 250
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0
5000 LA B B L I B AL LR
71.0 6.60 6.80 7.00 7.20
m/z 41.05 52.36%
11.0
0 “\ ‘!““\ hr‘ \H“‘\‘ﬂ \‘ L sy \2?5\.0\ T
miz—-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
A RAREEEEEEEE R
6.60 6.80 7.00 7.20
5000 m/z 71.10 48.22%
27,0 99.0
ol 190 1690 ouig 296.(
el e e S
miz--> 50 100 150 200 250
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- AT “J‘\/‘W‘ e
43.0 6.60 6.80 7.00 7.20
m/z 55.00  33.49%
5000
85.0
L
o+ M“‘W‘“‘W —_—t——  ARARmEEEEEEE R
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36

Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Dodecane, 2,6,10-trimethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
7.063 4.16 ng 160641 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 64
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59

Abundance Scan 846 (7.063 min): BF131415.D\data.ms (-843) (-) m/z 57.05 100.00%
57.0

%,

5000
| i 650760720 740
1131 .80 7.00 7.20 7.
o_‘mim‘!u‘M‘HJ_‘Uw“1‘3‘?‘1‘”,””,””_” m/z 43.10  59.87%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 L B R B L L R
6.80 7.00 7.20 7.40
29.0 85.0 /z 71.85 54.47%
0

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

m
Ll ‘ 1130 1550 183.0 206.0 q
‘ T ‘ LI ‘ T \ T ‘ \ TT \ ‘ T T ‘ TTTT ‘ TTTT ’ TTTT ’ TTTT ‘ TTT

Abundance #152677: Sulfurous acid, butyl nonyl ester
*° Joae
R RRREr S
6.80 7.00 7.20 7.40
m/z 41.00 25.99%
5000 85.0
290 127.0
S R Y LN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane R R R
57.0 6.80 7.00 7.20 7.40
m/z 85.10 22.98%
5000
29.0 85.0
ol b i 1410 2840 SA LA A U A

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 wunknown7.092 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.092 5.81 ng 224480 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 49
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 47
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
4 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 43
5 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 38
Abundance Scan 851 (7.092 min): BF131415.D\data.ms (-848) (-) m/z 55.00 100.00%
55.0
83.0
5000
1111
R a
139.0 6.80 7.00 7.20 7.40
0 el L m/z 57.05  79.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
83.0
5000 UL L B I B AL LR
6.80 7.00 7.20 7.40
970 ‘ 1110 m/z 83.85 75.87%
O \‘\H\\‘i‘\\\h“\}‘\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0
A RAmmmanaat et
55.0 6.80 7.00 7.20 7.40
5000 m/z 41.00 71.96%
29.0
0 o Asao B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13200: Cyclohexane, propyl-  AREaRaREEE SR
55.0 83.0 6.80 7.00 7.20 7.40
m/z 43.05 46.88%
5000
27.0 126.0
0 w‘HH“”M‘!““:‘mlw‘w_m_m_m_m‘w_m_ M A et W o)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36

Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 2-Undecene, (E)- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
7.222 3.34 ng 128959 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Undecene, (E)- 154 C11H22 000693-61-8 53
2 Cyclohexane, 1,2,3-trimethyl- 126 CO9H18 001678-97-3 49
3 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 49
4 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 43
5 1-Undecene 154 C11H22 000821-95-4 43
Abundance Scan 873 (7.222 min): BF131415.D\data.ms (-868) (-) m/z 57.00 100.00%
57.0
41,0
5000
84.0
R AR
| “ H “ 11‘1-1 1542  6.807.007.20 7.40 7.60
L L LR m/z 55.00 76.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31412: 2-Undecene, (E)-
55.0
29.0
5000 N L B R R
6.80 7.00 7.20 7.40 7.60
83.0 154.0 m/z 43.05 76.52%
H | 1110
O\\\‘\‘!\\‘}iw‘w 1\‘”\‘\\1“\\”\‘\”\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
R A
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 65.36%
27.0 97.0
126.0
‘ 71.0
RN 15 A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl- R RARREEE LR
69.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 69.18  53.47%
5000
97.0 139.0
AN 0 ) o G -1 Y LA
m/z--> 20 40 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\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Naphthalene, decahydro-, tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.351 2.79 ng 108051 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 93
4 Spiro[4.5]decane 138 C10H18 000176-63-6 81
5 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 74
Abundance Scan 895 (7.351 min): BF131415.D\data.ms (-891) (-) m/z 67.00 100.00%
67.0
138.1
96.0
5000 41.0
T
‘ m ‘ | 1231 7.00 7.20 7.40 7.60
0l il ML, 1 " nl el m/z 138.05 76.04%
miz--> 20 40 60 80 100 120 140
Abundance #19466: Naphthalene, decahydro-, trans-
67,0 138.0
41.0 95.0
5000 e r ey e e
7.00 7.20 7.40 7.60
m/z 68.05 72.71%
15.0 ‘ ‘ 110.0
O\\‘\‘\‘!\\}h\\H‘}“\H‘\\“H‘\\‘\H“\]\-“\\‘\\\\“\\
miz—-> 20 40 60 80 100 120 140
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
e A REREEaE
7.00 7.20 7.40 7.60
5000 41.0 m/z 96.05 55.86%
RO N =Y
m/z--> 20 40 60 80 100 120 140
Abundance #19452: Naphthalene, decahydro-, cis- T
67.0 96.0 138.0 7.00 7.20 7.40 7.60
m/z 81.10 55.30%
h i WW\WWV/MM
ol 280 L Ll o
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.992 9.34 ng 311825  Chrysene-di12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2024 (13.992 min): BF131415.D\data.ms (-2021) (- m/z 57.05 100.00%

57.0
07.1
5000

]( 21811 234.0 14.00
ol Wb LA a8t ] 2821 n/z ss.e0  98.27%
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosanol
97.0
57.0
5000 LA
14.00
ﬁsgo m/z 43.05 92.50%
04 T ‘\‘ 1 \‘ ‘H‘ “‘h “h \%8%\9‘2‘12\2\0\2‘6\4\9 \3?8\ \0\ \3‘6\4\9 T
m/z--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
=
97.0 14.00
5000 ITI/Z 83.10 74.55%
0 \‘ \‘\ I “ “\ \ \h I 1782 0 238 0 283. O 384.(
ity L I B e
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate T
57.0 14.00
97.0 m/z 97.10 67.34%
5000
0 \‘ \‘\ ‘\ 1 I ?182 0 2380 283 0 334.0
il “‘ e T e T T el
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Triphenylphosphine oxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.257 3.94 ng 131492  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
3 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 37
4 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15NO2 1000080-00-3 32
5 cyclopenta[d][1,3]thiazine-2,4-d... 277 C13H11NS3 1000397-11-2 25
Abundance Scan 2069 (14.257 min): BF131415.D\data.ms (-2064) (- m/z 277.05 100.00%
277.1
5000 AK
7.0 1501 1830
46{9 ‘ 1069 | ‘ H 228.1 14.00 1450
L e m/z 278.10  32.32%
miz--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00 14 50
77.0 199.0 m/z 77.00  24.947%
olL40 470 ‘ 107.0 15f0 H ‘
T T T T ‘ T T T T ‘ T T T T T T \ T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 183.00 21.25%
77.0 152 0183 0
4710 ‘
RN L N
m/z--> 50 100 150 200 250
Abundance  #169507: 2-Phenyl-6-(trifluoromethyl)-1H-indol-4-ol ¥ A 2
277.0 14.00 14.50
m/z 201.00 21.12%
5000
180.0
114.0
o0 70 TTuso | om0l | ..
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acq On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.563 3.60 ng 81297  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2291 (15.563 min): BF131415.D\data.ms (-2287) (-} m/z 252.05 100.00%
252.1
5000
M s
207.0 . :
o?’%f‘?w‘?%?wmwEH‘H““lﬁ?“l‘_wm‘:m_ 2835 mjz 250.10  30.13%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000 ) j\ = /\ —
15.50
m/z 253.10 22.75%
125.0
0 63.0 98.0, | 174.0 2240 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘H\
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138563: Benzo[K]fluoranthene
252.0 f\ﬂ
FT \
15.50
5000 125.10 11.14%
126.0
‘WH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_ RBamana
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138568: Benzo[b]fluoranthene
252.0 15.50
125.90 11.14%
5000
126.0
0L 630 99.0 ‘H 1740 2240 hH
R RamEaE e e R AR ARaER A e R e
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131415.D

Acqg On : 26 Nov 2022 01:36
Operator : CG\JU

Sample : N5762-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.275 32.3 ng 1246580 1 6.957 773180 20.0
2-Pentanone, 4-... 5.187 18.0 ng 696947 1 6.957 773180 20.0
unknown5.969 5.969 4.0 ng 154456 1 6.957 773180 20.0
Octane, 2,6-dim... 6.193 9.7 ng 374037 1 6.957 773180 20.0
Heptane, 3-ethy... 6.251 4.3 ng 166536 1 6.957 773180 20.0
Undecane, 5,6-d... 6.387 5.9 ng 227178 1 6.957 773180 20.0
Nonane, 4-methyl- 6.445 2.8 ng 108908 1 6.957 773180 20.0
unknown6.492 6.492 7.8 ng 299598 1 6.957 773180 20.0
unknown6.628 6.628 3.0 ng 115259 1 6.957 773180 20.0
Cyclohexane, 1-... 6.692 6.4 ng 246062 1 6.957 773180 20.0
Cyclohexane, 1-... 6.728 5.0 ng 193992 1 6.957 773180 20.0
unknown6.792 6.792 3.3 ng 127535 1  6.957 773180 20.0
Oxalic acid, al... 6.869 4.0 ng 156489 1 6.957 773180 20.0
Dodecane, 2,6,1... 7.063 4.2 ng 160641 1 6.957 773180 20.0
unknown?7.092 7.092 5.8 ng 224480 1 6.957 773180 20.0
2-Undecene, (E)- 7.222 3.3 ng 128959 1 6.957 773180 20.0
Naphthalene, de... 7.351 2.8 ng 108051 1 6.957 773180 20.0
1-Hexacosanol 13.992 9.3 ng 311825 5 14.163 668008 20.0
Triphenylphosph... 14.257 3.9 ng 131492 5 14.163 668008 20.0
Benzo[e]pyrene 15.563 3.6 ng 81297 6 15.698 451159 20.0
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