LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acqg On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc :

ALS vial : 9 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130909.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.234 18 25 31 rVB 930282 1204348 72.59% 2.742%
2 4.293 366 375 379 rBv2 126912 181656 10.95% 0.414%
3 4.616 420 430 436 rVB2 157209 210831 12.71% 0.480%
4 5.081 502 509 511 rBvV3 157810 245789 14.82% 0.560%
5 5.110 511 514 518 rVB 222104 228604 13.78%  0.520%
6 5.163 518 523 527 rBV 831147 885220 53.36% 2.015%
7 5.351 550 555 559 rBV2 241149 366082 22.07% 0.833%
8 5.434 564 569 571 rBV2 119757 142134 8.57% 0.324%
9 5.551 583 589 592 rVB 1714030 1659018 100.00% 3.777%
106 5.634 600 603 606 rBV 173132 163135 9.83% 0.371%
11 5.704 612 615 617 rBV2 303888 311068 18.75% ©0.708%
12 5.722 617 618 621 rVB 232481 175205 10.56% 0.399%
13 5.751 621 623 626 rVB 228007 205940 12.41% 0.469%
14 5.798 626 631 633 rBV3 159092 234625 14.14% 0.534%
15 5.963 650 659 662 rBV3 339145 542759 32.72% 1.236%
16 5.998 662 665 670 rBV3 188004 313473 18.90% 0.714%
17 6.098 680 682 685 rvB2 358127 296812 17.89% 0.676%
18 6.134 685 688 691 rBV2 115636 149679 9.02% 0.341%
19 6.187 691 697 702 rBV4 480431 934104 56.30% 2.126%
20 6.234 702 705 708 rVB 390445 350548 21.13% 0.798%
21  6.263 708 710 714 rBVv4 110291 171070 10.31% 0.389%
22 6.298 714 716 718 rVB 176182 131167 7.91% 0.299%
23 6.369 723 728 731 rBV3 306239 490801 29.58% 1.117%
24  6.428 736 738 741 rVB 240238 186578 11.25% ©.425%
25 6.469 741 745 750 rBV3 1094273 1381279 83.26% 3.144%
26 6.516 750 753 755 rBvV2 182512 176201 10.62% 0.401%
27 6.551 755 759 763 rVB 1599213 1537607 92.68% 3.500%
28 6.610 766 769 771 rBV2 318788 282634 17.04% 0.643%
29 6.681 775 781 784 rBV3 334236 563535 33.97% 1.283%
30 6.710 784 786 792 rVB4 370369 462595 27.88% 1.053%
31 6.763 792 795 798 rBv4 525451 591491 35.65% 1.346%
32 6.793 798 800 803 rVB 241145 185758 11.20% 0.423%
33 6.840 806 808 811 rBvV2 113593 149831 9.03% 0.341%
34 6.892 814 817 819 rBv4 293753 330345 19.91% 0.752%
35 6.934 821 824 828 rVB2 859468 924734 55.74%  2.105%

36 6.992 828 834 836 rBv2 400454 451592 27.22%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acqg On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc :

ALS vial : 9 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.022 836 839 841 rBV3 123755 150612 9.08% 0.343%
38 7.040 841 842 845 rVB2 187561 145150 8.75% 0.330%
39 7.075 845 848 852 rVB3 462958 438188 26.41% 0.997%
40 7.110 852 854 856 rVB2 184187 135761 8.18% ©0.309%
41 7.157 860 862 864 rBV 261871 225238 13.58% 0.513%
42 7.204 864 870 873 rVB3 1023591 1015714 61.22% 2.312%
43 7.234 873 875 876 rBV 232408 170776 10.29% ©.389%
44 7.269 876 881 885 rVB2 242158 398714 24.03%  0.908%
45 7.316 885 889 890 rBV3 342055 416902 25.13%  0.949%
46 7.328 890 891 894 rVB2 318025 235746 14.21% 0.537%
47 7.357 894 896 901 rVB3 322124 364962 22.00% 0.831%
48 7.404 901 904 908 rBV5 177963 267506 16.12% 0.609%
49 7.469 908 915 917 rBV3 585808 948363 57.16% 2.159%
50 7.498 917 920 923 rBV2 1047432 1055453 63.62% 2.403%
51 7.522 923 924 929 rVB 825632 746095 44.97%  1.698%
52 7.581 929 934 936 rBV5 620809 880990 53.10% 2.005%
53 7.628 936 942 946 rBV6 389218 784855 47.31% 1.787%
54 7.681 948 951 953 rVB3 140917 136370 8.22% ©.310%
55 7.704 953 955 957 rBv2 292216 304415 18.35% 0.693%
56 7.816 967 974 975 rBV6 351871 584803 35.25% 1.331%
57 7.834 975 977 979 rVV2 345052 305817 18.43% 0.696%
58 7.857 979 981 985 rVV3 572610 760371 45.83% 1.731%
59 7.898 985 988 990 rVvB2 331094 378731 22.83% 0.862%
60 7.928 990 993 995 rBV3 368306 331170 19.96% ©.754%
61 7.957 995 998 1001 rVV2 617809 651423 39.27% 1.483%
62 8.004 1004 1006 1008 rBV 359020 252882 15.24% 0.576%
63 8.034 1008 1011 1014 rBV5 246843 265081 15.98% 0.603%
64 8.087 1017 1020 1023 rVB2 307104 310067 18.69% ©.706%
65 8.122 1023 1026 1027 rBV2 194530 191302 11.53% 0.435%
66 8.169 1032 1034 1036 rVV2 279976 297073 17.91% 0.676%
67 8.192 1036 1038 1041 rVV 1009809 1109378 66.87% 2.525%
68 8.222 1041 1043 1045 rVV 902259 785815 47.37% 1.789%
69 8.245 1045 1047 1049 rVV2 379843 374049 22.55% 0.851%
70  8.275 1049 1052 1054 rVB2 823265 785525 47.35%  1.788%
71 8.304 1054 1057 1060 rBV3 477567 502493 30.29% 1.144%
72 8.369 1065 1068 1070 rBV3 173835 217360 13.10% 0.495%
73 8.398 1070 1073 1074 rVV3 157247 154518 9.31% 0.352%
74  8.422 1074 1077 1080 rVB 411899 318764 19.21% ©.726%
75 8.510 1088 1092 1096 rVB5 539398 733596 44.22% 1.670%
76 8.557 1097 1100 1103 rBV3 238162 241923 14.58% ©.551%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acqg On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc :

ALS vial : 9 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 8.592 1103 1106 1110 rVB5 294433 337856 20.36% 0.769%
78 8.634 1110 1113 1115 rBV 524956 397362 23.95% 0.905%
79 8.657 1115 1117 1120 rBV2 231918 208392 12.56% 0.474%
80 8.722 1126 1128 1131 rBV2 196333 185965 11.21% 0.423%
81 8.757 1131 1134 1137 rVV4 266697 288157 17.37% 0.656%
82 8.804 1139 1142 1146 rVB 642366 486268 29.31% 1.107%
83 8.892 1155 1157 1162 rVB5 156936 239013 14.41% 0.544%
84  8.934 1162 1164 1167 rVB 255933 187582 11.31% 0.427%
85 9.034 1179 1181 1184 rVB 167244 148579 8.96%  0.338%
86 9.086 1188 1190 1192 rBV2 121413 132132 7.96% 0.301%
87 9.298 1222 1226 1229 rBV 1904349 1486787 89.62%  3.385%
88 9.369 1235 1238 1242 rBV2 231924 232959 14.04% 0.530%
89 9.981 1337 1342 1345 rBV 701802 557989 33.63% 1.270%
90 10.769 1473 1476 1479 rBV 803974 640281 38.59% 1.458%
91 11.475 1592 1596 1599 rBV 613746 504689 30.42% 1.149%
92 12.927 1841 1843 1848 rVV3 109096 125709 7.58% 0.286%
93 13.063 1862 1866 1869 rBV 1512095 1240541 74.78% 2.824%
94 13.286 1901 1904 1907 rBV 129084 130864 7.89% 0.298%
95 13.633 1960 1963 1965 rBV 164922 139061 8.38% 0.317%
96 13.963 2016 2019 2021 rBV 168699 142098 8.57% 0.323%
97 14.121 2043 2046 2049 rBV 443535 387738 23.37% 0.883%
98 14.280 2070 2073 2076 rBV 208614 191561 11.55% 0.436%
99 14.586 2123 2125 2130 rVB 162918 147859 8.91% 0.337%
100 15.651 2303 2306 2308 rBV 169490 197591 11.91% 0.450%

Sum of corrected areas: 43929232
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 01 Nov 2022 19:59
: CG\JU
: N5234-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
BF130909.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF130909.D\data.ms
2000000
5.551 6.551
1500000 7.498
10000001 2.234
5.163
500000
05.351
4293 4.616 .
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF130909.D\data.ms
2000000 9.298
13.063
1500000
1000000
10.769
500000
13.28
0 — — — — — T . T — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130909.D\data.ms
2000000
1500000
1000000 14121
500000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.234 26.05 ng 1204350 1,4-Dichlorobenzene-d4 6.934

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 25 (2.234 min): BF130909.D\data.ms (-18) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
T
220 240 260
T ;
o+t e e e e m/z 43.05 45.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L
43.0 220 240 260
' 87.0 m/z 55.05 30.40%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\!\‘f“\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
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 e
220 240 2.60
5000 41.0 55.0 ITI/Z 87.10 26.14%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- N B o
73.0 220 240 260
m/z 41.05 14.89%
5000
45.0
ol 200 || 590 | ,
T e e e e e I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.163 19.15 ng 885220 1,4-Dichlorobenzene-d4 6.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
4 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 59
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 50
Abundance Scan 523 (5.163 min): BF130909.D\data.ms (-518) (-) m/z 111.10 100.00%
111.1
69.0
43.0
5000
83.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ M | ‘ o 126.0 4.80 5.00 5.20 5.40
7. . o
bl ST L 1260 sz 69.05  8e.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 410 \‘8\0\\\‘0\0\\\‘2\0\”’6\\‘\
83.0 4.80 5.00 5.20 5.4
m/z 43.05 59.46%
27.0 ‘ ‘
O \\‘HH’\HH‘HH"HH\“\‘H‘\‘\\‘\‘\1H\‘\“\}\\‘HH"HH‘HH‘]_\Z\}G\.‘()\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
4.80 5.00 5.20 5.40
5000 55.0 m/z 55.05 57.13%
41.0 126.0
27.0
0 ‘wHH,‘H‘LhHH“,!‘Hwlu_MHnfﬁ{‘o“?‘7(9”“””_”“_”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl- A“H“‘H“‘H“,H“‘
69.0 111.0 4.80 5.00 5.20 5.40
m/z 41.05 48.01%
5000 55.0
41.0 126.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.963 11.74 ng 542759 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 81
3 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 80
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 80
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
Abundance Scan 659 (5.963 min): BF130909.D\data.ms (-650) (-) m/z 55.05 100.00%
55.0 97.0
5000
39]1 81.0 B N RARE LTSS s
‘ | “ ‘ | 126.1 5.60 5.80 6.00 6.20
0 HwWHWNHwu‘mHu““um‘mW‘_m‘m_m‘ww m/z 97.85 96.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000
5.60 5.80 6.00 6.20
39,0 m/z 41.85 38.61%
‘ ‘ 81.0 ‘ 126.0
O \\‘H\\‘H\\‘\\\\H‘H\“\U!‘\‘\HM}\H\“\‘H\‘\H1‘\\\\‘\\\\‘\\!\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 910
e R RRENET
5.60 5.80 6.00 6.20
5000 m/z 69.05 25.05%
390 | 7#_0 ‘ 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) A
55.0 97.0 5.60 5.80 6.00 6.20
' m/z 81.05 20.82%
5000
126.0
0‘}ﬂPMJﬁHHMMwﬂM_HMpuﬂmuwuhuuwuwumwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.187 20.20 ng 934104  1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 58
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 46
4 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 46
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 43

Abundance Scan 697 (6.187 min): BF130909.D\data.ms (-691) (-) m/z 55.10 100.00%

55.1
83.0
41.1
5000
97.1 s R AR
‘ ‘ ‘ Gﬂ.‘l ‘ 126.1 5.80 6.00 6.20 6.40 6.60
Obreperrerrreprrraere gl el ol el 2L L myz 83.05  70.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
41.0 83.0
5000 [TTT T I T[T prrroprT
126.0 5.80 6.00 6.20 6.40 6.60
69.0 98.0 m/z 41.10 60.60%
OH‘HH‘\\H‘\\H‘\‘H\wh!‘\‘\\‘\H“HH“‘\1\\‘\‘H‘!‘\HM‘\H\‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7536: Cyclohexane, ethyl-
83.0
R e RRASS RRT
55.0 5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 57.05 51.43%
41.0
112.0
27.0 69.0
Obrrprerr el el 20

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13202: Cyclohexane, propyl-

83.0 5.80 6.00 6.20 6.40 6.60

m/z 43.10 46.62%

55.0
5000
41.0
126.0
27.0 69.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59

Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Undecane, 5,6-dimethyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
6.369 10.62 ng 490801 1,4-Dichlorobenzene-d4 6.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 72
2 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 64
3 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 46
Abundance Scan 728 (6.369 min): BF130909.D\data.ms (-723) (-) m/z 57.05 100.00%
57.0
o W\MW
e
851 6.00 6.20 6.40 6.60
sop g ol 2251
O vy PRl mw e m/z 43.05 75.08%
m/z--> 20 40 60 100 120 140 160 180
Abundance #59058.Undecane,&G{mnemyL
57.0
5000 LI L L L LA LA BN R
6.00 6.20 6.40 6.60
290 84.0 m/z 41.05 53.86%
0 \‘ M ‘1130 155.0 184.0
\\‘\\\\‘\\\ ‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #145874: Decyl isobutyl carbonate
57.0
N RAmaEE R
6.00 6.20 6.40 6.60
5000 m/z 56.10 31.88%
29.0 85.0
112.0 1400
0 \m““u\‘1\“”H}‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #128342: Isobutyl nonyl carbonate R A RREmNREESE SRR
57.0 6.00 6.20 6.40 6.60
m/z 55.05 30.23%
5000
29.0 85.0
Ll L g, wse
ow_‘wm _u‘w ‘H_m‘_‘uH_m_m‘m A
m/z--> 20 60 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF102722.M Mon Nov 07 11:15:58 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.469 29.87 ng 1381280 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 81
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 76
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 CleH20 062960-76-3 70
4 4-Nonene, 3-methyl-, (Z)- 140 CleH20 063830-69-3 52
5 2-Nonene, 2-methyl- 140 Cl1oH20 002129-95-5 46
Abundance Scan 745 (6.469 mln) BF130909.D\data.ms (-741) (-) m/z 69.10 100.00%
69.1
5000 125.1 MAM\/\W
840 A
“ | | 1101 1401 6.20 6.40 6.60 6.80
omwwwwwwwl“Hw“mwHJMHH,:nwmw}w m/z 55.05 80.83%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 UL L B I NI AL LR
1250 6.20 6.40 6.60 6.80
L 84.0 m/z 41.10 69.50%
140.0
OZGT’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
o ARRARRESEE R
6.20 6.40 6.60 6.80
5000 m/z 70.05 62.00%
84.0
26‘ H 1110 1400
o""‘H"""‘_m_‘m"‘“1“"‘w"""Wm,uH_Wulw
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]- AREEAEEEE L
55.0 6.20 6.40 6.60 6.80
m/z 56.10 53.42%
5000 70.0
140.0
111.0
o""‘H""f‘?“""“‘H""""w!""H"‘m,w_ww!w‘ ALERALIL A L A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80

8270-BF102722.M Mon Nov 07 11:15:59 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1,1,3,3,5-Pentamethylcycloh... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.681 12.19 ng 563535 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,3,3,5-Pentamethylcyclohexane 154 C11H22 070810-19-4 59
2 6-Dodecanol 186 C12H260 006836-38-0 47
3 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 38
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 38
5 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 38
Abundance Scan 781 (6.681 min): BF130909.D\data.ms (-775) (-) m/z 55.10 100.00%
55.1 83.1
5000 139.2
T EERARREEESSE L
‘ ‘ ‘ 1111 6.40 6.60 6.80 7.00
0 m_mg‘m‘u‘u T T O N W m/z 83.10 90.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31464: 1,1,3,3,5-Pentamethylcyclohexane
83.0
=000 139.0
R RRREAREEET L
55.0 6.40 6.60 6.80 7.00
m/z 69.10 72.41%
29.0 ‘
O \\\‘\\\\‘i‘\\\‘!‘\\\\[1\\\“\\\\‘\\\\}\\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #61035.6—Dodecano
55.0
REaamaERE RS
83.0 6.40 6.60 6.80 7.00 ;
5000 m/z 41.10 62.847%
29.0 115.0
o m_u\‘ wHu‘H\uw:W“\H““1‘3‘5-‘9“‘}5?;9_”
m/z--> 60 80 100 120 140 160 180
Abundance #3799:l—Butene,Z;&S—UnnethyL  RRRmaE L R
55.0 83.0 6.40 6.60 6.80 7.00
m/z 97.10 57.39%
5000
29.0 \M
0 H“ﬂ«‘hh‘WM“‘w1“ww““u““u“‘u““‘ ISNITALL A A
m/z--> 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF102722.M Mon Nov 07 11:15:59 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 8 Cyclohexane, 1-methyl-3-pro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.710 10.00 ng 462595 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 Cl1oH20 004291-80-9 62
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 58
3 Cyclohexane, 1-methyl-2-propyl- 140 CleH20 004291-79-6 58
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 53
5 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 53
Abundance Scan 786 (6.710 min): BF130909.D\data.ms (-784) (-) m/z 55.10 100.00%
55.1
97.1
5000
39 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
| $ | 81.’1 ‘ 1251 6.40 6.60 6.80 7.00
S m‘u“ Al “ b by 2wz 97.10 79.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
55.0 97.0
5000 \/\N\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.40 6.60 6.80 7.00
m/z 69.10 49.29%
29.0 ‘ ‘ 81,0 ‘ 140.0
O\‘\‘\‘\\““\\\H!“\H‘\\“J\\\\“\\\\‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
R E R
6.40 6.60 6.80 7.00
5000 m/z 41.10 47 .82%
81.0 140.0
ol el T 1220787
m/z--> 20 40 60 80 100 120 140 160
Abundance #20743: Cyclohexane, 1-methyl-2-propyl- R A maaaE R
7.0 6.40 6.60 6.80 7.00
55.0 m/z 70.16  33.24%
5000
390
‘ ‘ ‘ 81.0 140.0
ol ALl e
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\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Decane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.763 12.79 ng 591491 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 58
2 Tetradecane 198 C14H30 000629-59-4 53
3 Tridecane 184 C13H28 000629-50-5 50
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 49
5 Octane 114 C8H18 000111-65-9 43
Abundance Scan 795 (6.763 min): BF130909.D\data.ms (-792) (-) m/z 43.10 100.00%
43.1
5000
105.1 e ERamasREE SR
H ‘ ‘ ‘ o 6.40 6.60 6.80 7.00
Ol bl gl b 2422 mjz 57.10 96.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 L L L NI B BN R I
71.0 6.40 6.60 6.80 7.00
m/z 41.18  56.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
AR EamEsREEE S
6.40 6.60 6.80 7.00
5000 m/z 71.10 35.89%
85.0
29.0
R R e B e R IL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane AR e
57.0 6.40 6.60 6.80 7.00
m/z 55.10  25.14%
5000
29.0 85.0
‘H“H“H“_"w"H“H“H“_“w“u“u“u“ EEEEmEsmEEES SR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

8270-BF102722.M Mon Nov 07 11:16:01 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.204 21.97 ng 1015710 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 90
2 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 74
3 Cyclopentane, hexyl- 154 C11H22 004457-00-5 64
4 5-Undecene 154 C11H22 004941-53-1 62
5 3-Undecene, (E)- 154 C11H22 001002-68-2 58
Abundance Scan 870 (7.204 min): BF130909.D\data.ms (-864) (-) m/z 69.10 100.00%
41.1 69.1
5000
85.1
111.1 R R RREE
M ‘ ‘ | ‘ raay 1542 6.80 7.00 7.20 7.40 7.60
OFrrrrrilh ! i | Al ““ bl ﬂl - - m/z 55.18  96.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 | B AL B R
6.80 7.00 7.20 7.40 7.60
154.0 m/z 41.10 86.04%
97.0
1T T P =
O’\\\\i}\\“‘\H\‘\H‘H\\\‘\‘“\\}\‘\‘\\\i\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 57.10 75.80%
‘ 97.0 139.0
okl Al ] s
m/z--> 20 40 60 80 100 120 140 160
Abundance #31432: Cyclopentane, hexyl- AR ama s
41.0 69.0 6.80 7.00 7.20 7.40 7.60
m/z 43.10 70.55%
5000
97.0 154.0
g e
(NN SN AN ARLLUL I A
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60

8270-BF102722.M Mon Nov 07 11:16:02 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown7.581 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.581 22.42 ng 880990 Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 42
2 Cyclooctane, methyl- 126 CO9H18 001502-38-1 35
3 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 27
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 27
5 Geranyl isovalerate 238 C15H2602 000109-20-6 27
Abundance Scan 934 (7.581 min): BF130909.D\data.ms (-929) (-) m/z 69.10 100.00%
ar1 | 991 105.1
5000
25'1 148.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ ‘ | 7.20 7.40 7.60 7.80 8.00
0 Qb A ) 1682 pso 55 19 88.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl-
69.0
5000 U L B R
41.0
111.0 7.20 7.40 7.60 7.80 8.00
m/z 105.10 83.85%
O\ \2‘4\..9\ \“‘\ T WH“ \‘M‘\ T ‘a‘\b.\q WH’ T \M T ‘ \‘\ T ’ \]\.E\)4\..‘0\ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #13198: Cyclooctane, methyl-
55.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.10 83.19%
29.0 83.0 1110
o Lm0
m/z--> 20 40 60 80 100 120 140 160
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl- R aREEE s R Raa
69.0 7.20 7.40 7.60 7.80 8.00
m/z 57.10 62.70%
5000 111.0
41.0
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00

8270-BF102722.M Mon Nov 07 11:16:02 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown7.628 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.628 19.98 ng 784855  Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 38
2 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 38
3 Octane, 3-methyl- 128 C9H20 002216-33-3 38
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 35
Abundance Scan 942 (7.628 min): BF130909.D\data.ms (-936) (-) m/z 57.10 100.00%
57.1
971 1311 L B L L B I B
39 . ‘ ‘ 153.2 7.40 7.60 7.80 8.00
0! . ‘wa‘ww‘hwcw‘m‘h““‘ m/z 41.10 40.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000 L B L LI LN B
7.40 7.60 7.80 8.00
m/z 43.10 38.87%
29.0 99.0
O\\\‘\‘\‘\\““\\\L‘\\“V?-‘O\\\\“‘\\\\‘1-\2\8.\()\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #94094: Heptyl isobutyl carbonate
57.0
AR mam R
7.40 7.60 7.80 8.00
5000 m/z 55.10 32.64%
29.0 ‘
98.0
ol ol L freo P30 o0 aero
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl- S ARARMEEE
57.0 7.40 7.60 7.80 8.00
m/z 69.10 20.82%
5000
29.0 98.0
0 TR
ot——r~tt e R R s R Ea !
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown7.816 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.816 14.88 ng 584803 Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-Methyl-o-toluamide 149 C9H11NO 002170-09-4 49
2 1H-Purin-6-amine, N-methyl- 149 C6H7N5 000443-72-1 47
3 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 38
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17C1 027011-46-7 38
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 38
Abundance Scan 974 (7.816 min): BF130909.D\data.ms (-967) (-) m/z 149.05 100.00%
149.1
119.1
5000 57.1
93.1
39‘} ‘ 7.40 7.60 7.80 8.00 8.20
[ E— ‘u“‘m““‘;WE’WU‘ sl ) J‘m‘l‘??-?‘ m/z 119.16  53.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27326: N-Methyl-o-toluamide
119.0
91.0 149.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 57.10 44.90%
65.0 ‘
\175\.(‘)\\\3\9“.(\]\\\“\\\\‘\\Hl\‘\\\\H\\\‘\‘\\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #27170: 1H-Purin-6-amine, N-methyl-
149.0
R A RRRE S
7.40 7.60 7.80 8.00 8.20
5000 93.0 120.0 m/z 41.10  33.30%
30.0 66.0
0 Hu“!“w”‘“H‘w“‘“mqHl“‘uu‘“um“ ‘H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #27288: 7-Methylthieno[3,2-b]pyridine Rmaas A R
149.0 7.40 7.60 7.80 8.00 8.20
m/z 93.10 33.07%
5000
44.0 77\'0 96\'0\ 12\\2'0 \ L\J
O I B e e RS AU A
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Naphthalene, decahydro-2-me...

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
7.857 19.35 ng 760371  Naphthalene-d8 8.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 90
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 89
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81

5 trans-4a-Methyl-decahydronaphtha... 152 C11H20

002547-27-5 68

Abundance Scan 981 (7.857 mln) BF130909 D\data.ms (-979) (-)
67

152.2
411
5000
131.
o \\“WHM\” T B
100

miz--> 20 40 60 120 140 160
Abundance #29507: Naphthalene decahydro-2-methyl-
41.0 152.0
5000
109.0 J

O\‘\“\\\lh ‘\\“\\“‘\]_:\%\"‘0\\‘\‘\‘\\\
miz--> 20 40 100 120 140 160
Abundance #29499.Decahn,syn—l4nethyk,c$—

41.0 81.0
152.0
5000
109.0
63 ‘ 135.0
oy bl L L a0 |

m/z 67.00 100.00%

%

7.60 7.80 8.00 8.20

m/z 81.05 94.03%

%.

7.60 7.80 8.00 8.20

m/z 95.10  86.94%

%.

7.60 7.80 8.00 8.20

m/z 152.15  73.33%

-

m/z--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene RRAsERaEsEELS S SRR
410 70 7.60 7.80 8.00 8.20

95.0 152.0 m/z 82.106  67.66%
5000
‘ h 123.0

Ol el el el et et
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.957 16.58 ng 651423  Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 55
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 49
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 49
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 49
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 49
Abundance Scan 998 (7.957 min): BF130909.D\data.ms (-995) (-) m/z 119.10 100.00%
119.1
43.1
5000
71.1
1.1
‘ ‘ ‘ 145.0 7.60 7.80 8.00 8.20
o M i‘; u‘w!u bdecdesl oo Ml 11651 o 43010 83.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16996: 0-Cymene
119.0
5000 L S L B LI B I
7.60 7.80 8.00 8.20
m/z 57.10 67.14%
91.0
150 390 650 | ‘
0 \H‘\’\‘\H“‘H“V\“‘\‘H\‘”‘\H‘\ ‘W\ \‘” \H‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
R BRARamEEE SR
7.60 7.80 8.00 8.20
5000 m/z 41.10 44 .41%
39.0 90
: 65.0
0% ‘1‘5"?“‘ ‘ ““‘ PR B “m P ‘M -l e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-  aammaa e RARAR
119.0 7.60 7.80 8.00 8.20
m/z 117.10  39.92%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59

Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
8.304 12.79 ng 502493  Naphthalene-d8 8.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16

004706-90-5 64

2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 50
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 45
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 45
5 Benzene, 1,4-diethyl-2-methyl- 148 C11H1e 013632-94-5 41
Abundance Scan 1057 (8.304 min): BF130909.D\data.ms (-1054) (-) m/z 57.10 100.00%
57.1 138.1
5000 83.1 163.2
105.1
R RaE AR AR R
MH ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
o Al Ll 1961 7 13305 96.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 L L B I B B
8.00 8.20 8.40 8.60
105.0 m/z 41.10 76.12%
39.0 77.0 ‘ ‘ ‘
0 \1\5‘\.(‘)\‘\‘\ \‘H\ \“N\ “m\ T 1‘”‘ iy “‘\“\ \MH‘ T VH\ T mm L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
R AR R
8.00 8.20 8.40 8.60
5000 m/z 55.10 71.22%
41.0 . 105.0
NI N Y 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- R AR R
133.0 8.00 8.20 8.40 8.60
m/z 43.10 60.06%
105.0
5000
77.0
270 510 ‘ ‘
0“‘_W‘AMWMVWHUMHH‘AM‘1‘wm“m“u“_“W‘ R eammeRE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknown8.510 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.510 18.67 ng 733596  Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 30
2 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 30
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 30
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 27
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 27

Abundance Scan 1092 (8.510 min): BF130909.D\data.ms (-1088) (-) m/z 57.10 100.00%

57.1
83.1
5000
119.1 1451 e RRREREa
177.2 8.20 8.40 8.60 8.80
0! m/z 83.10 70.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #165238: 1-Cyclohexylethanol, pentafluoropropionate
55.0 83.0
5000 L B L R B B
110.0 8.20 8.40 8.60 8.80
m/z 55.10 69.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
R R REEE
83.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 64.78%
27.0 ‘ 111.0
0 m_UH“‘HM_:mmH‘H“‘,HHWHWH_M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)-  EEmma
83.0 8.20 8.40 8.60 8.80
55.0 m/z 82.10 43.77%
B M
29 0
0 L || iosoteso 1680
“w“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w““ R R REREE
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Decane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.634 10.11 ng 397362  Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 80
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
Abundance Scan 1113 (8.634 min): BF130909.D\data.ms (-1110) (-) m/z 57.10 100.00%
57.1
o M\/MMM
8ad ' 8.40 8.60 8.80 9.00
113.1 : : : :
155.2
Ol b 2 1921 m/z 43.18  59.04%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33088: Decane, 2-methyl-
43.0
5000 710 L B I L L BN B U
8.40 8.60 8.80 9.00
m/z 71.05 52.15%
O \H‘\‘\‘H“\H‘!“\\‘M\‘w‘\H“]-\]\-ﬁ“(\)\]-\%“]:.\o\\‘\\\\‘\H\‘HH’HH’HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
e AREmmaEEES
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.10%
85.0
113.0
0 Il H‘ J u‘ | | 1410 1820 225.0253.0
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22077: Nonane, 3-methyl- A AARREaRE
57.0 8.40 8.60 8.80 9.00
m/z 56.10 24.87%
5000
29.0 112.0
0 ‘H_“‘H\MH“_umhHWleﬁz‘:qwmwmww,w,w,w S ———
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.804 12.38 ng 486268 Naphthalene-d8 8.222

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 72
Abundance Scan 1142 (8.804 min): BF130909.D\data.ms (-1139) (-) m/z 57.10 100.00%
57.1
5000
85.1
R AR
h 131.0 150 1 184.3 8.40 8.60 8.80 9.00 9.20
Ot ool ik BOBOLTLO 15911843 h/z 43.16 83.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 | BN AL B R
8.40 8.60 8.80 9.00 9.20
29.0 85.0 m/z 71.10 45.95%
o \‘ L L “‘ ,113.0 1410 1840
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
A BEAAS ma s EE
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 43.74%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
e et e A e T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane R R
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 28.07%
5000
85.0
29 0
oL |30 1610 90 1990
‘_"‘_“w“‘w"H“‘H“H“‘H“H“‘H“_“‘_“‘ R R EamamaaEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acq On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Tridecane, 1-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.280 9.88 ng 191561  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 3,5-Dimethyldodecane 198 C14H3e 107770-99-0 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Decane, 1-iodo- 268 C1loH21I 002050-77-3 83
5 Eicosane 282 (C20H42 000112-95-8 83
Abundance Scan 2073 (14.280 min): BF130909.D\data.ms (-2070) (- m/z 57.10 100.00%
57.1
5000 W
9.1 14.00 14.50
141, 11831 2481 302.1 : :
ol dd b d ] Jarates L 20 S0 3846 /2 4310 72.80%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —r ——
14.00 14.50
m/z 71.10 54.25%
‘ 9.0 183.0
O\\“\H\“‘\“}‘\M\“‘\‘\]T\4.\1’0\\\‘\‘\\\\‘\\\\3‘1\0\0\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #74012: 3,5-Dimethyldodecane
57.0
—— —
14.00 14.50
5000 m/z 85.10 40.19%
o) 220 smo
o L b
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 14.00 14.50
m/z 41.10 27.69%
5000 MAM/\MAAM/
9.0
0 \‘ \‘\ A \“\ h\ ‘\‘ H‘ 141 01783 0225 0267 0 338 0
A A e e e —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130909.D

Acqg On : 01 Nov 2022 19:59
Operator : CG\JU

Sample : N5234-09

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.234 26.1 ng 1204350 1 6.934 924734 20.0
Cyclohexane, 1,... 5.163 19.1 ng 885220 1 6.934 924734 20.0
Cyclohexane, 1-... 5.963 11.7 ng 542759 1 6.934 924734 20.0
Cyclohexanone, ... 6.187 20.2 ng 934104 1 6.934 924734 20.0
Undecane, 5,6-d... 6.369 10.6 ng 490801 1 6.934 924734 20.0
Cyclohexane, 1,... 6.469 29.9 ng 1381280 1 6.934 924734 20.0
1,1,3,3,5-Penta... 6.681 12.2 ng 563535 1 6.934 924734 20.0
Cyclohexane, 1-. 6.710 10.0 ng 462595 1  6.934 924734 20.0
Decane 6.763 12.8 ng 591491 1 6.934 924734 20.0
1-Ethyl-2,2,6-t... 7.204 22.0 ng 1015710 1 6.934 924734 20.0
unknown?7.581 7.581 22.4 ng 880990 2 8.222 785815 20.0
unknown7.628 7.628 20.0 ng 784855 2 8.222 785815 20.0
unknown?7.816 7.816 14.9 ng 584803 2 8.222 785815 20.0
Naphthalene, de... 7.857 19.4 ng 760371 2 8.222 785815 20.0
o-Cymene 7.957 16.6 ng 651423 2 8.222 785815 20.0
Benzene, 1,3-di.. 8.304 12.8 ng 502493 2 8.222 785815 20.0
unknown8.510 8.510 18.7 ng 733596 2 8.222 785815 20.0
Decane, 2-methyl- 8.634 10.1 ng 397362 2 8.222 785815 20.0
Tridecane 8.804 12.4 ng 486268 2 8.222 785815 20.0
Tridecane, 1-iodo- 14.280 9.9 ng 191561 5 14.121 387738 20.0
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