LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc :

ALS vial : 5 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137003.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.522 228 244 251 rBV 27418 57967 2.79% 0.255%
2 3.657 259 267 273 rVB 29402 49828 2.40% 0.219%
3 3.852 293 300 308 rBv4 29189 63606 3.06% 0.279%
4 3,987 315 323 330 rVB 43194 71062 3.42% 0.312%
5 4.134 338 348 353 rBV 102092 143896 6.93% 0.632%
6 4.651 432 436 440 rVB 31802 38003 1.83% 0.167%
7 4.940 481 485 492 rVB 84428 96804 4.66% 0.425%
8 5.034 498 501 507 rBV 82553 128728 6.20% 0.565%
9 5.204 526 530 533 rBv2 53397 63443 3.05% 0.279%
106 5.246 533 537 541 rVB3 30689 52812 2.54% 0.232%
11 5.293 541 545 547 rBV 125547 121316 5.84% 0.533%
12 5.316 547 549 552 rVB 143332 115292 5.55% 0.506%
13 5.387 559 561 566 rBV 154958 151005 7.27% 0.663%
14 5.434 566 569 573 rBV 1720999 1760195 84.75% 7.730%
15 5.522 580 584 587 rVB 56369 60540 2.92% 0.266%
16 5.569 587 592 596 rBV2 30950 45914  2.21% ©0.202%
17 5.663 601 608 610 rBVv2 60805 83116 4.00% ©0.365%
18 5.851 637 640 643 rBV3 69734 86813 4.18% 0.381%
19 5.934 647 654 657 rBV2 95877 117718 5.67% 0.517%
20 5.987 657 663 667 rVWW3 70261 78482  3.78%  ©.345%
21 6.034 667 671 673 rVW 118530 116981 5.63% 0.514%
22 6.081 677 679 682 rVvV 49204 44364 2.14% 0.195%
23 6.216 698 702 705 rBV3 116911 149447 7.20% 0.656%
24 6.275 708 712 716 rVV3 324704 430454 20.73% 1.890%
25 6.310 716 718 720 rVW 196529 152616 7.35% 0.670%
26 6.334 720 722 725 rVW2 50129 42235 2.03% 0.185%
27 6.369 725 728 731 rVWW 240655 193865 9.33% 0.851%
28 6.398 731 733 735 rW 94672 82514 3.97% 0.362%
29 6.440 735 740 743 rVW 1763733 1783786 85.89% 7.833%
30 6.463 743 744 750 rVB 87665 66064 3.18% 0.290%
31 6.551 756 759 760 rvv2 54094 54512 2.62% 0.239%
32 6.569 760 762 765 rVB3 50457 46751 2.25% 0.205%
33 6.616 765 770 776 rBV6 48669 102778 4.95%  0.451%
34 6.716 781 787 789 rBV3 63973 88669 4.27% 0©.389%
35 6.787 796 799 803 rVB2 588264 617046 29.71% 2.710%
36 6.834 803 807 809 rBV2 73646 83535 4.02% 0.367%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc :

ALS vial : 5 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.857 809 811 814 rVB 95315 73839 3.56% 0.324%
38 6.898 814 818 820 rBV 308863 300822 14.48% 1.321%
39 7.004 830 836 838 rBV3 56554 91894 4.42% 0.404%
40 7.028 838 840 841 rVW 141476 106131 5.11% 0.466%
41 7.051 841 844 847 rVV 323732 344373 16.58% 1.512%
42 7.081 847 849 851 rvV 124332 84466 4.07% 0.371%
43 7.116 851 855 860 rVB2 410768 372233 17.92%  1.635%
44 7.163 860 863 867 rVB 190423 178619 8.60% 0.784%
45 7.210 867 871 872 rBvV2 143870 143090 6.89% 0.628%
46 7.281 880 883 885 rBV 46890 52590 2.53% 0.231%
47 7.316 885 889 891 rVV 200640 223870 10.78%  0.983%
48 7.351 891 895 897 rVV 1281373 1257020 60.53% 5.520%
49 7.369 897 898 902 rvVvB2 59382 48180 2.32% 0.212%
50 7.422 902 907 910 rBv3 69683 109137 5.26% 0.479%
51 7.463 910 914 915 rBv4 39278 50787 2.45% 0.223%
52 7.522 922 924 926 rBV 105535 94184 4.54% 0.414%
53 7.545 926 928 931 rW 86596 71208 3.43% 0.313%
54 7.604 936 938 941 rBV 54124 41696 2.01% ©0.183%
55 7.657 944 947 950 rBV2 127464 145242 6.99% 0.638%
56 7.710 952 956 958 rVWW3 41575 67106  3.23% 0.295%
57 7.740 958 961 964 rvv3 152538 184501 8.88% 0.810%
58 7.769 964 966 968 rvv 90929 86047 4.14% 0.378%
59 7.798 968 971 974 rVV3 197228 270544 13.03% 1.188%
60 7.828 974 976 978 rWw 134171 108872 5.24% 0.478%
61 7.851 978 980 982 rVV 115203 94302 4.54% 0.414%
62 7.875 982 984 986 rVWv2 85655 70307 3.39% 0.309%
63 7.928 990 993 996 rVB 96616 76292  3.67% ©.335%
64 8.016 1002 1008 1009 rBV6 37542 55460 2.67% 0.244%
65 8.057 1009 1015 1021 rVV 599409 718177 34.58%  3.154%
66 8.116 1021 1025 1027 rVB2 100619 116536 5.61% 0.512%
67 8.145 1027 1030 1032 rBV 80765 66945  3.22% 0.294%
68 8.210 1037 1041 1043 rBV3 28793 38114 1.84% 0.167%
69 8.351 1063 1065 1069 rVB4 46749 49311 2.37% 0.217%
70 8.439 1076 1080 1082 rBV2 74575 83765 4.03% 0.368%
71 8.475 1083 1086 1088 rVB 71288 61462 2.96% 0.270%
72 8.522 1091 1094 1097 rVB2 43829 42468 2.04% 0.186%
73 8.563 1097 1101 1103 rBv4 53328 53642 2.58% 0.236%
74 8.863 1149 1152 1157 rVB3 70296 74317 3.58% 0.326%
75 9.004 1173 1176 1181 rVB4 24995 43904  2.11% ©0.193%

76  9.139 1194 1199 1202 rBV 2505208 2076817 100.00% 9.120%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc :

ALS vial : 5 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77  9.257 1215 1219 1227 rVB 731455 774758 37.31%  3.402%
78 9.534 1262 1266 1269 rVB3 48409 47803 2.30% 0.210%
79 9.816 1311 1314 1318 rVB 650937 513901 24.74% 2.257%
80 10.616 1446 1450 1453 rBV 1261388 1129859 54.40% 4.962%
81 10.733 1467 1470 1477 rVB 51954 54109 2.61% 0.238%
82 11.204 1546 1550 1555 rVB2 31301 38035 1.83% 0.167%
83 11.310 1564 1568 1570 rBV 613335 501073 24.13%  2.200%
84 11.333 1570 1572 1577 rVB 176268 130967 6.31% 0.575%
85 11.845 1656 1659 1665 rBV 304984 273544 13.17% 1.201%
86 12.410 1750 1755 1760 rVB3 46126 58326 2.81% 0.256%
87 12.527 1772 1775 1779 rBV 279076 246949 11.89% 1.084%
88 12.633 1789 1793 1798 rBV2 61122 78221  3.77% 0.343%
89 12.757 1809 1814 1820 rVB 222856 249294 12.00% 1.095%
90 12.904 1833 1839 1843 rBV 1588345 1491186 71.80% 6.548%
91 13.816 1991 1994 1999 rVB2 26482 35809 1.72% 0.157%
92 13.886 2001 2006 2008 rBV6 27115 47759 2.30% 0.210%
93 13.969 2015 2020 2022 rBV2 353791 416922 20.08% 1.831%
94 13.992 2022 2024 2032 rVB 127664 114586 5.52% 0.503%
95 15.016 2194 2198 2202 rBV 109231 167217 8.05% 0.734%
96 15.327 2247 2251 2258 rVB 64883 84744 4.08% 0.372%
97 15.386 2258 2261 2267 rVB 88558 112431 5.41% 0.494%
98 15.451 2267 2272 2276 rBV 284195 375232 18.07% 1.648%
99 16.968 2525 2530 2538 rVB3 42960 88638 4.27% 0.389%
100 17.427 2603 2608 2617 rVB 29138 70119 3.38% 0.308%
Sum of corrected areas: 22771909
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137003.D\data.ms
2500000

2000000
5.434 6.440

1500000

7.351

1000000

500000

0

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF137003.D\data.ms

2500000 9.139

2000000

12.904
1500000
10.616

1000000

500000

O R I R S T R B I A R ST 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: BF137003.D\data.ms

2500000

2000000

1500000

1000000

500000 13.969 15.451

131992 15.016
138 183296 16.968  17.427
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 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\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33

Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexane, 2,2,4-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

4.134 4.66 ng 143896 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
Abundance Scan 348 (4.134 min): BF137003.D\data.ms (-338) (-) m/z 57.10 100.00%

57.1
5000
41.1

‘ 700 9711131 3.80 4.00 4.20 4.40
ol b J780 e e m/z 56.10  32.43%

Il
m/z--> 20 40 60 80 100 120 140 160
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 L L L B L L L R R R

3.80 4.00 4.20 4.40
41.0 m/z 41.18  27.45%
)

| 830 1130

O\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160

Abundance #33105: Octane, 2,2,6-trimethyl- M
57.0
/\v’\mj\\/v

3.80 4.00 4.20 4.40

5000 ITI/Z 71.10 18.26%
41.0
85.0
0L 290, Al 113.0 141.0
Tt
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #14584: Hexane, 2,2,5-trimethyl- P ‘/‘\‘ A
57.0 3.80 4.00 4.20 4.40

m/z 43.10 17.77%

5000

0L250 ‘H ‘ 7%0 910 1130

m/z--> 20 40 60 80 100 120 140 160 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Hexanol, 2-methyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

5.034 4.17 ng 128728 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 501 (5.034 min): BF137003.D\data.ms (-498) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.1
‘ 83.0 4.80 5.00 5.20 5.40
Obrrprrrrrerer bbbl 2280 myz s9.05  58.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
5000 T T T T
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.30%
41.0
210 L 83.0
O H\‘HH‘\H\‘HH‘\H\‘H\}i\\\\“\H\‘\‘\H‘\H\‘HH‘\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R REEREE
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10  15.07%
101.0
0 29'\0 Ly I 83\'0
g e e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4528: 2,3-Butanedione, monooxime  EAmESEEER S e A
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.98%
5000
101.0
ol 150 200 | 589 .
e e e e e e R RRRRNEEEES S SR
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\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octane, 4-methyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

5.293 3.93 ng 121316 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 83
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 80
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 53
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 52

Abundance Scan 545 (5.293 min): BF137003.D\data.ms (-541) (-)

m/z 43.05 100.00%

43.0
5000
T
‘ | H 1260 5.00 5.20 5.40 5.60
Obreprererrreprerdilber il et e SR L 1311280 0 7 85,10 30.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl-
43.0
5000
10 850 5.00 5.20 5.40 5.60
290 57.0 m/z 57.10 28.72%
0 ‘\‘ M H 99.0 113.0 128.0
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8627: Hexane, 3-ethyl-
43.0 J\
WINEYY. VARV WY
5.00 5.20 5.40 5.60
m/z 41.10  27.20%
5000 850 /
290 57.0 71.0
0,150 \“ W 114.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl- e A RARmamantaess
43.0 5.00 5.20 5.40 5.60
m/z 71.10  26.39%
5000
85.0
270 570 710
oo L smomsonmo L] L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.387 4.89 ng 151005 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50
5 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 47
Abundance Scan 561 (5.387 min): BF137003.D\data.ms (-559) (-) m/z 57.10 100.00%
57.1
5000 N
39 98.0 5.00 5.20 5.40 5.60 5.80
bbbl 1280 mjz 41,05 29.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 (DL B R B R
5.00 5.20 5.40 5.60 5.80
m/z 43.10  26.22%
29.0 98.0
[ P e
O\\\\‘\\\\’\\\‘\\‘\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
RERRE RS S
5.00 5.20 5.40 5.60 5.80
5000 m/z 56.05 22.42%
27.0 98.0
L 70 “ 117.0 142.0
L S8 =L
miz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- BRERRREEaEREEES Saa e
57.0 5.00 5.20 5.40 5.60 5.80
m/z 98.05 9.89%
5000
‘ 97.0
O 0 g A70 1710
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octane, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.934 3.82 ng 117718 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 78
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 72
4 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 64
5 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 59
Abundance Scan 654 (5.934 min): BF137003.D\data.ms (-647) (-) m/z 57.05 100.00%
57.0
5000
4110
‘ 83.1 99.1 1400 5.60 5.80 6.00 6.20
0L bl m‘u B ““ R A m/z 43.05 77.97%
miz-> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000 L R B R I B B
5.60 5.80 6.00 6.20
410 . .99%
99,0 m/z 71.10 35.99%
ol150 || | |l ) 830 | 126.0142.0
\\\\‘\\\\‘\\\\‘\\\f{\\\\‘\\f\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 31.86%
410
‘ ‘ 85.0  113.0
olso |l N L [y [T se20
miz--> 20 40 60 80 100 120 140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- AN AR AR
57.0 5.60 5.80 6.00 6.20
m/z 70.05 27.84%
5000
41,0
99.0
ol 2sl0 I ] 830 7 128.0

m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20

8270-BF122023.M Tue Jan 09 04:22:41 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octane, 4-ethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.216  4.84ng 149447  1,4-Dichlorobenzene-d4  6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 4-ethyl- 142 clem22 015869-86-0 59

2 Decane, 2,5,6-trimethyl- 184 C13H28

062108-23-0 53

3 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202 1000447-27-3 52

4 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502

5 Oxalic acid, isobutyl pentyl ester 216 C11H2004

Abundance Scan 702 (6.216 min): BF137003.D\data.ms (-698) (-)
57.0

5000
85.1
3910 112.1
o 1e02
O T L T L R
m/z--> 20 40 60 80 100 120 140 160
Abundance #22072: Octane, 4-ethyl-
57.0
5000
29.0
g Lme o
O \\\‘\‘\\\“M\\u‘u’\\”\\‘l\\\“‘\\1‘\‘\\\\‘\.\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000
84.0
b B0 L Lm0 o
miz-> 20 40 60 80 100 120 140 160
Abundance  #125243: 2-Propyl-1-pentanol, chlorodifluoroacetate
57.0
5000
84.0
oL 200 w‘ “u H\ \M‘ 1120 13901570
e e e A
m/z--> 20 40 60 80 100 120 140 160

8270-BF122023.M Tue Jan 09 04:22:42 2024

1000365-51-2 38
1000309-37-0 38

m/z 57.05 100.00%

-

5.80 6.00 6.20 6.40 6.60
m/z 43.10 87.81%

=

5.80 6.00 6.20 6.40 6.60
m/z 41.10 51.88%

=

5.80 6.00 6.20 6.40 6.60
m/z 55.00 41.82%

F

5.80 6.00 6.20 6.40 6.60
m/z 71.05 32.95%

=

5.80 6.00 6.20 6.40 6.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.275 13.95 ng 430454  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
3 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 53
Abundance Scan 712 (6.275 min): BF137003.D\data.ms (-708) (-) m/z 57.10 100.00%
57.1
5000 n
‘ ‘ 85.1 6.00 6.20 6.40 6.60
obr 380 ML w22 141l mjz 43.10 32.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 LA L B LA LA AL
6.00 6.20 6.40 6.60
m/z 56.05 27.88%
29.0 ‘ 98.0
O\ T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \8‘()\‘\ T \“‘ T U\ ‘ T \]-\4.‘1\.\0\ T ‘1\6\9\(\)‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
R
6.00 6.20 6.40 6.60
5000 m/z 41.10 23.51%
84.0
ow_Hum‘_AHWMMH‘ 130 1500
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59085: Decane, 2,6,6-trimethyl-  ERBaARREEEEUENEE
57.0 6.00 6.20 6.40 6.60
m/z 71.10 21.94%
5000
99.0
127.0
Ot b e et 1690
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF122023.M Tue Jan 09 04:22:42 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Nonane, 2-methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

6.310 4.95 ng 152616 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 87
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 83
3 Octane, 2-methyl- 128 C9H20 003221-61-2 59
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 53
5 Decane, 5-methyl- 156 C11H24 013151-35-4 50

Abundance Scan 718 (6.310 min): BF137003.D\data.ms (-716) (-)
57.0

m/z 57.05 100.00%

5000 41)0
‘ 85.1
6.00 6.20 6.40 6.60
‘ ‘ 111.1 127.2 .
Ol b L 12022820 s as g6 06%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22078: Nonane, 2-methyl-
43.0
5000 U L I R R R
71.0 6.00 6.20 6.40 6.60
m/z 41.05 43.91%
27 98.0
: T AL
\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\H\‘\\\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22098: Octane, 2,7-dimethyl-
43.0
R Raaa S
6.00 6.20 6.40 6.60
5000 ITI/Z 71.05 31.56%
27.0 71.0 99.0
i o O
v prbpee b el e e TR
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14524: Octane, 2-methyl-
43.0 6.00 6.20 6.40 6.60
m/z 42.10 24.69%
5000
71.
27.0 0
1130
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60

8270-BF122023.M Tue Jan 09 04:22:42 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Nonane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.369 6.28 ng 193865 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 94
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 74
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 64
Abundance Scan 728 (6.369 min): BF137003.D\data.ms (-725) (-) m/z 57.10 100.00%
57.1

-

5000
41)0
s e A RRRER RN o
85.0 1121 6.00 6.20 6.40 6.60
Ovre el et b E2GELA2ZL s 71 05 51.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22081: Nonane, 3-methyl-
57.0
5000
4100 6.00 6.20 6.40 6.60
m/z 43.05 47.86%
0 26\.L 1 L 850 M2095701400
H\‘\H\‘HH‘HH[\H\‘HH‘HH‘\H\‘H\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
R EAAARENES S
6.00 6.20 6.40 6.60
5000 m/z 41.05 37.02%
41)0
85.0 113.0
ol 2690 Al 1320
T e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22095: Octane, 3,6-dimethyl- T e

57.0 6.00 6.20 6.40 6.60
m/z 56.05 31.97%

5000

.

41.0
113.0
| “ 85.0 142.0

0 ZG‘L | | Al I

m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60

8270-BF122023.M Tue Jan 09 04:22:43 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Iodo-2-methylundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.898 9.75 ng 300822 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 72
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
4 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 59
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 53
Abundance Scan 818 (6.898 min): BF137003.D\data.ms (-814) (-) m/z 57.10 100.00%
57.1
R B L
‘ 1271 6.60 6.80 7.00 7.20
N m/z 71.10  58.19%
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000
6.60 6.80 7.00 7.20
m/z 43.10 51.61%
27,0 99.0
0 ‘\ ‘r“ “‘\ ‘h‘ \h T “‘ et “1\6?(\) T 2‘1\1\0\ L —— \2\96‘(
miz-> 50 100 150 200 250
Abundance #59030: Nonane, 5-butyl-
71.0
R AARRSEE SRR
6.60 6.80 7.00 7.20
5000 m/z 85.10 36.63%
450 126.0
0 “ u “hu by A 1840
miz--> 50 100 150 200 250
Abundance #74023: Dodecane, 4,6-dimethyl- \A“w“‘w“‘w“w“‘
57.0 6.60 6.80 7.00 7.20
m/z 41.10 29.41%
h ﬂ&)\fmﬂﬂnNﬂ\JJMAK}kﬂm“
27.0‘ ‘ 113.0
G i~ Y S Y VLAV LS
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

8270-BF122023.M Tue Jan 09 04:22:45 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Octane, 2,5,6-trimethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.051 11.16 ng 344373 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 83
2 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 59
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 844 (7.051 min): BF137003.D\data.ms (-841) (-) m/z 57.10 100.00%
57.1
R A e
851 6.80 7.00 7.20 7.40
Lo M3 amp
o‘_m\mu‘J“‘_H""""MW_MW_M m/z 43.10 45.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000 L B I L LI LN B
6.80 7.00 7.20 7.40
m/z 56.10 35.15%
29.0 85.0
O\‘\‘\‘\\‘\\\"\\‘H\\‘\‘\\\H‘\\\\%2\\7\0\‘\]\_\5\6‘\0\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
R BAARREE R
6.80 7.00 7.20 7.40
5000 m/z 41.10 26.66%
O 2200 L1880 1130 1410 1680 2110
A I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14537: Octane, 3-methyl- AR aEamaEEE T
57.0 6.80 7.00 7.20 7.40
m/z 85.10 15.41%
5000
29.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF122023.M Tue Jan 09 04:22:45 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D
Acqg On : 08 Jan 2024 19:33
Operator : CG\JU
Sample : P1e51-01
Misc
ALS vial : 5 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Dodecane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.116  12.07 ng 372233  1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 53
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 50
Abundance Scan 855 (7.116 min): BF137003.D\data.ms (-851) (-) m/z 57.10 100.00%
57.1
R RAREEEEE R,
82.0 6.80 7.00 7.20 7.40
L | 1181 g9
O vy e T m/z 43.05 48.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59042: Dodecane, 3-methyl-
57.0
5000 L L R IR B
6.80 7.00 7.20 7.40
29.0 85.0 m/z 71.10 31.84%
0\\‘\‘\\\‘\\\ ‘\\H\\‘\\\\“\\\\‘\\\\‘\\\“\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
AR e
6.80 7.00 7.20 7.40
5000 m/z 41.05 30.38%
29.0 98.0
ob bl 789 T, 1410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22081: Nonane, 3-methyl- e AANmmaaEE S
57.0 6.80 7.00 7.20 7.40
m/z 56.10 29.73%
5000
29.0
Bl Lm0 120 g
H““‘_“ bt e e S e e
m/z--> 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF122023.M Tue Jan 09 04:22:45 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Decane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.163 5.79 ng 178619 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Decane, 3-methyl- 156 C11H24 013151-34-3 95

2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80

3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

4 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50

Abundance Scan 863 (7.163 min): BF137003.D\data.ms (-860) (-) m/z 57.05 100.00%

57.0

3

5000 85.1
AR AR
39 1050 1261 6.80 7.00 7.20 7.40
Obprr el k2PN I 1861 hp a3.10 68.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 L L L B BN I
29.0 85.0 6.80 7.00 7.20 7.40
’ m/z 71.10 65.50%
27.0
O\‘\‘\\\“‘\\\“‘\‘\M\‘W\\\”’\\\\‘\‘\\\‘\\1\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
AR
6.80 7.00 7.20 7.40
5000 m/z 41.05 46.86%
29.0 85.0
‘ 127.0 156.0
bl b Ll 1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl- T

57.0 6.80 7.00 7.20 7.40
m/z 85.10 40.38%

85.0
5000

3

| R \ 170.0

m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

‘ \L 113.0 141.0
in |
R LR

8270-BF122023.M Tue Jan 09 04:22:46 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Dodecane, 2,6,10-trimethyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.210 4.64 ng 143090 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 64
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 59
4 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 50
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50

Abundance Scan 871 (7.210 min): BF137003.D\data.ms (-867) (-)

m/z 71.10 100.00%

71.1
43.1
5000
B AR S A eaREE
991 1411 ygg, 6.80 7.00 7.20 7.40 7.60
0l et e e m/z 57.10 81.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 DL B LR B R
6.80 7.00 7.20 7.40 7.60
29.0 85.0 m/z 43.10 78.31%
o Ll | 129 1650 e300
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #45517: Octane, 2,3,6,7-tetramethyl-
430 71.0
e LELREREEREERE
6.80 7.00 7.20 7.40 7.60
5000 m/z 85.05 44.10%
127.0
0 R0 1700
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4475: Pentane, 3,3-dimethyl- R e
43.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 36.13%
71.0
5000
150 | | |1000
R o e R A ammma s R A RRRRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzene, 1-methyl-4-(1-meth...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.657 4.04 ng 145242  Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16

2 Benzene, (1,1-dimethylpropyl)- 148 C11H16
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14

Abundance Scan 947 (7.657 min): BF137003.D\data.ms (-944) (-)
119.1

5000 57.0
M1 91.0 148.1
miz--> 20 80 100 120 140
Abundance #26403: Benzene 1rneﬁwl4(1rneﬂwunopyb
1190.
5000
91.0 148.0
41.0 65.0 ‘
O\\\\‘\‘\\\“‘\\\\‘\‘\\\“\\\\"\‘\\‘\“‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance

#26387: Benzene, (1,1-dimethylpropyl)-
119.0

001595-16-0 83
002049-95-8 76
000535-77-3 64
000934-74-7 59
000934-80-5 59

m/z 119.05 100.00%

F

7.40 7.60 7.80 8.00
m/z 57.00 48.77%

%

7.40 7.60 7.80 8.00
m/z 90.95 25.60%

3

7.40 7.60 7.80 8.00

5000 9L.0 ITI/Z 148.05 23.93%
41.0
15.0 “ 65.0 ‘ 14‘8'0
0“‘M"U“‘“w“ﬂ“““1‘,NM‘MM“‘H““‘
miz--> 20 80 100 120 140
Abundance #17105.Benzene,14neﬂwh3{l4neﬂwkﬁhwy
119.0 7.40 7.60 7.80 8.00
m/z 43.10 19.77%
5000
91.0
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Octane, 2,4,6-trimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

7.739 5.14 ng 184501 Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 53
4 Decane, 1l-iodo- 268 C1leH21I 002050-77-3 47
5 4-Methyl-5-nonanone 156 C10H200 035900-26-6 43

Abundance Scan 961 (7.739 min): BF137003.D\data.ms (-958) (-)
3.1

5000 85.1

119.1

Uy h N \m‘ Ly ‘\ ‘ 1481 182.1 235.9

m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000
99.0
o0 ‘ I u‘ ‘ [ 1410

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0

5000

270‘ 113.0
[ ‘Mw\h‘ |

m/z--> 20 40 60 80 100120140160180200220240260280

o

m/z 43.10 100.00%

=

7.40 7.60 7.80 8.00
m/z 57.10 94.51%

%

7.40 7.60 7.80 8.00
m/z 71.05 56.45%

=

7.40 7.60 7.80 8.00
m/z 85.10 47.21%

%

Abundance #176393: Nonadecane, 9-methyl- T REEEEaRE TS
57.0 7.40 7.60 7.80 8.00
m/z 41.10 38.69%
5000
99.0 140.0
69.0
0270,F211°2670,

m/z--> 20 40 60 80 100120140160180200220240260280
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7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknown?7.798 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.798 7.53 ng 270544  Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 46
2 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 38
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 38
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 38
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 38
Abundance Scan 971 (7.798 min): BF137003.D\data.ms (-968) (-) m/z 57.10 100.00%
511 117.1
5000
91.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ ‘ ‘ ‘ 71 1822 7.40 7.60 7.80 8.00 8.20
ol il L b Al RS 2882 myz 117,10 82.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16103: Indan, 1-methyl-
117.0
5000
7.40 7.60 7.80 8.00 8.20
91.0 m/z 71.1@ 77.22%
15.0 39.0 63.0 ‘ ‘ ‘
O\H‘\‘\‘\H“‘\\“\‘\“‘m\\”\“‘\\‘\\“”H\M\MH‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
R am e AR B
7.40 7.60 7.80 8.00 8.20
5000 m/z 119.05 67.24%
91.0
270 *10 L)
Ol ettt Al
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 43.10 55.99%
5000
91.0
270 0 L (-
(O A o B Ramas e A R R
m/z--> 20 40 60 80 100 120 140 160 180 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\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

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

Quant Title

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

BF122623.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 2,4,7,9-Tetramethyl-5-decyn...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.257 30.15 ng 774758  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8H9INO2 000621-42-1 53
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 36
5 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 35

Abundance Scan 1219 (9.257 min): BF137003.D\data.ms (-1215) (-)

109.1
5000 151.1
85.0
0“W‘Hﬂhww\NuNJN\WWM‘H‘W‘J‘_H‘EQ%}H‘W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
69.0
O \]-\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.(‘)\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
5000 151.0
oh 20 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
5000 151.0
43.0
80.0
150 | L | |
O bt pt e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200

8270-BF122023.M Tue Jan 09 04:22:48 2024

m/z 43.10 100.00%

]

9.00 9.20 9.40 9.60
m/z 109.05 68.37%

|

9.00 9.20 9.40 9.60
m/z 151.05 42.79%

|

9.00 9.20 9.40 9.60
m/z 41.10 19.46%

i

9.00 9.20 9.40 9.60
m/z 85.05 13.26%

N

900920940960
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.845 10.92 ng 273544  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1659 (11.845 min): BF137003.D\data.ms (-1656) (1  m/z 73.00 100.00%

43.0 ,73.0
5000 129.0 192.1
P R
) 157.1 ‘ ‘2273256 1 1150 12.00
y— N ”mU‘ “v‘l‘mhwm‘Hmwaml‘_ m/z 43.05 99.06%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 - —=
129.0 11.50 12.00
213.0 m/z 59.95 92.20%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ.‘o\\‘l\ \\H\H\M\‘\‘HH\\\““\\H‘”h “\H\‘H‘HH‘H‘H‘\‘\\‘H‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 55.10  79.94%
185.0
228.0
015'0?5
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.05 77 .94%
5000 129.0
199.0
s e
osol WM LA A b [P0y L, | e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.327 4.52 ng 84744  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2251 (15.327 min): BF137003.D\data.ms (-2247) (-,  m/z 252.10 100.00%

252.1
5000
— P
55.1 g6.0 12‘5'11 198.0 L 15.00 15.50
oo 860 ) | 1560 1980 , 4l 3031 [, 59 19 32.69%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 | /\ Aw
15.00 15.50
m/z 253.05 20.54%
125.0
ol 500 830 ‘H 1580 200.0 |
T T ‘ T T T T T T T T T ‘ T T T T T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #138562: Benzolb]fluoranthene
252.0
— .
15.00 15.50
5000 m/Z 125.10 15.34%
126.0
0890 870 ‘\\ 161.0 2000 | M
T R “‘ ——
m/z--> 50 100 150 200 250 300
Abundance #138565: Benzo[K]fluoranthene — ——
252.0 15.00 15.50
m/z 126.05 12.20%
5000
126.0
; | L
m/z--> 50 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137003.D

Acqg On : 08 Jan 2024 19:33
Operator : CG\JU

Sample : P1e51-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
Hexane, 2,2,4-t... 4.134 4.7 ng 143896 1 6.781 617046 20.0
2-Hexanol, 2-me... 5.034 4.2 ng 128728 1 6.781 617046 20.0
Octane, 4-methyl- 5.293 3.9 ng 121316 1 6.781 617046 20.0
Octane, 3-methyl- 5.387 4.9 ng 151005 1 6.781 617046 20.0
Octane, 2,5-dim... 5.934 3.8 ng 117718 1 6.781 617046 20.0
Octane, 4-ethyl- 6.216 4.8 ng 149447 1 6.781 617046 20.0
Undecane, 2,6-d... 6.275 13.9 ng 430454 1 6.781 617046 20.0
Nonane, 2-methyl- 6.310 5.0 ng 152616 1 6.781 617046 20.0
Nonane, 3-methyl- 6.369 6.3 ng 193865 1 6.781 617046 20.0
1-Iodo-2-methyl... 6.898 9.8 ng 300822 1 6.781 617046 20.0
Octane, 2,5,6-t... 7.051 11.2 ng 344373 1 6.781 617046 20.0
Dodecane, 3-met... 7.116 12.1 ng 372233 1 6.781 617046 20.0
Decane, 3-methyl- 7.163 5.8 ng 178619 1 6.781 617046 20.0
Dodecane, 2,6,1... 7.210 4.6 ng 143090 1 6.781 617046 20.0
Benzene, 1-meth... 7.657 4.0 ng 145242 2 8.057 718177 20.0
Octane, 2,4,6-t... 7.739 5.1 ng 184501 2 8.057 718177 20.0
unknown7.798 7.798 7.5 ng 270544 2 8.057 718177 20.0
2,4,7,9-Tetrame. .. 9.257 30.1 ng 774758 3 9.816 513901 20.0
n-Hexadecanoic ... 11.845 10.9 ng 273544 4 11.310 501073 20.0
Benzo[e]pyrene 15.327 4.5 ng 84744 6 15.451 375232 20.0

8270-BF122023.M Tue Jan 09 04:22:49 2024

Pag 25



