LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acg On 1 May 2024 16:06

Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BG061078.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 4.495 240 256 266 rVB 293695 755161 1.61% 0.139%
2 5.411 405 412 413 rBV4 432948 778220 1.66% 0.143%
3 5.534 423 433 440 rBv2 900937 2061920 4.39% 0.380%
4 5.834 477 484 492 rVW2 388048 1143892 2.44% 0.211%
5 5.911 492 497 501 rwW2 479765 1052120 2.24% 0.194%
6 5.975 501 508 516 rVV 3180670 6253218 13.33% 1.151%
7 6.228 543 551 559 rBv4 818440 2146105 4.57%  0.395%
8 6.345 564 571 581 rvB4 513528 1362256 2.90% 0.251%
9 6.445 581 588 594 rBV6 612809 1568406 3.34% 0.289%
10 6.516 594 600 605 rVV 1550466 3041128 6.48% 0.560%
11 6.592 605 613 625 rVVv3 1447454 5463604 11.64%  1.006%
12 6.774 639 644 649 rvB3 309753 563021 1.20% 0.104%
13 6.851 649 657 663 rBv3 561543 1458823 3.11% 0.269%
14 6.956 663 675 679 rBV2 1622936 4231759 9.02% 0.779%
15 7.009 679 684 688 rvVV 1711539 3404549 7.26% 0.627%
16 7.044 688 690 695 rVw2 995641 1696923 3.62% 0.312%
17 7.115 695 702 708 rVv4 2577527 6333639 13.50% 1.166%
18 7.180 708 713 720 rVB 711424 1329717 2.83%  0.245%
19 7.280 725 730 735 rBV3 345663 682937 1.46% 0.126%
20 7.344 735 741 746 rBV 1238205 2194117 4.68%  0.404%
21 7.415 747 753 754 rVV2 494226 804958 1.72%  0.148%
22 7.444 755 758 767 rVv4 845856 2134525 4.55% < 0.393%
23 7.526 767 772 776 rVW3 493514 1095272 2.33% 0.202%
24 7.603 776 785 791 rVB 8554697 16416226 34.99% @ 3.022%
25 7.785 810 816 823 rVB3 587844 1417748 3.02% 0.261%
26 7.885 823 833 837 rBV5 1059708 3613755 7.70% 0.665%
27 7.949 837 844 849 rVB 4157289 8011015 17.07%  1.475%
28 8.032 849 858 863 rBv4 743449 2289216 4.88% 0.421%
29 8.084 863 867 873 rVB4 472741 931416 1.99% 0.171%
30 8.155 873 879 883 rBv3 1117873 1953151 4.16% 0.359%
31 8.255 886 896 902 rVB3 1958556 5527428 11.78% 1.017%
32 8.314 902 906 914 rVB3 756947 1564900 3.34% 0.288%
33 8.402 917 921 925 rBV3 452390 869541 1.85%  0.160%
34 8.449 925 929 931 rBV 488486 720815 1.54% 0.133%
35 8.507 932 939 945 rBV3 4017243 8035321 17.13% 1.479%
36 8.566 945 949 952 rBV 1406066 2060943 4.39% 0.379%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acg On 1 May 2024 16:06

Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 8.613 952 957 959 rBV 1804330 3273256 6.98% 0.602%
38 8.742 971 979 993 rBV3 3649249 13151719 28.03% 2.421%
39 8.919 1004 1009 1013 rBV 1205882 2164235 4.61% 0.398%
40 8.972 1013 1018 1025 rVB 1988877 4124028 8.79%  0.759%
41 9.077 1025 1036 1044 rBV3 4650738 13476649 28.72% 2.481%
42  9.218 1045 1060 1067 rVB2 7410232 21227797 45.24%  3.907%
43 9.330 1067 1079 1085 rBV8 4150275 12698362 27.06% 2.337%
44  9.406 1085 1092 1095 rBV3 1813668 3910169 8.33% 0.720%
45 9.465 1096 1102 1108 rVB6 2595069 5980604 12.75% 1.101%
46 9.630 1124 1130 1133 rBV3 1259387 2676777 5.71% 0.493%
47 9.671 1133 1137 1140 rVB 1843526 2609940 5.56% 0.480%
48 9.753 1148 1151 1158 rVB2 835052 1412028 3.01% 0.260%
49 9.859 1163 1169 1173 rBV4 2017480 4352466 9.28% 0.801%
50 9.912 1173 1178 1182 rVV4 2651279 5334401 11.37% 0.982%
51 9.970 1182 1188 1194 rVB4 2791413 7644432 16.29% 1.407%
52 10.059 1199 1203 1210 rVB3 3840941 9189875 19.59% 1.691%
53 10.141 1210 1217 1221 rBV2 6216908 13917762 29.66% 2.562%
54 10.229 1227 1232 1241 rVB3 6534606 16847982 35.91% 3.101%
55 10.329 1242 1249 1253 rBV2 5345440 10622949 22.64% 1.955%
56 10.482 1269 1275 1280 rBV 2357235 4711546 10.04% 0.867%
57 10.658 1300 1305 1306 rBV3 1881977 2704417 5.76% 0.498%
58 10.699 1308 1312 1316 rVV3 3178019 5926621 12.63% 1.091%
59 10.770 1317 1324 1330 rVB2 8151651 17319100 36.91% 3.188%
60 10.834 1330 1335 1338 rBV5 3220699 6100187 13.00% 1.123%
61 10.905 1344 1347 1352 rVB3 3503592 5231077 11.15% 0.963%
62 10.981 1352 1360 1363 rBV 7148442 13500462 28.77% 2.485%
63 11.087 1374 1378 1383 rVB2 2234752 3847432 8.20% 0.708%
64 11.204 1393 1398 1402 rBV4 2804818 5797430 12.36% 1.067%
65 11.292 1410 1413 1419 rVB3 2696942 4473993 9.54%  0.823%
66 11.369 1421 1426 1429 rBV2 2273953 4074575 8.68% 0.750%
67 11.457 1436 1441 1442 rBV 1962598 2955477 6.30%  0.544%
68 11.580 1454 1462 1467 rVB4 3850353 10291453 21.93% 1.894%
69 11.657 1468 1475 1479 rBV3 5357664 11068390 23.59% 2.037%
70 11.721 1480 1486 1488 rBV 3988559 7506152 16.00%  1.382%

71 11.862 1500 1510 1525 rBV4 13992294 46919023 100.00%  8.636%
72 12.003 1529 1534 1541 rVB4 6918704 14897289 31.75% 2.742%
73 12.450 1605 1610 1613 rBV3 6099167 12612032 26.88% 2.321%
74 12.697 1642 1652 1654 rBV2 8003667 20208209 43.07%  3.720%
75 13.178 1730 1734 1736 rBV2 2841257 4883365 10.41% 0.899%

76 17.838 2522 2527 2540 rVBS5 7640734 19666484 41.92%  3.620%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acg On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  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 : 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 18.490 2635 2638 2643 rVB2 5647918 7935988 16.91%  1.461%
78 19.213 2755 2761 2765 rBV 7590037 14069711 29.99%  2.590%
79 19.336 2778 2782 2785 rBV3 3221605 4981175 10.62% 0.917%
80 19.818 2860 2864 2870 rVB3 4908477 9270301 19.76%  1.706%
81 19.888 2871 2876 2880 rVB 5916217 9786143 20.86% 1.801%
82 19.947 2880 2886 2891 rBV5 2294688 6380065 13.60% 1.174%
83 19.994 2891 2894 2898 rVB2 4119618 4912377 10.47% 0.904%
84 20.582 2991 2994 2997 rBV2 1364316 1687711 3.60% 0.311%

Sum of corrected areas: 543301361
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061078.D\data.ms
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Abundance TIC: BG061078.D\data.ms
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1.5e+07 .336
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Abundance TIC: BG061078.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Nonane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.975 15.61 ng 6253220 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 56
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 46

Abundance Scan 508 (5.975 min): BG061078.D\data.ms (-501) (-) m/z 43.10 100.00%

3.1
- /\,/\,\/\/\/\
85.1 M e
‘ H ‘ 5.60 5.80 6.00 6.20
o lere | goen 1282 T 05 82,y
m/z--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
5.60 5.80 6.00 6.20
85.0 m/z 41.05 62.32%
\\\.‘\‘{\\“‘\\\H‘\\“\\‘}‘\\\“\\\\‘]-\2}8.\()\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #142957: Oxalic acid, allyl nonyl ester
41.0
5.60 5.80 6.00 6.20
5000 m/z 55.05 23.73%
71.0
Y 171.0
e e e e T e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #8644: Hexane, 2,4-dimethyl- e AAMEmREN R
43.0 5.60 5.80 6.00 6.20
m/z 85.10 21.73%
5000
85.0
bl derp | mwo
R e R ARRRLE SR R
m/z--> 20 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 6-Dodecanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.592 13.64 ng 5463600 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Dodecanol 186 C12H260 006836-38-0 53
2 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 52
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 49
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 47
Abundance Scan 613 (6.592 min): BG061078.D\data.ms (-605) (-) m/z 55.00 100.00%
55.0
83.1
5000
R S R
J.j 126.2 6.20 6.40 6.60 6.80 7.00
Sl 3022 1 m/z 41.00 66.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61035: 6-Dodecano
55.0
83.0
5000 D B L B
6.20 6.40 6.60 6.80 7.00
m/z 83.10 56.84%
29.0 H 115.0
TTT ‘ \‘}“\ \“‘1 T U“ \‘1“‘\ T “1 T \“‘\ L ‘ \]\-3\5"0\ T \}\6\8\.(\)‘ TTT
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0 83.0
e A RRE==
6.20 6.40 6.60 6.80 7.00
5000 m/z 82.10 30.92%
27.0
H“WL‘hymw‘ﬂh‘yh“\H“‘H“‘H“_“‘_“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13203: Cyclohexane, propyl- EARRNREAE SRR L
550 83.0 6.20 6.40 6.60 6.80 7.00
’ m/z 39.00 29.50%
5000
27.0 126.0
m_““““H!““1“”“”m_m_m_m_m‘m S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.603 40.98 ng 16416200 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 59
2 Undecane 156 C11H24 001120-21-4 53
3 1-lodo-2-methylundecane 296 C12H251 073105-67-6 53
4 Decane 142 C10H22 000124-18-5 53
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 785 (7.603 min): BG061078.D\data.ms (-776) (-) m/z 57.10 100.00%
57.1
5000
105.1
‘ ‘ 7.20 7.40 7.60 7.80 8.00
ol il jaase  STL s 43.10  90.44%
miz--> 50 100 150 200 250 300 350
Abundance #14523: Nonane
43.0
5000 /\/THH‘HH‘HH’HH‘H
7.20 7.40 7.60 7.80 8.00
85.0 m/z 41.05 59.64%
\\“\"“\1‘\“\“\].\2§'\0’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #33078: Undecane
43.0
e AAREES
7.20 7.40 7.60 7.80 8.00
5000 m/z 71.10 33.39%
%5.0
m/z--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane REERREEEEE TSNS SR
57.0 7.20 7.40 7.60 7.80 8.00
m/z 105.10 30.37%
5000
iy % | 18902110 2960
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Cyclohexane, (2-methylpropyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.255 13.80 ng 5527430 1,4-Dichlorobenzene-d4 7.949
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 80
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 60
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
5 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 59
Abundance Scan 896 (8.255 min): BG061078.D\data.ms (-886) (-) m/z 55.05 100.00%
55.0
83.1
5000
R R R R RRN
‘ 1111 1402 8.00 8.20 8.40 8.60
s L w/z 83.10 73.84%
miz--> 20 40 60 80 100 120 140 160
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000 UL B R B L B
8.00 8.20 8.40 8.60
270 m/z 41.00 59.54%
.
\\\‘\}\wﬁ\\ ’\“\wM\\1W\\\W\\\\}\\\W\
miz--> 20 40 60 80 100 120 140 160
Abundance #13202: Cyclohexane, propyl-
83.0
R RRRR R REEEERSREEN
55.0 8.00 8.20 8.40 8.60
5000 ' m/z 82.10 38.95%
27.0 126.0
““‘MV‘MW ‘NL,JW“Vl“u““““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- A Ramana e
83.0 8.00 8.20 8.40 8.60
m/z 69.10 30.18%
5000
55.0
- 140.0 W/\N\M
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Benzene, 1-methyl-3-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.507 20.06 ng 8035320 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 83
2 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 46
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 46
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 46
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 41
Abundance Scan 939 (8.507 min): BG061078.D\data.ms (-932) (-) m/z 105.10 100.00%
105.1
57.1
5000 /\
134.1  EaamSUREE RSO
‘ ‘ | ‘ 8.20 8.40 8.60 8.80
m‘w‘m il “1 Ml b 1862 2069 ;5710 79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 L L LA B B B IR |
8.20 8.40 8.60 8.80
770 134.0 m/z 43.10 55.36%
\]-\5\‘0\‘\\\‘\\‘\\“\‘\\\M‘\\h\‘\‘\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
DT T,
8.20 8.40 8.60 8.80
5000 m/z 41.10 44.04%
770 134.0
2?0\5%0 { |
R R R R R R R R A B AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl- e EARmERESE R
105.0 8.20 8.40 8.60 8.80
m/z 55.10 30.31%
5000
134.0
27 O | 5]\- O Ll M ‘\
L A m R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Nonane, 3,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.742 32.83 ng 13151700 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 60
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
3 Nonadecane 268 C19H40 000629-92-5 58
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 52
Abundance Scan 979 (8.742 min): BG061078.D\data.ms (-971) (-) m/z 57.10 100.00%
57.1
5000
85.1
EREER R e AR
H ‘ 126.1 8.40 8.60 8.80 9.00

bl Ly 11582 w/z 41.05  71.32%

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #33097: Nonane, 3,7-dimethyl-

57.0
5000 UL R UL B
85.0 8.40 8.60 8.80 9.00
29.0 m/z 43.10  69.23%
‘ 27.0
\’\‘H\“H\\“‘H‘M\‘\‘H\“HH‘\‘\H‘\]-\E\)\G‘IQH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59042: Dodecane, 3-methyl-
57.0
CT T
8.40 8.60 8.80 9.00
5000 m/z 71.10 47 .02%
29.0 85.0
\‘ ‘\ . | 1180 15\\5.0
e e L S e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158600: Nonadecane R A RAARA EEEE o
57.0 8.40 8.60 8.80 9.00
m/z 56.10 43.36%
5000 85.0
29.0
| \‘ b M3014101600107.0 268
— e R R ARE
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 7 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.218 53.00 ng 21227800 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane 142 C10H22 000124-18-5 83
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 80
4 Decane, 2-methyl- 156 C11H24 006975-98-0 72
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
Abundance Scan 1060 (9.218 min): BG061078.D\data.ms (-1045) (-) m/z 57.10 100.00%
57.1
85.1 e AR EaEEARE
‘ H ‘ 1131 156.2 8.80 9.00 9.20 9.40 9.60
Obrrrerrhe i d 13113821562 s 43,10 88.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 [T T[T T T[T T T T prrrrprT
85.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 41.10 56.51%
L‘ H J, 1130 1410 169.0 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0
R R RRER
8.80 9.00 9.20 9.40 9.60
5000 m/z 71.10 39.74%
71.0
50 || 990 1420
‘H“H"H“_“w“w“H“H“_“w“u“u“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14541: Heptane, 2,6-dimethyl- RRRRREEEEE RS SR
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 23.23%
5000
71.0
|y e
| | ‘
R R e R AR RN RARABERmEAREERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Propiophenone, 2"-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

9330 31.70ng 12698400  1,4-Dichlorobenzene-dd  7.949
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propiophenone, 2"-methyl-

2 4~ -Methylpropiophenone

3 2-Ethyl-2-methyl-1,3-dithiolane
4 2-Propenal, 3-(2-pyridinylamino)-
5 o0-Cymene

148 C10H120
148 C10H120
148 C6H12S2
148 C8H8N20
134 C10H14

002040-14-4 62
005337-93-9 62
006008-81-7 58
068970-82-1 58
000527-84-4 52

Abundance Scan 1079 (9.330 min): BG061078.D\data.ms (-1067) () | m/z 119.10 100.00%
110.1

=

5000 55.0
k40 9.00 9.20 9.40 9.60
wbrpte 808 n/z 105.05 54.11%
mi/z--> 50 100 150 200 250 300
Abundance #26231: Propiophenone, 2'-methyl-
119.0
5000

9.00 9.20 9.40 9.60
m/z 55.05 42.51%

65.0
27.0
T H\ ‘\ “ \‘ T T W ’ T 1 T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #26213: 4'-Methylpropiophenone
119.0
R
9.00 9.20 9.40 9.60
5000 m/z 41.10 41.17%
65.0
270 | | | 1500
el e
m/z--> 50 100 150 200 250 300
Abundance #26630: 2-Ethyl-2-methyl-1,3-dithiolane A AEmmasEEEE
119.0 9.00 9.20 9.40 9.60
m/z 91.05 37.26%
so00]  °90
R7.
Pl S L N VAR A
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 unknownl10.141 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.141  16.07 ng 13917800 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 42
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 30
3 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 25
4 2-Amino-2-phenylethyl benzoate, ... 283 C17H17NO3 1000507-18-4 22
5 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 18
Abundance Scan 1217 (10.141 min): BG061078.D\data.ms (-1210) (- m/z 43.10 100.00%
43.1
711 105.1
5000
148.1 — —
26.2 10.00 10.50
e 2702 m/z 105.10  74.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45496: Undecane, 4-methyl-
43.0
71.0
5000 Mo MYAVAS
10.00 10.50
m/z 71.10 68.07%
23.g98.0126.0 ‘]-\4\9\.(\)‘]-\7\()\.\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0 S R
10.00 10.50
5000 m/z 41.10 61.14%
‘ H\ “\ \‘\ il 9%0 12J7.0 | 155.0 W/\/\/\/\j\J\/\/A/\/
R R R TR e e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)- —— —
105.0 10.00 10.50
m/z 57.10 60.98%
5000
148.0
27.0 77.0
e
bt 3280 L U
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 Undecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.229 19.46 ng 16848000 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
2 1-lodo-2-methylundecane 296 C12H251 073105-67-6 59
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 50
Abundance Scan 1232 (10.229 min): BG061078.D\data.ms (-1227) (- | m/z 43.10 100.00%
43.1
05.1 e =
‘ 1$5 B 10.00 10.50
Ob Al 1ss2 3387 445 ., 57.10  98.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #45492: Undecane, 2-methyl-
43.0
5000 . —
10.00 10.50
m/z 41.10 63.49%
\ ‘ ‘ 127.0
\\\‘“\“\'\h“f‘\“\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #193304: 1-lodo-2-methylundecane
57.0
—r —
10.00 10.50
5000 m/z 71.10 50.52%
Limeoseeo e
m/z--> 50 100 150 200 250 300 350 400
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- —— ——
43.0 10.00 10.50
m/z 85.10 39.05%
5000
‘ ‘ ‘ 126.0
“‘uhﬂqe‘h“‘H“““_“““H“““H“ —— —
m/z--> 50 100 150 200 250 300 350 400 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 Benzene, 1-methyl-4-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.329 12.27 ng 10622900 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 46
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 38
4 Nonane 128 C9H20 000111-84-2 35
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 35
Abundance Scan 1249 (10.329 min): BG061078.D\data.ms (-1242) (- | m/z 57.10 100.00%
57.1
5000 119.1
85.1
— —
‘ 148.1 10.00 10.50
“w‘i‘ww;w,u‘”‘pm;‘mM‘“1‘7‘9-‘%””_‘??‘1‘-‘1 m/z 43.10 55.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 — ——
10.00 10.50
0
910 148.0 m/z 41.10 51.74%
\‘\‘\\4\‘];.\(\)‘\\6“5\‘.\0\\“’\\‘\\‘w‘\\‘\w\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45498: Undecane, 3-methyl-
57.0
— —
10.00 10.50
5000 m/z 119.10 51.11%
85.0
29.0
L w00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59103: Decane, 6-ethyl-2-methyl- o —
57.0 10.00 10.50
m/z 71.10 35.64%
5000
85.0
RENNE SE 1 M AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 Undecane, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.981 15.59 ng 13500500 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
4 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 53
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 50
Abundance Scan 1360 (10.981 min): BG061078.D\data.ms (-1352) (- m/z 57.10 100.00%
57.1
85.1 El.l‘Od
112.11331 4635 ;
o‘WWMH“H“WMww‘mh_u“““‘1?“‘“3‘2‘97‘1‘ m/z 43.10 57.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 T
11.00
m/z 71.10 46.50%
29.0 ‘ 98.0
\\‘\‘\‘\\‘\\\‘!‘\\H\\‘\\\\“‘\\U\‘\\\]_\4‘]_\9\\‘].\6\9\\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
—r
11.00
5000 m/z 41.10 38.14%
290 85.0
Ll 1580 e W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59062: Undecane, 3,5-dimethyl- ——
57.0 11.00
m/z 56.10 19.27%
5000
29.0 85.0
| ‘ | ) (1120 1550 1840
L R AR RS AR ARRREE ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 13 unknownll.657 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.657 12.78 ng 11068400  Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 49
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 47
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 47
4 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 47
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 47
Abundance Scan 1475 (11.657 min): BG061078.D\data.ms (-1468) (- | m/z 43.10 100.00%
431
71.1
5000 105.1
133.1
—r— —
I | ‘ 16‘2'2 11.50 12.00
O b el sl ol by L4833 0 s 57,10 76.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
5000 S —
85.0 11.50 12.00
29.0 m/z 71.10 60.33%
| \L H ‘ \13?0 1410
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59073: Undecane, 4,8-dimethyl-
43.0
= —
71.0 11.50 12.00
5000 m/z 41.10 58.46%
99.0 141.0
A R M/W\/b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59040: Dodecane, 4-methyl- T T
430 710 11.50 12.00
m/z 55.10 47.95%
o WM
‘ 99.0 141.0
150 | L L e S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 14 Dodecane, 4,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.862 54.18 ng 46919000 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 58
3 1-Decene, 4-methyl- 154 C11H22 013151-29-6 53
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 50

Abundance Scan 1510 (11.862 min): BG061078.D\data.ms (-1500) (- | m/z 57.10 100.00%

57.1
5000
119.1 — —
162.2 11.50 12.00
- wh‘ ‘ﬁ‘b*ﬂ“u‘“w k1988 2980 nm/z 71.10  80.18%
miz--> 50 100 150 200 250
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 = RS
11.50 12.00
‘ m/z 43.10 69.62%
2710 ‘ 113.0
T “\ ‘\“ ‘ ‘\ ‘!‘ \“ T “ \H T T \1?‘5\'0\ \1\98‘.0\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
— —
11.50 12.00
5000 m/z 41.10 50.12%
‘ ‘85.0
I I S
miz--> 50 100 150 200 250
Abundance #31422: 1-Decene, 4-methyl- — —
57.0 11.50 12.00
m/z 56.10 31.21%
5000
27.0 112.0
B D S i ¥ AL
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 15 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.003 17.20 ng 14897300 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 76
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 64
5 Benzene, 2-ethenyl-1,3,5- trlmethyl— 146 C11H14 000769-25-5 53
Abundance Scan 1534 (12.003 min): BG061078.D\data.ms (-1529) (- | m/z 131.05 100.00%
131.1
5000
91.1
390 165.2 12.00 |
0 wJm_‘m_199?‘”_”‘_”%Z‘?‘j m/z 118.10  74.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 =
39.0 91.0 12.00
m/z 146.05  68.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
T |
12.00
5000 m/z 117.10 51.35%
39.0 91.0
TENTNNY RN Y —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler —— |
146.0 12.00
m/z 115.10 38.50%
118.0
5000
39.0 770 ‘ ‘
rrerrrenbett o -
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 16 Dodecane, 2,7,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.179 20.00 ng 4883370  Acenaphthene-d10 14.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 62
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 58
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 53
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 50

Abundance Scan 1734 (13.178 min): BG061078.D\data.ms (-1730) (- | m/z 57.10 100.00%
57.1

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0 13.00 13.50

m/z 85.10 32.13%

5000 \/\\Jv
85.1
131.1 — —
‘ ‘ 160.2 13.00 13.50
Ob oot bbby ) 1T 978 2449 s 71 10 75.24%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — e
13.00 13.50
290‘ 85.0 m/z 43.10 51.79%
113.0
\‘\‘\‘\\“‘H\M“\\‘M\‘\‘H\‘\\}‘\‘\‘\]Tﬂ.‘].\\(\)\‘\\}3\3\\0\‘H\\‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
—r —
13.00 13.50
5000 m/z 41.10 37.68%
H\ Ll h\ \ \‘141 0169 0197 0 W
—r —

5000

85.0
113.0

183.0
) \‘“N | 225.0253.0

m/z--> 20 40 60 80 100120140160 180200 220 240 260 13.00 13.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 17 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.838 20.00 ng 19666500  Phenanthrene-d10 17.409
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 55
2 Pentacosane 352 C25H52 000629-99-2 49
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 49
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 49
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 49
Abundance Scan 2527 (17.838 min): BG061078.D\data.ms (-2522) (- m/z 57.10 100.00%
| W
5000
179.1
— —r
‘ ‘ “ 17.50 18.00
ol L wu“ﬂ m 1l ) 32422643 3263 s 7110 88.01%
miz--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 P —
17.50 18.00
m/z 43.10 73.46%
126.0 1830
T \‘“[‘ H‘ \”‘\h“ \‘\h\ T ‘h\ T \“\ ‘ \22\6\.(\)’ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
— —r
17.50 18.00
5000 m/z 85.10 55.78%
i, 10180250 es0 32, W
i = B e S
m/z--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane — 7
57.0 17.50 18.00
m/z 179.10 36.65%
5000
9.0
41.0 197.
SR I e S I LA
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 18 Phenanthrene, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.213 14.31 ng 14069700  Phenanthrene-d10 17.409
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 di-p-Tolylacetylene 206 C16H14 002789-88-0 91
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 89
4 Phenanthrene, 4,5-dimethyl- 206 C16H14 003674-69-9 87
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 87

Abundance Scan 2761 (19.213 min): BG061078.D\data.ms (-2755) (- | m/z 206.20 100.00%
206.2
5000
= —
51 0 1 1165 1 ‘ ‘ 19.00 19.50
G w\ M‘u 261 Ll 2743 3301 n/7 191.10  59.00%
miz--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 e S
19.00 19.50
101 m/z 189.10  32.50%
1650
\\\\??9\“\‘[“‘!\\\‘\\\“h\\\\’\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #82923: di-p-Tolylacetylene
206.0
e e
19.00 19.50
5000 m/z 205.20 30.87%
63.0 ]‘.0% .0 165 0 M )
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene —— —
206.0 19.00 19.50
m/z 207.20 24.79%
5000
89.
lfho‘?*WWw»u M\w,w,w,‘ A
mlz--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 19 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.888 115.97 ng 9786140 Chrysene-d12 21.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 91
2 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 64
3 1-(Hydroxy-phenyl-methyl)-2-meth... 408 C27H3603 108546-86-7 53
4 4-Phenyl-2-naphthol 220 C16H120 036159-74-7 50
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 50

Abundance Scan 2876 (19.888 min): BG061078.D\data.ms (-2871) (- | m/z 220.20 100.00%
220.2
- W\A/\/\/\/W
1950 2000
55.1 101.1 165 1‘ : :
T v Y “‘» 42063 3345 438 /7 505.10 51.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #99441: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 — —
19.50 20.00
m/z 189.10 22.25%
\\\‘6\3\9\““‘““\\\\“\‘\h\hl[““\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo-
94.0 220.0
— —
43.0 19.50 20.00
5000 m/z 221.20 21.88%
AN
L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #306999: 1-(Hydroxy-phenyl-methyl)-2-methyl-cyclopropz — —
220.0 19.50 20.00
m/z 219.20 19.28%
5000 143.0
57.0
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acq On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 20 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.582  20.00 ng 1687710 Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
3 Pyrene, l-methyl- 216 C17H12 002381-21-7 64
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
5 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 59
Abundance Scan 2994 (20.582 min): BG061078.D\data.ms (-2991) (- | m/z 216.10 100.00%
216.1
T I
J”“ 20.50
ol M ‘L Lot 1004127123262 3885 488 s, 515 10 63.27%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 — :
20.50
108.0 m/z 234.20  34.04%
\\\‘\\\\““‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94579: Fluoranthene, 2-methyl-
216.0
T I
20.50
5000 m/z 217.10 31.92%
108.0
39 0 \“ 163 0\1 fu
R T T N B L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94566: Pyrene, 1-methyl- T ‘
216.0 20.50
m/z 189.10 25.08%
5000
94.0
300 || 1630
o L A —r
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG050124\
Data File : BG061078.D

Acg On : 1 May 2024 16:06
Operator : MA/JU

Sample 1 P2284-01

Misc :

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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]
Nonane 5.975 15.6 ng 6253220 1  7.949 8011020 20.0
6-Dodecanol 6.592 13.6 ng 5463600 1 7.949 8011020 20.0
Undecane 7.603 41.0 ng 16416200 1 7.949 8011020 20.0
Cyclohexane, (2... 8.255 13.8 ng 5527430 1  7.949 8011020 20.0
Benzene, l-meth... 8.507 20.1 ng 8035320 1  7.949 8011020 20.0
Nonane, 3,7-dim... 8.742 32.8 ng 13151700 1  7.949 8011020 20.0
Tetradecane 9.218 53.0 ng 21227800 1 7.949 8011020 20.0
Propiophenone, ... 9.330 31.7 ng 12698400 1 7.949 8011020 20.0
unknown10.141 10.141 16.1 ng 13917800 2 10.764 17319100 20.0
Undecane, 2-met... 10.229 19.5 ng 16848000 2 10.764 17319100 20.0
Benzene, 1-meth... 10.329 12.3 ng 10622900 2 10.764 17319100 20.0
Undecane, 2,6-d... 10.981 15.6 ng 13500500 2 10.764 17319100 20.0
unknown11.657 11.657 12.8 ng 11068400 2 10.764 17319100 20.0
Dodecane, 4,6-d... 11.862 54.2 ng 46919000 2 10.764 17319100 20.0
Naphthalene, 1,... 12.003 17.2 ng 14897300 2 10.764 17319100 20.0
Dodecane, 2,7,1... 13.179 20.0 ng 4883370 3 14.642 4883370 20.0
Tridecane, 6-pr... 17.838 20.0 ng 19666500 4 17.409 19666500 20.0
Phenanthrene, 2... 19.213 14.3 ng 14069700 4 17.409 19666500 20.0
Phenanthrene, 2... 19.888 116.0 ng 9786140 5 21.598 1687710 20.0
11H-Benzo[b]flu... 20.582 20.0 ng 1687710 5 21.598 1687710 20.0
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