LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc :

ALS Vvial : 12 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140691.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 17 rVB 1907180 3000674 54.89% 4.748%
2 3.210 175 190 210 rVB 250974 513270 9.39% 0.812%
3  3.375 210 218 230 rBV 23141 59282 1.08% 0.094%
4 3.657 261 266 272 rVWW3 31367 61828 1.13% ©.098%
5 3.734 272 279 289 rVB2 35627 70815 1.30% 0.112%
6 4.393 385 391 396 rVB2 44378 82067 1.50% 0.130%
7 4.887 469 475 483 rVB 92222 142761 2.61% 0.226%
8 4.987 483 492 498 rBv4 22991 63248 1.16% 0.100%
9 5.140 515 518 521 rBV 92245 126014 2.31% 0.199%
106 5.210 526 530 538 rVB 137240 198125 3.62% 0.314%
11 5.293 538 544 548 rBV 80256 112222 2.05% 0.178%
12 5.351 551 554 559 rVB 43133 55032 1.01% 0.087%
13 5.499 573 579 586 rVB 683518 964579 17.64%  1.526%
14 5.663 596 607 614 rBV3 78154 202417 3.70%  0.320%
15 5.722 614 617 621 rBV2 68493 92933 1.70% 0.147%
16 5.763 621 624 627 rBV2 43378 55435 1.01% ©0.088%
17 5.922 642 651 657 rVB3 139829 260959 4.77%  0.413%
18 6.075 674 677 684 rVB2 48643 91287 1.67% 0.144%
19 6.157 684 691 694 rBvV 70521 106652 1.95% 0.169%
20 6.204 694 699 701 rVV2 256685 372360 6.81% ©0.589%
21  6.228 701 703 709 rVWW 200129 226172 4.14%  0.358%
22 6.387 726 730 733 rBV 94538 120551 2.21% 0.191%
23 6.422 733 736 740 rBv4 40173 65139 1.19% 0.103%
24 6.469 740 744 747 rVB4 46214 62247 1.14% ©.098%
25 6.516 747 752 757 rBV 432834 680420 12.45% 1.077%
26 6.663 773 777 779 rW2 49738 73095 1.34% 0.116%
27 6.698 779 783 786 rVW 99250 170108 3.11% 0.269%
28 6.763 787 794 802 rVB5 98436 332974 6.09% 0.527%
29 6.869 807 812 815 rBV 397808 524571 9.60% 0.830%
30 6.910 815 819 826 rVB2 404688 597390 10.93% 0.945%
31 7.045 834 842 846 rBV2 723548 1177821 21.55% 1.864%
32 7.116 849 854 857 rBV 476322 667562 12.21% 1.056%
33 7.204 863 869 872 rBV2 327259 625455 11.44%  0.990%
34 7.334 886 891 896 rBV2 72505 118809 2.17% 0.188%
35 7.404 896 903 905 rBV 1043913 1523446 27.87% 2.411%

36 7.434 905 908 912 rVV 1448897 2013014 36.82% 3.185%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc :

ALS Vvial : 12 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.593 912 935 937 rVV3 1124061 5466742 100.00%  8.650%
38 7.628 938 941 948 rVB3 1570658 2623714 47.99%  4.152%
39 7.722 954 957 961 rVB2 359761 470403 8.60% 0.744%
40 7.804 966 971 980 rVB5 389794 965700 17.67% 1.528%
41 7.887 980 985 992 rBV 566224 825027 15.09% 1.306%
42 8.151 1017 1030 1031 rBV2 655080 1432324 26.20% 2.266%
43 8.234 1042 1044 1048 rVB 89220 88090 1.61% 0.139%
44  8.298 1051 1055 1061 rVB5 191132 329893 6.03% 0.522%
45  8.351 1061 1064 1066 rBV3 55399 74721 1.37% 0.118%
46 8.422 1072 1076 1078 rBV 197088 272418 4.98% 0.431%
47  8.528 1090 1094 1099 rVB2 175724 266871 4.88% 0.422%
48 8.587 1099 1104 1107 rBV 134256 215176  3.94%  0.340%
49 8.681 1116 1120 1122 rBV 173676 227733 4.17% 0.360%
50 8.710 1122 1125 1126 rW 123527 144948 2.65% 0.229%
51 8.751 1126 1132 1139 rVB 1978003 3003708 54.95% 4.753%
52 8.822 1139 1144 1149 rBV3 209064 323549 5.92% 0.512%
53 8.892 1152 1156 1159 rVV2 207892 282908 5.18% 0.448%
54 8.934 1160 1163 1164 rVvv2 143852 167325 3.06% 0.265%
55 8.963 1164 1168 1177 rVV2 1007611 1674741 30.64% 2.650%
56 9.039 1177 1181 1187 rVB4 214046 351890 6.44% 0.557%
57 9.092 1187 1190 1193 rBV 84737 115315 2.11% 0.182%
58 9.134 1193 1197 1203 rBV5 93515 184967 3.38% 0.293%
59 9.228 1204 1213 1217 rVB 2181023 3062643 56.02% 4.846%
60 9.269 1217 1220 1223 rBV 47741 54676 1.00% 0.087%
61 9.304 1223 1226 1234 rVB4 58016 111627 2.04% 0.177%
62 9.392 1238 1241 1245 rVB2 125011 161237 2.95% 0.255%
63 9.475 1246 1255 1260 rBV3 494266 1495315 27.35% 2.366%
64 9.581 1261 1273 1283 rVB2 1477566 5438181 99.48% 8.605%
65 9.704 1286 1294 1301 rVB 670799 1222607 22.36% 1.935%
66 9.792 1301 1309 1316 rVB 869680 1739666 31.82% 2.753%
67 9.851 1316 1319 1322 rBV 79213 109270 2.00% 0.173%
68 9.910 1323 1329 1332 rBV 699026 1038923 19.00% 1.644%
69 9.939 1332 1334 1338 rVB 399946 399750 7.31% 0.633%
70 10.010 1338 1346 1350 rBV2 305434 508843 9.31% 0.805%
71 10.069 1353 1356 1359 rVB3 86105 90830 1.66% 0.144%
72 10.110 1359 1363 1365 rBV2 149754 234252 4.29% 0.371%
73 10.134 1365 1367 1375 rVB2 260051 411935 7.54% 0.652%
74 10.204 1375 1379 1386 rBV3 68741 128676 2.35% 0.204%
75 10.269 1386 1390 1393 rBV2 172446 245772  4.50%  0.389%

76 10.375 1404 1408 1417 rVB3 103405 228981 4.19% 0.362%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc :

ALS Vvial : 12 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 10.457 1417 1422 1425 rBV 165725 214027 3.92% 0.339%
78 10.498 1425 1429 1431 rBV2 59487 80387 1.47% 0.127%
79 10.622 1446 1450 1457 rVB2 186387 264582 4.84% 0.419%
80 10.704 1458 1464 1469 rBV 1481818 2025221 37.05% 3.205%
81 10.828 1480 1485 1493 rBV2 228625 375868 6.88% 0.595%
82 11.122 1532 1535 1543 rVB4 23080 57616 1.05% 0.091%
83 11.257 1553 1558 1563 rBV 710996 938612 17.17% 1.485%
84 11.316 1565 1568 1573 rVV 128974 171036 3.13% 0.271%
85 11.398 1577 1582 1589 rVV 633200 853364 15.61% 1.350%
86 11.469 1590 1594 1598 rVv2 71889 114645 2.10% 0.181%
87 11.510 1598 1601 1615 rVB 55553 116750 2.14% 0.185%
88 11.633 1616 1622 1627 rBV 289627 397842  7.28% 0.630%
89 11.922 1666 1671 1679 rVV2 268125 430148 7.87% 0.681%
90 12.016 1683 1687 1693 rVB2 92199 133454 2.44% 0.211%
91 12.080 1694 1698 1705 rBv4 33125 69972 1.28% 0.111%
92 12.616 1784 1789 1794 rBV 261478 351886 6.44% 0.557%
93 12.704 1800 1804 1809 rVB 38220 54919 1.00% ©0.087%
94 12.845 1821 1828 1840 rVB 224202 369195 6.75% 0.584%
95 12.980 1845 1851 1860 rBV 2171063 2981046 54.53% 4.717%
96 13.157 1876 1881 1888 rBV2 26434 57717 1.06% 0.091%
97 13.869 1997 2002 2015 rVB3 71288 135267 2.47% 0.214%
98 14.045 2024 2032 2046 rVB 457650 689211 12.61% 1.091%
99 15.551 2282 2288 2303 rVB 281040 511001 9.35% 0.809%

Sum of corrected areas: 63195847
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140691.D\data.ms

20000001 152

7.62¢
7.434

1500000

7.503

7.404
1000000
5.499
500000 g
3.210 .
5% -
. 3.375 3.85B4 4.393 4.8p753%i00g, | 5am2Es
- \‘\\\\/\\ \\/\\\‘\H\‘HH’HH‘HH‘H\\‘\\H“!_Y_Y_F‘HH‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
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: BF140691.D\data.ms
8751 9.928 12.980
2000000
9.581 10.704
1500000
8.963

1000000

5000007

0 7 — 7 7 — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BF140691.D\data.ms

— — T T
11.50 12.00 12.50 13.00

2000000
1500000
1000000

500000 14.045
15.551

13.869
0 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\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 114.41 ng 3000670 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 10 (2.152 min): BF140691.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000
43.0
87.1
e  RARAREREEEZN L
91 ‘ 2.202.302.402.502.60
Ob oot b e e m/z 43.05 35.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [ T T T T[T T T[T ITT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10 27.07%
29.0
M‘ \‘\“ LQO ‘ |
0\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.38%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- P
73.0 2.202.302.402.502.60
m/z 41.05 11.74%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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-Butanol, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.2106 19.57 ng 513270 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
4 Amylene hydrate 88 C5H120 000075-85-4 42
5 3-Heptanol 116 C7H160 000589-82-2 40
Abundance Scan 190 (3.210 min): BF140691.D\data.ms (-175) (-) m/z 59.10 100.00%
50.1
5000 A
a1 87t D &
‘ ‘ 7‘1 1 2.80 3.00 3.20 3.40 3.60
bbbt B mjz 87.10 29.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 DL B LN B W
2.80 3.00 3.20 3.40 3.60
4L.0 87.0 m/z 41.106 23.18%
150 28.0 H ‘
0\\\‘\\‘\\‘\\\H“\\\\“\\‘\\’\\‘\w‘\\\7\{%\\0\\’\\\\‘\\\1-9]\-\0\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5025: 2-Pentanol, 2-methyl-
59.0

NSNS W N4

2.80 3.00 3.20 3.40 3.60
5000 m/z 43.10 22.69%

45.0 87.0
310
150 | | \H L
Ot b s e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5058: Propane, 2-ethoxy-2-methyl-
59.0 2.80 3.00 3.20 3.40 3.60
m/z 69.10 22.18%
5000
87.0
20.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 trans-3,4-Dimethylcyclopent... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.922 9.95 ng 260959 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 58
2 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 46
3 Cyclopentanone, 2,4-dimethyl- 112 C7H120 001121-33-1 40
4 4-Methyl-2-heptene 112 C8H16 003404-56-6 27
5 2-Methylthiolane, S,S-dioxide 134 C5H1002S 001003-46-9 25
Abundance Scan 651 (5.922 min): BF140691.D\data.ms (-642) (-) m/z 42.10 100.00%
42.1 69.0
5000
55. 112.1 M
T T e
| “ ‘M 831 g9 5.60 5.80 6.00 6.20
OFrrrrrrrrprrer et e i Pl m/z 69,05 87.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7461: trans-3,4-Dimethylcyclopentanone
(¢
42.0 690
5000 BN R
112.0 5.60 5.80 6.00 6.20
55.0 m/z 59.85  73.41%
27.0 ‘ ‘
O H\‘\\‘\\‘H\H“\H}“\‘\\\‘\H}\‘\\\‘\’\\\\8‘%\-\0\‘\\\\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #579: Cyanamide, dimethyl-
69.0
kﬂh_‘u‘u“_‘u‘u‘w
5.60 5.80 6.00 6.20
5000 m/z 43.05 69.33%
42.0
15.0 28.0
|t 9RO
Ot o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7444: Cyclopentanone, 2,4-dimethyl- AT
42.0 5.60 5.80 6.00 6.20
69.0 m/z 41.10 59.87%
5000
55.0
29.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 4 Cyclopentanone, 2,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
6.204 14.20 ng 372360 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2,4-dimethyl- 112 C7H120 001121-33-1 59
2 Cyclopentanone, 2,5-dimethyl- 112 C7H120 004041-09-2 58
3 1,3-Cyclohexanedione 112 C6H802 000504-02-9 52
4 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 50
5 Cyclopentane 70 C5H10 000287-92-3 47
Abundance Scan 699 (6.204 min): BF140691.D\data.ms (-694) (-) m/z 42.05 100.00%
42.0
69.1
5000
55.1 112.1
T R
‘ | 840 g70 120.2 5.80 6.00 6.20 6.40 6.60
Obrprerrrrrefler bl sl T SED e FE2 L m/z 69.10  61.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7444: Cyclopentanone, 2,4-dimethyl-
42.0
69.0
5000 B R RN N
55.0 5.80 6.00 6.20 6.40 6.60
1120 m/z 41.10 45.69%
29. :
T | 830 910
O \‘HH‘\H\“ \H‘\‘\H‘\HHHH‘\‘H\‘HH‘\H\‘HH‘\H\’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7445: Cyclopentanone, 2,5-dimethyl-
42.0
R aaae B E s S
69.0 5.80 6.00 6.20 6.40 6.60
m/z 112.10  34.66%
5000 56.0 112.0
84.0 97.0
Y M | S N RN N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7217: 1,3-Cyclohexanedione R R
42.0 5.80 6.00 6.20 6.40 6.60
m/z 55.10  32.14%
5000
55.0 84.0 112.0
27.0 70.0
0“Hﬁ‘H‘MHH‘_m‘_‘HWHH‘N‘W‘HJMH‘_uH‘H‘W‘H‘ R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown6.763 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.763 12.70 ng 332974 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxypivalic acid 118 C5H1003 004835-90-9 47
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 42
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 37
4 Sulfide, allyl methyl 88 C4H8S 010152-76-8 37
5 Urea, ethyl- 88 C3H8N20 000625-52-5 37
Abundance Scan 794 (6.763 min): BF140691.D\data.ms (-787) (-) m/z 73.05 100.00%
73.0 88.0
59.1
5000 43.1
AR AARma
‘H 102.0 126.1 6.40 6.60 6.80 7.00
bbbl T T m/z 88.65 95.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9873: Hydroxypivalic acid
73.0 880
5000 \‘HH‘{\‘/\\‘HH’HH‘\
6.40 6.60 6.80 7.00
41.0 o
27 55.0 m/z 59.10 54.79%
O H‘HH‘\H\‘\H\“!‘\‘\\‘\\U\”HH‘HH‘H‘\“’H\%83\;9‘\];\1-\9’.\\0\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9191: Acetic acid, diethyl-
43.0
e A RmasamEEE SR
I 6.40 6.60 6.80 7.00
5000 27.0 m/z 43.10 50.94%
0 w20
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24164: 2-Ethyl-4-methylpentanoic acid T
73.0 6.40 6.60 6.80 7.00
88.0 m/z 41.10  44.28%
57.0
5000 41.0
21.0 1160
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF112124.M Tue Dec 03 02:29:52 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 6 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.045 44.91 ng 1177820  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H10 007785-10-6 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 842 (7.045 min): BF140691.D\data.ms (-834) (-) m/z 117.10 100.00%
117.1
5000
91.0
391 630 770 | 6.80 7.00 7.20 7.40
Obrprrrprrrr et bttt Al m/z 118,10 55.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11v.0
5000 L L L I IR B

6.80 7.00 7.20 7.40
m/z 115.05 33.03%

91.0
63.0
O\\’17\5\.9\\\‘\‘\?%‘.\()H\MH\M}U\\‘ZZ(‘O\H\“HH‘i‘\\\‘\\!\“\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0
6.80 7.00 7.20 7.40
5000 ITI/Z 91.05 17.01%
390 91.0
65.0 ‘
Obreprrreprrreprrelbere e bl b el el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl- I R R RARERAS S
117.0 6.80 7.00 7.20 7.40
m/z 63.05 7.64%
5000
91.0
51.0 65.0 ‘ ‘
0u,u\\,\2\\7(‘0\m“\u\i‘\u‘l‘;‘\‘\WH‘Mm\‘im\‘1‘\”‘”1\“””‘”” P e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF112124.M Tue Dec 03 02:29:52 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzene, 1,2-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.116  25.45 ng 667562 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 90
Abundance Scan 854 (7.116 min): BF140691.D\data.ms (-849) (-) m/z 119.05 100.00%
119.1
5000 134.1
91.0
57.
39.1 ‘ % 6.80 7.00 7.20 7.40
) SRS P o N ‘M AL, w‘u‘“ b mz 1es.16 96.88%
m/z--> 20 40 100 120 140
Abundance #17032. Benzene, 1,2-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40
' m/z 134.05 47.05%
39.0 65.0
O \]_\5\0‘\‘\ T \“‘\ \‘\ \ “\‘\ T \m‘ T \ “\ “H\ \M“l T \‘\ ‘ 1
miz-> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
e e e
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 28.96%
91.0
39.0 65.0
o189 30 L B0 L Lo
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl- A TS
119.0 6.80 7.00 7.20 7.40
m/z 57.10 17.39%
5000 134.0
91.0
41.0 65.0
o‘“‘2‘6“0@“‘\wwHmmuww O N
m/z--> 20 40 60 100 120 140 6.80 7.00 7.20 7.40

8270-BF112124.M Tue Dec 03 02:29:52 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown7.204 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.204  23.85 ng 625455 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
2 Benzene, 1,4-diethyl- 134 C1loH14 000105-05-5 38
3 o-Cymene 134 C1eH14 000527-84-4 38
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 38
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 35
Abundance Scan 869 (7.204 min): BF140691.D\data.ms (-863) (-) m/z 105.10 100.00%
41.1 56.1 105.1
88.1
5000 134.1
( ‘ H ‘ ‘ ‘ 6.80 7.00 7.20 7.40 7.60
o ESRERSSN———'I ‘H}Hl”“ ‘HWHM ‘J‘M“H‘,‘““HJ“H‘W‘HW m/z 119.10  88.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
77.0 m/z 56.10 87.23%
0 \\‘J-HSHO‘\\\‘\“H\\"‘\\H“Ez\ﬂ\\\‘\H‘H‘H\\"U\H‘\‘\l\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
R e R
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 41.10  85.80%
91.0
41.0 65.0
o <L it N 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene B AmamaEEEa
119.0 6.80 7.00 7.20 7.40 7.60
m/z 57.10 77.44%
5000 91.0
134.0
39.0 65.0 ‘
0 ‘“1‘?‘0“‘m‘H‘“,M‘H;“H‘,:‘:‘w‘H‘MH‘J,:uH‘“w‘,Hmwww e RARNEUSEEEL o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21

Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: 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 9 2,2-Dimethylbutanedioic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.593 76.33 ng 5466740  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 50
2 Butane, 2-ethoxy-2-methyl- 116 C7H160 000919-94-8 38
3 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 27
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 25
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 22
Abundance Scan 935 (7.593 min): BF140691.D\data.ms (-912) (-) m/z 59.10 100.00%
59.1
41.1
7.1
5000 8
PV e e
111.1
“ A ‘H " 191 7.20 7.40 7.60 7.80 8.000
ol vkl e et m/z 41.10  70.25%
miz--> 20 40 60 80 100 120 140
Abundance #25228: 2,2-Dimethylbutanedioic acid
59.0
41.0
5000 I L LU B I
87.0 7.20 7.40 7.60 7.80 8.00
m/z 43.10 57.53%
O L ’ UL ‘H T \‘1 T ‘”\‘\ T }#’3\.\0\ T ‘1?§.\0\ ]‘_4\6\.(\)\
miz--> 20 40 60 80 100 120 140
Abundance #9532: Butane, 2-ethoxy-2-methyl-
59.0
87.0 ISR -
7.20 7.40 7.60 7.80 8.00
5000 m/z 87.10 51.75%
43.0
27.0 ‘ ‘
o ST S| S T
m/iz--> 20 40 60 80 100 120 140
Abundance #10071: 2,3-Butanediol, 2,3-dimethyl- R e
59.0 7.20 7.40 7.60 7.80 8.00
m/z 57.10 49.41%
5000 43.0
85.0
0 27\'\ “\ I 103.0
L B B e e EERRR RS R
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF112124.M Tue Dec 03 02:29:53 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21

Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.628 36.64 ng 2623710  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
Abundance Scan 941 (7.628 min): BF140691.D\data.ms (-938) () m/z 119.10 100.00%
119.1
5000
91.0
391 g5 1 7‘4‘ 1 i 1351 7.40 7.60 7.80 8.00
OF i ‘uh bt LTI myz 134,05 41.60%
m/z--> 20 40 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.05 17.68%
65.0
O \]_\5\()‘\‘\ T \"‘\ \‘1 T “f‘\ T f“ T f‘\ T “\‘\ \Hl T \]-\?.‘()\ T
miz--> 20 60 80 100 120 140
Abundance #17066. Benzene, 1,2,3,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 74.10 15.34%
91.0
410 430 | 135.0
0 ““‘M“ﬂ‘ww“ﬁw‘Jﬁ““‘W“Nw‘“\““
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- R RRRNEEEN AR
119.0 7.40 7.60 7.80 8.00
m/z 71.10 13.23%
5000
41.0 950 135.0
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF112124.M Tue Dec 03 02:29:54 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknown7.804 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.804 13.48 ng 965700  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 12
2 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
3 Maleic acid, di-t-butyl ester 228 C12H2004 018305-60-7 10
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 10
5 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 10

Abundance Scan 971 (7.804 min): BF140691.D\data.ms (-966) (-) m/z 57.10 100.00%

57.1
5000 97.1 M
131.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ ‘ L “ 1 7.40 7.60 7.80 8.00 8.20
0 bbbl ML Tm/z 41.10  52.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 830 | L AL B
111.0 7.40 7.60 7.80 8.00 8.20
m/z 97.10 45.21%
O T \“‘1 . 4 \‘!H‘ T \‘U\ T }“‘\:I-\S\“T;(\)\”\]I?\S\-p‘ \]\-916‘.(\)\ \2\%\4\.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta
57.0
 MEmmanattE
7.40 7.60 7.80 8.00 8.20
5000 m/z 55.10 37.79%
97.0
0 29-0“\ ‘\‘ L 143.0 169.0 227.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #108748: Maleic acid, di-t-butyl ester R AARSRARRERS
57.0 7.40 7.60 7.80 8.00 8.20
m/z 74.05 33.95%
5000
117.0
29.0
Lo wme s
A e AR EE L EERREA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00 8.20

8270-BF112124.M Tue Dec 03 02:29:54 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.887 11.52 ng 825027 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 70
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 68
Abundance Scan 985 (7.887 min): BF140691.D\data.ms (-980) (-) m/z 117.10 100.00%
117.1
- AJ\A
911 o RAEEEEEE RS
51. - 7.60 7.80 8.00 8.20
oINS M““‘ I P82l 7 119,10 49.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
510 m/z 132.05 34.79%
27.0 ‘ ‘
0\\\‘\\\\‘\\‘H“H‘\\h\\\‘}\‘m\‘\\‘\‘U\‘\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
o
7.60 7.80 8.00 8.20
5000 m/z 115.05 31.51%
91.0
390 g0 ‘ M
0 \\\‘\‘\\\“\\“1‘\“1‘”1““”‘1\“‘\‘” A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- R ARAEREENE A L
117.0 7.60 7.80 8.00 8.20
m/z 91.10 22.83%
5000
91.0
51.0
27 0
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF112124.M Tue Dec 03 02:29:55 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.751 41.94 ng 3003710 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
2 Styrene 104 C8H8 000100-42-5 91
3 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 64
4 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 64
Abundance Scan 1132 (8.751 min): BF140691.D\data.ms (-1126) (-) m/z 104.05 100.00%
104.1 132.1
5000 78.1
51.0
M 8.40 8.60 8.80 9.00
O b My L1602 7 135,65 91.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 8.0
51.0 8.40 8.60 8.80 9.00
m/z 103.10 54.12%
27.0 ‘ ‘
0 \\\‘\“\\\“‘i\\‘l\““{‘\\‘ “H‘\\“‘U'U\\\‘H\‘\‘H\\’H\
miz--> 20 40 60 80 100 120 140 160
Abundance #5492: Styrene
104.0
R e RARRRREES
8.40 8.60 8.80 9.00
5000 78.0 m/z 78.10 43.78%
51.0
27.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #88949: N-Ethylbenzimidoyl bromide R e RAREENE RN
104.0 8.40 8.60 8.80 9.00
132.0 m/z 77.05 31.07%
5000 270
51.0 '
27.0 ‘
0 ‘H“M‘HH“M‘W“ “NH““““L““‘,“‘ A e st
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown9.475 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.475 28.79 ng 1495320  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 49
2 Ethyl 4-methylbenzoate 164 C10OH1202 000094-08-6 38
3 N-Methyl-p-toluamide 149 CO9H11NO 018370-11-1 38
4 4-Aminostyrene 119 C8H9N 001520-21-4 38
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 35

Abundance Scan 1255 (9.475 min): BF140691.D\data.ms (-1246) () | m/z 119.10 100.00%

110.1
91.1 164.1
5000
SNV VR S
39.1 63.0 | 9.20 9.40 9.60 9.80
0 b 2198 sz 117010 62.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39205: Ethyl o-methylbenzoate
110.0
164.0
5000 91.0 T T T T T T T T

9.20 9.40 9.60 9.80
m/z 118.10 57.58%

0 Lk ]

il L N |
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39220: Ethyl 4-methylbenzoate

119.0

o
o]
(4]
o

9.20 9.40 9.60 9.80

m/z 91.10 54.50%
5000 910 /
65.0 164.0
39.0
V)22 A R PO SR (S AR ) —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27325: N-Methyl-p-toluamide  RAAERARmEE RS
119.0 9.20 9.40 9.60 9.80
m/z 164.10 53.81%
91.0
5000
148.0
65.0
39.0
(1ECE NN S NSREEE N NN SH—_— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 15 2,5-Dimethylphenylacetic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.581 104.69 ng 5438180  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 90
2 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 81
3 3,4-Dimethylbenzenacetic acid 164 C1OH1202 017283-16-8 72
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 43
5 p-Cymene 134 C1oH14 000099-87-6 43

Abundance Scan 1273 (9.581 min): BF140691.D\data.ms (-1261) (-} | m/z 119.10 100.00%
119.1

5000 164.1

-

L
391 1t 9.50
H‘_HWLMWMNWnmwkwm‘wﬂuwuuwuw‘uwuH‘HH_%§&4 m/z 164.10  38.64%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39278: 2,5-Dimethylphenylacetic acid
119.0

o

5000 — ‘
164.0 9.50
300 770 m/z 91.10 37.59%
O' ‘HH‘\H\’\‘H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39277: 3,5-Dimethylphenylacetic acid
119.0
T T
9.50
m/z 105.10  29.07%
5000 164.0
390 770
] RN R SRR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39276: 3,4-Dimethylbenzenacetic acid T ‘
119.0 9.50

m/z 104.10  15.52%

5000
164.0
51.0
0 nw ‘\‘gg“.o‘ L] ‘\

m/z--> 20 40 60 80 100120140160180200220240260280 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 16 Acetic acid, (2,4-xylyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.704  23.54 ng 1222610  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 91
2 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 72
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72
4 Benzene, 1-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 64
5 1-Chloromethyl-3,5-dimethylbenzene 154 C9H11Cl 002745-54-2 64

Abundance Scan 1294 (9.704 min): BF140691.D\data.ms (-1286) (-} | m/z 119.10 100.00%
1

19.1
5000
164.1

911 ‘9 ‘50‘ io‘od
39.1 651 . :
0 m""mpum‘uuHH_“H‘HMJ‘J‘Hlf“l:‘l”_m_‘ m/z 164.10  30.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39252: Acetic acid, (2,4-xylyl)-
119.0
5000 e —
9.50 10.00
164.0

m/z 91.10 17.47%

91.0
0 39\\0 \ 650 L. ‘ Wl MH I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39690: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119.0

T
9.50 10.00

5000 m/z 120.05 11.33%
91.0
45.0
‘ 65.0 ‘ ‘ 164.0

o NS X R P N

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- e =
119.0 9.50 10.00

m/z 105.10  10.29%

) m
91.0
o150 390 60

—
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 17 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.792  33.49 ng 1739670  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 91
2 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 58
3 2-Propenoic acid, 3-(2-hydroxyph... 164 C9H803 000614-60-8 58
4 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 49
5 p-Coumaric acid 164 CSH803 007400-08-0 25
Abundance Scan 1309 (9.792 min): BF140691.D\data.ms (-1301) (-) m/z 164.10 100.00%
119.1 164.1
5000 9Ll
511 ‘ 9.50 10.00
0 el L1931 s 146,05 93.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
9.50 10.00
91.0 m/z 119.10 92.25%
10 ]
0\\\\‘2\7\(\)\“‘\ \‘\‘\”“\‘\ \‘\‘H‘\\\\“\‘\\‘\M\\‘\\‘\w‘\\“‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39223: Ethyl o-methylbenzoate
119.0
91.0 ‘
9.50 10.00
5000 164.0 m/z 118.10 86.11%
65.0
39.0 ‘ ‘
A ELTO R W TN N T PR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #40420: 2-Propenoic acid, 3{2 hydroxyphenyl)-, (E)- T =
118. 9.50 10.00
m/z 91.10 49.98%
5000
146.0
90.0
=05 ] |
P O PO NS TS AN g POV VAT W
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 18 unknownl@.010 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.010 9.80 ng 508843  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Methoxy-5-methylphenyl)prop... 178 C11H1402 082620-73-3 47
2 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 47
3 1-(benzo[d][1,3]dioxol-4-yl)prop... 178 C10H1003 1000456-65-5 47
4 3,4-Methylenedioxypropiophenone 178 C10H1003 028281-49-4 47
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 328 C19H2403Si 1000507-07-4 38

Abundance Scan 1346 (10.010 min): BF140691.D\data.ms (-1338) (- m/z 149.05 100.00%

149.1
5000
911 178.1
15.1 1000 |
s ﬁ N 207.1 o
O bl it Ll EIES  m/z 178,10 42.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #52649: 1-(2-Methoxy-5-methylphenyl)propan-1-one
149.0
5000 —
10.00
91.0 m/z 91.10 36.28%
178.0
0 15.0 39.0 L 6?0 I Wl \1190 L ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\[\\\f‘\f\\[\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52849: Cyclohexanone, 2-cyclohexylidene-
149.0
T I
81.0 10.00
5000 41.0 178.0 m/z 107.10 34.14%
107.0
0 A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52316: 1-(benzo[d][1,3]dioxol-4-yl)propan-1-one — :
149.0 10.00
m/z 133.05 33.16%
5000 178.0
65.0
| 9]I.O 121.0 ‘
o AR | 0 A U M S —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Tris(2-chloropropyl) phosphate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.257 22.00 ng 938612  Phenanthrene-dle 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tris(2-chloropropyl) phosphate

2 2-Propanol, 1-chloro-, phosphate..
3 Bis(1-chloro-2-propyl)(3-chloro-...
4 Tris(3-chloropropyl) phosphate

5 Triisopropylphosphate

326 C9H18C1304P

. 326 C9H18C1304P

326 C9H18C1304P
326 C9H18C1304P
224 C9H2104P

006145-73-9 87
013674-84-5 70
137909-40-1 38
001067-98-7 37
000513-02-0 25

Abundance Scan 1558 (11.257 min): BF140691.D\data.ms (-1553) (- m/z 99.00 100.00%
41.1 99.0
5000 157.0 201.0
271 1100 1150
b L s | ‘ '
bl L R L mjz 125.00 95.80%
miz--> 50 100 150 200 250 300
Abundance #232388: Tr|s(2 chloropropyl) phosphate
125.
41.0
5000 T T T T T
11.00 11.50
1.0 277.0 m/z 41.10 83.57%
7.0 159.0 ‘
0L ‘ \‘\‘M T ul ‘\‘ T “\ T ‘\ \“‘\ T “ \‘\23\‘5\.0’ T ‘\‘ i ?1\3\|
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
‘ ; —
11.00 11.50
5000 ITI/Z 201.00 38.46%
201.0 277.0
450 g1 150.0 ‘ ‘
SR s T Y
miz--> 50 100 150 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosp ; ; ——
99.0 11.00 11.50
m/z 157.00 36.87%
5000/ 410 157.0
‘ ‘ 201.0
bl L2850 w0
m/z--> 50 100 150 200 250 300 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.922 10.08 ng 430148  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1671 (11.922 min): BF140691.D\data.ms (-1666) (- m/z 73.05 100.00%
73.0
43.0

5000

%

129.0
213.2 —
‘ 157.1185.1 12.00
o_mh‘:‘m!”Jl‘u‘w‘ m/z 43.05 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

—
12.00
m/z 60.00 82.41%

157.0 185.0 213.0 256.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 ITI/Z 57.10 67.90%
171.0
214.0
i) \
0“M‘WﬁwﬂWH&WMNNJM‘MMwkwﬁ‘m‘wku‘uuw‘u‘_‘u‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00

43.0 m/z 41.10 64.03%
5000
129.0
185.0 228.0
99.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140691.D

Acqg On : 02 Dec 2024 16:21
Operator : RC/JU

Sample : P5021-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.152 114.4 ng 3000670 1 6.869 524571 20.0
2-Butanol, 2,3-... 3.210 19.6 ng 513270 1 6.869 524571 20.0
trans-3,4-Dimet... 5.922 9.9 ng 260959 1 6.869 524571 20.0
Cyclopentanone, . 6.204 14.2 ng 372360 1 6.869 524571 20.0
unknown6.763 6.763 12.7 ng 332974 1 6.869 524571 20.0
Indane 7.045 44.9 ng 1177820 1 6.869 524571 20.0
Benzene, 1,2-di... 7.116 25.4 ng 667562 1 6.869 524571 20.0
unknown7.204 7.204 23.9 ng 625455 1 6.869 524571 20.0
2,2-Dimethylbut... 7.593 76.3 ng 5466740 2 8.151 1432320 20.0
Benzene, 1,2,4,... 7.628  36.6 ng 2623710 2  8.151 1432320 20.0
unknown?7.804 7.804 13.5 ng 965700 2 8.151 1432320 20.0
Benzene, 2-ethe... 7.887 11.5 ng 825027 2 8.151 1432320 20.0
1H-Inden-1-one,... 8.751 41.9 ng 3003710 2 8.151 1432320 20.0
unknown9.475 9.475 28.8 ng 1495320 3 9.904 1038920 20.0
2,5-Dimethylphe... 9.581 104.7 ng 5438180 3 9.904 1038920 20.0
Acetic acid, (2... 9.704 23.5 ng 1222610 3 9.904 1038920 20.0
Benzoic acid, 2... 9.792 33.5 ng 1739670 3 9.904 1038920 20.0
unknownl10.010 10.010 9.8 ng 508843 3 9.904 1038920 20.0
Tris(2-chloropr... 11.257 22.0 ng 938612 4 11.398 853364 20.0
n-Hexadecanoic ... 11.922 10.1 ng 430148 4 11.398 853364 20.0
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