LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc :

ALS Vvial : 10 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: BF140710.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 14 rVB 2036731 3170597 39.19% 3.367%
2 3.193 176 187 192 rBV 71725 146912 1.82% 0.156%
3 3.640 255 263 271 rVB3 55737 120482 1.49% 0.128%
4 3,728 271 278 293 rVB3 38912 90198 1.12% 0.096%
5 3.946 303 315 320 rBV 67323 120305 1.49% 0.128%
6 4.005 320 325 338 rVB 58156 97328 1.20% 0.103%
7 4.399 385 392 401 rBV2 168467 348378 4.31% 0.370%
8 4.481 401 406 411 rVB 221531 318421 3.94% 0.338%
9 4.628 425 431 440 rVB3 64590 106004 1.31% 0.113%
10 4.881 470 474 482 rVB2 44757 83150 1.03% 0.088%
11  4.993 488 493 498 rBV2 38100 81975 1.01% 0.087%
12 5.146 514 519 527 rVB5 76168 177814 2.20% 0.189%
13 5.357 547 555 561 rVB 2329721 3230746 39.94% 3.431%
14 5.487 568 577 586 rBV2 3378170 5963278 73.72% 6.333%
15 5.728 612 618 623 rBV 2488353 3445679 42.59% 3.659%
16 5.922 642 651 654 rBV4 63626 131789 1.63% 0.140%
17 6.040 666 671 675 rBV 601551 743246  9.19% 0.789%
18 6.199 692 698 702 rBV3 75544 167669 2.07% 0.178%
19 6.328 715 720 726 rVB 1088769 1404359 17.36% 1.491%
20 6.393 726 731 733 rBV 205939 261774 3.24% 0.278%
21 6.428 733 737 741 rVV 1483570 1827846 22.60% 1.941%
22 6.469 741 744 747 rVWV 273821 345800 4.27% 0.367%
23 6.516 747 752 755 rVW2 476802 761314  9.41% ©0.808%
24 6.557 755 759 765 rVB 1533790 1960604 24.24%  2.082%
25 6.704 776 784 789 rBV 5032814 7662535 94.72% 8.137%
26 6.822 797 804 808 rVB4 82871 173079 2.14% 0.184%
27 6.869 808 812 816 rBV 372418 568246 7.02% 0.603%
28 6.928 816 822 828 rVB 2373120 3431702 42.42% 3.644%
29 7.057 835 844 849 rBV 4482968 6547693 80.94% 6.953%
30 7.116 849 854 862 rBV2 615088 1160347 14.34% 1.232%
31 7.187 862 866 874 rVB2 568108 1062356 13.13% 1.128%
32 7.257 874 878 886 rBvV 232443 361668 4.47% 0.384%
33 7.334 886 891 893 rBV 617201 918920 11.36% ©0.976%
34 7.404 898 903 906 rVV 1721633 2516788 31.11% 2.673%
35 7.440 906 909 913 rVV2 2094430 2749220 33.99% 2.919%

36 7.487 913 917 919 rVV2 288340 531286 6.57% ©.564%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc :

ALS Vvial : 10 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 7.516 920 922 925 rVV3 344732 546263 6.75% ©.580%
38 7.545 925 927 934 rVB2 391602 525937 6.50% ©.559%
39 7.634 937 942 945 rBV 988562 1411529 17.45% 1.499%
40 7.663 945 947 951 rVB 939495 939531 11.61% 0.998%
41 7.71@ 951 955 959 rBvV6 123931 246027 3.04% 0.261%
42 7.763 960 964 968 rVB5 143391 244719 3.03% 0.260%
43 7.822 968 974 979 rBV 1145700 1553572 19.20% 1.650%
44 7.887 979 985 991 rBV 2455676 3571370 44.15%  3.793%
45  7.940 991 994 999 rVW3 140117 213251 2.64% 0.226%
46 7.987 999 1002 1005 rVvVv2 154696 159107 1.97% 0.169%
47  8.181 1016 1035 1040 rBV 4395597 8089500 100.00%  8.590%
48  8.228 1040 1043 1047 rVB2 273358 353198 4.37% 0.375%
49 8.392 1067 1071 1073 rVV3 144061 234077 2.89% 0.249%
50 8.422 1073 1076 1084 rVB3 303868 487682 6.03% 0©.518%
51 8.528 1089 1094 1098 rVB4 266208 447229 5.53% 0.475%
52 8.616 1105 1109 1118 rVB4 279741 610738 7.55% 0.649%
53 8.745 1126 1131 1135 rVB2 321115 492734 6.09% 0.523%
54 8.816 1138 1143 1146 rBV2 196226 286880 3.55% 0.305%
55 8.863 1146 1151 1154 rBV 1350450 1849646 22.86% 1.964%
56 8.963 1163 1168 1172 rBV 1288134 1637645 20.24% 1.739%
57 9.004 1172 1175 1176 rBV2 153929 182629 2.26% 0.194%
58 9.092 1187 1190 1194 rVB3 450544 597347 7.38% 0.634%
59 9.157 1194 1201 1204 rVV 463771 790027 9.77% 0.839%
60 9.228 1208 1213 1217 rVB 2028658 2636626 32.59% 2.800%
61 9.322 1225 1229 1231 rBV3 128728 169215 2.09% 0.180%
62 9.392 1238 1241 1245 rVB 244966 291113 3.60% 0.309%
63 9.463 1246 1253 1258 rBV3 724756 1685665 20.84% 1.790%
64 9.575 1265 1272 1279 rVB4 347139 869454 10.75% 0.923%
65 9.687 1288 1291 1298 rVB3 165428 294317 3.64% 0.313%
66 9.763 1299 1304 1308 rBV 310549 507779 6.28% ©0.539%
67 9.804 1308 1311 1316 rVB3 248842 335536 4.15% 0.356%
68 9.904 1323 1328 1336 rVB 630799 919916 11.37% ©.977%
69 9.992 1336 1343 1349 rBV8 139024 421982 5.22% 0.448%
70 10.051 1349 1353 1358 rBV5 84596 172274  2.13% 0.183%
71 10.139 1365 1368 1372 rVB2 98906 132303 1.64% 0.140%
72 10.210 1375 1380 1387 rVV 248404 475929 5.88% 0.505%
73 10.275 1387 1391 1399 rVB6 168191 322039 3.98% 0.342%
74 10.375 1405 1408 1411 rBV 74941 81268 1.00% 0.086%
75 10.622 1446 1450 1453 rBV 96020 131701 1.63% 0.140%

76 10.704 1459 1464 1468 rBV 1236996 1638923 20.26% 1.740%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 10.745 1468 1471 1484 rVB2 82763 180093 2.23% 0.191%
78 11.398 1577 1582 1596 rVB 580121 764992 9.46% ©.812%
79 11.922 1666 1671 1690 rVB2 242545 453237 5.60% 0.481%
80 12.704 1800 1804 1815 rVB 100733 152658 1.89% 0.162%
81 12.980 1846 1851 1857 rBV 1721689 2294366 28.36% 2.436%
82 13.874 1999 2003 2010 rBV 59635 92295 1.14% ©0.098%
83 14.051 2028 2033 2040 rBV 350585 468162 5.79% 0.497%
84 15.563 2284 2290 2307 rVB 253687 416833 5.15% ©.443%

Sum of corrected areas: 94168822
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
BF140710.D

: 03 Dec 2024 14:59

: RC/JU

: P5021-02

: 10 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 6
R.T. EstConc Area Relative to ISTD R.T.
2.134 111.59 ng 3170600 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 7 (2.134 min): BF140710.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
AR ARARRRERE
01 2.202.302.402.50
Ol P2 L1010 h/z a3.10 35.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T[T T T T[T T T[T T
43.0 2.202.302.402.50
: 87.0 m/z 87.10 26.24%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
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 M
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 25.63%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R RRE e ARREER R
73.0 2.202.302.402.50
m/z 41.10 11.86%
5000
45.0
29.0
0‘wuﬂmuuﬁJHW‘E%QHWWMW‘H‘_H‘MM‘MH‘MH‘_‘H N RARRRRRRRREnRE A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Di-sec-Butyl ether Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.399 12.26 ng 348378 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 74
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 72
3 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 72
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
5 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 40
Abundance Scan 392 (4.399 min): BF140710.D\data.ms (-385) (-) m/z 57.05 100.00%
57.0
5000 41.4 101.1
83.1 4.00 4.20 4.40 4.60 4.80
AN 1151 ;
O e e e e e e m/z 45.05 84.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15682: Di-sec-Butyl ether
45.0
5000 BN RN N
59.0 4.00 4.20 4.40 4.60 4.80
290 101.0 m/z 59.10 55.80%
‘ 83.0
O ‘HH‘H\‘\“HH“\‘\i\‘Hw}‘HH‘\‘\\\‘\‘H\‘HH‘HH‘\H.\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
29.0 e AR
59.0 870 o 4.00 4.20 4.40 4.60 4.80
5000 ' m/z 41.05 47 .79%
ob i ‘m 730 || | 11501300
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15696: 3-Hexanol, 3-ethyl-
45.0 59.0 4.00 4.20 4.40 4.60 4.80
101.0 . .49%
87.0 m/z 101.10 45.49
5000 29.0
0 JVB'O' R RARRSRRRRRES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Butane, 1-(1-methylpropoxy)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
4.481 11.21 ng 318421 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 72
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 64
3 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 47
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 33
5 3-t-Butyloxaziridine 101 C5H11NO 1000195-05-2 27
Abundance Scan 406 (4.481 min): BF140710.D\data.ms (-401) (-) m/z 57.05 100.00%
57.0
5000 a1
101.1
83.0 ‘ 4.20 4.40 4.60 4.80
) S MO N M m/z 45.10  55.15%
m/z--> 0 20 40 60 80 100 120
Abundance #15680: Di-sec-Butyl ether
45.0
5000 L L B L LN R
101.0 4.20 4.40 4.60 4.80
29.0 m/z 41.05 38.39%
83.0
0 140 g, . 600 , | ‘ 130.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
R AR ARREETES S
4.20 4.40 4.60 4.80
5000 m/z 101.10 27.72%
41.0
101.0
o 260 || | 780 130.0
e
m/iz--> 0 20 40 60 80 100 120
Abundance #15338: Boronic acid, ethyl-, diethyl ester e RARRNEEEEE T
45.0 4.20 4.40 4.60 4.80
m/z 59.05 19.14%
101.0
5000 730
29.0
ol 140 ‘M e B M L Ao 1290 S U VS S S S
m/z--> 0 20 40 60 80 100 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.728 121.27 ng 3445680 1,4-Dichlorobenzene-d4 6.869

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 618 (5.728 min): BF140710.D\data.ms (-612) (-) m/z 91.05 100.00%
91.0
5000 106.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
381 51.0 77.0 5.40 5.60 5.80 6.00
O S8L e 680 Il n/z 10605  43.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 T T T[T T [T TTTT]
5.40 5.60 5.80 6.00
m/z 105.10 18.67%
51.0 77.0 ‘
O 20 o OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5719: o-Xylene
91.0 /\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.40 5.60 5.80 6.00
5000 106.0 m/z 77 .05 12.03%
51.0 77.0 ‘
OH‘\H\‘\2\7\.‘0\\\\“HH}M‘\H‘G‘H9‘\H‘U‘\\H“l\\\‘\“‘\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5724:p—Xy|ene T T T T T T T T T T
91.0 5.40 5.60 5.80 6.00
m/z 51.05 9.13%
5000 106.0
51.0 77.0 ‘
27.0
Obreprrrreerrrrere i SO AL R S | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.428 64.33 ng 1827850 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 737 (6.428 min): BF140710.D\data.ms (-733) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.1
39.1 63.0 ‘ | ‘ | 6.20 6.40 6.60 6.80
O gl b ped b I e m/z 120.10  29.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.05 12.24%
77.0 91.0
O 150 L 390 1 63\\0 \‘ ‘\ Iy ‘ il
H‘\\H‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.10 11.82%
120.0
79.0
39.0 650 | 920 ||
Ol prrrrprrtr et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.10 10.17%
120.0
5000
77.0 91.0
o150 380510640 " "0 ||
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 9 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.704 269.69 ng 7662540  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 784 (6.704 min): BF140710.D\data.ms (-776) (-) m/z 105.10 100.00%
105.1
5000 120.1 JhA ﬂ
R e ARl
77.0 91.0
39.0 ear 0 6.40 6.60 6.80 7.00

Ol et e e e e m/z 120.10  44.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
710 m/z 77.05 12.81%
51.0 "~ 91.0
0H‘\\\\‘\2\\7\.(‘)\\H"H\\i‘}‘\\‘\"sﬂhq‘\H‘H‘\\H“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 12.41%
39.0 77.0 91.0
oh 280 S0l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 11.38%
120.0
5000
77.0
27.0 51.0 91.0
0H‘HH‘HN‘HHﬂuuﬂwmﬁﬁgw‘hh‘Hﬁ‘uwuﬁwuwﬁ‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 10 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.928 120.78 ng 3431700 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 822 (6.928 min): BF140710.D\data.ms (-816) (-) m/z 105.10 100.00%
105.1
5000 120.1 u\
R ARmEETAN S S
391 630 77‘-1 91.1 6.60 6.80 7.00 7.20
Obrprrreprrerpreedpereeiretir et bl m/z 120,10 39.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000
1200 6.60 6.80 7.00 7.20
m/z 77.10 12.74%
39.0 77.0 91.0
O\\‘\H\‘2\\5\.‘\0‘\\H“‘HHi‘“\\ﬁ:\)"\"?‘\H‘U‘\H\‘}\\\‘\Hl\‘\\‘\‘\“‘\\\\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 9.88%
120.0
39.0 77.0 91.0
O rrrre 2 bt et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.05 9.52%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF112124.M Wed Dec 04 01:22:43 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.057 230.45 ng 6547690 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 49
Abundance Scan 844 (7.057 min): BF140710.D\data.ms (-835) (-) m/z 117.05 100.00%
117.1
5000
91.1
391 630 74 ‘ 6.80 7.00 7.20 7.40
Obrprrrrprrrr bttt st el e m/z 118.18  55.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11v.0
5000 L B L I L B BN B
6.80 7.00 7.20 7.40
m/z 115.05  33.94%
63.0 91.0
0 H‘\H‘\‘\H‘\‘\f?‘.?\\i‘\HM}‘\"H‘ZZ{RH\“H\\H‘H\’H!\“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0
6.80 7.00 7.20 7.40
m/z 91.10 17.59%
5000 910 /
39.0 65.0
0 H‘m“‘m‘m;“m‘}‘mlM‘;‘wmﬂwu‘uu“1“”,””‘””‘””
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.05 7.94%
5000
91.0
30 580 770
Y S Y S R PR | N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF112124.M Wed Dec 04 01:22:43 2024 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\

BF140710.D

: 03 Dec 2024 14:59
: RC/JU
: P5021-02

: 10 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Benzene, 1,3-diethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.116 40.84 ng 1160350 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 74
5 o-Cymene 134 C1oH14 000527-84-4 62
Abundance Scan 854 (7.116 min): BF140710.D\data.ms (-849) (-) m/z 119.05 100.00%
119.1
5000 134.1
91.0
39.1  63.0 ‘ | 6.80 7.00 7.20 7.40
0ol ll e b gz 105,10 98.85%
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 N L R R R
6.80 7.00 7.20 7.40
91.0 m/z 134.05 47.27%
39.0 _ ‘
0 \\\‘\‘\‘\\“‘\\““\”“i‘\\\‘”‘\\‘i\“‘H\\M“l\\\‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 115.05  30.45%
91.0
39.0 65.0
L v O Y
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 91.05 29.58%
5000 134.0
91.0
41.0 65.0
ol 260 T R0
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF112124.M Wed Dec 04 01:22:43 2024

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Benzene, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.187 37.39 ng 1062360 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 94
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
Abundance Scan 866 (7.187 min): BF140710.D\data.ms (-862) (-) m/z 105.10 100.00%
105.
5000 134.1 /\
771 RN B R
51.0 ‘ ‘ 6.80 7.00 7.20 7.40 7.60
Obeerrerrrrreeprerdrrreetbrtepberalb il M b myz 119,10 66.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
910 6.80 7.00 7.20 7.40 7.60
' m/z 91.10 57.56%
39.0 65.0
0 \\‘]_\\5\.9\H‘\“H\\“‘\\Hi‘{‘\\‘\’\‘\‘H‘\H‘H‘HH““H\‘\‘H\‘\\M‘}lHH’H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl-
105.0
134.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.05 47.10%
77.0
27.0 51.0 ‘
Y PR Y VI AU | Y P N1 O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 92.05 18.39%
5000 134.0
91.0
41.0 65.0
Y B PN U s OO MU RN SO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF112124.M Wed Dec 04 01:22:44 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59

Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 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 Benzene, 1-methyl-4-propyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.257 12.73 ng 361668 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 80
Abundance Scan 878 (7.257 min): BF140710.D\data.ms (-874) (-) m/z 105.10 100.00%
105.1
5000
134.1 W WA\ P S
39.1 77.0 7.00 7.20 7.40 7.60
=590 9
otr————— e e e m/z 134.05 22.68%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.85 10.85%
77.0
0\\\\‘2\7‘\.9\“ \5\1‘\.()\“\‘\ T \M‘ T \‘i T ‘M‘\ \‘\“ T \‘\ ‘ 1
miz-> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 9.08%
134.0
27.0 77.0
ol 120 T LSO L
miz--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 106.10 9.05%
5000
710 134.0
0 27.0 51\.0 H ‘ | ‘
e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF112124.M Wed Dec 04 01:22:44 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.334 32.34 ng 918920 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 p-Cymene 134 C1eH14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 891 (7.334 min): BF140710.D\data.ms (-886) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
39.1 65.0 | ‘ I 7.00 7.20 7.40 7.60
0 et el e m/z 134,05 31.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10  19.33%
39.0 65.0 ‘ ‘
0 \\‘1\?\.\0‘\H‘\‘H\\“‘\\HN”\\\’m‘u‘HiU‘\H\‘H‘H\‘M‘}\‘waluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.05 13.88%
134.0
91.0
41.0 65.0
0 \\‘1\\5\'9‘\m‘u\\“‘\\u“uM,m‘u‘\u‘;“\\\\‘m\‘NH\‘u‘\‘\l\m,u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- “‘HA¢¥AH#¢T‘H““‘
119.0 7.00 7.20 7.40 7.60
m/z 77.05 9.53%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112124.M Wed Dec 04 01:22:44 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 unknown9.092 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.092 12.99 ng 597347  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 46
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 051015-28-2 41
3 Isoquinoline, 1,2,3,4-tetrahydro- 133 COH11N 000091-21-4 38
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 38
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 38
Abundance Scan 1190 (9.092 min): BF140710.D\data.ms (-1187) (-)| | m/z 145.85 100.00%
145.1
5000 104.1 WW\/\J\JL\M
51.1 L aa
‘ ‘ ‘ 8.80 9.00 9.20 9.40
ol o I L. b, 2210 281U 7 132,05  89.54%
miz--> 50 100 150 200 250
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0
5000 L B R B L LA B
39.0 77.0 8.80 9.00 9.20 9.40
m/z 150.05 43.37%
oL—— w ‘1“ ‘w“\h‘\hh‘ ‘i‘ B \“ D
miz--> 50 100 150 200 250
Abundance #36194: 1(2H)-Naphthalenone, 3,4-dihydro-8-methyl-
132.0
e RARRamEEEa R
8.80 9.00 9.20 9.40
5000 m/z 119.05 42.03%
oL “\‘ \“‘ }‘h\ ‘\‘H\‘m“\‘ i ‘\‘\ : ‘H“ m‘\‘ ‘\:‘L F-‘O‘ — —
m/iz--> 50 100 150 200 250
Abundance #16977: Isoquinoline, 1,2,3,4-tetrahydro- R ARRREEE S
132.0 8.80 9.00 9.20 9.40
m/z 104.10 39.97%
5000
78.0
=1, ]
ol b b gl BAWLIY U1V SVind
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 17 7-Methylindan-1-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.157 17.18 ng 790027  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10H1e0 039627-61-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 89
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 70
4 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 64
5 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 62
Abundance Scan 1201 (9.157 min): BF140710.D\data.ms (-1194) (-) m/z 117.10 100.00%
117.1 146.1
5000
91.1
R RE AR
39.1 67-0 “ | ‘ 8.80 9.00 9.20 9.40
Ol bl all e M L A8EL 7 146,05 89.65%
miz--> 20 40 60 80 100 120 140 160
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000
J2 11820 4964
m/z . .64%
39.0 630
O\‘\H\‘i‘\\“}‘\““‘H‘\”Wh‘\\ \“h\\ ‘\\‘\\‘\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #10191: Benzene, 2-propenyl-
117.0
R E e
8.80 9.00 9.20 9.40
5000 m/z 115.05 37.61%
91.0
51.0
A Y 11 0 |
m/z--> 20 60 80 100 120 140 160
Abundance #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- R T
117.0 8.80 9.00 9.20 9.40
m/z 91.10 27.02%
5000
91.0
39.0 63.0
0‘“‘HH‘p“‘1“““‘1““‘1“‘H“M‘“H‘ R R R R m e
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.463 36.65 ng 1685670  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 Hydrocarbostyril 147 CSH9NO 000553-03-7 52
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 38
4 4-Pteridinecarboxylic acid, 7-me... 218 C10H1@N402 016008-52-9 37
5 Imidazo[1,2-a]pyridine-3-carbald... 146 C8H6N20 006188-43-8 35
Abundance Scan 1253 (9.463 min): BF140710.D\data.ms (-1246) (-) m/z 146.05 100.00%
146.1
5000 117.1
91.1
51.0 ‘ ‘ ‘ 9.20 9.40 9.60 9.80
Obrr el L 2700 2190 16s 16 . 66
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
5000 1190 UL R R L R B
9.20 9.40 9.60 9.80
91.0 m/z 117.10  47.55%
270 °10 ‘ | \‘ L
O \\\‘\\\\[\\\‘\““\\\‘\H‘\\\\‘\\\\}\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26073: Hydrocarbostyril
146.0
e R
118.0 9.20 9.40 9.60 9.80
5000 ITI/Z 119.10 47 .28%
91.0
55.0
0“W‘H‘_1ﬂhhwh‘ ‘NL‘W‘H‘N‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25065: 2,3,4,5,6,7-Hexahydro- lH—cycIopenta[a]pentaIer T T T T
146. 9.20 9.40 9.60 9.80
m/z 118.10  44.73%
118.0
5000
91.0
e |
0 e e e AR R RRRRRRARE P e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF112124.M Wed Dec 04 01:22:45 2024

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 19 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.575 18.90 ng 869454  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 58
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 45
3 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 42
4 N-Methyl-o-toluamide 149 C9H11NO 002170-09-4 30
5 3,6-Dimethyl-4H-furo[3,2-c]pyran... 164 C9H803 036745-38-7 25
Abundance Scan 1272 (9.575 min): BF140710.D\data.ms (-1265) (-)| [ m/z 119.10 100.00%
119.1
164.1
5000
77.1
T \
39.1 | 050
0' Lr‘r‘r‘rv—rv—v—rv—v—rv‘rrrrv‘rrrﬂ—rrgré%—r m/Z 164.19 71.8900
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000 - :
9.50
o m/z 146.05 60.36%
39.0 . ‘
O' ‘H‘H‘\‘ H“H\’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
9.50
5000 m/z 149.05 55.33%
117.0
390 70 |
] e N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39205: Ethyl o-methylbenzoate —
119.0 9.50
m/z 91.10 49.29%
164.0
5000
65.0
om‘z‘?ﬂm‘,u“m,‘J‘:"w}H‘!_mwJm,‘H‘,WWWWW —
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\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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 19
R.T. EstConc Area Relative to ISTD R.T.
11.922 11.85 ng 453237  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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1671 (11.922 min): BF140710.D\data.ms (-1666) (-} | m/z 73.05 100.00%
73.0
43.0
5000
. —=
3 12.00
0 bl m/z 43.85  84.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 17
129.0 12.00
213.0 m/z 60.00 78.74%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—==
43.0 12.00
5000 129.0 m/z 55.10 68.05%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 57.10 67.84%
5000 129.0
99.0
s e
0%§Rk“JWNWwNmmWﬂMMMWHH‘JHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120324\
Data File : BF140710.D

Acqg On : 03 Dec 2024 14:59
Operator : RC/JU

Sample : P5021-02

Misc

ALS Vvial : 10 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... 2.134 111.6 ng 3170600 1 6.869 568246 20.0
Di-sec-Butyl ether 4.399 12.3 ng 348378 1 6.869 568246 20.0
Butane, 1-(1-me... 4.481 11.2 ng 318421 1 6.869 568246 20.0
Benzene, 1,3-di... 5.728 121.3 ng 3445680 1 6.869 568246 20.0
Benzene, 1-ethy... 6.428 64.3 ng 1827850 1 6.869 568246 20.0
Mesitylene 6.704 269.7 ng 7662540 1 6.869 568246 20.0
Benzene, 1-ethy... 6.928 120.8 ng 3431700 1 6.869 568246 20.0
Indane 7.057 230.4 ng 6547690 1 6.869 568246 20.0
Benzene, 1,3-di... 7.116 40.8 ng 1160350 1 6.869 568246 20.0
Benzene, 1,2-di... 7.187 37.4 ng 1062360 1 6.869 568246 20.0
Benzene, 1-meth... 7.257 12.7 ng 361668 1 6.869 568246 20.0
Benzene, 2-ethy... 7.334 32.3 ng 918920 1 6.869 568246 20.0
unknown9.092 9.092 13.0 ng 597347 3 9.904 919916 20.0
7-Methylindan-1... 9.157 17.2 ng 790027 3 9.904 919916 20.0
Benzoic acid, 2... 9.463 36.6 ng 1685670 3 9.904 919916 20.0
Benzoic acid, 2... 9.575 18.9 ng 869454 3 9.904 919916 20.0
n-Hexadecanoic ... 11.922 11.9 ng 453237 4 11.398 764992 20.0
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