LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140914.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.528 231 244 249 rBV6 14831 43704 1.14% 0.125%
2 3.593 249 255 263 rVvv4 14757 41539 1.08% 0.119%
3 3.675 263 269 278 rVW5 20127 43973 1.15% 0.126%
4 3.863 296 301 304 rWwW 61922 107466 2.80% 0.307%
5 3.910 304 309 315 rvV 383988 642926 16.77% 1.836%
6 4.157 345 351 356 rBv4 23042 46204 1.21% ©0.132%
7 4.216 356 361 369 rVB 45333 82498 2.15% 0.236%
8 4.357 380 385 395 rVB4 26538 60041 1.57% 0.171%
9 4.593 419 425 435 rVB2 44587 79756 2.08% 0.228%
10 5.004 483 495 500 rBV6 31684 97540  2.54% 0.279%
11 5.116 511 514 523 rVB2 42222 73379 1.91% 0.210%
12 5.198 523 528 533 rVB2 28894 47456 1.24% 0.136%
13 5.328 544 550 557 rBV 990101 1307966 34.12% 3.735%
14 5.440 563 569 575 rBV 1834997 3832919 100.00% 10.945%
15 5.487 575 577 592 rVB 559701 838981 21.89%  2.396%
16 5.610 592 598 602 rBV6 30455 56079 1.46% 0.160%
17 5.693 607 612 617 rVV 1025293 1375977 35.90%  3.929%
18 5.740 617 620 629 rVB4 33563 74388 1.94% 0.212%
19 5.904 644 648 654 rVB 31331 45014 1.17% 0.129%
20 6.010 661 666 670 rBV 55857 77910  2.03% 0.222%
21 6.175 689 694 699 rBv4 56727 98652 2.57% 0.282%
22 6.304 713 716 721 rVB 58978 73949 1.93% 0.211%
23 6.369 721 727 730 rBV 204224 280457 7.32% 0.801%
24 6.398 730 732 736 rVW 169376 194203 5.07% ©.555%
25 6.445 736 740 744 rW 195676 244288 6.37% 0.698%
26 6.504 744 750 751 rVV 341887 439908 11.48% 1.256%
27 6.528 751 754 762 rVB 476880 658716 17.19% 1.881%
28 6.669 773 778 785 rBV 964711 1223164 31.91%  3.493%
29 6.775 792 796 804 rVB4 25471 45737 1.19% 0.131%
30 6.845 804 808 813 rBV 294562 405441 10.58% 1.158%
31 6.898 813 817 829 rVB 427327 586697 15.31% 1.675%
32 7.022 830 838 845 rBV2 444855 754884 19.69% 2.156%
33 7.092 845 850 852 rBV 130812 206175 5.38% 0.589%
34 7.163 858 862 870 rvB2 219728 385812 10.07% 1.102%
35 7.234 870 874 877 rBV 52477 63071 1.65% 0.180%

36 7.304 881 886 889 rBv2 111914 174244  4.55%  0.498%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.375 894 898 901 rBV 235382 366590 9.56% 1.047%
38 7.416 901 905 912 rVV 1051378 1500126 39.14% 4.284%
39 7.481 912 916 920 rVW4 30875 68207 1.78% 0.195%
40 7.534 920 925 931 rWw3 85750 161932 4.22% 0.462%
41 7.610 934 938 940 rVW 142141 179148 4.67% 0.512%
42 7.639 940 943 947 rVV 175724 212969 5.56% 0.608%
43 7.698 947 953 956 rW5 67813 143308 3.74% 0.409%
44 7.739 956 960 964 rVv2 88104 152276  3.97% 0.435%
45 7.792 964 969 975 rVv2 295159 484031 12.63% 1.382%
46 7.863 975 981 985 rVW 217605 339263 8.85% 0.969%
47 7.928 988 992 999 rWwW7 71573 199109 5.19% 0.569%
48 7.998 999 1004 1008 rVV2 133640 298560 7.79% 0.853%
49 8.051 1008 1013 1017 rVV4 113945 239043 6.24% 0.683%
50 8.128 1017 1026 1035 rVV2 395365 1088183 28.39% 3.107%
51 8.198 1035 1038 1043 rVB3 92239 133923 3.49% 0.382%
52 8.428 1064 1077 1085 rBV3 275624 789099 20.59% 2.253%
53 8.504 1085 1090 1093 rBV3 56219 107378 2.80% 0.307%
54  8.557 1093 1099 1103 rBV 215369 396022 10.33% 1.131%
55 ~8.728 1123 1128 1135 rVB3 84156 123112 3.21% 0.352%
56 8.839 1141 1147 1148 rBV3 37036 54565 1.42% 0.156%
57 8.869 1148 1152 1160 rvv2 143392 226649 5.91% 0.647%
58 8.939 1160 1164 1168 rVV 147046 192416 5.02% 0.549%
59 9.057 1168 1184 1190 rVV2 461979 1335882 34.85% 3.815%
60 9.116 1190 1194 1200 rVV3 147500 344545 8.99% 0.984%
61 9.204 1204 1209 1214 rVB 2117138 2714204 70.81% 7.751%
62 9.333 1221 1231 1236 rBV2 197703 416826 10.87% 1.190%
63 9.375 1236 1238 1242 rVB2 58791 69481 1.81% 0.198%
64  9.422 1242 1246 1249 rBV 94241 126808 3.31% 0.362%
65 9.457 1249 1252 1254 rBV 89643 107644 2.81% 0.307%
66 9.528 1261 1264 1274 rVB3 81980 166215 4.34% 0.475%
67 9.722 1293 1297 1301 rBV 84525 117055 3.05% 0.334%
68 9.792 1306 1309 1314 rVB3 30042 40502 1.06% 0.116%
69 9.880 1320 1324 1330 rVB 479652 615394 16.06% 1.757%
70 9.998 1341 1344 1351 rVB4 34748 50784 1.32% 0.145%
71 10.163 1368 1372 1377 rBV 52066 73651 1.92% 0.210%
72 10.598 1442 1446 1454 rVB 68616 86910 2.27% 0.248%
73 10.680 1454 1460 1469 rBV 1453063 1911314 49.87% 5.458%
74 10.816 1479 1483 1494 rVB6 27129 55556 1.45% 0.159%
75 11.375 1573 1578 1583 rBV 520154 648388 16.92% 1.852%
76 11.892 1661 1666 1676 rBV 120063 209044  5.45%  0.597%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.680 1795 1800 1812 rBV2 36161 73475  1.92% 0.210%
78 12.957 1841 1847 1853 rBV 2032599 2717729 70.90% 7.761%
79 13.845 1993 1998 2008 rBV 48819 85651  2.23% ©0.245%
80 14.021 2023 2028 2037 rBV 279658 375145 9.79% 1.071%

81 15.510 2275 2281 2291 rVB 250847 409237 10.68% 1.169%

Sum of corrected areas: 35018463
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 18 Dec 2024 18:56
: RC/JU
: P5291-07

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
BF140914.D

MW6-20241213

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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, 1l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.369 13.83 ng 280457 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 727 (6.369 min): BF140914.D\data.ms (-721) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 g3 (70 910 6.00 6.20 6.40 6.60
“_H‘_H‘_‘JﬁuHWNm_UH‘Hh“muwh‘wﬁlwqum‘w“ m/z 120.10 31.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L B L B LA BN R I
120.0 6.00 6.20 6.40 6.60
m/z 91.05 13.09%
' Il 39‘.0 | 63.‘0 77‘"0 9]]0 ‘ ‘
H‘\H\‘HH‘HH“HH‘\\H‘\‘\H‘H\}‘H\\‘HH‘\M\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
R R REmas EER e
6.00 6.20 6.40 6.60
5000 m/z 77.05 12.33%
120.0
39.0 77.0 91.0
‘W"“2“5"‘9"‘H“u"‘H;u‘1‘6‘%;‘9“”“1“””“1”““1!“”“““””‘”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 9.91%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF140914.D

: 18 Dec 2024 18:56
: RC/JU

. P5291-07

: 20 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\

MW6-20241213

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

6 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.398 9.58 ng 194203 1,4-Dichlorobenzene-d4 6.845
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 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 732 (6.398 min): BF140914.D\data.ms (-730) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.1 91.1
30.1 63.0 H ‘ 1l 6.00 6.20 6.40 6.60 6.800
e e e e e e m/z 120.10 29.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60 6.80
m/z 77.10 11.40%
39.0 77.0 91.0
\\’H\\’\Zﬁwc’)\\H“\\Hi‘{‘\\1‘6‘%\.‘(\)\‘\\\‘H‘\\HHH\‘HH‘H‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 11.08%
120.0
79.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10705: Benzene, 1,2,4-trimethyl- Rmman e R R
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 9.87%
5000 120.0
28.0 77.0 91.0
N O . JO R O S S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Mesitylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.445 12.05 ng 244288 1,4-Dichlorobenzene-d4 6.845

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-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 740 (6.445 min): BF140914.D\data.ms (-736) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.1 o /10 910 6.20 6.40 6.60 6.80
H_H‘_H‘_Hﬂwu‘mm:_m‘wum_m‘_m‘mww‘mﬂuuw‘u m/z 120.10  45.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200
6.20 6.40 6.60 6.80
770 m/z 77.05 12.29%
51.0 7 91.0
H‘HH‘%\?\.RH\“HHNPHM\‘\‘H‘H\‘H‘HH“HH‘\Ml\‘\\‘\‘\“‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.20 6.40 6.60 6.80
5000 m/z 119.10 12.24%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/\
Abundance #10718: Benzene, 1,2,4-trimethyl- “H“‘WWA‘H“‘H,“
105.0 6.20 6.40 6.60 6.80
m/z 91.05 10.58%
120.0
5000
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF121624.M Thu Dec 19 08:19:14 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.669 60.34 ng 1223160 1,4-Dichlorobenzene-d4 6.845

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 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 778 (6.669 min): BF140914.D\data.ms (-773) (-) m/z 105.05 100.00%
105.1

E

5000 120.1
390 631 77‘-‘0 91‘-1 L 6.40 6.60 6.80 7.00
Obrprrreprrerrrertprrr et el dle el m/z 120,100 43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.05 12.00%
51.0 " 91.0
\\‘\\\\‘\2\\7\.?\\\\"\\HNPH‘\"Gﬂ”\(\)‘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 11.80%
39.0 63.0 77‘-0 91‘.0 ‘
: ! [N 1l /| I ol
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl- H{?AH“‘H“‘H‘4\H‘
105.0 6.40 6.60 6.80 7.00
m/z 91.10 10.64%
120.0
5000
77.0
51.0 91.0
B - I A Y
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\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.898 28.94 ng 586697 1,4-Dichlorobenzene-d4 6.845

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-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 817 (6.898 min): BF140914.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 5,0 65.0 7.1 910 6.60 6.80 7.00 7.20
Ol 0 20 M L L m/z 120,10 39.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000
1200 6.60 6.80 7.00 7.20
m/z 77.10 12.26%
39.0 77.0 91.0
\\‘\2\6\\0‘\\\\“‘\\\\i‘{‘\\i?:\g‘\.‘c\)\‘\\\“1"\\11"‘1H\‘\Hl\‘\\‘\\“‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 79.05 9.15%
120.
79.0 0.0
vttt Bl
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl- R A e LS
105.0 6.60 6.80 7.00 7.20
m/z 106.10 9.15%
5000
120.0
39.0 77.0 91.0
"“z‘q‘o“H“‘H"‘H;u‘1?%;‘(‘)“"“\‘,"",“m““11“”‘”‘“””‘”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20

8270-BF121624.M Thu Dec 19 ©8:19:15 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.022 37.24 ng 754884  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
3 Deltacyclene 118 C9H10 007785-10-6 72

4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 838 (7.022 min): BF140914.D\data.ms (-830) (-) m/z 117.10 100.00%

117.1
5000 ﬁ
91.1
39.1 63.0 77.0 ‘ 6.60 6.80 7.00 7.20 7.40
e et el m/z 118,10 55.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
11v.0
5000 [T T T T T

6.60 6.80 7.00 7.20 7.40
m/z 115.10 33.10%
|

39.0 &g 91.0
\\\]‘.:\3\9‘\\\‘\‘\\\\"\\\\"‘\\\\‘}‘\‘\\‘Z?\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

6.60 6.80 7.00 7.20 7.40

5000 91.0 ITI z 91.10 16.90%
390 65.0
HwHwHw”H‘ww‘“*!\*‘*‘HW*HWHWHwmwlwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20 7.40

m/z 63.00 7.90%

5000
390 91.0

65.0 ‘

I \ Ll

o Ll

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF121624.M Thu Dec 19 ©8:19:15 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\

Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 11 Benzene, 1,4-diethyl- Concentration Rank 15

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

7.092 10.17 ng 206175 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 55
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 52

Abundance Scan 850 (7.092 min): BF140914.D\data.ms (-845) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.1 630 ‘ ‘ | 6.80 7.00 7.20 7.40
T \\‘\\\\“‘Hi \‘M‘\h“‘{“\\“\”‘ \‘”}“1‘\“‘“\\ \‘M\\\‘\“\\ m/Z 105.10 93.07%
m/z--> 20 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40
m/z 134.05 49.16%
41.0 65.0
T \\‘\6‘.\0\ \“‘\ \“\ T “\‘\ T \m‘ T \‘}‘\ ‘H‘\ \‘i“l L \‘\ ‘ 1
m/z--> 20 40 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
118.0 /\
6.80 7.00 7.20 7.40
5000 134.0 m/z 115.05  46.82%
91.0
39.0 65.0
T v
miz--> 20 40 80 100 120 140 f\ Wﬂ\
Abundance #17028: Benzene, 1,3-diethyl- R RRRREE R
119.0 6.80 7.00 7.20 7.40
m/z 116.05 36.67%
5000 134.0
91.0
39.0 65.0 ‘
X v O YA S S P 2 PASOR.
m/z--> 20 40 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF121624.M Thu Dec 19 08:19:16 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.163 19.03 ng 385812 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 92

4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 862 (7.163 min): BF140914.D\data.ms (-858) (-) m/z 119.10 100.00%

119.1
5000 73.0 134.1
91.0
41.1 6.80 7.00 7.20 7.40
0 rrmprrmrrbore B8 i LM myz 105.10 69, 05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40
m/z 73.05 48.53%
41.0 65.0
\\‘H\\‘?9"\0‘\\\\"‘\\Hi‘\H\’\‘\‘\\‘\Hm‘H\\"}‘\H‘\‘H\’H‘i‘{l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
S REREAEER
6.80 7.00 7.20 7.40
5000 134.0 m/z 134.05 46.41%
91.0
39.0 65.0 ‘
"WH"‘Mm‘,‘mq‘:m,m“w‘H‘UWm,w‘;‘l!‘,u““l‘MHMW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17032: Benzene, 1,2-diethyl- R  Raa R ‘/‘\‘ .
119.0 6.80 7.00 7.20 7.40
m/z 91.05 33.33%
5000 134.0
91.0
39.0 65.0
R e A RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF121624.M Thu Dec 19 08:19:16 2024 Page: 12



Data Path :
Data File :
: 18 Dec 2024 18:56

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF140914.D

: RC/JU
: P5291-07

: 20 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\

MW6-20241213

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 13 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.304 8.60 ng 174244  1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 o-Cymene 134 C10H14 000527-84-4 93
3 p-Cymene 134 C1leH14 000099-87-6 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 886 (7.304 min): BF140914.D\data.ms (-881) (-) m/z 119.10 100.00%
119.1
5000
91.0
391 661 ‘ 1361 7.00 7.20 7.40 7.60
el e b L R 7 134,05 30.27%
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
910 m/z 91.05 22.54%
15.0 39“0 . 650 ~ |, 1350
L i inn 1 o i
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
AR Rl
7.00 7.20 7.40 7.60
5000 m/z 120.05 10.51%
91.0
a0 mo T s
1 [T m m m L T
e e e e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 7.00 7.20 7.40 7.60
m/z 105.05 9.86%
5000
91.0
41.0 65.0
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF121624.M Thu Dec 19 ©8:19:16 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.863 6.24 ng 339263 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 62
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 58
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 58
Abundance Scan 981 (7.863 min): BF140914.D\data.ms (-975) (-) m/z 117.05 100.00%
117.1
5000
91.0
51.0 7.60 7.80 8.00 8.20
5.1
\\\‘\\\\“‘\\“1‘\“‘\“\7\‘1‘.\&\\‘1\“”‘\\ ‘\‘\\\]\-6’2\“}\ m/Z 119.10 56.58%
miz--> 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 35.84%
27.0 ' ‘
\\\‘\‘\\\““\\\L‘\‘“!‘7?‘}&\\‘}\““\‘\\ ‘\‘U\‘\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
T A e
7.60 7.80 8.00 8.20
5000 m/z 115.05 33.59%
91.0
51.0
\\\‘2\7\'9\“ - “1‘\7\479‘ \ H‘\ e L“ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl- M e
117.0 7.60 7.80 8.00 8.20
m/z 91.05 21.91%
5000 910
39.0 65.0
SO O N W Y R R B 1V 1 A =
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF121624.M Thu Dec 19 ©8:19:17 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 15 Benzoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.428 14.50 ng 789099  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methyl- 136 C8H802 000118-90-1 96
2 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 70
3 Formic acid, phenylmethyl ester 136 C8H802 000104-57-4 62
4 Benzofuran 118 C8H60 000271-89-6 60
5 1H-Indole, 2,3-dihydro- 119 C8HSN 000496-15-1 25
Abundance Scan 1077 (8.428 min): BF140914.D\data.ms (-1064) (-)| | m/z 118.18 100.00%
91.0 118.1
136.1
5000
65.0
39.0 J\meu,uwmwm
‘ 8.20 8.40 8.60 8.80
b e Ll 1600 g1 s 99.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18701: Benzoic acid, 2-methyl-
91.0 118.0
136.0
5000 L B L I LN B
39.0 650 8.20 8.40 8.60 8.80
m/z 90.10 80.39%
T \1\8.‘()\ ‘1 T \“i“\‘\““\“ ‘\ \“\““ \‘\M T ‘ T T ’ T \‘\“ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
A e A
8.20 8.40 8.60 8.80
5000 m/z 136.05  71.32%
63.0
39.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #18776: Formic acid, phenylmethyl ester
91.0 8.20 8.40 8.60 8.80
m/z 119.10 29.80%
136.0
5000
51.0 108.0
29.0 ‘ u ‘
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF121624.M Thu Dec 19 ©8:19:17 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzoic acid, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.557 7.28 ng 396022 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 93
3 Benzeneacetic acid 136 C8H802 000103-82-2 70
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 58
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 43
Abundance Scan 1099 (8.557 min): BF140914.D\data.ms (-1093) (-) m/z 91.10 100.00%
91.1
136.1
5000
119.1
65.0 R AR ERR e
39.1 ‘ 8.20 8.40 8.60 8.80
R W u‘ . il b 1801 /7 136,05 58.26%
miz--> 20 40 80 100 120 140 160
Abundance #18706.Benzom:add,34neﬂwb
91.0
136.0
5000 L L R BRI B I
1190 8.20 8.40 8.60 8.80
390 650 m/z 119.10  35.24%
\\J-\S‘q\\\“‘\‘\“\\““\\\’\\MJ\‘\\\\‘i\\\”‘\\\\’\\
m/z--> 20 40 100 120 140 160
Abundance #18705.Benzou:add,44neﬂwh
91.0 J\/\j\
R RN EREE
11901360 8.20 8.40 8.60 8.80
5000 m/z 65.05 19.38%
65.0
39.0 “
m_‘H‘_H‘WHH,HMWAM;HH‘WH,H
m/iz--> 20 100 120 140 160
Abundance #18696.Benzeneaceﬂcacm T
91.0 8.20 8.40 8.60 8.80
m/z 92.10 15.11%
5000
136.0
65.0
““‘““““““‘,““‘“““““““,“ R ARAENEEE eSSt
m/z--> 20 40 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF121624.M Thu Dec 19 ©8:19:17 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzoic acid, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.057 43.42 ng 1335880  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 94
2 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 94
3 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 93
4 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 91
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 53
Abundance Scan 1184 (9.057 min): BF140914.D\data.ms (-1168) (-) m/z 132.05 100.00%
132.1
150.1
105.1
5000 77.0
51.0 R RREERESECEE s
| ‘ H‘ ‘ | 8.80 9.00 9.20 9.40
““““wH‘W‘VMM‘W"Jw“MM“‘u‘ byl m/z 150.05  84.38%
m/z--> 20 40 60 80 100 120 140
Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0 150.0
105.0
5000 U LA UL B R
8.80 9.00 9.20 9.40
7.0 m/z 105.10  72.32%
51.0
70
\\\‘\‘1 T \““\ \‘“\ “‘\h\ T T T “ T “\\ UL T \“\ ™
miz-> 20 40 60 80 100 120 140
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 132.0 150.0
R AR maEEE T
8.80 9.00 9.20 9.40
5000 77.0 m/z 104.85 58.30%
51.0
27.0 ‘ ‘
R TN O N (N
miz--> 20 40 60 80 100 120 140 A\
Abundance #28332: Benzoic acid, 2,3-dimethyl- RRREAEESEEE e
132.0 150.0 8.80 9.00 9.20 9.40
m/z 77.05 42.96%
105.0
5000
77.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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, 3,4-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.116 11.20 ng 344545  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 94
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 93
3 m-Tolylacetic acid 150 C9H1e02 000621-36-3 81
4 Benzamide, 2-(methylamino)- 150 C8H1ON20 007505-81-9 74
5 4-Ethylbenzoic acid 150 CSH1e02 000619-64-7 72
Abundance Scan 1194 (9.116 min): BF140914.D\data.ms (-1190) (-)| [ m/z 105.10 100.00%
105.1
150.1
5000
77.1
R RRARSEEEEE LT
51.0 J 8.80 9.00 9.20 9.40
S m‘:”‘ bl ‘M‘ cBSHL Ll m/z 15e.05  74.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 A L R R RN
77.0 8.80 9.00 9.20 9.40
51.0 m/Z 91.10 40.05%
27\'0 ‘ I LJ \M \“ I U_HA 1340 il
\\\‘\\\\‘\\\‘\\\w‘\\}\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #28339: Benzoic acid, 3,5-dimethyl-
105.0 150.0
e EaAsREEE
8.80 9.00 9.20 9.40
5000 m/z 77.10 35.38%
77.0
39 ‘ 1320
190 " sso | L L0
m/z--> 20 40 60 80 100 120 140 160
Abundance #28276: m-Tolylacetic acid  AEaans S
105.0 8.80 9.00 9.20 9.40
m/z 133.05 30.86%
5000 150.0
77.0
270 510 ! il 1320
et S RREEmmSEEEEE S S
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\BF121824\

Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 19 Benzoic acid, 3,5-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.333 13.55 ng 416826  Acenaphthene-d10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 3,4-dimethyl-
2 Benzoic acid, 3,5-dimethyl-
3 m-Tolylacetic acid

4 Benzeneacetic acid,

5 Benzoic acid, 2,5-dimethyl-

150 CS9H1e02
150 C9H1002
150 C9H1e02

.alpha.-methyl- 150 C9H1002

150 CS9H1e02

000619-04-5 96
000499-06-9 95
000621-36-3 81
000492-37-5 74
000610-72-0 72

Abundance Scan 1231 (9.333 min): BF140914.D\data.ms (-1221) (-) m/z 105.10 100.00%
105.1
150.1
5000
77.0
R ARESEEESETEE
51.0 ‘ M o 9.00 9.20 9.40 9.60
\H‘\H\“‘\‘\“U\“m\\w“H“\\‘ ‘\\\‘\\\‘\‘\\‘\\‘\\\ m/Z 150.05 76.4500
miz--> 20 40 60 80 100 120 140 160
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 (RN R R R R
77.0 9.00 9.20 9.40 9.60
51.0 m/z 91.05 39.60%
27\'0 ‘ | \LJ \M \“ | MJ 1340 1ll
\\\‘\\\\‘\\\‘\\\w‘\\}\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28339: Benzoic acid, 3,5-dimethyl-
105.0 150.0
AR maaREE
9.00 9.20 9.40 9.60
5000 ITI/Z 77 .05 32.16%
77.0
T
132.0
%%‘O‘uw_wﬁ"Hm\‘H_‘Muwwwww
m/z--> 20 40 60 80 100 120 140 160
Abundance #28276: m-Tolylacetic acid B EBAREE R
105.0 9.00 9.20 9.40 9.60
m/z 133.00  27.95%
5000 150.0
77.0
20 520 "0 amo |
R e i e R R Re N e
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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.
11.892 6.45 ng 209044  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1666 (11.892 min): BF140914.D\data.ms (-1661) ( | m/z 73.85 100.00%
431 730

5000 129.1

-

11.50 12.00
m/z 43.10  85.34%

m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 “ ——
129.0 11.50 12.00

213.0 m/z 60.00  84.03%
157 0185.0

JM‘%LNMH

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— — =
11.50 12.00
5000 129.0 ITI/Z 55.05 70.74%
99.0
G W
T/ 1 S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60691: Undecanoic acid “ —
60.0 11.50 12.00
m/z 41.05 68.67%
5000/ 90
870 129.0
186.0
LA o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140914.D

Acqg On : 18 Dec 2024 18:56

Operator : RC/JU

Sample : P5291-07

Misc : MW6-20241213

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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|
Benzene, 1-ethy... 6.369 13.8 ng 280457 1 6.845 405441 20.0
Benzene, 1-ethy... 6.398 9.6 ng 194203 1 6.845 405441 20.0
Mesitylene 6.445 12.1 ng 244288 1 6.845 405441 20.0
Benzene, 1,2,3-... 6.669 60.3 ng 1223160 1 6.845 405441 20.0
Benzene, 1-ethy... 6.898 28.9 ng 586697 1 6.845 405441 20.0
Indane 7.022 37.2 ng 754884 1 6.845 405441 20.0
Benzene, 1,4-di... 7.092 10.2 ng 206175 1 6.845 405441 20.0
Benzene, 1,3-di... 7.163 19.0 ng 385812 1 6.845 405441 20.0
Benzene, 2-ethy... 7.304 8.6 ng 174244 1 6.845 405441 20.0
Benzene, 2-ethe... 7.863 6.2 ng 339263 2 8.128 1088180 20.0
Benzoic acid, 2... 8.428 14.5 ng 789099 2 8.128 1088180 20.0
Benzoic acid, 3.. 8.557 7.3 ng 396022 2  8.128 1088180 20.0
Benzoic acid, 2.. 9.057 43.4 ng 1335880 3  9.880 615394 20.0
Benzoic acid, 3.. 9.116 11.2 ng 344545 3 9.880 615394 20.0
Benzoic acid, 3.. 9.333 13.6 ng 416826 3 9.880 615394 20.0
n-Hexadecanoic . 11.892 6.5 ng 209044 4 11.374 648388 20.0
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