LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 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-BF051421.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124072.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 2.299 19 36 41 rBV 2677143 6279587 4.20% 0.488%
2 2.487 55 68 73 rBV 782362 1748830 1.17% 0.136%
3 3.046 144 163 169 rBV 1056936 3321820 2.22% 0.258%
4 3,152 171 181 185 rVV 917025 2696482 1.80% 0.210%
5 3.199 185 189 195 rVV2 1029260 2352572 1.57% 0.183%
6 3.257 196 199 218 rVB4 622814 1965688 1.32% 0.153%
7 3.657 249 267 276 rBV2 2934629 12498986 8.36% 0.971%
8 3.799 277 291 296 rVV 3308265 11039512 7.39% 0.858%
9 3.852 297 300 311 rVV 1348374 3737941 2.50% 0.290%
10 4.063 312 336 343 rVV2 9823819 42707467 28.58%  3.319%
11 4.140 343 349 353 rVV 3288861 6055865 4.05% 0.471%
12 4.287 364 374 377 rBV2 5042123 11285028 7.55% 0.877%
13 4.316 377 379 389 rVB 1994187 2836468 1.90% 0.220%
14  4.599 415 427 436 rBV2 5559430 16234700 10.86% 1.262%
15 4.687 439 442 449 rVB3 2511311 3594940 2.41% 0.279%
16 4.775 453 457 463 rVB 1415489 1963959 1.31% 0.153%
17 4.987 484 493 497 rBV 1311219 2847163 1.91% 0.221%
18 5.081 497 509 515 rBV3 3668581 11203437 7.50% 0.871%
19 5.146 516 520 527 rVB 1185352 2153722 1.44% 0.167%
20 5.351 548 555 558 rBV3 885106 2335096 1.56% 0.181%
21 5.434 558 569 573 rBV 6009736 21403320 14.32% 1.663%
22 5.916 631 651 661 rVB3 29416131 116150261 77.72% 9.027%
23 6.022 665 669 670 rBV 2368076 2849327 1.91% 0.221%
24 6.134 681 688 689 rBV3 4254940 6706438 4.49% 0.521%
25 6.210 697 701 705 rBV5 2012243 4104368 2.75% 0.319%
26 6.404 729 734 738 rBV 3442446 7799065 5.22% 0.606%
27 6.604 740 768 769 rBV6 22947279 149452606 100.00% 11.615%
28 6.922 799 822 823 rBV2 30130789 147721560 98.84% 11.480%
29 6.981 828 832 836 rBV2 2873052 4087806 2.74% 0.318%
30 7.069 841 847 849 rBV 14744558 20620788 13.80% 1.603%
31 7.122 853 856 861 rVvB2 15687014 20139058 13.48% 1.565%
32 7.169 861 864 866 rBV 8604600 8393051 5.62% 0.652%
33 7.222 871 873 875 rVB2 12227452 8427092 5.64% 0.655%
34 7.322 875 890 892 rBV2 19879628 74987939 50.18% 5.828%
35 7.375 895 899 902 rVB4 25673382 32805750 21.95%  2.550%

36 7.422 903 907 909 rVB 7718111 9650521 6.46%  0.750%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.487 909 918 923 rBV3 9973736 32410315 21.69% 2.519%
38 7.534 923 926 927 rBV 6712631 4891221 3.27% ©.380%
39 7.581 927 934 936 rBV 16524516 27932336 18.69% 2.171%
40 7.645 941 945 948 rVVv4 6425601 9255995 6.19% 0.719%
41 7.687 948 952 958 rVv2 12386298 17506124 11.71% 1.360%
42 7.757 958 964 965 rVV2 9933620 15206884 10.18%  1.182%
43 7.787 965 969 971 rVV2 14301402 27262858 18.24% 2.119%
44 7.816 971 974 977 rVV 20195139 23780701 15.91% 1.848%
45 7.875 979 984 987 rVV2 4526796 9305135 6.23% 0.723%
46 7.910 987 990 991 rW 7362779 8195700 5.48% ©.637%
47 7.940 991 995 997 rVWW 16232864 26051755 17.43% 2.025%
48 7.963 997 999 1001 rVVv2 15782131 14751606 9.87% 1.146%
49 8.016 1001 1008 1010 rVV3 25658588 46866855 31.36%  3.642%
50 8.045 1010 1013 1016 rVV4 30495775 35681612 23.87% 2.773%
51 8.092 1016 1021 1022 rVV2 10090158 13638433 9.13% 1.060%
52 8.122 1022 1026 1029 rVB 13016581 13295865 8.90% 1.033%
53 8.245 1036 1047 1049 rBV2 11670773 23430294 15.68% 1.821%
54 8.298 1049 1056 1058 rVV4 17261841 40188521 26.89% 3.123%
55 8.322 1058 1060 1061 rVB2 17621395 11780619 7.88% 0.916%
56 8.392 1069 1072 1075 rVV 3903364 3942480 2.64% ©.306%
57 8.434 1077 1079 1083 rVB2 2241181 1633624 1.09% 0.127%
58 8.481 1083 1087 1088 rBV2 2790945 2489569 1.67% ©.193%
59 8.510 1088 1092 1096 rVV3 11175833 11911192 7.97%  0.926%
60 8.575 1101 1103 1104 rVV 2415293 1889467 1.26% 0.147%
61 8.616 1104 1110 1114 rVB4 9006902 13808086 9.24% 1.073%
62 8.692 1119 1123 1125 rVB 3558326 3251109 2.18% ©0.253%
63 8.722 1125 1128 1133 rVB3 5044892 5206643 3.48%  0.405%
64 8.804 1139 1142 1145 rBV 6301757 5836592 3.91% ©.454%
65 8.957 1159 1168 1170 rVV 12651149 22562105 15.10% 1.753%
66 9.010 1174 1177 1178 rBV 2765672 2423235 1.62% 0.188%
67 9.045 1178 1183 1186 rVV 8609386 12391070 8.29% 0.963%
68 9.134 1195 1198 1203 rVB4 1793939 2147760 1.44% ©.167%
69  9.263 1217 1220 1230 rVB2 2442316 2539735 1.70% 0.197%
70 9.457 1250 1253 1259 rVB 1417852 1731076 1.16% ©.135%
71 9.534 1260 1266 1269 rVB 1818792 2542069 1.70% ©.198%
72 9.604 1270 1278 1280 rBV 2360423 3063750 2.05% 0.238%

73 13.010 1852 1857 1860 rBV 1987985 1786098 1.20% ©.139%

Sum of corrected areas: 1286746702
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Data Path :
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TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\

BF124072.D
: 26 May 2021 19:36
Ju/CG
1 M2535-01
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

o

Time-->
Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BF124072.D\data.ms

6.922 7.375
5.916

6.604

6.534
0231 5404

2.299
2.487

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
TIC: BF124072.D\data.ms

8.045

13.010

0
Time-->
Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

Time-->
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TIC: BF124072.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentane, 2,3,4-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.657 12.12 ng 12499000 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74
3 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 72
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 45
Abundance Scan 267 (3.657 min): BF124072.D\data.ms (-249) (-) m/z 43.05 100.00%
43.0
71.1
5000
57.0 e e RS
| ‘ 050 3.40 3.60 3.80 4.00
bl bl ol 920 1122 myz 71,10 57.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 I L U B R
3.40 3.60 3.80 4.00
27.0 57.0 m/z 70.10 38.97%
O \\‘HH’\H‘}“HH‘i!}\\‘\‘\H\‘\H\H\H‘\H\‘HH‘HH‘J\-%.\()‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3975: Pentane, 3-ethyl-
43.0
R AR
3.40 3.60 3.80 4.00
5000 71.0 m/z 41.85 32.91%
29.0
o150 || [l 510 | 850 1000
R R RARaEE L Ea s E e e e e ARARARRARS LY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11556: 2,4,4-Trimethyl-1-hexene R Biamansmessa
43.0 71.0 3.40 3.60 3.80 4.00
m/z 55.05 28.77%
29.0
97.0
0 - H “m "\:’h'o . ‘ 11\1'0 126.0
e e e e e e e e e ARBRREREE S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 3.60 3.80 4.00

8270-BF051421.M Thu May 27 13:21:38 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.599 15.75 ng 16234700 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 72
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 59
Abundance Scan 427 (4.599 min): BF124072.D\data.ms (-415) (-) m/z 43.10 100.00%
3.1

3

57.1
5000 85.1
71.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ H‘ | 9.1 1141 4.20 4.40 4.60 4.80 5.00
O brrprrrr et f bt et et e e e m/z 41.05 56.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7619: Octane
43.0
5000 I L L B R
57.0 4.20 4.40 4.60 4.80 5.00
29.0 71.0 85.0 m/z 57.10  49.15%
\‘ ] \‘ 114.0
OH’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12697: Heptane, 2,4-dimethyl-
43.0
e EARRSEETE S
4.20 4.40 4.60 4.80 5.00
5000 m/z 85.10 38.53%
85.0
57.0 71.0
29.0
0 N | | |, 99.0 113.0128.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7622: Hexane, 3-ethyl- R R

43.0 4.20 4.40 4.60 4.80 5.00
m/z 56.05 29.78%

5000 84.0

27.0 57.0

3

O
0 reprvreprrtbprers e S AU,
miz--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.916 112.65 ng 116150000 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 93
2 o-Xylene 106 C8H10 000095-47-6 93
3 p-Xylene 106 C8H10 000106-42-3 91
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 53
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 49
Abundance Scan 651 (5.916 min): BF124072.D\data.ms (-631) (-) m/z 91.10 100.00%
91.1
5000 57.1 /\\A
 AREamEE N S
391 ﬂ ap ‘ 128.1 5.60 5.80 6.00 6.20
I ph“ R Lol d08L 2P 1829 /7 106.10  51.61%
m/z--> 20 40 100 120 140
Abundance #5100.Benzene,13-dkneﬂwh
91.0
5000 L L R R I R
5.60 5.80 6.00 6.20
m/z 57.10 41.60%
51.0
O\\\‘2\7\0\\‘\\‘}‘\“‘\‘\\4\@\\‘1\"\8.\0\‘\\\\‘\\\\
miz--> 20 40 100 120 140
Abundance #5076.0—Xybne
91.0
EEEEEEEE TS
5.60 5.80 6.00 6.20
5000 m/z 43.10 38.90%
ol FO 4R | agso
miz--> 20 40 60 80 100 120 140
Abundance #5077: p-Xylene R A RARRR SR
91.0 5.60 5.80 6.00 6.20
m/z 105.10 24.03%
5000
51.0
OOy TAR | 1080
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.922 143.27 ng 147722000 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 822 (6.922 min): BF124072.D\data.ms (-799) (-) m/z 105.10 100.00%
105.1
5000
57.1 770 AN mamaE L ns S
d) ‘ ‘ ‘ ‘ v 6.60 6.80 7.00 7.20
OO0 uhw‘M J“ Ll Al 1421 1681 u; 120.10  59.51%
m/z--> 20 40 100 120 140 160 180
Abundance #9412. Benzene, 1,2,3-trimethyl-
105.0
5000 AR AR
6.60 6.80 7.00 7.20
m/z 57.10 22.58%
39.0 77.0
O \:L\S\.‘O\M\\“‘1\“\\“\‘\\\““\\‘\\“\‘!\‘\““\ \\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9401: Mesitylene
105.0
AR mmmEE R S
6.60 6.80 7.00 7.20
5000 m/z 119.10 20.42%
77.0
39.0
o280 L el AR4O
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 43.10 16.91%
5000
77.0
270 10 | ‘
Y M) S Y Y G L O
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.122  19.53 ng 20139100 1,4-Dichlorobenzene-d4 7.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 55
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 53
Abundance Scan 856 (7.122 min): BF124072. D\data ms (-853) (-) m/z 119.10 100.00%
57.1
5000
91.1
R AR ARERERESS
h) ‘ | l& - 6.80 7.00 7.20 7.40
) NSS! N ”‘ M“ deall M ASTAISS2 0 pyy 57,100 92.99%
m/z--> 20 40 80 100 120 140 160
Abundance #14888: Benzene, 4-gthyl-1,2-dimethyl-
119.0
5000 L LN B I B LR
6.80 7.00 7.20 7.40
91.0 m/z 105.10  40.22%
o w0, |
0 H\|HH‘H‘H“\‘\H‘HM“H‘\\{l\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
 AAARREREEESs A
6.80 7.00 7.20 7.40
5000 m/z 91.10 32.21%
91.0
39.0 65.0 ‘ ‘
Ll AT | N
miz--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- R AANREENaRESSC R
119.0 6.80 7.00 7.20 7.40
m/z 120.10 31.52%
5000
91.0
39.0 650 ‘ ‘
I o R O | O
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF051421.M Thu May 27 13:21:41 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 2-Tolyloxirane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.322  72.73 ng 74987900 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H1e0 002783-26-8 64
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 64
3 Benzoic acid, 4-isopropenylcyclo... 256 C17H2002 1000196-48-6 59
4 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 49
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 46

Abundance Scan 890 (7.322 min): BF124072.D\data.ms (-875) (-) m/z 105.10 100.00%

105.1
57.1
5000 134.1
R AR
‘ H ‘ 7.00 7.20 7.40 7.60
ome\‘M‘H“s‘mmmw_H‘l“?‘ﬁ‘l‘mwm_m_m_ m/z 57.10 56.71%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #15278: 2-Tolyloxirane
105.0
5000 L LN B I B LR
134.0 7.00 7.20 7.40 7.60
m/z 134.05 41.49%
77.0
O\\\‘\\3\\9‘9\\‘HHH‘H‘H‘M\H‘\H‘\‘HH‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #14856: Benzene, 1-methyl-3-propyl-
105.0
AV G W1
7.00 7.20 7.40 7.60
5000 m/z 119.10 32.46%
77.0 134.0
39.0 ‘ ‘ ‘
o‘H"hu“"‘L‘_‘H‘_‘1"Hm,‘m_‘H‘HH_m‘w_ww_
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #107641: Benzoic acid, 4-isopropenylcyclohexenylmethyl
105.0 7.00 7.20 7.40 7.60
m/z 91.10 31.25%
5000
77.0 134.0
41.0 ‘
m/z--> 20 40 60 80 100120140160 180200 220 240 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.375 31.82 ng 32805800 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 50
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 47
Abundance Scan 899 (7.375 min): BF124072.D\data.ms (-895) (-) m/z 57.10 100.00%
57.1
119.1
85.1 S SnAdL AN,
39 ‘ 1550 7.00 7.20 7.40 7.60
o) S whﬂ‘ Al L AS8IOS2 sz 71,10 37.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #38349: Decane, 3,8-dimethyl-
57.0
85.0
5000 L L N BN BN R B
7.00 7.20 7.40 7.60
m/z 56.10 35.26%
113.0 1410
O\‘\\\\“‘i\\‘\\“‘\\‘W\\\“\\‘\\’\H\i‘\\\\‘:lrzowlwo
m/z--> 20 40 60 80 100 120 140 160
Abundance #48848: Dodecane, 3-methyl-
57.0
T
7.00 7.20 7.40 7.60
5000 m/z 43.10 30.09%
29.0 85.0
;
miz--> 20 40 60 80 100 120 140 160
Abundance #48841: Undecane, 5-ethyl- T
57.0 7.00 7.20 7.40 7.60
m/z 119.10 27.82%
5000
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.487 31.43 ng 32410300 1,4-Dichlorobenzene-d4 7.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 o-Cymene 134 C1eH14 000527-84-4 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
Abundance Scan 918 (7.487 min): BF124072.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
571 911 e ARAERRRE LSS
390 | ‘ 7.20 7.40 7.60 7.80
O et b el L1843 134 05 31.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 \/\\)\k\‘uu‘uu‘uu‘uu
7.20 7.40 7.60 7.80
91.0 m/z 91.10  23.08%
65.0 ‘
0 \1\5\.(‘)\‘\ \3\9“:(\)\“\‘\‘H‘\\\‘H‘\\w\“H“\\Ml\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
 ARERREREEES S
7.20 7.40 7.60 7.80
5000 m/z 57.10 13.93%
91.0
390 65.0 ‘ ‘
I T v T Y N
miz--> 20 40 60 80 100 120 140 160
Abundance #14812: 0-Cymene T
119.0 7.20 7.40 7.60 7.80
m/z 120.10 11.36%
5000
91.0
41.0 65.0 Il
Ol b e e e e
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.687 14.94 ng 17506100 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 952 (7.687 min): BF124072.D\data.ms (-948) (-) m/z 119.10 100.00%
119.1
5000
91.1
A AmmEamERlL
39.0 65.0 7.40 7.60 7.80 8.00
148.1
Ot e e Mu an N:‘u i UL e O m/z 134,05  31.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.10  29.05%
39.0 650 ‘ ‘
0 \1\5\.(‘)\‘\\\“‘H“V\“w\\i‘H‘\H‘\ “H“\ \M“\\\‘\ (LN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
A AREaEREEL
7.40 7.60 7.80 8.00
5000 m/z 105.10 16.85%
91.0
39.0 650 ‘ ‘
olts0, Ay b b L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0 7.40 7.60 7.80 8.00
m/z 131.05 14.49%
5000
91.0
39.0 650 | ‘ L
S R RO |
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.757 12.98 ng 15206900 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 90
5 o-Cymene 134 C10H14 000527-84-4 87
Abundance Scan 964 (7.757 min): BF124072.D\data.ms (-958) (-) m/z 119.10 100.00%
119.1
5000
571 911 A T TN
‘ ‘ 7.40 7.60 7.80 8.00
Ol 380 sl L b 1802 1692 o 934,05 43.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T e e
7.40 7.60 7.80 8.00
91.0 m/z 57.10 24.27%
65.0
O \]_\5\(‘)\‘\\\“‘\\‘\\“\‘\\\‘[\\‘f\“f‘\\Hl\\\“\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
MR EE R
7.40 7.60 7.80 8.00
5000 m/z 91.10 23.58%
330 65.0 9%0
0 H"ﬂu‘J‘NM‘WHJ“H“WHWl‘HM“H“‘H‘,‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- N ERAEEREETEES R
119.0 7.40 7.60 7.80 8.00
m/z 71.10 10.86%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36

Operator : JU/CG

Sample : M2535-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.787 23.27 ng 27262900 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 969 (7.787 min): BF124072.D\data.ms (-965) (-) m/z 119.10 100.00%
119.1

5000
750750 750 5.50 8.20
41.1 65.0 ‘ . . . . .
Ol et b WLl 1582 182.4 o 13y 0s 48 63%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
L
5000 BEEEEEEEE RN N
7.40 7.60 7.80 8.00 8.20
o 91.0 m/z 91.10  21.94%
: 65.0
0 \‘\\1\5\-‘0\‘\ T \“‘\ \“i‘\ ﬂ“\ T \““ T \‘i T “%‘\ \‘M T \“\ [T T T T TTT
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
R R
7.40 7.60 7.80 8.00 8.20
5000 m/z 120.10 12.70%
91.0
39.0 650
w‘}ﬁ?ﬂ‘NL‘WwﬂuHh‘w‘ﬁW‘WL‘NW“H“H“H‘
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- e e
119.0 7.40 7.60 7.80 8.00 8.20
m/z 133.05 11.11%
5000
91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.816 20.30 ng 23780700 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1@H14 076089-59-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 93

4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 974 (7.816 min): BF124072.D\data.ms (-971) (-) m/z 119.10 100.00%

119.1
5000
91.1
ST 7.40 7.60 7.80 8.00 8.20
- Nu“‘ i bog ey AL “M 8672 h/z 134.05  57.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 ‘\\\\‘\\\\‘\\\\’\\A\\‘\\/\
7.40 7.60 7.80 8.00 8.20
91.0 m/z 91.10 28.57%
41.0
550, | |
O \\\‘\‘\\\“\\‘w\“\‘\\\“\\f\‘m\\‘w\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
 ERARERaEEEEE LA
7.40 7.60 7.80 8.00 8.20
5000 m/z 133.05 18.95%
39.0 910
65.0
SEE T R T I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.40 7.60 7.80 8.00 8.20
m/z 57.10 18.11%
5000
91.0
39.0 65.0 ‘ ‘
T N O A B 9L WO
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 2-butenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.939 22.24 ng 26051800 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 70
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70
5 Azulene, 1,2,3,3a-tetrahydro- 132 C10H12 033877-87-1 60
Abundance Scan 995 (7.939 min): BF124072.D\data.ms (-991) (-) m/z 119.10 100.00%
119.1
5000 911
148.1
65.0 7.60 7.80 8.00 8.20
00 L i \ 180.0
o P I O A A 920 m/z 117.10 99.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14042: Benzene, 2-butenyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
390 65.0 m/z 132.05 39.85%
O \]-\5\‘0\‘}\\“\\‘”1“‘\‘\\‘}[\\‘}\“u\\ ‘\‘U“!‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
7.60 7.80 8.00 8.20
5000 m/z 91.10 37.76%
91.0
39.0 65.0
SELT S OV 0 A Y A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- e RARRmEES N EE
117.0 7.60 7.80 8.00 8.20
m/z 115.10 37.47%
5000
91.0
51.0
27.0
Y S T O W M I N1 O AN VA "8 L WA Y.
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown7.963 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.963 12.59 ng 14751600 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, isohexyl tetrahyd... 286 C15H2605 1000329-86-4 27
2 p-Toluic acid, 2-tetrahydrofuryl... 220 C13H1603 004647-35-2 27
3 2-Methoxycyclohexanone 128 C7H1202 007429-44-9 18
4 Nonane, 1-iodo- 254 C9H19I 004282-42-2 14
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 11

Abundance Scan 999 (7.963 min): BF124072.D\data.ms (-997) (-) m/z 43.10 100.00%

431 711 119.1
5000
148.1
R S NRERA S
H ‘ 5 7.60 7.80 8.00 8.20
oYM A e AL m/z 71.10 99.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132560: Succinic acid, isohexyl tetrahydrofurfuryl ester
71.0
5000 L L L B LA B I
43.0 7.60 7.80 8.00 8.20
m/z 119.10 97.37%
0 IR (Y ‘ ‘\ \\13301580 2030
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #77213: p-Toluic acid, 2-tetrahydrofurylmethyl ester
71.0
110.0 7.60 7.80 8.00 8.20
5000 ' m/z 85.10 72.55%
43.0
09L°149°
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12205: 2-Methoxycyclohexanone A e A RARARRRwES
71.0 7.60 7.80 8.00 8.20
m/z 91.10 69.40%
5000
41.0 98.0
128.0
o‘1‘5“0“:“““Mm“MwmwH‘HH‘HHWHWH‘MW A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

8270-BF051421.M Thu May 27 13:21:48 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, 1-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.016 40.01 ng 46866900 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 92
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 86
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 86

Abundance Scan 1008 (8.016 min): BF124072.D\data.ms (-1001) (-) m/z 117.10 100.00%

117.1
5000 5t
91.1
148.1
“ ‘ 7.60 7.80 8.00 8.20 8.40
0 Gl 1831 myz 57.10 50.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 I L LU B I
91.0 7.60 7.80 8.00 8.20 8.40
m/z 105.10 46.74%
27.0 °1.0
0 \\\‘\M'\ \““\ \“”\ “M\ \”1““ T M T “h‘\ T !“ \‘U‘\‘\ L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
e ARBARNEEaN T
7.60 7.80 8.00 8.20 8.40
5000 m/z 132.05 38.26%
91.0
270 °1% ‘ I ‘
S Nl RS RS W5 M S A NS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14046: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20 8.40
m/z 71.10 37.76%
91.0
5000
65.0
39.0 ‘
obrrrpaich e b e W W
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.045 30.46 ng 35681600 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 86
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 52
4 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 49
Abundance Scan 1013 (8.045 min): BF124072.D\data.ms (-1010) (-) m/z 119.10 100.00%
119.1
5000 148.1
91.1
57.1 ‘ | ‘ 7.80 8.00 8.20 8.40
Ot b W Ll 1672 7 1e5.10  64.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 LA L L I O AN B
91.0 148.0 7.80 8.00 8.20 8.40
m/z 148.05 41.99%
39.0 650‘ H
0 \1\5‘\‘0\‘!‘} \‘i‘\ \“N\ “h‘\ \‘iH‘ i “‘r“\ T r‘ ‘ T M‘\ T \‘\ L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119.0
7.80 8.00 8.20 8.40
5000 91.0 m/z 133.05  27.60%
41.0 148.0
X P T N M U A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.80 8.00 8.20 8.40
m/z 91.10 20.67%
5000
390 g5 910
T Y AP O AN B i VA A | Wah V9.
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknown9.134 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.134 14.02 ng 2147760  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(p-Tolyl)ethylamine 135 C9H13N 003261-62-9 22
2 3-Pentanone, 1-hydroxy-2-methyl-... 192 C12H1602 055848-19-6 16
3 Butanoic acid, 2-ethyl-3-hydroxy... 218 C11H2204 106059-00-1 9
4 N-(Beta-methylphenethyl)acetamide 177 C11H15NO 022596-62-9 9
5 Ether, 2-phenylpropyl tert.butyl 192 C13H200 1000164-81-9 9

Abundance Scan 1198 (9.134 min): BF124072.D\data.ms (-1195) (-) m/z 57.10 100.00%
5

7.1
5000 105.1
131.1
e e
‘ ‘7?? ‘ L 176.2 8.80 9.00 9.20 9.40
Y | w‘sh“‘w!w“ " ‘5‘5"‘1“ ] 202 m/z 105.05  49.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15574: 2-(p-Tolyl)ethylamine
30.0
5000 106.0 N N RN R
8.80 9.00 9.20 9.40
m/z 106.10 44 .54%
77.0 ‘ 135.0
O\‘\w\\“\\‘\'\“\‘\\\‘H‘\\i\‘u“\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #54463: 3-Pentanone, 1-hydroxy-2-methyl-1-phenyl-
57.0
200 P e ey
105.0 8.80 9.00 9.20 9.40
5000 m/z 56.10 37.12%
7 .o‘
131.0
ol bt AL L Pomormo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75468: Butanoic acid, 2-ethyl-3-hydroxy-4-(1,1-dimethyl R R
57.0 8.80 9.00 9.20 9.40
m/z 41.00 32.77%
5000 131.0
99.0
29.0
Ot bl L3820 2030 T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Naphthalene, 1,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.534 16.59 ng 2542070  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1266 (9.534 min): BF124072. D\data ms (-1260) (-) m/z 156.10 100.00%

156.
5000 }\ M
115.1 ‘9\0“ ' T
.5
39.1 ‘
o 21000890 | | il 1802 200 L 1ares  so.sax
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
5000 /\M’UU ‘
9.50
115.0 m/z 155.10 37.71%
51.0 ‘
O\\\‘2\7\\0\“\\‘\\‘h\\\U"\\\\‘\\\\‘\‘!‘\\“\\w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
SN \
9.50
5000 m/z 115.05 18.69%
115.0
27.0 510 ‘ |
om_‘w_uhww”‘,mwmmwh S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28472: Naphthalene, 2,6-dimethyl- ‘/\{\AL(\ Sy
156.0 9.50
m/z 128.05 18.33%
5000
77.0 115.0
51.0
27.0
om_m_W‘\uw”,”H_H“_“!M‘Umww‘_m_mw s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124072.D

Acqg On : 26 May 2021 19:36
Operator : JU/CG

Sample : M2535-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2,3,4-... 3.657 12.1 ng 12499000 1 7.034 20620800 20.0
Octane 4.599 15.8 ng 16234700 1 7.034 20620800 20.0
Benzene, 1,3-di... 5.916 112.7 ng 116150000 1 7.034 20620800 20.0
Benzene, 1,2,3-... 6.922 143.3 ng 147722000 1 7.034 20620800 20.0
Benzene, 4-ethy... 7.122 19.5 ng 20139100 1 7.034 20620800 20.0
2-Tolyloxirane 7.322 72.7 ng 74987900 1 7.034 20620800 20.0
Decane, 3,8-dim... 7.375 31.8 ng 32805800 1 7.034 20620800 20.0
Benzene, 1l-ethy... 7.487 31.4 ng 32410300 1 7.034 20620800 20.0
Benzene, 2-ethy... 7.687 14.9 ng 17506100 2 8.263 23430300 20.0
Benzene, 1,2,4,... 7.757  13.0 ng 15206900 2  8.263 23430300 20.0
Benzene, 1l-ethy... 7.787 23.3 ng 27262900 2 8.263 23430300 20.0
1,3-Cyclopentad... 7.816 20.3 ng 23780700 2 8.263 23430300 20.0
Benzene, 2-bute... 7.939 22.2 ng 26051800 2 8.263 23430300 20.0
unknown7.963 7.963 12.6 ng 14751600 2 8.263 23430300 20.0
Benzene, 1-meth... 8.016 40.0 ng 46866900 2 8.263 23430300 20.0
Benzene, 1,3-di... 8.045 30.5 ng 35681600 2 8.263 23430300 20.0
unknown9.134 9.134 14.0 ng 2147760 3 9.933 3063750 20.0
Naphthalene, 1,... 9.534 16.6 ng 2542070 3 9.933 3063750 20.0
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