LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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: BF124077.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 16 21 27 rVvB 393481 470561 2.00% 0.144%
2 3.669 254 269 274 rBV 560710 1088941 4.63% 0.334%
3 3.804 280 292 297 rBV 684549 1214165 5.16% 0.372%
4 3,981 314 322 324 rBV2 468219 726737 3.09% 0.223%
5 4.004 324 326 330 rVB 380971 384207 1.63% 0.118%
6 4.116 338 345 351 rVB 572037 841453 3.58% 0.258%
7 4.263 363 370 374 rVB 1197026 1592114 6.77% ©.488%
8 4.563 416 421 429 rVB2 898590 1402509 5.96% 0.430%
9 4.681 433 441 445 rBV2 466823 683761 2.91% 0.210%
10 4.763 452 455 461 rVB 422025 467155 1.99% 0.143%
11  4.975 487 491 496 rVB 672020 773332 3.29% 0.237%
12 5.034 496 501 502 rBV2 310358 420897 1.79% 0.129%
13 5.057 502 505 507 rBV 1053622 1019544 4.34% 0.313%
14 5.128 513 517 521 rBV 755300 830581 3.53% 0.255%
15 5.192 525 528 531 rVV2 340291 392945 1.67% 0.121%
16 5.328 546 551 554 rBV 1114589 1459331 6.21% 0.448%
17 5.363 554 557 559 rVW3 357066 509719 2.17% 0.156%
18 5.398 559 563 565 rVW 3024647 3247545 13.81% 0.996%
19 5.445 569 571 576 rVV2 1097879 1454703 6.19% 0.446%
20 5.522 576 584 590 rVB 9129034 14974205 63.68% 4.593%
21 5.581 590 594 597 rBV 1396499 1348114 5.73% 0.413%
22 5.645 602 605 608 rvVB 933061 954639 4.06% 0.293%
23 5.687 608 612 617 rBV3 894350 1273068 5.41% 0.390%
24 5.728 617 619 622 rBV 614063 553934 2.36% 0.170%
25 5.763 622 625 627 rVV 2528096 2615151 11.12% ©0.802%
26 5.822 631 635 641 rVB 3092125 3491494 14.85% 1.071%
27 5.916 648 651 652 rBV 574892 530112 2.25% 0.163%
28 5.934 652 654 657 rVB 1080245 930757 3.96% 0.285%
29 5.975 657 661 665 rBV3 1106308 1727894 7.35% 0.530%
30 6.075 669 678 681 rBV3 1762030 3408795 14.50%  1.045%
31 6.110 681 684 687 rVB 520892 552284  2.35% 0.169%
32 6.157 688 692 698 rVv2 2229759 3123246 13.28% 0.958%
33  6.210 698 701 705 rVB2 532320 594550 2.53% 0.182%
34 6.375 719 729 732 rBV 3443319 7051300 29.99% 2.163%
35 6.428 732 738 740 rBV 5938709 8347276 35.50% 2.560%

36 6.457 740 743 746 rVB2 5051054 5965563 25.37% 1.830%

8270-BF051421.M Thu May 27 13:25:19 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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 6.487 746 748 750 rVB 4271868 3319687 14.12% 1.018%
38 6.534 750 756 761 rVB3 7534387 12814042 54.50%  3.930%
39 6.610 764 769 773 rVB2 4389300 5502107 23.40% 1.687%
40 6.698 773 784 785 rBV5 712217 1818713 7.73% ©.558%
41 6.757 786 794 796 rBV 12909988 23513338 100.00%  7.211%
42 6.851 804 810 815 rBV2 1436792 2682203 11.41% 0.823%
43 6.904 817 819 820 rVW 652963 580033 2.47% 0.178%
44  6.939 820 825 827 rVV 4481055 5436159 23.12% 1.667%
45 6.987 827 833 835 rVWW 5912578 7992790 33.99%  2.451%
46 7.004 835 836 838 rVB 1214596 628810 2.67% 0.193%
47 7.051 838 844 848 rBV 5414282 7029717 29.90%  2.156%
48 7.104 848 853 855 rVB 4101127 5044300 21.45% 1.547%
49 7.198 855 869 872 rBV3 7982205 17526712 74.54% 5.375%
50 7.251 872 878 883 rVB3 11164607 17891875 76.09% 5.487%
51 7.316 883 889 891 rBV2 3126323 3772429 16.04% 1.157%
52 7.392 891 902 904 rBV3 4183406 9324085 39.65% 2.860%
53 7.416 904 906 908 rVB 2853500 2162104 9.20% 0.663%
54 7.469 908 915 917 rBV 8033798 10127351 43.07% 3.106%
55 7.492 917 919 921 rBV 2877600 2547560 10.83% 0.781%
56 7.557 926 930 933 rVV2 1603470 2246871 9.56% 0.689%
57 7.598 933 937 944 rVV3 3365199 5249987 22.33% 1.610%
58 7.692 946 953 955 rVV2 5030289 8991293 38.24% 2.758%
59 7.722 955 958 961 rVV 7079794 7131025 30.33% 2.187%
60 7.745 961 962 966 rVV2 712084 736804  3.13%  0.226%
61 7.798 966 971 973 rVV 1888254 2245236 9.55% 0.689%
62 7.822 973 975 977 rVV2 1740697 1722146  7.32% 0.528%
63 7.857 977 981 982 rVV2 3448962 4162970 17.70% 1.277%
64 7.875 982 984 988 rVV3 5279876 5331837 22.68% 1.635%
65 7.945 988 996 998 rVV3 9752277 15524682 66.03% 4.761%
66 7.963 998 999 1001 rVV 3648236 2751443 11.70%  0.844%
67 7.986 1001 1003 1004 rVV 1516867 1291936 5.49%  ©.396%
68 8.010 1004 1007 1010 rVV3 2328990 2860763 12.17% 0.877%
69 8.039 1010 1012 1013 rVV 1028244 836623 3.56% 0.257%
70  8.063 1013 1016 1019 rVB 1761053 1670696 7.11% ©.512%
71 8.175 1024 1035 1036 rBV2 3323079 5536194 23.54% 1.698%
72 8.192 1036 1038 1040 rVV2 3940936 3667402 15.60% 1.125%
73 8.222 1040 1043 1045 rVVv3 5819122 7310078 31.09%  2.242%
74  8.239 1045 1046 1049 rVB2 2670261 1990315 8.46% 0.610%
75 8.275 1049 1052 1055 rBV 1802313 1463176 6.22%  0.449%

76  8.339 1058 1063 1064 rBV4 559941 544324  2.31% 0.167%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © 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
77 8.381 1068 1070 1073 rVB3 504549 481636 2.05% ©0.148%
78 8.439 1076 1080 1081 rBV2 461209 471272 2.00% ©.145%
79 8.463 1081 1084 1090 rVB4 1387523 2048208 8.71% 0.628%
80 8.533 1093 1096 1098 rVB2 749435 813188 3.46% 0.249%
81 8.575 1098 1103 1104 rBV2 1918985 2098065 8.92% 0.643%
82 8.651 1113 1116 1119 rVB2 1144377 1003155 4.27% ©0.308%
83 8.692 1119 1123 1128 rBv4 1055303 1350111 5.74% 0.414%
84 8.745 1128 1132 1134 rVB2 508092 475873 2.02% ©0.146%
85 8.775 1134 1137 1140 rBV2 1794702 1456030 6.19% 0.447%
86 8.910 1153 1160 1162 rVB 4262684 4745524 20.18%  1.455%
87 9.004 1170 1176 1178 rVV2 2617565 3026513 12.87% ©.928%
88 9.128 1194 1197 1199 rVV2 354065 353044 1.50% ©.108%
89  9.257 1215 1219 1222 rVB 1803152 1498828 6.37% 0.460%
990 9.451 1249 1252 1257 rVB 369618 440089 1.87% ©.135%
91 9.516 1259 1263 1267 rVB 535017 706568 3.00% 0.217%
92 9.592 1269 1276 1278 rBV 792750 860165 3.66% 0.264%
93 9.622 1278 1281 1283 rVV 406358 389728 1.66% ©.120%
94 9.710 1292 1296 1301 rVB 360180 402893 1.71% ©.124%
95 9.933 1331 1334 1336 rVV 635489 488273 2.08% ©.150%
96 10.722 1462 1468 1471 rBV 1191710 1049120 4.46% 0.322%
97 11.422 1583 1587 1589 rBV 510952 474142 2.02% ©0.145%
98 13.010 1853 1857 1860 rVB 1346860 1176511 5.00% ©.361%
99 14.045 2030 2033 2035 rBV 528054 491973 2.09% 0.151%
100 15.562 2287 2291 2300 rVB2 238870 352957 1.50% ©.108%

Sum of corrected areas: 326056264
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 May 2021 22:20
: M2535-06

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
BF124077.D

Ju/CaG

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Hexane, 2,4-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.822 120.39 ng 3491490 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
3 Nonane 128 C9H20 000111-84-2 64
4 Butanoic acid, 3-oxo-, 1,1-dimet... 158 C8H1403 001694-31-1 59
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 59
Abundance Scan 635 (5.822 min): BF124077.D\data.ms (-631) (-) m/z 57.10 100.00%
43.1 57.1
5000
85.0
71.1
‘ ‘ H ” ‘ 99.1 1281 5.40 5.60 5.80 6.00 6.20
Ol vyl bt T T m/z 43.10  96.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7640: Hexane, 2,4-dimethyl-
43.0
57.0
5000
85.0 5.40 5.60 5.80 6.00 6.20
29.0 m/z 41.10 49.39%
71.0
ob L 99.0 1140
H‘HH‘\H\‘HH‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #61361: Hexane, 1-(hexyloxy)-2-methyl-
43.0
R e R
57.0 85.0 5.40 5.60 5.80 6.00 6.20
5000 m/z 85.05 26.03%
29.0 70.0 98.0
0 H_H‘l‘_m‘\mH“:_MHum_‘l:wHl“w‘l‘l‘ﬁl?w_m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43.0 5.40 5.60 5.80 6.00 6.20
57.0 m/z 56.10 24.13%
5000
29.0
71.0 85.0
otk %90 1m0 120 W DI AW
m/z--> 20 30 40 50 60 70 80 90 100110120 130 5.40 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 : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 4 Benzene, (1-methylethyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.075 117.54 ng 3408800 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 68
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 64
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 59
Abundance Scan 678 (6.075 min): BF124077.D\data.ms (-669) (-) m/z 105.10 100.00%
105.1
5000 /Lm
120.1 A
771 e
51‘ 0 H 5.80 6.00 6.20 6.40
Ol ol il I L1402 100,10 23.54%
miz-> 20 40 60 80 100 120 140
Abundance #9411: Benzene, (1-methylethyl)-
105.0
5000 \\\‘\\\\’\j\\\\‘\\\\‘\\\\
1200 5.80 6.00 6.20 6.40
51.0 77.0 : m/z 77.10 19.38%
27.0 H
O\\\‘\\\\‘\\“\‘\‘\\H“\\‘\\“‘\‘\\\“\\\\‘\\
m/z--> 20 100 120 140
Abundance #9414. Benzene, 1,2,3—trimethyl—
105.0 A A
R e AREEREEE RS
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.10 17.57%
39.0 77.0
PN L Y O S
miz--> 20 40 60 80 100 120 140
Abundance #9427: Benzene, 1-ethyl-2-methyl- TR R
105.0 5.80 6.00 6.20 6.40
m/z 50.95 15.06%
5000
120.0
77.0
270 | 510 I |
o) S N ‘ N o m S N Pt e R
m/z--> 20 40 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Octane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.157 107.69 ng 3123250 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 52
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 50
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 47

Abundance Scan 692 (6.157 min): BF124077.D\data.ms (-688) (-) m/z 57.10 100.00%

57.1
5000
83.1
| ‘ 1131 5.80 6.00 6.20 6.40
Ob el L 2420 2068 4p 5519 52.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19193: Octane, 2,6-dimethyl-
57.0
5000 L L BN B I BN B
29.0 5.80 6.00 6.20 6.40
113.0 m/z 43.10 50.37%
O \‘\“\\\“"{\\““\\“}\8‘?.\0\\‘\\1\‘\!\174;2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl-
57.0
R A RARRREES IR
5.80 6.00 6.20 6.40
5000 m/z 41.00 48.49%
113.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19171: Nonane, 3-methyl- AR Emama R
57.0 5.80 6.00 6.20 6.40
m/z 71.10 46.79%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.375 243.13 ng 7051300 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 95
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
3 Benzeneacetaldehyde 120 C8H80 000122-78-1 58
4 Hydrazinecarboxylic acid, phenyl... 166 C8H10N202 005331-43-1 47
5 4-[(Tetracyclo[3.2.0.0(2,7).0(4,... 209 C14H11NO 1000326-22-6 47
Abundance Scan 729 (6.375 min): BF124077.D\data.ms (-719) (-) m/z 91.05 100.00%
91.0
w M
120.1 e e e
390 %0 6.00 6.20 6.40 6.60

oHWHJpw‘am‘m“_wlwuuH‘uMw_ww_m m/z 120.10  20.43%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9407: Benzene, propyl-

91.0
5000 ’\/\/l/\/\/\,
6.00 6.20 6.40 6.60
65.0 120.0 m/z 65.00 14.54%
39.0 ‘
O?‘\5\.9\‘\\\“‘H“\\“‘HHH“\\‘!\‘\‘\H“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70358: N-Benzyl-2-phenethylamine
91.0
6.00 6.20 6.40 6.60
5000 120.0 m/z 92.18  10.79%
65.0
o180 2 e 2090
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9372: Benzeneacetaldehyde
91.0 6.00 6.20 6.40 6.60
m/z 39.00 6.98%
5000
120.0
65.0
39.0
Ol b e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

8270-BF051421.M Thu May 27 13:25:24 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 unknown6.428 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.428 287.82 ng 8347280 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 43
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
4 Octane, 3-methyl- 128 C9H20 002216-33-3 38
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 38
Abundance Scan 738 (6.428 min): BF124077.D\data.ms (-732) (-) m/z 57.10 100.00%
57.1
B AREEREEES NS S
39{ L %7_0 6.20 6.40 6.60 6.80
Ol L0 ) 1pa21412 65 65 44.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
5000 \j\\\\‘\\\\’\\\\‘\\\\‘\/\\\
6.20 6.40 6.60 6.80
29.0 99.0 m/z 43.10 35.98%
O\\\‘\‘\‘\\“\\\M‘\\‘H??P\\\\“‘\\\\‘1\2\8\0\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #12686 Heptane, 2,5-dimethyl-
57.0
N ARmESERRAT
6.20 6.40 6.60 6.80
5000 m/z 41.05 28.36%
29.0 ‘ ‘ 99.0
128.0
miz--> 20 40 60 80 100 120 140 160
Abundance #19183: Octane, 2,3-dimethyl- B ARREsEEEE
57.0 6.20 6.40 6.60 6.80
m/z 56.10 26.56%
5000
98.0
29 0
0 ‘\%7 0, | 142.0
H‘““““““““‘““““““““““ R ARSRaREES RS
mlz--> 60 80 100 120 140 160 6.20 6.40 6.60 6.80

8270-BF051421.M Thu May 27 13:25:25 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Benzene, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.457 205.70 ng 5965560 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 743 (6.457 min): BF124077.D\data.ms (-740) (-) m/z 105.10 100.00%
105.1
5000
or A A
M f ‘ 71 6.20 6.40 6.60 6.80
Ol e bt bl b Il 2T 2070 s 126,16 30.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\J

6.20 6.40 6.60 6.80
m/z 57.10 30.69%

77.0
270 530 || | \‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
T R
620640660680
77.0
39.0
A R TYER/N W) H S——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9427: Benzene, 1-ethyl-2-methyl- R REaRAE
105.0 6.20 6.40 6.60 6.80

m/z 41.10 17.86%

5000
77.0
270 510 | | | ‘

om"m_"“m‘_"“m‘_m_m_m_m_m L AR
miz--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

8270-BF051421.M Thu May 27 13:25:25 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.610 189.72 ng 5502110 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
2 Mesitylene 120 C9H12 000108-67-8 87
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 87
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 769 (6.610 min): BF124077.D\data.ms (-764) (-) m/z 105.10 100.00%
105.1
5000
LUL,
39.0 57"1 77‘1 | J 6.20 6.40 6.60 6.80 7.00
) SRS S ¥ Y “‘ b Al 322.0 1401 m/z 120.10  28.29%
m/z--> 20 40 60 100 120 140
Abundance #9422:Benzene,LeﬂwL24nemyL
105.0
5000 DL B AL B R
6.20 6.40 6.60 6.80 7.00
m/z 77.10 14.08%
O \]_\5\0‘\ \ \3\9“0\\‘\5\9“0\‘\ T \H‘ T \‘\ T ““\ \;I\.'“Z\.(\)\ T ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #9402: Mesitylene
105.0
A e
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.10 14.07%
39.0 ggo /70 |
) R e NN N | BT
mfz--> 20 40 60 80 100 120 140
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 57.10 13.50%
5000
77.0
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00

8270-BF051421.M Thu May 27 13:25:26 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Octacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.698 62.71 ng 1818710 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 64
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 59
3 Octane, 2,3,6-trimethyl- 156 C1l1H24 062016-33-5 52
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 50

Abundance Scan 784 (6.698 min): BF124077.D\data.ms (-773) (-) m/z 57.10 100.00%

57.1
971 \\\‘\\\\’\\\\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
| M‘ M‘ \‘ 11402 9
0t e m/z 43.10 65.83%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 UL L B I NI A L
6.40 6.60 6.80 7.00
m/z 55.00 60.38%
ol dd H i 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance  #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
R ARERRE RS
6.40 6.60 6.80 7.00
5000 m/z 71.10 57.29%
‘ 113.0
0 JL‘_Uu“u““m_”wm_m_m_m
miz--> 50 100 150 200 250 300 350
Abundance #28447: Octane, 2,3,6-trimethyl-
57.0 6.40 6.60 6.80 7.00
m/z 41.10 54.67%
5000
‘ ‘ 113.0
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00

8270-BF051421.M Thu May 27 13:25:27 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.757 810.76 ng 23513300 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 794 (6.757 min): BF124077.D\data.ms (-786) (-) m/z 105.10 100.00%
105.1
5000
57.1
39ﬁ> ‘ 77‘-0 6.40 6.60 6.80 7.00
Ol oy L L Ad21 1422 00 16 41.09%
m/z--> 20 40 60 80 100 120 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
5000
6.40 6.60 6.80 7.00
m/z 57.10 27.17%
28.0 51.0 77.0
Ot T \‘! T \“‘\ \“”\ "‘\‘\ T \M‘ T \“\ T “uﬂ\ \;1\1“2\.\0\ T 1
miz-> 20 40 60 80 100 120 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
 ARAREALY RSN
6.40 6.60 6.80 7.00
5000 m/z 43.10 19.04%
39. 77.0
0 fge‘h"M‘ﬂ§%9"NM“L‘NM‘%p%Q“‘H“ ‘
miz--> 20 40 60 80 100 120 140
Abundance #9427: Benzene, 1-ethyl-2-methyl- R i RamaEEe
105.0 6.40 6.60 6.80 7.00
m/z 77.00 14.14%
5000
77.0
220 S0 | ) ‘
e
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF051421.M Thu May 27 13:25:27 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20

Operator : JU/CG

Sample : M2535-06

Misc

ALS vial : 11 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 12 unknown6.851 Concentration Rank 17

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

6.851 92.48 ng 2682200 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 43
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 38
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 38
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 35
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 35

Abundance Scan 810 (6.851 min): BF124077.D\data.ms (-804) (-)
57.1

m/z 57.10 100.00%

91.1
5000
134.1 CEE T
39 | 1151 6.60 6.80 7.00 7.20
bbb fad | L WS ] 1561 L o116 71.23%
miz--> 20 40 60 80 100 140 160
Abundance #28452: Heptane, 2,2,3,5-tetramethyl-
57.0
5000
6.60 6.80 7.00 7.20
0.0 M 98.0 m/z 56.10 51.03%
O T \‘\‘\‘\ \“‘\ T \‘u‘u‘ T \M\?\g‘-g\ T \“ T T 1T ‘ T \1\4‘1\.0\\ T ‘\
miz--> 20 40 60 80 100 140 160
Abundance #14850: Benzene, (2-methylpropyl)-
91.0
R AR
6.60 6.80 7.00 7.20
5000 ITI/Z 92.10 34.32%
65.0 134.0
39.0
o220 e e
miz--> 20 40 60 80 100 140 160
Abundance #38359: Heptane, 2,2,4,6,6-pentamethyl-
57.0 6.60 6.80 7.00 7.20
m/z 43.10 33.31%
- MMMMAN
29.0
ot e 232 120 asso VLYY T
m/z--> 20 40 60 80 100 140 160 6.60 6.80 7.00 7.20

8270-BF051421.M Thu May 27 13:25:28 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 13 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.987 275.60 ng 7992790 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 87
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 87
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 83
Abundance Scan 833 (6.987 min): BF124077.D\data.ms (-827) (-) m/z 105.10 100.00%
105.1
5000
39.0 77.0 6.60 6.80 7.00 7.20 7.40
Obrr it Ll 3892070 o 100,10 36.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 77.00 12.73%
39.0 77.0 ‘
O \\\‘\‘\\\“‘\\“i‘\”“\‘\\‘\““\\‘{\‘H‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 57.10 11.24%
77.0
270 °10 | ‘
0\\w\WHHHW\N\MM\H\AMHW\H\‘H\W\\H‘H\\_\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl- R e
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 10.47%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

8270-BF051421.M Thu May 27 13:25:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Tridecane, 6-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.051 242.39 ng 7029720 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
2 Hexadecane 226 C16H34 000544-76-3 78
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Decane, 2-methyl- 156 C11H24 006975-98-0 59
Abundance Scan 844 (7.051 min): BF124077.D\data.ms (-838) (-) m/z 57.10 100.00%
57.1
5000
85.1
e R ARLSEE SRR
6.80 7.00 7.20 7.40
127.1
0 ol m/z 71.10  45.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 L B I L I LN B
6.80 7.00 7.20 7.40
85.0 43.05 42.29%
29.0 126.0 m/z
0 d I I ‘ L | 154.0 183.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
R BB AREEEE R
6.80 7.00 7.20 7.40
5000 m/z 41.10 31.63%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71405: Dodecane, 2,6,10-trimethyl- AT AR
57.0 6.80 7.00 7.20 7.40
m/z 85.10 28.14%
5000
29.0 85.0
A A B STy,
A B B e B RaSaamanaes e ERmmmnaETEE R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40

8270-BF051421.M Thu May 27 13:25:30 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 1Indane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.104 173.93 ng 5044300 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
Abundance Scan 853 (7.104 min): BF124077.D\data.ms (-848) (-) m/z 117.10 100.00%
117.1
5000
91.1
o 630 ‘ 6.80 7.00 7.20 7.40
0 m_H“_Mu“‘m“MHH_Hw‘lﬁf‘ﬁ”wHW m/z 118.10  55.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0
5000
6.80 7.00 7.20 7.40
m/z 115.10 34.73%
39.0 63.0 91.0
O\:L\':)\(‘)\\\\‘\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 18.31%
91.0
0 270,“,

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #58678: Benzene, (2-bromocyclopropyl)-

117.0 6.80 7.00 7.20 7.40
m/z 63.00 11.08%
5000
91.0
390 630

0 Lol “ | 152.0173.0 196.0

e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF051421.M Thu May 27 13:25:30 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Benzene, 1-methyl-3-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.198 604.34 ng 17526700 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 70
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 50
3 2-Tolyloxirane 134 C9H100 002783-26-8 46
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 45
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 43
Abundance Scan 869 (7.198 min): BF124077.D\data.ms (-855) (-) m/z 105.10 100.00%
57.1 105.1
5000 A
134.1 R e AR
39 Lﬂ ‘77"0 W 6.80 7.00 7.20 7.40 7.60
ol L L 1842 s 57006 98.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14856: Benzene, 1-methyl-3-propyl-
105.0
5000 [ B LB B
6.80 7.00 7.20 7.40 7.60
77.0 134.0 m/z 56.05 37.06%
39.0
0 \1\5\.(‘)\“\‘\ \“‘\ \“1‘5\8.‘®\ T \M T \‘h T “‘\‘\ \‘\“‘ L I e
miz--> 20 40 60 80 100 120 140 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
e e R RES
6.80 7.00 7.20 7.40 7.60
5000 m/z 43.10 35.30%
134.0
77.0
ol B0 0 el
miz--> 20 40 60 80 100 120 140 160
Abundance #15278: 2-Tolyloxirane AR
105.0 6.80 7.00 7.20 7.40 7.60
m/z 41.05 30.45%
5000
134.0
77.0
270 S0 | gl ||
O e T e e T R R R AT
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60
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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\BF052621\

BF124077.D

: 26 May 2021 22:20

Ju/CaG

: M2535-06

: 11 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

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-ethyl-3,5-dimethyl-

R.T. EstConc Area

7.251 616.93 ng

Hit# of 5

17891900

Tentative ID

Concentration Rank 2

Relative to ISTD R.T.

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,
5 Benzene,

1-ethyl-3,5-dimethyl-
2-ethyl-1,4-dimethyl-
1,2,3,4-tetramethyl-

4-ethyl-1,2-dimethyl-
1-ethyl-2,3-dimethyl-

134 CleH14
134 CleH14
134 CleH14
134 CloH14
134 CleH14

000934-74-7 94
001758-88-9 94
000488-23-3 90
000934-80-5 90
000933-98-2 90

Abundance Scan 878 (7.251 min): BF124077.D\data.ms (-872) (-) m/z 119.10 100.00%
119.1

5000 91.1 )\//\4
AR AR AL LD
- 57‘-1 | J‘ 7.00 7.20 7.40 7.60
b e S8 i ) 3412 1680 o 91 19 42.43%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
910 m/z 134.05 39.24%
150 \3%0\ G?D \ { Ly
O \’\\\‘\‘\\\\‘\\U\“}‘\\\H‘\\\\““\\\H‘\\\H\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10  28.93%
91.0
0 150 L 39\\0 L 65\0 y ‘ h‘\ \\“ i}
e R R aa m
miz--> 0 20 40 60 80 100 120 140 160
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.10 14.51%
5000
91.0
39.0 650 ‘
0 ‘W"“ﬂ“MHW‘MW‘$\H1“WHW¢‘HM“H“‘H‘
m/z--> 0 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 : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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-methyl-4-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.316 130.08 ng 3772430 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 93
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 81
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 76
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 74
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 74
Abundance Scan 889 (7.316 min): BF124077.D\data.ms (-883) (-) m/z 105.05 100.00%
105.1
5000
134.1
? 57.1 77.0 ‘ 7.00 7.20 7.40 7.60
(| “,“ w‘ e H bl L1560 s 134,05 21.06%
miz--> 20 80 100 120 140 160
Abundance #14857 Benzene 1rneﬂwl4 propyl-
105.
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.05  12.97%
O \\\‘2\7\0\\" \5\17\(\)“\‘\ T \M‘ T \‘\ T ““\ \‘\“ T \‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #15357: Benzeneacetaldehyde, .alpha.-methyl-
105.0
e R B
7.00 7.20 7.40 7.60
5000 m/z 79.10 11.64%
77.0 134.0
51.0 ‘ ‘
Y A VORI | S ' M M
miz--> 20 40 60 80 100 120 140 160
Abundance #14856: Benzene, 1-methyl-3-propyl- e R e e R
105.0 7.00 7.20 7.40 7.60
m/z 91.10 10.63%
5000
77.0 134.0
39.0
ots0 *0se0 | Ll L L
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 : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.392 321.50 ng 9324090 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
Abundance Scan 902 (7.392 min): BF124077.D\data.ms (-891) (-) m/z 119.10 100.00%
119.1
5000
91.1
390 0661 ‘ | 7.00 7.20 7.40 7.60 7.80
SN i “”‘ b M 3542 g 134,05 31.71%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
9L.0 m/z 91.10  26.45%
390 650 ‘ ‘
0 \’\\1\5\.?\‘\ T \“‘\ \“V\ “‘1‘\\1‘”‘\\‘1‘\ “H“\ \‘M T (LU R
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 13.99%
91.0
39.0 650 ‘
ol 280 B0 b L
miz--> 0 20 40 60 80 100 120 140 160
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.00 12.86%
5000
91.0
m/z--> 0 20 40 60 80 100 120 140 160 7.00 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 : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS vial : 11 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 o-Cymene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.416  74.55 ng 2162100 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 906 (7.416 min): BF124077.D\data.ms (-904) (-) m/z 119.10 100.00%
119.1
5000
91.1 ‘M%¥4¥AHJﬁA&JLfﬂ4J¢
410 65.0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
Ol eyt L 3B9L 1681/ 134 05 25.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14810: 0o-Cymene
119.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 m/z 91.10 20.28%
150 390 450 | ‘
O\\\‘\‘\‘\\\“‘\\“\\“‘\‘\\\“\\\\‘m\\‘\‘l\\\‘\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 120.10 11.53%
1.
150 390 g5q 00
0“‘M“M‘ﬂﬂ‘ﬂM““““L““ﬂw“wh““““‘
miz--> 20 60 80 100 120 140 160
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.10 9.86%
5000
91.0
obaso 40 80, Lo L ALY
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124077.D

Acqg On : 26 May 2021 22:20
Operator : JU/CG

Sample : M2535-06

Misc :

ALS Vvial : 11 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|

Hexane, 2,4-dim... 5.822 120.4 ng 3491490 1 6.910 580033 20.0
Benzene, (1-met... 6.075 117.5 ng 3408800 1 6.910 580033 20.0
Octane, 2,6-dim... 6.157 107.7 ng 3123256 1 6.910 580033 20.0
Benzene, propyl- 6.375 243.1 ng 7051300 1 6.910 580033 20.0
unknown6.428 6.428 287.8 ng 8347280 1 6.910 580033 20.0
Benzene, 1l-ethy... 6.457 205.7 ng 5965560 1 6.910 580033 20.0
Benzene, 1-ethy... 6.610 189.7 ng 5502116 1 6.910 580033 20.0
Octacosane 6.698 62.7 ng 18187106 1 6.910 580033 20.0
Benzene, 1,2,4-... 6.757 810.8 ng 23513300 1 6.910 580033 20.0
unknown6.851 6.851 92.5 ng 2682200 1 6.910 580033 20.0
Mesitylene 6.987 275.6 ng 7992790 1 6.910 580033 20.0
Tridecane, 6-me... 7.051 242.4 ng 7029720 1 6.910 580033 20.0
Indane 7.104 173.9 ng 5044300 1 6.910 580033 20.0
Benzene, 1-meth... 7.198 604.3 ng 17526700 1 6.910 580033 20.0
Benzene, 1-ethy... 7.251 616.9 ng 17891900 1 6.910 580033 20.0
Benzene, 1-meth... 7.316 130.1 ng 3772436 1 6.910 580033 20.0
Benzene, 1-ethy... 7.392  321.5 ng 9324090 1 6.910 580033 20.0
o-Cymene 7.416 74.5 ng 2162100 1 6.910 580033 20.0
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