LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS Vvial : 21  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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125999.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.463 570 574 580 rVB 403009 379333 21.55% 2.090%
2 6.363 722 727 729 rBV 31263 33104 1.88% 0.182%
3 6.386 729 731 734 rBV2 48029 52903 3.01% 0.291%
4 6.475 739 746 749 rBV2 457607 436371 24.79%  2.404%
5 6.545 754 758 763 rVB2 49379 50877 2.89% 0.280%
6 6.686 779 782 786 rBvV2 145502 139002 7.90% 0.766%
7 6.857 808 811 815 rBV 1435042 1221130 69.37% 6.727%
8 6.916 819 821 824 rBV2 94698 86114 4.89% 0.474%
9 6.981 829 832 835 rW3 42407 54213 3.08% 0.299%
106 7.010 835 837 840 rVV2 30955 32833 1.87% 0.181%
11 7.039 840 842 845 rVB2 38351 31343  1.78% 0.173%
12 7.139 856 859 862 rVB 100083 84763 4.82% 0.467%
13 7.181 862 866 868 rVW 159678 134400 7.64% 0.740%
14 7.204 868 870 873 rVB 57668 50244  2.85% 0.277%
15 7.251 873 878 882 rBv2 81176 82792 4.70%  0.456%
16 7.328 888 891 892 rBV 84311 71656 4.07% ©.395%
17 7.351 892 895 897 rVB3 73398 75731 4.30% 0.417%
18 7.392 897 902 904 rBV 141283 156775 8.91% 0.864%
19 7.410 904 905 911 rVV2 244263 258725 14.70% 1.425%
20 7.457 911 913 917 rVB 117761 101301 5.75% 0.558%
21 7.51@ 917 922 925 rVB4 61500 70275 3.99% 0.387%
22 7.545 925 928 931 rBv2 99407 105596 6.00% 0.582%
23 7.633 937 943 944 rBvV 93629 114648 6.51% 0.632%
24 7.657 944 947 952 rVB 183539 169572 9.63% 0.934%
25 7.745 957 962 964 rBV2 57238 60796 3.45% 0.335%
26 7.769 964 966 967 rVV 59142 46760 2.66% ©0.258%
27 7.798 967 971 972 rVW3 78791 95934 5.45% 0.529%
28 7.828 975 976 979 rVB2 57957 43779  2.49% 0.241%
29 7.880 979 985 989 rBvV3 233558 472488 26.84% 2.603%
30 7.939 993 995 997 rW 49667 52331 2.97% 0.288%
31 7.963 997 999 1001 rVvV3 50613 49149  2.79% 0.271%
32 8.016 1004 1008 1011 rBV 46654 43536 2.47% 0.240%
33 8.045 1011 1013 1018 rBV2 47898 51500 2.93% 0.284%
34 8.092 1018 1021 1024 rVV4 34990 56576 3.21% 0.312%
35 8.139 1024 1029 1032 rVV 1814381 1760234 100.00% 9.697%

36 8.163 1032 1033 1036 rVV 328168 210789 11.98% 1.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS Vvial : 21  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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.192 1036 1038 1039 rVWV 84022 69620 3.96% ©.384%
38 8.210 1039 1041 1043 rVWV 76781 60155 3.42% ©.331%
39 8.233 1043 1045 1048 rVB 62275 44540 2.53% 0.245%
40  8.316 1053 1059 1062 rVV5 35537 65996 3.75% ©.364%
41 8.422 1075 1077 1078 rBV 43412 31358 1.78% ©.173%
42 8.439 1078 1080 1082 rVV3 63169 51511 2.93% 0.284%
43 8.492 1086 1089 1092 rVB3 45190 42032 2.39% 0.232%
44  8.527 1092 1095 1098 rBV3 99236 89986 5.11% ©0.496%
45 8.569 1098 1102 1107 rBV2 105235 114741 6.52% ©.632%
46 8.610 1107 1109 1113 rVB 70856 54242 3.08% 0.299%
47 8.651 1113 1116 1118 rBv4 38485 39528 2.25% ©0.218%
48 8.704 1121 1125 1127 rVB2 36696 36162 2.05% ©.199%
49 8.733 1127 1130 1134 rBV3 117337 112219 6.38% 0.618%
50 8.833 1144 1147 1148 rBV2 37394 31527 1.79% 0.174%
51 8.851 1148 1150 1154 rVB 225729 185225 10.52% 1.020%
52 8.951 1160 1167 1170 rBV 173107 167529 9.52% 0.923%
53 9.098 1188 1192 1195 rBV3 25700 33704 1.91% 0.186%
54 9.169 1201 1204 1207 rVB 100375 81261 4.62% 0.448%
55 9.216 1208 1212 1215 rBV 436812 364778 20.72% 2.010%
56 9.298 1223 1226 1231 rBV2 151309 173473 9.86% 0.956%
57 9.416 1243 1246 1250 rVB2 45773 54824 3.11% 0.302%
58 9.486 1253 1258 1261 rVB2 83429 121044 6.88% 0.667%
59 9.551 1266 1269 1272 rVV2 137893 139831 7.94% 0.770%
60  9.580 1272 1274 1276 rVV 99766 78963  4.49%  0.435%
61 9.622 1276 1281 1283 rVV3 168185 193583 11.00% 1.066%
62 9.669 1287 1289 1294 rVB3 51080 61000 3.47% 0.336%
63 9.810 1310 1313 1315 rBV3 39867 33272 1.89% 0.183%
64 9.827 1315 1316 1319 rVB 109626 75256  4.28% 0.415%
65 9.892 1324 1327 1331 rVV 1607394 1414955 80.38% 7.795%
66 9.927 1331 1333 1336 rVB2 66980 61827 3.51% ©0.341%
67 9.998 1342 1345 1349 rVB2 48639 59344  3.37% 0.327%
68 10.069 1353 1357 1358 rVV3 28225 39828 2.26% ©.219%
69 10.092 1358 1361 1364 rVV2 108606 117729 6.69% 0.649%
70 10.139 1367 1369 1370 rVV 41031 38374 2.18% 0.211%
71 10.151 1370 1371 1375 rVB2 49699 45277 2.57% ©0.249%
72 10.210 1379 1381 1384 rBV2 43307 48727 2.77% 0.268%
73 10.327 1398 1401 1404 rVB 137027 118567 6.74% 0.653%
74 10.386 1409 1411 1416 rVB6 32714 41840 2.38% 0.231%
75 10.439 1416 1420 1422 rBv2 93288 90820 5.16% ©.500%

76 10.551 1433 1439 1443 rBV 229244 248634 14.13% 1.370%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS Vvial : 21  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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.598 1445 1447 1451 rVB5 45457 51587 2.93% 0.284%
78 10.639 1451 1454 1456 rBv4 29458 38131 2.17% ©.210%
79 10.674 1456 1460 1464 rVB2 220665 226920 12.89%  1.250%
80 10.816 1479 1484 1491 rVV 454028 566214 32.17%  3.119%
81 10.880 1492 1495 1497 rBV3 29372 31022 1.76% ©.171%
82 11.027 1516 1520 1524 rVB4 46039 71732  4.08% 0.395%
83 11.251 1556 1558 1560 rBV 146794 108306 6.15% ©.597%
84 11.280 1560 1563 1567 rVB2 305953 302227 17.17% 1.665%
85 11.380 1576 1580 1582 rBV 1423544 1352196 76.82% 7.450%
86 11.398 1582 1583 1586 rVV 318015 246808 14.02% 1.360%
87 11.451 1590 1592 1595 rVB 89334 67910 3.86% ©.374%
88 11.633 1620 1623 1626 rVB 81999 75585 < 4.29% 0.416%
89 11.674 1628 1630 1634 rVV 151554 110068 6.25% 0.606%
90 11.904 1667 1669 1673 rVB3 79040 72742  4.13% 0.401%
91 11.992 1681 1684 1686 rBV4 52325 51787 2.94%  ©.285%
92 12.080 1697 1699 1702 rBV 130796 117091 6.65% 0.645%
93 12.368 1744 1748 1752 rVB3 70344 118467 6.73% 0.653%
94 12.427 1756 1758 1761 rW 98365 97106 5.52% ©.535%
95 12.474 1763 1766 1770 rVB2 116345 137350 7.80% ©.757%
96 12.586 1782 1785 1788 rBV 246125 212712 12.08% 1.172%
97 12.815 1822 1824 1827 rBV 171910 137361 7.80% ©.757%
98 12.957 1846 1848 1858 rVB 402811 452058 25.68%  2.490%
99 14.015 2024 2028 2031 rBV 1095741 1011547 57.47% 5.573%
100 15.486 2274 2278 2281 rVB 546730 623672 35.43%  3.436%

Sum of corrected areas: 18151454
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 28 Oct 2021 20:36
: M4372-01 10X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
BF125999.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BF125999.D\data.ms
1500000 6.857
1000000
500000 5463 6.475
6.686
& .545
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125999.D\data.ms
8.139
9.892
11.380
1500000
1000000
12.957
10.816
12. 58
500000 9.216 11 ;ggs 62.15
4 080 ;;‘
i, o g e T E
Peie 5;- g_' 89" ).88
0 l 09 x.i 9 VA\! .l 'nﬁ’m-n P10 RS
‘ : : — ; ‘ — — — — —
Time--> 900 950 1000 1050 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125999.D\data.ms
14.015
1500000
15.486
1000000
500000
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.686 2.28 ng 139002 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 782 (6.686 min): BF125999.D\data.ms (-779) (-) m/z 105.05 100.00%
105.1
5000 120.1 }\AA }\ /JU
B EARRR SN
51.0 77.0 91.0 6.40 6.60 6.80 7.00
0o S i bl w2 120010 46.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
770 m/z 77.00 11.12%
51.0 " 91.0
O\\’\\H’\2\\7\.?\\H"\\\\"‘\‘\\\“6\4\"‘10\‘\H‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 119.10 11.11%
5000 1200 /
39.0 77.0 91,0
0"&%%‘NH‘HLMth‘ﬁ%R,HMMHHJHH““MVMJﬁH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl- “‘_N‘W‘A‘W‘Aﬂ“ﬁﬁ
105.0 6.40 6.60 6.80 7.00
m/z 91.00 10.89%
5000 120.0
28.0 77.0 91.0
N N OO O Y
m/z--> 10 20 30 40 50 60 70 80 90 100110 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\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2 Benzene, 1-methyl-3-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.181 2.20 ng 134400 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
3 o-Cymene 134 C1leH14 000527-84-4 91

4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90

Abundance Scan 866 (7.181 min): BF125999.D\data.ms (-862) (-) m/z 119.10 100.00%

119.1
5000
91.0
390 65.0 | ‘ 135.1 6.80 7.00 7.20 7.40 7.60
o bl R gz 134,05 36.53%
miz--> 0 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
6.80 7.00 7.20 7.40 7.60
91.0 m/z 105.10  30.20%
41. 65.0 ‘
0 T \1\5\.(‘) T \"‘ \O\ y T ‘\‘\ T \‘”‘ T \‘V\ ’W\ \‘\w T \1:\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 27.30%
91.0
15.0 | 39‘\0 Lt 65\.0 ‘ ‘ \‘\ H‘ 13\?’.0
B e
m/z--> 0 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 13.32%
5000
91.0
P S P PR} . -2t
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36

Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.880 5.37 ng 472488 Naphthalene-d8 8.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70
Abundance Scan 985 (7.880 min): BF125999.D\data.ms (-979) (-) m/z 117.10 100.00%
117.1
5000
91.0
390 590 ‘ 1341 7.60 7.80 8.00 8.20
R ‘U‘ iy b Wl 3823002100 10 a0, 51%
miz--> 20 60 80 100 120 140
Abundance #16149. Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 39.13%
27.0 ‘ 133.0
O\\\‘\\\\‘\\‘H"H‘\\hf‘\\‘}\“m\\‘\‘H\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.00 32.25%
91.0
39.0
63.0
15.0 133.0
omwm mmew_wmw
m/z--> 20 100 120 140
Abundance #16114: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 22.31%
5000 91.0
39.0 65.0 M
133.0
0 }ﬁq‘H‘uM‘JMWJ‘ JI\MH\ ‘UJ“‘H‘ RSUEL VA AL AR |
m/z--> 20 40 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36

Operator : JU/CG

Sample : M4372-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Carbonic acid, undecyl viny... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.298 2.45 ng 173473  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 62
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 62

3 Hexadecane 226 C16H34 000544-76-3 58
4 Dotriacontane 451 C32H66 000544-85-4 58
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 1226 (9.298 min): BF125999.D\data.ms (-1223) (-) m/z 57.00 100.00%
57.0

5000
85.1
R R RREEEEEEREEREEE
‘ 1231 1o 19‘3'1 9.00 9.20 9.40 9.60
0 ww‘:m el e m/Z 43,00 67.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
5000 UL L B I NI AL LR
85.0 9.00 9.20 9.40 9.60
m/z 71.05 46.51%
29.0
O \‘\u‘\ ‘ T \“\ T ‘H \‘\ \‘H‘].\]\-]\-\c‘)\ TTT ‘\J-\S\ﬁ‘o\\ TT ‘ T \]-\9\?\0\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
R
9.00 9.20 9.40 9.60
5000 m/z 41.00 39.23%
85.0
29.0
0 \‘ I u‘ \h‘ ‘\11\1 0 154.0 182.0 227.C
W‘H‘_“ P S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R Rmaa
57.0 9.00 9.20 9.40 9.60
m/z 55.00 30.57%
5000
85.0
29.0
0 ‘\ “ L M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.622 2.74 ng 193583  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Tetradecane 198 C14H30 000629-59-4 78
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 64

Abundance Scan 1281 (9.622 min): BF125999.D\data.ms (-1276) (-) m/z 57.00 100.00%

57.0
5000
950 1000
0 M‘u 4l et %4“1'?‘17“211‘ = m/z 43.05  69.26%
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 — ——
9.50 10.00
m/z 71.05 61.85%
99.0
I e L1150 2410 1830 a0 2m
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
T —
9.50 10.00
5000 ITI/Z 85.10 30.96%
27,0
OLLLS am0 s
O e e e e
m/z--> 50 100 150 200 250
Abundance #228590: Tetradecane, 1-iodo- T —
57.0 9.50 10.00
m/z 55.00 30.74%
5000
27,0
99.0 155.0
ol LUl [0 1950 ae0 R
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Undecane, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.551 3.51 ng 248634  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Eicosane 282 C20H42 000112-95-8 53
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1439 (10.551 min): BF125999.D\data.ms (-1433) (- m/z 57.00 100.00%
57.0

85.0 T 7 1
113.1 169.1 10.50
oH‘,Hm‘m‘H‘WM“Hu“_mu‘lf"la%Hw‘?ﬂz‘:?wwm m/z 71.05 41.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 el ‘
10.50
m/z 43.05 38.84%
29.0 85.0
O H\’\‘\‘\\“L\H‘!‘H‘M\“JH\“‘]_\]\-‘\‘2\.8\\\‘:\'-\5\?‘.\0\ %?ﬁ.g‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane
57.0
T
10.50
m/z 41.00 20.83%
5000 850 /
290 ‘ 113.0 169.0
ooty o 1400 T 2as0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59027: Tridecane 7 ‘
57.0 10.50
m/z 85.05 20.76%
5000 290.0 85.0
Ll m0aae 1840
0 bbb b e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.816 8.37 ng 566214  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 90
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1484 (10.816 min): BF125999.D\data.ms (-1479) (- m/z 57.00 100.00%
57.0

-

5000
85.1
10.50 11.00
183.2
0 ‘Hm“uHH_J‘wmm‘_‘1“_\1““‘1“1“_m‘““_2‘1”5_2”“””_”‘ m/z 71.05 60.99%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 = =Tl
10.50 11.00
85.0 m/z 43.05 48.09%
113.0
0 H‘ il H‘ | 1410 1820 2250253.0
‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\\\‘\H\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 24.01%
85.0
290
ol Ly P00 183021102300
_‘H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl- T 1
57.0 10.50 11.00
m/z 41.00 21.71%
5000
85.0
o o || ‘ %1410 1830 560
H‘WH‘wH‘wu‘WH‘wu‘w‘HW‘HW‘HW‘HW‘HW‘HW‘H‘ — —r
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.280 4.47 ng 302227  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74

Abundance Scan 1563 (11.280 min): BF125999.D\data.ms (-1560) (1 m/z 57.00 100.00%
57.0

5000
85.0
T —
113.1 184.0 11.00 11.50
141.0
oH_m‘nHHW”H‘m‘w:‘wHH_H‘,H““H‘,Z“lﬁ‘l”?j‘ﬁ? m/z 71.10  52.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane
57.0
5000 T —
29.0 85.0 11.00 11.50
m/z 43.00 43.37%
L pme0aao s
OH‘\1\\“\\”\‘H‘H“l\\\H‘H”\‘\‘\H‘\H\’\H\‘W\H’\H\‘HH‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 85.0 m/z 85.05 31.30%
o“_MH‘H‘wuww‘H‘_‘H_MH‘HNW‘HW‘H‘V‘H‘HH‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107216: Hexadecane T —
57.0 11.00 11.50
m/z 41.00 21.66%
5000 85.0
29.0
0 \‘ ‘ bl \‘11?0\14\10169019702260
‘WH‘wu‘wuH‘HH‘HH‘HHM‘HW‘HM‘HWH‘_H‘_H —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.474 2.03 ng 137350  Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80

Abundance Scan 1766 (12.474 min): BF125999.D\data.ms (-1763) (- m/z 57.00 100.00%

57.0
5000
‘ 99.1 12.50
14011751 2221 . i
ob— MHNM Ao SR 2eed 2810 w2 43.85  59.74%
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 IR
12.50
m/z 71.00 52.99%
99.0
o260 | | 4|, 1410 1830 2250 2820
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
P
12.50
5000 ITI/Z 85.05 35.35%
113.0 155.0
ST 9 1 e s N B -
miz--> 50 100 150 200 250 300
Abundance #141058: Octadecane —
57.0 12.50
m/z 41.10 23.67%
5000 WWMW
99.0 141.0
o260l || [ 110 ses0  aseo -
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125999.D

Acqg On : 28 Oct 2021 20:36
Operator : JU/CG

Sample : M4372-01 10X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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|
Mesitylene 6.686 2.3 ng 139002 1 6.857 1221130 20.0
Benzene, 1-meth... 7.181 2.2 ng 134400 1 6.857 1221130 20.0
Benzene, 2-ethe... 7.880 5.4 ng 472488 2 8.139 1760230 20.0
Carbonic acid, 9.298 2.5 ng 173473 3 9.892 1414960 20.0
Tetradecane 9.622 2.7 ng 193583 3 9.892 1414960 20.0
Undecane, 3,5-d... 10.551 3.5 ng 248634 3 9.892 1414960 20.0
Heptadecane, 2,... 10.816 8.4 ng 566214 4 11.380 1352200 20.0
Tridecane 11.280 4.5 ng 302227 4 11.380 1352200 20.0
Eicosane 12.474 2.0 ng 137350 4 11.380 1352200 20.0
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