LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28557.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.404 202 207 217 rBV 19603 29538 1.59% ©.353%
2 5.563 397 404 414 rVB 225221 350916 18.85% 4.195%
3 7.228 678 687 703 rVWW 187796 362901 19.49%  4.338%
4 7.598 744 750 754 rBV2 14474 22398 1.20% 0.268%
5 7.992 812 817 823 rvB 151011 232424 12.48%  2.779%
6 8.634 921 926 931 rBv2 11933 21890 1.18% 0.262%
7 9.098 1001 1005 1010 rVv2 17827 29924 1.61% 0.358%
8 9.163 1010 1016 1022 rVV 138250 245290 13.17%  2.932%
9 9.216 1022 1025 1030 rVB 34507 45828 2.46% 0.548%
10 9.345 1042 1047 1053 rVB6 15803 34913 1.88% 0.417%
11  9.445 1055 1064 1075 rBV9 7866 32906 1.77% 0.393%
12 9.686 1100 1105 1107 rVV3 11843 19139 1.03% 0.229%
13 9.716 1107 1110 1122 rVB4 18653 35946 1.93% 0.430%
14  9.981 1149 1155 1162 rBV6 14657 38246 2.05% 0.457%
15 10.134 1175 1181 1186 rBV5 10351 20873 1.12% 0.250%
16 10.210 1188 1194 1200 rVVv4 19568 40884 2.20% 0.489%
17 10.381 1216 1223 1228 rBV5 11228 24747  1.33%  0.296%
18 10.498 1237 1243 1250 rBV3 12792 32475 1.74% 0.388%
19 10.763 1283 1288 1291 rBV 53222 92310 4.96% 1.104%
20 10.804 1291 1295 1302 rW 192894 326827 17.55% 3.907%
21 10.945 1316 1319 1325 rVB2 30629 46333  2.49% 0.554%
22 11.016 1325 1331 1340 rBVS 13946 34604 1.86% 0.414%
23 11.275 1370 1375 1382 rVB4 19284 42605 2.29% 0.509%
24 11.492 1402 1412 1419 rBV9 20200 63846 3.43% 0.763%
25 11.628 1429 1435 1442 rBV8 13909 28385 1.52% 0.339%
26 11.704 1443 1448 1456 rVB7 18484 40579 2.18% 0.485%
27 11.810 1461 1466 1470 rVV 37650 55983 3.01% 0.669%
28 11.992 1492 1497 1503 rVB3 24299 41884 2.25% ©0.501%
29 12.075 1504 1511 1516 rBV9 11798 26003 1.40% 0.311%
30 12.204 1527 1533 1540 rBV2 56580 95136 5.11% 1.137%
31 12.345 1554 1557 1562 rVB5 16362 23870  1.28% 0.285%
32 12.427 1568 1571 1575 rVB2 19683 27461 1.47% 0.328%
33 12.710 1615 1619 1625 rVB2 22286 35340 1.90% 0.422%
34 12.839 1636 1641 1645 rBV5 15095 23200 1.25% 0.277%
35 12.898 1645 1651 1656 rBV7 9624 19828 1.06% 0.237%
36 13.022 1668 1672 1676 rVB2 17852 23517 1.26% 0.281%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.157 1691 1695 1703 rVV2 45890 77923  4.18% ©.932%
38 13.257 1706 1712 1719 rVV 322575 459368 24.67% 5.492%
39 13.445 1737 1744 1752 rVWV 63201 99485 5.34% 1.189%
40 13.527 1753 1758 1763 rVV3 22240 45872 2.46% 0.548%
41 13.574 1764 1766 1770 rVV2 19747 26665 1.43% 0.319%
42 13.963 1828 1832 1836 rVV6 13224 29067 1.56% 0.347%
43 14.010 1837 1840 1844 rVV3 16924 21382 1.15% 0.256%
44 14.098 1844 1855 1859 rVV3 45216 98570 5.29% 1.178%
45 14.145 1859 1863 1868 rVV2 18646 29055 1.56% 0.347%
46 14.516 1922 1926 1934 rVB 48737 63403 3.41% 0.758%
47 14.633 1941 1946 1953 rVB2 255480 368450 19.79%  4.405%
48 15.463 2082 2087 2092 rVV 30012 40775  2.19% 0.487%
49 15.868 2146 2156 2161 rBvV3 11813 28597 1.54% 0.342%
50 16.127 2195 2200 2206 rBV 169986 251959 13.53% 3.012%
51 16.315 2229 2232 2234 rBV 19131 24383 1.31% 0.291%
52 16.798 2306 2314 2348 rBV 396839 1862024 100.00% 22.260%
53 17.362 2405 2410 2416 rBV 263680 362029 19.44% 4.328%
54 17.598 2445 2450 2473 rVB 148928 391046 21.00% 4.675%
55 18.562 2611 2614 2622 rVV3 14683 31574 1.70% 0.377%
56 19.403 2753 2757 2760 rBV 17733 26584 1.43% 0.318%
57 19.762 2815 2818 2824 rVB2 20843 33663 1.78% 0.395%
58 19.956 2846 2851 2856 rVB 413423 495466 26.61% 5.923%
59 20.950 3017 3020 3024 rVB 75205 80950 4.35% 0.968%
60 21.497 3109 3113 3118 rVB 305628 373323 20.05% 4.463%

61 23.774 3495 3500 3506 rVB2 205995 374798 20.13%  4.481%

Sum of corrected areas: 8364760
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028557.D\data.ms

500000
400000
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200000 7.228

10.804

100000
4.404 AW s
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0\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance TIC: BM028557.D\data.ms
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Abundance TIC: BM028557.D\data.ms
21.497 23.7/74
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 3-Penten-2-one, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.404 2.54 ng 29538 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
Abundance Scan 207 (4.404 min): BM028557.D\data.ms (-202) (-) m/z 83.00 100.00%
55.1 83.0
5000
R A RARE
‘ 4.00 4.20 4.40 4.60 4.80
Ol llbitle A L2070 /7 55010 93.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
29.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00 44.58%
O\\\\‘\w‘\‘ i\H}‘}‘\‘\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
i a1 A
4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.40%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3157: 3-Hexen-2-one R EAARE ST
83.0 4.00 4.20 4.40 4.60 4.80
55.0 m/z 39.00  34.00%
5000
29.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.098 2.57 ng 29924 1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 60
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 60
3 o-Cymene 134 C10H14 000527-84-4 53
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 49
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 49
Abundance Scan 1005 (9.098 min): BM028557.D\data.ms (-1001) (-) m/z 119.05 100.00%
119.1
97.1
55.1
5000 /\ /\
mwﬂ,wﬁw_m
‘ | ‘76"9 ‘ | ‘ 154.1 8.80 9.00 9.20 9.40
0br e Bl L L L wyz 97.10 63.60%
m/z--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
91.0 m/z 55.10  53.72%
39.0 65.0 ‘
0 \1\5\.0‘\‘\ T \"‘\ \“V\ "w\ T i‘H‘ T “H“\ \Hl T T
miz--> 20 40 60 80 100 120 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
C
8.80 9.00 9.20 9.40
5000 m/z 134.05 29.32%
91.0
39.0 65.0 ‘
ob250 L b ol L
miz--> 20 40 60 80 100 120 140 ﬂ ﬂ A
Abundance #14806: 0-Cymene e ‘n‘ [ ‘A‘ ‘
119.0 8.80 9.00 9.20 9.40
m/z 91.00 26.88%
5000 91.0
| L
0 ‘1‘5‘(0‘“‘ A w‘wu,“:“ : ““‘ e m b A‘,“
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

8270-BM012021.M Wed Jan 27 12:47:57 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Undecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.216 3.94 ng 45828 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 78
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72

Abundance Scan 1025 (9.216 min): BM028557.D\data.ms (-1022) (-) m/z 57.10 100.00%
57.1

> MLM
85.1
R AR R R
H ‘ | ‘ 112.0 156.1 8.80 9.00 9.20 9.40 9.60 .
0 H‘_‘H‘M‘MM‘M‘H‘ﬂ‘u‘_“W‘H‘M‘H‘H‘w“u‘u“ m/z 43.10 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
5000 I L LU B I
85.0 8.80 9.00 9.20 9.40 9.60
29.0 ' m/z 71.10 43.92%
‘\ ‘ L | ‘ 1130  156.0
O\\\‘\\\\‘\\\\“\\H\‘l\\\“\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 40.18%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
R e e  RERLRRERLocr
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane R e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 27.00%
5000 85.0
29.0
om_‘\"_Ww\_m‘wﬁ?ﬁ?&%&?&@99&??9”_m WAMMAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknown9.345 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.345 3.00 ng 34913 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 43
2 Benzoic acid, 4-methyl-, 2-oxo-2... 254 C16H1403 054797-44-3 12
3 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 11
4 Benzene, (1-methylbutyl)- 148 C1l1H16 002719-52-0 10
5 Pyridine, 5-ethenyl-2-methyl- 119 C8HSN 000140-76-1 10
Abundance Scan 1047 (9.345 min): BM028557.D\data.ms (-1042) (-) m/z 105.00 100.00%
105.0
69.0
5000 iio 148.0 (\ /\
' AT
| ‘“ ‘ H | 207.0 9.00 9.20 9.40 9.60
0 ‘H_H“_H‘wW‘“mHm_m_HwWMwm‘wwm m/z 119.10  76.22%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
91.0 148.0 9.00 9.20 9.40 9.60
m/z 69.00 53.03%
o]
0 H‘\‘\‘!u\‘i‘\\“}‘\“‘}‘HWH‘\H‘\“h‘\\w\w\‘\‘\\‘\\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #105615: Benzoic acid, 4-methyl-, 2-oxo-2-phenylethyl es
105.0
T
9.00 9.20 9.40 9.60
5000 m/z 91.00 43.,90%
77.0
39.0
0 ~l “‘ ] “ 139.0166.0194.0 224.0 254.0
et e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬂ ﬂ {m
Abundance #22687: Benzenepropanal, .beta.-methyl- e REmaRLEE S S
105.0 9.00 9.20 9.40 9.60
m/z 148.00 39.04%
77.0
39.0
0 ‘H‘“‘M‘UM“‘:“whm‘pmw“lu“w_u‘uu_‘m‘_‘wa”www el et e
m/z--> 20 40 60 80 100120140160 180200220240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl®.210 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.210 2.50 ng 40884 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1eH14 000099-87-6 43
2 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 43
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 43
4 5H-5-Methyl-6,7-dihydrocyclopent... 134 C8H10N2 023747-48-0 43
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 43

Abundance Scan 1194 (10.210 min): BM028557.D\data.ms (-1188) (- m/z 119.10 100.00%

57.0 119.1
5000
E T ‘ /\\ T ‘ T T
‘ 10.00 10.50
o M 2088 gz s7.05  83.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14808: p-Cymene
119.0
5000 — e
91.0 10.00 10.50
m/z 43.05 83.62%
390 650 ‘
O \]-\5\‘0\‘}\\“‘\\“\\“‘\‘\\\‘\\\‘\“U\\‘\‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14929: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl-
119.0
91.0
—r —
10.00 10.50
5000 m/z 41.00  54.08%
41.0
0 H‘_"M‘ﬂMHw‘ﬁ“L‘m‘dkuw‘u“_‘u“u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl- — —
119.0 10.00 10.50
m/z 134.05 53.36%
5000
91.0
41.0 65.0
A SOl Y Y T I A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Undecane, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.84 ng 46333 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 86
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 80
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 64

Abundance Scan 1319 (10.945 min): BM028557.D\data.ms (-1316) (- m/z 57.10 100.00%
57.1

o J\JU\N\/\A/
e
85.1 11.00
113.1 :
141.1
O o LAY 2070 njz 43.10 52.53%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 L
11.00
29.0 850 110 m/z 71.10 38.33%
OH’\‘\‘\\““\H‘!“H“‘H’W‘H\”‘\\}‘\.‘HH’]\-??‘.\O\\J-\S‘%.Q’\H\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
Co
11.00
5000 ITI/Z 41.10 22.73%
29-0‘ 98.0
Ot ooy 14102600
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #117655: Heptadecane, 2,6-dimethyl- ——
57.0 11.00
m/z 56.10 12.55%
5000
85.0
113.0
0 \‘\ ‘H\ ‘h\ H‘ L ‘141'0 182'0 225.0253.0
st o AL e e —r
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.61 ng 42605 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 64
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 46
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H1@0 002461-34-9 35
4 2-Propyn-1-0l, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 27
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 18
Abundance Scan 1375 (11.275 min): BM028557.D\data.ms (-1370) (-  m/z 104.00 100.00%
104.0
57.1 146.1
5000
| N L O W Y
‘ ‘ H | 182.2 207.0 11.00 11.50
0 R L L mz s7.1e ss.eex
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
11 00 11 50
390 m/z 146.05 54.06%
15.0 77.0
O \\‘\‘\‘\\\“\\“\\“U\\\H‘\\‘}\“ \\‘m’\‘“‘f‘\‘M\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 A A
L
146.0 11.00 11.50
5000 m/z 69.05 52.09%
78.0
39.0
o850 A L WWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21587: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro- —— —
104.0 11.00 11.50
m/z 41.10 51.45%
b T LVVAﬁwvwwﬂwaﬁmJKﬂy
39.0 78.0
o"w“m“‘M““Jm”_‘“u““‘,"umww_ww S— S—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl11.492 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.492 3.91 ng 63846 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 49
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
3 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 43
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 43
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38

Abundance Scan 1412 (11.492 min): BM028557.D\data.ms (-1402) (- m/z 83.10 100.00%

83.1
5000 41.0
119.1
——
bbbk 1
ol A b 11 i RN m/z 55.10  86.39%
m/z--> 50 100 150 200 250
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
5000 ide
41.0 :
m/z 82.10 63.37%
| ‘ L), 1m0 1680
O\\‘\‘\"\w\‘\“‘\\“\\‘\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #27052: Cyclohexane, pentyl-
55.0
——
11.50
5000 ITI/Z 41.05 47.53%
‘ 970 154.0
7.
oisd Lh g
m/z--> 50 100 150 200 250
Abundance #127776: Cyclohexane, tetradecyl- T
83.0 11.50
m/z 67.05 33.16%
5000
41.0
0 i H \\‘ MH | ) \125'0155-0 196.0 289'(
A e S Tt ——
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownll.704 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.48 ng 40579 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 25
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 25
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 25
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 25
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 25

Abundance Scan 1448 (11.704 min): BM028557.D\data.ms (-1443) (-  m/z 43.05 100.00%

43.0
131.0
71.0
5000
111.1 s —
‘ %1'0 ‘ | ‘ 165.1 11.50 12.00
] M I D L w2 s7.e5  es.ea%
mlz--> 20 40 60 80 100 120 140 160
Abundance  #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0
5000 = —
91.0 11.50 12.00
9.0 m/z 131.00 63.88%
’ 63.0
O T \‘\ T \“‘\ \“1‘\ “‘U\ \”1““ T M T ‘Lﬂ\l\él{?\m ™ \“\ L
miz--> 20 40 60 80 100 120 140 160
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
AV (LY )
11.50 12.00
5000 m/z 41.85 59.70%
91.0
39.0 630 ‘
IR L il O = I 0
miz--> 20 40 60 80 100 120 140 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)- P —
131.0 11.50 12.00
m/z 71.05 54.91%
- | MAN\JKJ
65.0 J
S N N T 3 N BV VIV
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Decane, 2,6,7-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.810 3.43 ng 55983 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 72
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 1466 (11.810 min): BM028557.D\data.ms (-1461) (- m/z 57.10 100.00%
57.1

o w
— —
39 uﬂ 851 1131 1551 11.50 12.00
ou“wu“‘mu _‘”J“‘l‘um“u‘H“Hu‘uuu"nw m/z 71.10 65.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
5000 — s
11.50 12.00
m/z 43.10 58.04%
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #19181: Octane, 2,6-dimethyl-
57.0
— —
11.50 12.00
5000 m/z 41.10 35.14%
29.0
| ‘ 850 11\3D 142.0
SN ST S TR SN .= M
m/z--> 20 40 60 80 100 120 140 160
Abundance #19198: Octane, 3,6-dimethyl- — —
57.0 11.50 12.00
m/z 56.05 20.65%
5000
113.0
29.0 ‘
85.0
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00

Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.992 2.56 ng 41884 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 87

4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2
5 Benzene, 2-ethenyl-1,3,5- tr‘1methy1 146 C11H14

074663-81-3 72
000769-25-5 58

Abundance Scan 1497 (11.992 min): BM028557.D\data.ms (-1492) (- m/z 131.00 100.00%

1 Al

12.00
m/z 118.10  92.09%

0,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21669: Naphthalene, 1,2,3,4- tetrahydro -6-methyl-

5000 e
105.0 12.00
m/z 146.05  79.13%
39.0 77.0 ‘ ‘
O TTT ‘ T 1T \“ ‘ ““ M T u \‘M‘ T \‘} T "M‘\ T ‘u‘\ TT ’ TT 1T ‘ TT

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
L
12.00
5000 ITI/Z 117.10 44 ,29%
105.0
39.0 77.0 ‘
ol M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- Wﬂ‘ﬁm i Al
118.0 12.00
m/z 105.00 33.01%
5000 91.0
51.0 146.0
27.0 ‘ ‘ N&
ob i e o b kL I A
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.204 5.82 ng 95136 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Dodecane 170 C12H26 000112-40-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 62
Abundance Scan 1533 (12.204 min): BM028557.D\data.ms (-1527) - m/z 57.10 100.00%
57.1
5000
85.0
— —
145.1 12.00 12.50
112.1
0 e DT b 28322069 s 4310 84.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 i B
85.0 12.00 12.50
29.0 m/z 71.10 49.95%
d h L} ) 1130 1410 184.0
O \\\‘\\\\‘}\\\‘\\\\“\\\\‘[\\\‘\‘\‘!\\[\\\!‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
—T —
12.00 12.50
5000 m/z 41.05 42.72%
85.0
290
L1120 1a0 1700
0“‘_“w“H"w"H“_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane T —
57.0 12.00 12.50
m/z 85.05 29.86%
5000
85.0
290
L L) 10 10 90 1m0 L,
"w"H‘H"_‘H"H‘_“W‘H“H‘w“u‘u“_‘u Rhr —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.157 4.23 ng 77923  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Heptacosane 380 C27H56 000593-49-7 59
Abundance Scan 1695 (13.157 min): BM028557.D\data.ms (-1691) (- m/z 57.10 100.00%
57.1
5000
85.1
e e
H 1271 159.1 13.00 13.50
Ob el b g T 2089 7110 67.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 —r ——
13.00 13.50
290 85.0 m/z 43.10  54.07%
A | B30 150 18300050
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
P e
13.00 13.50
5000 m/z 41.10 36.65%
29.0 85.0
113.0
Ol 1450 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester —— ——
57.0 13.00 13.50
m/z 85.10 32.48%
5000
29.0 ‘ 850 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.445 5.40 ng 99485  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1744 (13.445 min): BM028557.D\data.ms (-1737) - m/z 57.10 100.00%
57.1

5000
85.0
—
13.50
112.1 141.0
om‘mW‘H“u;”up‘luw‘_muu”“““1‘759‘19?‘2‘”“”‘ m/z 43.10  79.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 85.0 T
13.50
29.0 m/z 71.10  54.43%
. \\ Ll L) 11301410 1690 198
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
—
13.50
5000 ITI/Z 41.10 44.43%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ 1 \\11\3014101690 226.0
AR R R e R e RAARARRRERRARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane —
57.0 13.50
m/z 85.05 34.14%
5000
85.0
29.0
o Lm0 s
et e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl3.527 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.527 2.49 ng 45872  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 47
2 7-Oxa-bicyclo[2.2.1]heptan-2-0l,... 254 C14H2204 329362-13-2 40
3 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 37
4 Ethanone, 1-(4,5-diethyl-2-methy... 180 C12H200 062338-24-3 28
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 27

Abundance Scan 1758 (13.527 min): BM028557.D\data.ms (-1753) (-  m/z 43.05 100.00%

43.0
109.1
5000
151.1
it 1350 |
‘ \ ‘ 207.0 :
O Lo ot bbbt b e m/z 109.05  54.88%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — ‘
13.50
m/z 151.05 37.24%
L
O]\-\S\.‘O\‘\‘\\“P\‘\“\H‘\“\‘HH‘\\‘\H\‘\\Hl‘\“\H‘\“\\1\‘\\‘\\‘\\\\‘H\\‘\\H‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #105417: 7-Oxa-bicyclo[2.2.1]heptan-2-ol, 1,5-diacetyl-2-
43.0 J\m
e
13.50
5000 ITI/Z 57.10 27.30%
109.0
151.0
SRR . N A T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #24970: Pyridine, 3-butyl-, 1-oxide —— ‘
109.0 13.50
m/z 41.10 25.11%
151.0
5000
A 580
o ST Rt Y N S I _—
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.098 5.35 ng 98570  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 74
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 72
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 58
4 Octacosane 394 (C28H58 000630-02-4 58
5 Pentadecane 212 C15H32 000629-62-9 58

Abundance Scan 1855 (14.098 min): BM028557.D\data.ms (-1844) (- m/z 57.10 100.00%

57.1
163.1
5000
—— —
14.00 14.50
om"uwm#J‘Ww”wm_mwwwww‘wwwww m/z 43.05 90.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 — —
14.00 14.50

m/z 71.10 84.83%

0 l [£7:0197.0267.0337.0  463.0 5610
\\\\‘\\\\’\\\\‘\\\\‘Wf\\‘\TT\‘1\\T‘f\}f‘\T\\T[\W\‘\T\\WF\\T‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphonyl chloride

57.0

R e
14.00 14.50
5000 m/z 163.10 62.74%
OJMHﬁ. e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105903: Hexadecane, 7,9-dimethyl- e —
57.0 14.00 14.50
m/z 85.10 40.72%
5000
155.0
YD — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.516 3.44 ng 63403  Acenaphthene-die 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1926 (14.516 min): BM028557.D\data.ms (-1922) (- m/z 57.10 100.00%
57.1

99.1 5.4‘56 |
owHH‘HuuhuHHwUukuwﬁ}‘l‘?“‘ﬁWWwwwz‘ﬁ‘if m/z 43.05 76.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129491: Eicosane
57.0
5000 —— ‘
14.50
m/z 71.10 54.93%
27.0
\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59882: Tetradecane
57.0
T \
14.50
5000 ITI/Z 41.05 39.50%
27,0 99.0
CLd L, a0 1980
(o) S T S S S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105884: Octadecane T
57.0 14.50
m/z 85.05 37.57%
5000
99.0
oPC | L 110 1830 22502540
et e e e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Thiophene-2-thiocarboxamide... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.798 102.87 ng 1862020 Phenanthrene-d10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene-2-thiocarboxamide, 5-t... 287 C12H8F3NS2 256508-61-9 53
2 2-Isopropylthio-3H-phenothiazin-... 287 C15H13NOS2 090712-90-6 50
3 Benzothiazole, 2-(6-methylthieno... 287 C14H9NS3 1000276-71-2 50
4 bis[tert-Butyl(dimethyl)silyl]-b... 344 C16H3204Si2 1000332-85-4 50
5 Benzenemethanol, 4-amino-.alpha.... 305 C19H19N30 000467-62-9 40
Abundance Scan 2314 (16.798 min): BM028557.D\data.ms (-2306) (-  m/z 287.00 100.00%
287.0
5000 lj\\\\\\
— —
41.1 19‘2'9 ’ 16.50 17.00
ol L1830 1350 | 2409 ||| 385 ., 35300 28.73%
mlz--> 50 100 150 200 250 300 350
Abundance #133331: Thiophene-2-thiocarboxamide, 5-trifluoromethy
287.0
5000 — —
16.50 17.00
60.0 m/z 287.95 21.16%
' 114.0 158.0 207.0
0 ‘“ih‘\“\”\ e ‘M \m\'”\‘ ?h“ ‘\ e |“L\h\ \24(6“(\)‘\“\ ‘\ NI B
miz--> 50 100 150 200 250 300 350
Abundance #133489: 2-Isopropylthio-3H-phenothiazin-3-one
287.0
76.0 1 T
216.0 16.50 17.00
' m/z 192.95 15.87%
5000 173.0 /
128.0
0! NuHMMJu‘ P
miz--> 50 100 150 200 250 300 350
Abundance #133447: Benzothiazole, 2-(6-methylthieno[3,2-b]thiophe! e —
287.0 16.50 17.00
m/z 289.00 12.74%
5000
69.0
143.0
184.0
0 ‘MpwwﬂﬂﬂhuMwhu‘?ﬁ‘i‘%4?]“‘1“““““ 7 7
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00

Operator : CG/JU

Sample : M1215-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 19 unknownl7.598 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.598 21.60 ng 391046  Phenanthrene-d10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 D-(+)-Trehalose, octakis(trimeth... 918 C36H86011Si8 1000380-43-8 45
2 [4-Bromo-2-(hydrazono-phenyl-met... 361 C16H16BrN302 1000318-37-6 40

3 5-(p-Chlorophenyl)-3-(6-methyl-3... 361 C22H20CIN3 010040-67-2 23
4 Ethyl 2-[4-chlorophenyl]-7,8-ben... 361 C22H16C1NO2 1000256-80-8 9
5 2,4-Diamino-6-[[m-trifluoromethy... 361 C17H14F3N50 055096-42-9 9

Abundance Scan 2450 (17.598 min): BM028557.D\data.ms (-2445) -  m/z 361.00 100.00%

361.0
5000
i7‘56 ‘18‘00
251.0 . .
o‘H‘M‘m?&?9&79?uu¢mmu_uu‘MLW‘H‘_“W‘H‘_“ m/z 362.00  28.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #243740: D-(+)-Trehalose, octakls(trlmethylsnyl) ether
361.
5000 = ‘
73.0 1910 17.50 18.00
' m/z 363.00 18.52%
o kb ] | 270 435.0 565,

‘HH‘\HWHH‘HH WWT\‘WHT‘HH‘ TTT T T T[T I T[T IIT[TrT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191058: [4-Bromo-2-(hydrazono-phenyl-methyl)-phenyl]
361.0

T

180.0 ]
17.50 18.00

5000 77.0 260.0 m/z 345.00 13.04%

kﬂn Lkl ﬂ“\ ym.A |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191265: 5-(p-Chlorophenyl)-3-(6-methyl-3-pyridyl)-1-(p-t e
361.0 17.50 18.00

o

T

m/z 377.10  12.88%
105.0
5000
250.0
OSQOIM“‘lsq“J“‘ T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phosphoric acid, tris(2-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.951 4.34 ng 80950 Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, tris(2-ethylhex... 434 C24H5104P 000078-42-2 80
2 Bis(2-ethylhexyl)hydrogen phosphate 322 C16H3504P 000298-07-7 50
3 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 43
4 Phosphoric acid, dihexyl nonyl e... 392 C21H4504P 1000308-89-2 38
5 Phosphoric acid, dipentyl octyl ... 350 C18H3904P 1000308-90-1 36
Abundance Scan 3020 (20.950 min): BM028557.D\data.ms (-3017) (- 99.00 100.00%
99.0
5000 /%”J/hA\wﬂxv
2100
211.1
0 j L ““ 1930 Ch ZI9L 3431 429C 113.10  21.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #223252: Phosphoric acid, tris(2-ethylhexyl) ester
99.0
5000
2100
m/z 57.10 21.12%
43.
ol L), || 1530 2120 3530
\\\\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #162577: Bis(2-ethylhexyl)hydrogen phosphate
99.0
P
21.00
5000 m/z 71.10 12.12%
il a0 20 a0
miz--> 50 100 150 200 250 300 350 400
Abundance #223247: Phosphoric acid, trioctyl ester —
99.0 21.00
m/z 43.10 10.83%
5000
211.0
0 ? \J | 1830 7 3230 435,
, T e e e  m Ea P
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28557.D

Acqg On : 27 Jan 2021 01:00
Operator : CG/JU

Sample : M1215-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
3-Penten-2-one,... 4.404 2.5 ng 29538 1 7.992 232424 20.0
Benzene, 1l-ethy... 9.098 2.6 ng 29924 1 7.992 232424 20.0
Undecane 9.216 3.9 ng 45828 1 7.992 232424 20.0
unknown9. 345 9.345 3.0 ng 34913 1 7.992 232424 20.0
unknown10.210 10.210 2.5 ng 40884 2 10.804 326827 20.0
Undecane, 3,6-d... 10.945 2.8 ng 46333 2 10.804 326827 20.0
Naphthalene, 1,... 11.275 2.6 ng 42605 2 10.804 326827 20.0
unknown11.492 11.492 3.9 ng 63846 2 10.804 326827 20.0
unknownll.704 11.704 2.5 ng 40579 2 10.804 326827 20.0
Decane, 2,6,7-t... 11.810 3.4 ng 55983 2 10.804 326827 20.0
Naphthalene, 1,... 11.992 2.6 ng 41884 2 10.804 326827 20.0
Tridecane 12.204 5.8 ng 95136 2 10.804 326827 20.0
Dodecane, 2,6,1... 13.157 4.2 ng 77923 3 14.633 368450 20.0
Tetradecane 13.445 5.4 ng 99485 3 14.633 368450 20.0
unknown13.527 13.527 2.5 ng 45872 3 14.633 368450 20.0
Tetratetracontane 14.098 5.3 ng 98570 3 14.633 368450 20.0
Eicosane 14.516 3.4 ng 63403 3 14.633 368450 20.0
Thiophene-2-thi... 16.798 102.9 ng 1862020 4 17.362 362029 20.0
unknown17.598 17.598 21.6 ng 391046 4 17.362 362029 20.0
Phosphoric acid... 20.951 4.3 ng 80950 5 21.497 373323 20.0
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