LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126091.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 16 rBV 1863854 2308408 44.21% 4.626%
2 5.469 576 575 578 rBV 4302261 4025916 77.10% 8.068%
3 6.481 741 747 750 rBV 4257360 4200747 80.45% 8.418%
4 6.851 806 810 813 rBV 1433826 1103371 21.13% 2.211%
5 7.410 895 905 908 rBV 2847785 2849908 54.58% 5.711%
6 7.451 908 912 916 rVB 85301 87288 1.67% ©.175%
7 7.816 971 974 977 rBV3 51413 70307 1.35% 0.141%
8 7.886 982 986 990 rVW5 60987 87988 1.69% 0.176%
9 8.034 1003 1011 1016 rBV 376255 473076 9.06% 0.948%
106 8.133 1023 1028 1031 rBV 1661786 1501918 28.76% 3.010%
11  8.198 1035 1039 1041 rVB 399911 330082 6.32% 0.661%
12 8.228 1041 1044 1051 rVB8 84086 165395 3.17% 0.331%
13 8.292 1051 1055 1056 rBv4 61471 78298 1.50% 0.157%
14  8.345 1060 1064 1066 rBvV2 101742 118985 2.28% 0.238%
15 8.428 1071 1078 1081 rBV6 259808 442145 8.47%  0.886%
16 8.481 1085 1087 1090 rBV2 142546 120347 2.30% 0.241%
17 8.516 1090 1093 1097 rBV3 127375 155450 2.98% 0.312%
18 8.557 1097 1100 1102 rBV 604975 547232 10.48% 1.097%
19 8.598 1105 1107 1110 rVB2 160368 139674 2.67% 0.280%
20 8.639 1111 1114 1117 rBV2 140935 128264 2.46% 0.257%
21 8.681 1117 1121 1124 rBV2 261177 367541 7.04% 0.737%
22 8.728 1126 1129 1132 rBV4 239791 230128 4.41% 0.461%
23 8.763 1133 1135 1138 rBV3 84311 108323 2.07% 0.217%
24  8.828 1143 1146 1149 rVB 361604 354795 6.79% 0.711%
25 8.916 1158 1161 1163 rBV3 146678 193491 3.71% 0.388%
26 9.010 1175 1177 1181 rBV3 233147 377276 7.22% 0.756%
27  9.133 1195 1198 1199 rBV3 133783 104787 2.01% 0.210%
28 9.157 1199 1202 1206 rVB 1148813 971009 18.60%  1.946%
29 9.210 1206 1211 1214 rBV 6344599 5221826 100.00% 10.464%
30 9.251 1216 1218 1220 rBV2 116362 97229 1.86% 0.195%
31 9.292 1222 1225 1229 rBV2 567792 732781 14.03% 1.468%
32 9.480 1255 1257 1259 rBv2 123030 90766 1.74% 0.182%
33 9.569 1270 1272 1275 rBV3 154927 127716 2.45% 0.256%
34 9.616 1275 1280 1282 rBV2 1497961 1489041 28.52% 2.984%
35 9.639 1282 1284 1286 rBV2 67136 67855 1.30% 0.136%

36 9.757 1302 1304 1307 rBV3 210320 213856 4.10% ©.429%

8270-BF110321.M Wed Nov 10 15:44:14 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.798 1308 1311 1313 rVV2 396063 407326 7.80% 0.816%
38 9.822 1313 1315 1320 rVB2 358587 353352  6.77% ©.708%
39 9.886 1320 1326 1331 rVB 2070067 1973035 37.78%  3.954%
40  9.928 1331 1333 1337 rBv4 217279 256219 4.91% 0.513%
41 10.086 1357 1360 1362 rBV 256784 228682 4.38% ©0.458%
42 10.145 1367 1370 1373 rBV2 414933 391156 7.49% 0.784%
43 10.298 1393 1396 1398 rBV3 251059 276578 5.30% ©.554%
44 10.322 1398 1400 1402 rVV 384923 314542 6.02% ©.630%
45 10.345 1402 1404 1407 rVV2 247006 266632 5.11% ©.534%
46 10.375 1407 1409 1415 rVB3 172116 212970 4.08% 0.427%
47 10.539 1434 1437 1441 rVB 950467 938479 17.97%  1.881%
48 10.592 1444 1446 1450 rVB3 163829 143830 2.75% ©.288%
49 10.627 1450 1452 1455 rBv4 118889 147007 2.82% 0.295%
50 10.675 1455 1460 1463 rBV 3346833 2980987 57.09% 5.974%
51 10.810 1478 1483 1486 rBV 1594432 1607784 30.79%  3.222%
52 11.274 1559 1562 1567 rVB 588224 609043 11.66%  1.220%
53 11.369 1575 1578 1581 rBV 1483858 1311820 25.12% 2.629%
54 11.898 1666 1668 1670 rBV2 144017 97966 1.88% ©.196%
55 12.586 1782 1785 1787 rVB 292625 249511 4.78% ©.500%
56 12.810 1821 1823 1826 rVB 261387 198249 3.80% 0.397%
57 12.957 1844 1848 1851 rBV 4314903 3682608 70.52% 7.380%
58 13.863 1999 2002 2007 rVB3 377756 422686 8.09% 0.847%
59 14.010 2022 2027 2030 rBV 1081921 1171114 22.43%  2.347%
60 15.474 2273 2276 2281 rVB 773627 860724 16.48%  1.725%
61 16.192 2394 2398 2410 rVB4 272844 619809 11.87%  1.242%

62 16.627 2468 2472 2477 rVB 303248 496986 9.52%  0.996%

Sum of corrected areas: 49902314
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126091.D\data.ms
6000000
5000000

5.469 6.481

4000000

3000000 7.410

20000001146
6.851

1000000

1451

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: BF126091.D\data.ms
9.210

o

6000000

5000000 12.957

10.675

4000000

3000000

2000000

1000000

). /8828
tmes | 800 850 9.00 950 1000 1050 1100 1150 1200 1250  13.00
Abundance TIC: BF126091.D\data.ms
6000000
5000000
4000000

3000000

2000000 14.010

1000000

16.192 16.627

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\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146 41.84 ng 2308410 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 10 (2.146 min): BF126091.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R RRRa R R
‘ Lg 1 ‘ 2.202.302.402.502.60
Ol 2 b 2292wz 43,05 45.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TOT T T T[T T T T[T T T T TTTT 7T
43.0 2.202.302.402.502.60
: 87.0 m/z 55.05 30.21%
29.
ﬁ O Il ‘\‘ ‘ Lglo ‘ | ‘
O‘HH‘HH‘HH‘HH‘H\‘\“HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 26.56%
27.0
ooyl bl 2120 2200,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- AR ERAaRasmEEame
73.0 2.202.302.402.502.60
m/z 41.05 15.10%
5000
45.0
0 et 99.0 115.0
Raa A A R e At e ARA AR R ERRREE L R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.034 6.30 ng 473076  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1011 (8.034 min): BF126091.D\data.ms (-1003) (-) m/z 45.10 100.00%

45.1
5000

750 R R N SEAREEEme s

1000 13101511 7.80 8.00 8.20 8.40
ol il 0 LT m/z 57.05  95.30%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- %
57.0

5000 N A A

29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05  46.94%

O L ‘ \‘H“\‘ T “‘H‘\ \MHW \‘1“\ ‘ \‘\‘ \J-\O}O‘\O\ T ‘ ;‘\3\2\0‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40

5000 m/z 75.00 16.07%
29.0 75.0
100.0
0 A, MM Ao %0 aea0
miz-> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e e
45.0 7.80 8.00 8.20 8.40

m/z 43.00 14.95%

89.0
27\\‘(\) \ ‘ M mﬁ 119.0 144.0

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Undecane, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.198 4.40 ng 330082 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
3 Eicosyl octyl ether 410 C28H580 1000406-38-8 59
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 53
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53

Abundance Scan 1039 (8.198 min): BF126091.D\data.ms (-1035) (-) m/z 57.05 100.00%
57.0

- M
A B e
H 981 ., 7.80 8.00 8.20 8.40 8.60
bbbl Lt 24LL 1821 m/z 43.05  48.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 | B IR B
7.80 8.00 8.20 8.40 8.60
m/z 71.10 33.44%
98.0
0 Zﬂoﬁ d | L 141.0 184.0
H‘\\H‘\\H‘\H\‘H\\‘\H\‘\\H‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
AN S e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 32.70%
99.0
o\\\w15501840
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #308229: Eicosyl octyl ether R ARAAA Ra s S
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 15.07%
027-0‘P%7°169°21102520281<
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126091.D

Acqg On 9 Nov 2021 20:24

Operator Ju/caG

Sample : M4523-01 :
Misc . \VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown8.428 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.428 5.89 ng 442145  Naphthalene-d8 8.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 49
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 47
3 Heptylcyclohexane 182 C13H26 005617-41-4 46
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43

Abundance Scan 1078 (8.428 min): BF126091.D\data.ms (-1071) (-)
55.0

m/z 55.05 100.00%

83.1
5000
137.0 1771 T
107.0 8.20 8.40 8.60 8.80
0 m/z 83.10 83.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12979: 2-Octenal, (E)-
29.0 58.0
83.0
5000 LI L L L L B B
8.20 8.40 8.60 8.80
m/z 41.10 83.26%
‘ [108.0
O\\‘\‘\‘\H\\‘ \\h‘i\‘\‘\“\‘\1‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20736: Cyclohexane, (2-methylpropyl)-
55.0 83.0
R RS RRRRAE
8.20 8.40 8.60 8.80
5000 m/z 82.10  52.35%
210 140.0
N 0 Y S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56962: Heptylcyclohexane A RRRERRRREEEAE RS
83.0 8.20 8.40 8.60 8.80
m/z 57.05 44.70%
5000 55.0
182.0
P e =T 7. S A P IS 8 VWV L ¥
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Decane, 2,6,7-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.557 7.29 ng 547232  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 64

Abundance Scan 1100 (8.557 min): BF126091.D\data.ms (-1097) (-) m/z 57.10 100.00%
57.1

=

5000
R R AR RRRE
‘ 881 1131 8.20 8.40 8.60 8.80
ol bbb I 18301540 1831y 7105 64.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 L B B B I BN B
8.20 8.40 8.60 8.80
m/z 43.10 62.54%
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74016: Tridecane, 4-methyl-
43.0
GO
8.20 8.40 8.60 8.80
5000 m/z 41.10 41.39%
71.0
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- e A RmaE
57.0 8.20 8.40 8.60 8.80
m/z 56.05 22.99%
5000
113.0
29.0
| R I
ol b S R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Cyclohexane, 1,2,3-trimethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.681 4.89 ng 367541 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 90
2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 89
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 72
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 64
5 Cyclopentane, 1-butyl-2-pentyl- 196 C14H28 061142-52-7 58

Abundance Scan 1121 (8.681 min): BF126091.D\data.ms (-1117) () m/z 69.10 100.00%

69.1
41.1
5000 1111
145.1 R R
91.0
‘ | 1651 1962 8.40 8.60 8.80 9.00
0 _mi‘mw " H‘umuﬂlw‘mh‘ m/z 55.05 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 69.0
111.0
5000 L L L L L B I IR
8.40 8.60 8.80 9.00
m/z 41.10 79.43%
O‘\‘!\\‘ \\M“‘\p\l\-q‘\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41-0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.40 8.60 8.80 9.00
5000 111.0 ITI/Z 56.00 54.59%
: e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13254: Cyclohexane, 1,2,4-trimethyl- e A RARARRE R
69.0 8.40 8.60 8.80 9.00
m/z 57.10 45.59%
41.0 111.0
5000
0 LBLQL‘ o
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF110321.M Wed Nov 10 15:44:19 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 3-Hexanone, 2,4-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.828 4.72 ng 354795 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 50
2 Octacosane 394 C28H58 000630-02-4 47
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 47
4 Tridecane 184 C13H28 000629-50-5 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1146 (8.828 min): BF126091.D\data.ms (-1143) (-) m/z 57.10 100.00%

57.1
5000
145.0 R RREmanEEEEE AR
' F? 1 ‘ 8.60 8.80 9.00 9.20
O S I U OB — m/z 43.10  34.88%
mlz--> 50 100 150 200 250 300 350
Abundance #14446: 3-Hexanone, 2,4-dimethyl-
57.0
5000 L B L I LN B
8.60 8.80 9.00 9.20
128.0 m/z 71.10 34.30%
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
A ARRREEEETRE
8.60 8.80 9.00 9.20
5000 m/z 41.10 30.73%
i o e LRt
miz--> 50 100 150 200 250 300 350
Abundance #74012: 3,5-Dimethyldodecane R A REREREY
57.0 8.60 8.80 9.00 9.20
m/z 85.10 20.94%
5000
15 Ql ‘ %g 0 169.0
o e M e e s L
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 unknown9.010 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.010 5.02 ng 377276  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 46
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 43
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 35
5 Cyclopentane, butyl- 126 CSH18 002040-95-1 30

Abundance Scan 1177 (9.010 min): BF126091.D\data.ms (-1175) () m/z 57.10 100.00%
57.1

5000

2

8.60 8.80 9.00 9.20 9.40

0° m/z 41.10 67.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #128342: Isobutyl nonyl carbonate
57.0
5000 I LR R B R
8.60 8.80 9.00 9.20 9.40
20.0 85.0 m/z 43.10 60.05%
| T
0\‘\”\\“‘\\\ ‘\‘1\\“\\\\‘\\\\“\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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
A RRRRRRNEE
8.60 8.80 9.00 9.20 9.40
5000 m/z 55.10 49,99%
85.0
29.0

0 L ‘ ‘h‘ 110 1540 1820 2270

Wm‘m e e R T e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74011: Tridecane, 6-methyl- R EAARA RN
57.0 8.60 8.80 9.00 9.20 9.40

m/z 71.10 38.76%

5000

29.0

[00]
S
o

126.0

‘ 169.0
o‘_M“WHH‘H”"‘HH"m‘Ju‘Wm_m_uwuwm S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.157 9.84 ng 971009  Acenaphthene-di1e 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 83
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 1202 (9.157 min): BF126091.D\data.ms (-1199) (-) m/z 57.05 100.00%
57.0

w0 /\m
8809.00920940
97.1 1271 159.1 . . : -
o 0 I et - S m/z 71.10  70.69%
miz--> 50 100 150 200 250
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 L L AL B LI BN B
8.80 9.00 9.20 9.40
97.0 1270 m/z 43.10 63.48%
183.0
0— H 1 ‘r““‘\ h“‘[ \H‘ T “\ t “\ T \‘ T “21\3\0\ L s
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
G
8.80 9.00 9.20 9.40
5000 m/z 41.10 47 .39%
0 h | ‘ 113091430 1830 2530 2064
A e e e e R
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- e A RmaE
57.0 8.80 9.00 9.20 9.40
m/z 55.10 28.67%
- /\/M
27_0‘ ‘ 113.0
NGl A T
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 10 Carbonic acid, prop-1-en-2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.292 7.43 ng 732781  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
2 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 87
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 87
4 Carbonic acid, dodecyl prop-1l-en... 270 C16H3003 1000382-90-7 72
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72

Abundance Scan 1225 (9.292 min): BF126091.D\data.ms (-1222) (-) m/z 57.10 100.00%
57.1

i

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester T T T
57.0 9.00 9.20 9.40 9.60
m/z 55.10 41.22%

5000
85.1
et
| 1371 1932 9.00 9.20 9.40 9.60
0 el wh‘”H“‘w“umHul‘???wwwm‘H m/z 43.10  85.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 L B B L L L
85.0 9.00 9.20 9.40 9.60
29.0 m/z 41.10 65.11%
N H‘ | M0 1400 168.0 1960 241
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
RS S
9.00 9.20 9.40 9.60
5000 m/z 71.10 47.98%
85.0
29.0‘ ‘ 1110 154.0
h‘ ll \!\ \}‘ \h | ‘H (M | 199 0

5000
85.0

29.0

é

ol h h‘ 1110 1540 1820 2270
ol AL 1540 1820 2270 S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Tritetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.616 15.09 ng 1489040  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 76

Abundance Scan 1280 (9.616 min): BF126091.D\data.ms (-1275) (-) m/z 57.10 100.00%

57.1
5000
‘9 \‘50‘ ‘10‘00‘
141.0 ! :
o“‘W‘%Jm4_‘?}%%‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘w“ m/z 43.10  91.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 el e
9.50 10.00
m/z 71.10 79.80%
0 \ 1’ \ [127.0 197.0 267.0 337.0 463.0 533.0 604.(
\\\‘\\\\‘\\\1[\1!\1\\\1‘\1f\’\\\l[\\\f’\f\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
e —
9.50 10.00
5000 ITI/Z 41.10 49,96%
140.0
ob bbbl 2280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 9.50 10.00
m/z 85.10 41.18%
5000
155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00

8270-BF110321.M Wed Nov 10 15:44:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 unknown9.798 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.798 4.13 ng 407326  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tetradecanol 214 C14H300 003981-79-1 43
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C1eH20 062338-08-3 35
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 30
4 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 30
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 25
Abundance Scan 1311 (9.798 min): BF126091.D\data.ms (-1308) (-) m/z 41.10 100.00%
41.1 | 69.0
5000
—— —
9.50 10.00
01 m/z 55.10 96.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92351: 7-Tetradecano
69.0
41.0 97.0
5000 —r— ——
9.50 10.00
m/z 69.00  93.44%
129.0
O 14'0 \“ \“\‘ L ‘ 168'0 19‘6.0
T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl-
55.0
97.0 S S
9.50 10.00
5000 m/z 97.10 75.50%
27.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ci —— ——
55.0 97.0 9.50 10.00
m/z 193.15 71.46%
5000
194.0
SIS 1 0 O = P S N e [ O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF110321.M Wed Nov 10 15:44:25 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.822 3.58 ng 353352  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Undecane 156 C11H24 001120-21-4 78
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

Abundance Scan 1315 (9.822 min): BF126091.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1

5000
85.1
— ——
9.50 10.00
113.1
ow‘m"HH“‘JM"wu“‘H"_‘“1‘4‘5“1‘_”“1?9‘1‘2“1‘2“2”” m/z 43.10  77.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — e
9.50 10.00
290 850 m/z 71.10  50.19%
0 ‘\ ‘ Lo H‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
— ——
9.50 10.00
m/z 41.10 42.36%
5000 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59042: Dodecane, 3-methyl- “ T
57.0 9.50 10.00
m/z 85.10  32.57%
5000
29.0 85.0
‘ 1130 1550
o A T AR Y e A S AR — i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF110321.M Wed Nov 10 15:44:25 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.145 3.97 ng 391156  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tetracosane 338 (C24H50 000646-31-1 80
3 Nonadecane 268 C19H40 000629-92-5 74
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1370 (10.145 min): BF126091.D\data.ms (-1367) (- m/z 57.10 100.00%
57.1
20 M
— —
‘ ‘ ‘ 411 1972 10.00 10.50
0 “kp“WJ‘J\WJ“““‘“““““““““ m/z 43.10 88.75%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
10.00 10.50
m/z 71.05 77.62%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
10.00 10.50
5000 m/z 85.10 48.73%
9.0
0 L] |41 1410183.02250267.0  338.0
A A e e
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane 7 —
57.0 10.00 10.50
m/z 55.10 44.15%
ol Ll w «1“4‘1‘91‘?3‘?‘ - — — —_—
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF110321.M Wed Nov 10 15:44:26 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Undecane, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.539 9.51 ng 938479  Acenaphthene-dile 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 87
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 81
4 Tetracosane 338 C24H50 000646-31-1 80
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 72

Abundance Scan 1437 (10.539 min): BF126091.D\data.ms (-1434) (- m/z 57.10 100.00%
57.1

- MWLUM
85.1 T T
113.1 10.50
169.2
o"H‘w‘Hh_ﬁumyuﬂuﬂw‘}éﬁQ‘_‘H,H?S%?w‘%3%?u m/z 43.10 51.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 - ‘
10.50
29.0 650 m/z 71.10 43.89%
0\‘\\‘\\‘\\\‘!‘\\‘\\‘\‘\\\H‘\\}\‘\\\\‘\\\‘\‘\\\]-\8’\4.\\0\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
T \
10.50
5000 ITI/Z 41.10 30.72%
29.0 85.0
oLl 120 1550 184
R B B T e e S R RREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59087: Decane, 2,6,8-trimethyl- —— ‘
57.0 10.50
m/z 85.10 22.20%
- N\J/\Mu/\
85.0
0 L |4 | 1130 1550 1840
e e 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\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.810 24.51 ng 1607780  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64

Abundance Scan 1483 (10.810 min): BF126091.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1

-

5000
85.0
113.1 10.50 11.00
141.0 183.2
Ot b b L 2141 244.2 m/z 71.05 68.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 - =
10.50 11.00
85.0 o
113.0 ITI/Z 43.10 64.15%
29.0 183.0
ol Ll s M gp500830
‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 41.10 31.07%
29.0 85.0
0 \‘ 11l H \‘ ‘ 11\30 155.0183.0
R e AR RRARsRREIEE
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl- “ 7
57.0 10.50 11.00
m/z 85.05 27.48%
5000
85.0
o ol ‘ %1410 1830 560
‘H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘ — —
m/z--> 20 40 60 80 100120140160 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\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.275 9.29 ng 609043  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1562 (11.274 min): BF126091.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
w0 LL/\
‘ 113.1 11,00 1150
T 1551 1971 : :
ol “M bLdd 2L m/z 71.10 69.61%
miz-> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
5000 e e
11.00 11.50
m/z 43.10 55.71%
99.0
02640“‘ ||| 1410 1830 2250 2670 310«
T 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 #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
11.00 11.50
5000 m/z 85.05 40.09%
113.0 183.0
oo L\ LT[ 1, 180 asa0
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 11.00 11.50
m/z 41.10 34.78%
99.0
T A P
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 1-Heneicosyl formate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.863 7.22 ng 422686  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 94
3 Cyclotetracosane 336 C24H48 000297-03-0 93
4 1-Octadecene 252 C18H36 000112-88-9 93
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 2002 (13.863 min): BF126091.D\data.ms (-1999) (- m/z 43.10 100.00%
43.7

83.1
5000
251 — —
1691 2131 262.4 13.50 14.00
ol “ L ‘ b g 2022 3001 3498 55 10 96.54%
miz--> 50 100 150 2000 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0
97.0
5000 — ——
13.50 14.00
m/z 57.10 96.18%
o \ ‘\ v ) ) 18202200 2940 340.0
\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #244234: Cyclodocosane, ethyl-
57.0
97.0 - —
13.50 14.00
5000 m/z 83.10 83.97%
307.0
39.0
ol LA 120 1810 2230 2650 ~ |7
m/z--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane “ T
83.0 13.50 14.00
43.Q m/z 69.10 66.66%
5000 336.0
25.0
LA 7000 zms0 |
0‘“““ A W‘MW\”N‘W\\\V\”M\N‘\\\H - — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24
Operator : JU/CG

Sample : M4523-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 19 28-Nor-17.alpha.(H)-hopane Conce
R.T. EstConc Area Relative to IS
16.192 14.40 ng 619869 perylene-d12
Hit# of 5 Tentative ID MW MolForm
1 28-Nor-17.alpha. (H)-hopane 398 CaoHse

2 Anthracene, 9-dodecyltetradecahy... 360 C26H48

3 Benzamide, 2-trifluoromethyl-5-f... 319 C16H21F4NO
4 Pentanoic acid, 4-methyl-2-(2,5-... 278 C13H18N403
5 Benzamide, 3-fluoro-4-trifluorom... 277 C13H15F4NO

Abundance Scan 2398 (16.192 min): BF126091.D\data.ms (-2394) (-,

arch Compound Report

VWE-B4-110421-0-10

BF110321.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 4

L) R.T.

""""" 15.474
CASH# Qual

""" 053584-60-4 83

055401-75-7 35

1000437-08-6 30
1000294-63-5 30
1000437-17-8 30

m/z 191.20 100.00%

191.2
81.1
5000
37t 1600 1650
247.2 383.4 . .
298.0
0 s m/z 81.10 62.46%
mlz--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — —
16.00 16.50
398.0 m/z 95.10 52.21%
o 9 \HIH\WM \; M‘ 12590 3130 ||
m/z--> 100 150 200 250 300 350 400
Abundance #270197.Anﬂwacene,9—dodecyneUadecahydro—
95.0 191.0
—r —
43.0 16.00 16.50 .
5000 m/z 177.20  46.72%
o Lo mmomse
miz--> 50 100 150 200 250 300 350 400
Abundance #223169: Benzamide, 2-trifluoromethyl-5-fluoro-N-methyl — —
191.0 16.00 16.50
m/z 123.10 35.81%
5000
248.0
41.0
0 L \850 1444 | ‘\ 319.0
B L At e —— —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126091.D

Acqg On 9 Nov 2021 20:24

Operator Ju/caG

Sample : M4523-01 :
Misc \VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 20 17.alpha.H-Trisnorhopane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.627 11.55 ng 496986  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.H-Trisnorhopane 370 C27H46 053584-59-1 74
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 59
3 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 55
4 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 52

5 6-Fluoro-2-trifluoromethylbenzoi... 402

C18H8C12F402

1010343-74-7 50

Abundance Scan 2472 (16.627 min): BF126091.D\data.ms (-2468) (-] m/z 191.10 100.00%

191.1
5000 8l.1
‘ 123.1
16 50 17 00
397.3
0 ‘3‘8“4\]‘1 : h‘\ ‘M\ ‘\\‘H\‘\Mﬂ \\‘M\\‘\“" "h “‘ ‘\\‘ ‘uh‘ g ‘2‘6‘5‘9‘ ‘3;9 ‘0‘ R h‘ e 81.10 46.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #279725: 17.alpha.H-Trisnorhopane
191.0
95.0
5000 — —
16.50 17.00
" 149.0 370.0 m/z 95.10  43.73%
oL “ \‘\ \H‘ “hh‘ H‘\ \“\‘m‘ ‘h ‘H\‘ ; ‘H‘ ‘2‘46‘9‘ : ‘371‘4‘(‘)‘ I !\ R
m/z--> 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
e e
16.50 17.00
5000 m/z 55.10  33.55%
109.0
398.0
“ m ‘ 260.0 3550, |
bt b L L
miz--> 50 100 150 200 250 300 350 400
Abundance #309495: I?amha(H)ZlbekiGﬂ Hopane — —
191. 16.50 17.00
m/z 69.10 28.12%
69.0
5000
123.0
‘ ‘ 412.(
0 L ‘\ \H “H‘ \‘M \‘M\‘“\‘ \h\ ol “h\‘ 1| ‘2‘5‘9‘0‘3‘0‘1‘0‘ -~ ’3(‘5?"0‘ L‘ “ : —— —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126091.D

Acqg On : 9 Nov 2021 20:24

Operator : JU/CG

Sample : M4523-01 :
Misc : VWE-B4-110421-0-10

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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|
Butane, 2-metho... 2.146 41.8 ng 2308410 1 6.851 1103370 20.0
Ethanol, 2-(2-b... 8.034 6.3 ng 473076 2 8.133 1501920 20.0
Undecane, 2,6-d... 8.198 4.4 ng 330082 2 8.133 1501920 20.0
unknown8.428 8.428 5.9 ng 442145 2 8.133 1501920 20.0
Decane, 2,6,7-t... 8.557 7.3 ng 547232 2 8.133 1501920 20.0
Cyclohexane, 1,... 8.681 4.9 ng 367541 2 8.133 1501920 20.0
3-Hexanone, 2,4... 8.828 4.7 ng 354795 2 8.133 1501920 20.0
unknown9.010 9.010 5.0 ng 377276 2 8.133 1501920 20.0
Dodecane, 2,6,1... 9.157 9.8 ng 971009 3 9.886 1973040 20.0
Carbonic acid, 9.292 7.4 ng 732781 3 9.886 1973040 20.0
Tritetracontane 9.616 15.1 ng 1489040 3 9.886 1973040 20.0
unknown9.798 9.798 4.1 ng 407326 3 9.886 1973040 20.0
Hexadecane 9.822 3.6 ng 353352 3 9.886 1973040 20.0
Octacosane 10.145 4.0 ng 391156 3 9.886 1973040 20.0
Undecane, 3,6-d... 10.539 9.5 ng 938479 3 9.886 1973040 20.0
Pentadecane, 2,... 10.810 24.5 ng 1607780 4 11.369 1311820 20.0
Docosane 11.275 9.3 ng 609043 4 11.369 1311820 20.0
1-Heneicosyl fo... 13.863 7.2 ng 422686 5 14.010 1171110 20.0
28-Nor-17.alpha... 16.192 14.4 ng 619809 6 15.474 860724 20.0
17.alpha.H-Tris... 16.627 11.6 ng 496986 6 15.474 860724 20.0

8270-BF110321.M Wed Nov 10 15:44:31 2021 Pag 24



