LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5189.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.299 370 376 384 rBV 680140 958550 66.02%  9.466%
2 6.887 634 646 658 rVB 618693 991442 68.29% 9.790%
3 7.322 714 720 728 rBV2 26603 50989 3.51% 0.504%
4 7.699 773 784 790 rBV 109498 191560 13.19% 1.892%
5 8.228 862 874 875 rBV5 11815 23073 1.59% 0.228%
6 8.352 888 895 899 rVB4 12440 26772 1.84% 0.264%
7 8.457 905 913 917 rBV3 15510 23824 1.64% 0.235%
8 8.799 962 971 975 rBV7 19399 43259  2.98% 0.427%
9 8.863 975 982 988 rVvVv 375622 641316 44.17% 6.333%
10 8.922 988 992 1002 rwv 103899 151995 10.47% 1.501%
11 9.040 1002 1012 1019 rVV 16101 53865 3.71% 0.532%
12 9.769 1128 1136 1141 rVB5 20505 46074 3.17% 0.455%
13 9.840 1141 1148 1152 rBv4 26404 47386 3.26% 0.468%
14 9.916 1153 1161 1166 rBV7 21821 52462 3.61% 0.518%
15 10.022 1173 1179 1183 rBV2 16583 26674 1.84% 0.263%
16 10.193 1203 1208 1217 rBV5 7823 20714 1.43% 0.205%
17 10.469 1248 1255 1257 rBV 153868 267448 18.42%  2.641%
18 10.599 1273 1277 1282 rVV8 13963 25637 1.77% 0.253%
19 10.651 1282 1286 1292 rVB2 42628 59923 4.13% 0.592%
20 10.887 1316 1326 1328 rBvV2 9391 23827 1.64% 0.235%
21 10.969 1335 1340 1346 rVB6 11798 28530 1.97% 0.282%
22 11.328 1396 1401 1406 rVB7 18601 36221 2.49% 0.358%
23 11.410 1408 1415 1421 rVB5 30000 57529 3.96% 0.568%
24 11.516 1427 1433 1438 rBV2 47890 82164 5.66% 0.811%
25 11.687 1453 1462 1470 rBV6 20207 41515 2.86% ©0.410%
26 11.775 1470 1477 1482 rBV8 9475 20863 1.44% 0.206%
27 11.922 1494 1502 1510 rBV 140488 214874 14.80% 2.122%
28 12.057 1520 1525 1531 rVB6 20098 35567 2.45% 0.351%
29 12.145 1531 1540 1547 rVB6 28810 63748 4.39% 0.629%
30 12.287 1558 1564 1568 rBV3 16407 27891 1.92% 0.275%
31 12.416 1582 1586 1591 rVB5 16634 25705 1.77% 0.254%
32 12.563 1605 1611 1615 rBV6 13820 22929 1.58% 0.226%
33 12.628 1615 1622 1626 rBV7 14781 39848 2.74% 0.393%
34 12.675 1627 1630 1636 rVB6 14665 22132 1.52% 0.219%
35 12.745 1637 1642 1646 rBV4 16439 25625 1.76% 0.253%
36 12.834 1653 1657 1662 rBV5 16531 27112 1.87% 0.268%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.887 1662 1666 1671 rVB2 40791 58092 4.00% 0.574%

38 12.975 1674 1681 1687 rBV 777146 1140741 78.57% 11.265%
39 13.175 1708 1715 1722 rVB 110330 166848 11.49% 1.648%

40 13.316 1736 1739 1747 rVB3 28321 51489 3.55% ©.508%
41 13.404 1748 1754 1761 rVB9 12218 26215 1.81% ©.259%
42 13.516 1764 1773 1779 rBV9 10073 32533 2.24% 0.321%
43 13.810 1819 1823 1827 rBV2 36546 63924  4.40% 0.631%
44 13.881 1832 1835 1842 rVB7 18086 23902 1.65% ©.236%
45 14.257 1896 1899 1904 rVB 66630 87732 6.04% 0.866%
46 14.357 1908 1916 1922 rVV2 174669 274158 18.88% 2.707%
47 14.416 1922 1926 1934 rVB9 11943 24279 1.67% ©.240%
48 15.175 2050 2055 2058 rBV7 13636 22584 1.56% 0.223%
49 15.216 2058 2062 2068 rVB 32754 41710 2.87% 0.412%
50 15.857 2165 2171 2178 rBV 577589 826057 56.90%  8.157%
51 16.086 2206 2210 2217 rVB4 22749 38669 2.66% ©.382%
52 16.533 2283 2286 2293 rBVS8 25076 46068 3.17% ©0.455%
53 16.875 2339 2344 2351 rBV2 99438 151353 10.42%  1.495%
54 17.122 2381 2386 2390 rBV 200981 288300 19.86% 2.847%
55 17.163 2390 2393 2398 rVB 79501 104032 7.17% 1.027%
56 17.633 2469 2473 2477 rBV 66302 86558 5.96% ©.855%
57 18.033 2537 2541 2549 rBV2 224901 314929 21.69% 3.110%
58 19.145 2726 2730 2734 rBV = 202374 305670 21.05% 3.018%

59 19.698 2820 2824 2828 rBV 1243688 1451882 100.00% 14.337%

Sum of corrected areas: 10126768
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005189.D\data.ms
2000000

1500000

1000000

5.299 6.887

500000 8.863

7.699 81922
0 7.322 ) 8.3EEB78.799.040 TR 931 Smosg 1 824 B3

\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 1000 10.50 11.00 1150

Abundance TIC: BP005189.D\data.ms
2000000 19.698

1500000

1000000

500000

isee——
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP005189.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Decane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.322 5.32 ng 50989 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 720 (7.322 min): BP005189.D\data.ms (-714) (-) m/z 57.05 100.00%
57.0
o /\WJ\M/\
R ARRRR
‘ 14232081 2811 . 7.00 7.20 7.40 7.60

oAbl | o707 2091 281.1343.2 425848625461 m/z 43.10  73.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #19158: Decane

43.0
5000 LA L B R I R B R |
7.00 7.20 7.40 7.60
m/z 71.05 44.50%
O “ ‘\J’l\1420
‘\\\ ’\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
R RR e ARAREEEY
7.00 7.20 7.40 7.60
5000 m/z 41.00 43.35%
140.0
bbbl y2260
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane R e L
57.0 7.00 7.20 7.40 7.60
m/z 85.20 36.77%
5000
0 \‘ M 1270 226.0
e H e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, 2-ethyl-1,4-dimethyl- Concentration Rank 12

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

8.799 4.52 ng 43259 1,4-Dichlorobenzene-d4 7.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
2 p-Cymene 134 CleH14 000099-87-6 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 55
5 o-Cymene 134 C10H14 000527-84-4 55
Abundance Scan 971 (8.799 min): BP005189.D\data.ms (-962) (-) m/z 119.10 100.00%

119.1

=

5000 55.1
8.40 8.60 8.80 9.00 9.20
208.1267.1
oy - ”“Mm i1 2081°0773271 4386 5363 ./, 97.95 68.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 I L L B R
8.40 8.60 8.80 9.00 9.20
m/z 55.10 48.53%
51.0\ l ‘ l
O‘HJ\”“\“\'\‘\‘H‘\\ T T T T T T T T [T T T[T T T T[T T[T T T T [T T T TTTT T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14808: p-Cymene
119.0
R AR A
8.40 8.60 8.80 9.00 9.20
5000 m/z 91.05 43.76%
10| l
L T Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- N AREERNEREEE S
119.0 8.40 8.60 8.80 9.00 9.20
m/z 41.05 33.51%
5000
59|
Okl e e e s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 3

R.T. EstConc Area Relative to ISTD R.T.
8.922 15.87 ng 151995 1,4-Dichlorobenzene-d4 7.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 992 (8.922 min): BP005189.D\data.ms (-988) (-) m/z 57.10 100.00%
57.1 h
5000
156.2 8.60 8.80 9.00 9.20
b bbby s 2671 8453 42554838541 n/; 43.10  73.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28421: Undecane
57.0
5000 UL LA B A I R R |
8.60 8.80 9.00 9.20
m/z 71.10 64.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane
57.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—"
8.60 8.80 9.00 9.20
5000 m/z 41.10 42.63%

ol Lo sor0 2680

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane AR S
57.0 8.60 8.80 9.00 9.20
m/z 85.20 38.24%
5000
o Loz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 unknown9.040 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.040 5.62 ng 53865 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloroundecane 190 C11H23Cl 002473-03-2 30
2 17-Pentatriacontene 491 C35H70 006971-40-0 25
3 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 22
4 8-Nonen-2-one 140 C9H160 005009-32-5 22
5 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 22

Abundance Scan 1012 (9.040 min): BP005189.D\data.ms (-1002) (-) m/z 105.10 100.00%

105.1
43.0
5000
B s
‘\W‘MMJ 196.1 2671 35224166 4985 880900920 940
ol ML | 1963 “PI 85224166 4985 L, 69 1 61.22%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52919: 1-Chloroundecane
43.0
5000 UL B L I I N L
8.80 9.00 9.20 9.40
1p5.0 m/z 43.05 58.13%
‘ L. 1900
O‘\\‘\ Iy “\‘JVW\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene

IS
w
o O _

8.80 9.00 9.20 9.40
5000 m/z 55.05 49.94%

'} h 182.0 2670 490.0

3

ok b4}, 2820 2670 4900
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7667: Pentane, 3-ethyl-2-methyl- A RARRAREE R
43.0 8.80 9.00 9.20 9.40
m/z 40.95 45.08%
5000
ANIE
_“"H"H‘w“H“H‘_“W“H‘H“_“W‘H“H“_  EARREEREEESE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Undecane, 5-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.769 3.45 ng 46074  Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 47
3 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 41
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 30
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 27

Abundance Scan 1136 (9.769 min): BP005189.D\data.ms (-1128) (-) m/z 71.05 100.00%

1.0
5000
‘9 ‘50‘ EI.O‘Od
3.2193.1 : '
ol Hirbrdprrr 2002 330.0  434.3492.7849.  n/z 57.05  95.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38331: Undecane, 5-methyl-
43.0
5000 L ——
9.50 10.00
120 m/z 43.10 94.39%
O\\‘l\ ‘\J\‘\h\“\‘\\\\J‘-?\O\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12708: Hexane, 2,3,5-trimethyl-
43.0
— —
9.50 10.00
5000 m/z 85.05 89.07%
ol lllla2eo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28439: Nonane, 2,3-dimethyl- — —
57.0 9.50 10.00
m/z 84.10 60.00%
h MW\MM
S i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 unknown9.840 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.840 3.54 ng 47386  Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 46
2 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 38
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 38
4 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 38
5 1-Butanol, 2,2-dimethyl- 102 CeH140 001185-33-7 38

Abundance Scan 1148 (9.840 min): BP005189.D\data.ms (-1141) (-) m/z 71.05 100.00%

71.0
5000
9 ‘50‘ EI.O‘Od
48.0 . .
207.2
olrrrll Jwgh!MjM ool i3251389.3 4938 m/z 43.05  67.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12714: Hexane, 2,3,4-trimethyl-
43.0
5000 — ——
9.50 10.00
m/z 85.05 63.34%
A 1280
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194502: Tetracosane, 3-ethyl-
43.0
= P
9.50 10.00
5000 m/z 57.10  43.12%
337.0
0 “\ | J‘lﬂ.?.‘o 183.0 253.0 |
Pt s S S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7645: Hexane, 3,3-dimethyl- T T
43.0 9.50 10.00
m/z 70.05 42.05%
- \VMW\JM
o‘H”‘Hulm\u‘ww‘H‘W‘H_m_Wwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

8270E-BPO32321.M Tue Apr 06 17:55:45 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 10-Methylnonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.916 3.92 ng 52462 Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 80
2 Nonadecane 268 C19H40 000629-92-5 80
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 72
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1161 (9.916 min): BP005189.D\data.ms (-1153) (-) m/z 57.10 100.00%
57.1

5000 AMW
——
1% 20812670 399.0  508.1 e
Ol il 200.3207.0327.1 3990 5081 m/z 71.e5  88.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129494: 10-Methylnonadecane
57.0
5000 T
10.00
154.0 m/z 43.05 77.13%
O‘\\J\‘\“‘\“!‘\ll\l"ﬂ\"\\‘}\\\\’\\\\2‘(3\?.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane
57.0
——
10.00
5000 ITI/Z 85.10 62.73%

oL || #270 1970 2680

>

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175564: Tricosane, 2-methyl- —
43.0 10.00
m/z 41.00 59.88%
5000

&

295.0
AN .\Lﬁ-o 130 250

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

8270E-BP032321.M Tue Apr 06 17:55:46 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Undecane, 6-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.652 4.48 ng 59923 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64

Abundance Scan 1286 (10.651 min): BP005189.D\data.ms (-1282) (- m/z 57.10 100.00%

57.1
5000
= =
|‘> 340 10.50 11.00
b d bl 3340 20912671 341.2 4233 5382 ./, 71.10  64.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48842: Undecane, 6-ethyl-
57.0
5000 o e .
10.50 11.00
m/z 43.05 41.44%
‘ ‘ 1154.0
O\\‘\l\‘l\J\‘J\J‘\\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
= =
10.50 11.00
5000 m/z 41.18  28.07%
SR EVE.E
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester e —
57.0 10.50 11.00
m/z 98.15 16.60%
- WAMJMMAMmMAMMVWMWMlJ
AT S,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

8270E-BPO32321.M Tue Apr 06 17:55:49 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Nonadecane, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.410 4.30 ng 57529 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 74
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 74
4 Tetracosane 338 (C24H50 000646-31-1 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 72

Abundance Scan 1415 (11.410 min): BP005189.D\data.ms (-1408) (- m/z 57.10 100.00%
57.1

-

5000
131.0
e
H ‘ 11.50
o blladl 2071 2srazanza0ze S22 wsy 7115 78,00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000 T
11.50
1400 m/z 43.10 78.83%
O‘\\“\‘f‘\I!J‘\‘d‘\n\“\!\’\i\\\’\\\\2‘6\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
—
11.50
5000 m/z 85.20  62.20%
154.0
oAbl ozt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #213038: Disulfide, di-tert-dodecyl T
57.0 11.50
m/z 41.10 41.09%
5000
¢ 169.0
ob bl L a0 ozo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP032321.M Tue Apr 06 17:55:50 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.516 6.14 ng 82164 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
4 Pentadecane, 7-methyl- 226 C1l6H34 006165-40-8 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 1433 (11.516 min): BP005189.D\data.ms (-1427) (- m/z 57.05 100.00%

57.0
5000
‘ 11550 |
ol ML LIP3 2310 3112 4166 4938 . 7119 9e.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 A :
11.50
\ m/z 43.10 47.48%
O\\J‘T%‘WT‘H‘\%]_\‘?\Z.\O‘\TJ-\Q\T.\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
A T
11.50
5000 ITI/Z 41.05 35.83%
183.0
AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester P ‘
57.0 11.50
m/z 85.10 25.71%
5000
L o
] A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BPO32321.M Tue Apr 06 17:55:51 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 16.07 ng 214874 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Tetradecane 198 C14H30 000629-59-4 58
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 53

Abundance Scan 1502 (11.922 min): BP005189.D\data.ms (-1494) (- m/z 57.05 100.00%
57.0

N

5000
—
127 2 12.00
of AL 5T 207226703270 4246 5224 ;0 7119 74.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48835: Tridecane
57.0
5000 T
12.00
m/z 43.10 67.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
—
12.00
5000 ITI/Z 85.15 49.,00%
141.0
o_w‘mMuu‘wxl‘H‘w"_‘HWH_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 12.00
m/z 41.10 42.24%

5000

-

ob o b fPT0 2110 2960 -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00

8270E-BPO32321.M Tue Apr 06 17:55:51 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Butanoic acid, 3-oxo-, 2-[(... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.146 4.77 ng 63748 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-oxo-, 2-[(2-met... 214 C1@H1405 021282-97-3 52
2 Sulfurous acid, 2-methyl-4-metho... 252 C11H2404S 1000309-20-4 47
3 Oxirane, (1,1-dimethylbutyl)- 128 C8H160 053907-76-9 47
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 43
5 meso-5,6-Decanediol 174 C10H2202 003266-25-9 43

Abundance Scan 1540 (12.145 min): BP005189.D\data.ms (-1531) (- m/z 69.10 100.00%
69.1

5000

%

h 2001 12.00 12.50
oy - M«‘whmwh_“‘“‘%6?4??5ﬂ13999‘ﬂ??§‘§?7&‘ m/z 41.10  49.22%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72218: Butanoic acid, 3-oxo-, 2-[(2-methyl-1-0x0-2-prop
69.0
5000 — ——
12.00 12.50
‘ L m/z 57.05 47.83%
N 214.0

O‘\\”\“\\\\4\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103465: Sulfurous acid, 2-methyl-4-methoxybutyl pentyl

.

69.0
12.00 12.50
5000 ITI/Z 71.10 35.45%
oL bllLy 1950 2520
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12621: Oxirane, (1,1-dimethylbutyl)- — =
69.0 12.00 12.50
m/z 43.10 30.68%
B \/\JL\,\/\//\
O‘HH‘J‘ M,, — =7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP032321.M Tue Apr 06 17:55:52 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, 4,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.887 4.24 ng 58092  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 62
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
4 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 49

Abundance Scan 1666 (12.887 min): BP005189.D\data.ms (-1662) (-  m/z 71.05 100.00%

71.0
5000
— s
12.50 13.00
oAl M I u‘?‘???%‘??l“ 35094154 5178 /7 57.10  80.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
5000 o A
12.50 13.00
m/z 43.10 36.57%
‘ ‘ ‘ 155.0
O\\J\l\‘\}\\1‘J\“\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
o e
12.50 13.00
5000 m/z 41.18  33.20%
AR U E el R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48836: Nonane, 5-butyl- — T
71.0 12.50 13.00
m/z 85.15 33.16%
- W/MA\
R asn il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP032321.M Tue Apr 06 17:55:52 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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.
13.175 12.17 ng 166848  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1715 (13.175 min): BP005189.D\data.ms (-1708) (- m/z 57.10 100.00%
57.1

N

5000
e =
| F-26'1 198.3 13.00 13.50
ol L FET S50 266.0 3543 4313 9102 nmyz 71.10  81.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 P e
13.00 13.50
m/z 43.05 70.12%
J [ | [27.0 198.0
O‘\\\l\’\l\‘\\“\ﬂ\l\v‘\l\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48834: Tridecane
57.0
5 ]
13.00 13.50
5000 ITI/Z 85.10 57.05%
184.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- . ey
57.0 13.00 13.50

m/z 41.10 40.00%
ob bbb, 13410 2110 2810
Raaa e R AR RAsas e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BPO32321.M Tue Apr 06 17:55:53 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Oxirane, tridecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.316 3.76 ng 51489  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tridecyl- 226 C15H300 018633-25-5 53
2 2-Decen-1-0l1, (E)- 156 C10H200 018409-18-2 49
3 2-Decenal, (E)- 154 C10H180 003913-81-3 49
4 Dodecanal 184 C12H240 000112-54-9 49
5 (R)-(-)-(Z)-14-Methyl-8-hexadece... 254 C17H340 030689-78-2 43
Abundance Scan 1739 (13.316 min): BP005189.D\data.ms (-1736) (- m/z 57.10 100.00%
57.1
- WJL
140.0 = S
‘ ‘ 209.1 386.9 13.00 1350
oL MhALbLILy,, 2091260.1326.8386.944335052 /7 41 65  95.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82972: Oxirane, tridecyl-
41.0
5000 — —
13.00 13.50
0.0 m/z 70.15 73.67%
0 \‘M‘ F‘”“llll'll6”\8‘02260’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #28258: 2-Decen-1-ol, (E)-
57.0
— —
13.00 13.50
5000 m/z 55.05 69.93%
e
o L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26667: 2-Decenal, (E)- — —
43.0 13.00 13.50
m/z 82.10 69.10%
5000
}roo
ol Lk
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257 6.40 ng 87732  Acenaphthene-di10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1899 (14.257 min): BP005189.D\data.ms (-1896) (- m/z 57.10 100.00%
57.1

> MMLV
1400 1450
173 212.4 : :
obr MALIETS, 212427133300 40174604 545¢ /071 15 gs.s50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71396: Pentadecane
57.0
5000 T .
14.00 14.50
m/z 85.15 55.40%
O‘\\J\W’\J\J\J“]-\F\?\O‘\\\2\?.\‘2\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
R i
14.00 14.50
5000 m/z 43.05 55.08%
L g7 1980
L e e o R NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48886: Decane, 2,3,6-trimethyl- — —
43.0 14.00 14.50
m/z 41.10 42.14%
5000
141.0
o_“‘w,‘M‘w1_m_mwwm“HH‘W‘WMHW —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Tetradecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.534 3.20 ng 46068  Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 42
4 Dodecanoic acid 200 C12H2402 000143-07-7 40
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2286 (16.533 min): BP005189.D\data.ms (-2283) (- m/z 73.10 100.00%
1

73.
5000
185.2 s ‘
16.50
0 U L Z0Y 3804 4614 sa0. g 00 73.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84454: Tetradecanoic acid
73.0
5000 228.0 1 T
16.50
m/z 41.10 65.84%
3.0
O]‘-\S‘\.\L“ J‘“‘hl‘nﬂ:“’l“‘l’\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39471: n-Decanoic acid
60.0
T \
16.50
5000 ITI/Z 55.10 51.01%
129.0
O'M'LLJ*,*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #113452: 11-Bromoundecanoic acid ——
60.0 16.50
m/z 43.10 43.52%
5000
185.0
25.0
O'Hlltﬁ“ﬁﬂllp2640 ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 2-Dodecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.875 10.50 ng 151353  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecenoic acid 198 C12H2202 004412-16-2 58
2 4-Octadecenal 266 C18H340 056554-98-4 55
3 5-Octadecenal 266 C18H340 056554-88-2 50
4 3-Heptadecenal 252 C17H320 1000143-48-7 42
5 Disparlure 282 C19H380 029804-22-6 38

Abundance Scan 2344 (16.875 min): BP005189.D\data.ms (-2339) (- m/z 43.10 100.00%
43.1

%

5000
“ 2011 2811 16.50 17.00
itk ' 1341.2401.3459.3517.6 m/z 41.5 77.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59500: 2-Dodecenoic acid
43.0
5000

— —
16.50 17.00
m/z 73.05 74.05%

ol Lk \\! WH h L

‘\\\‘\\\\‘ \\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115858: 4-Octadecenal

57.0

3

16.50 17.00

5000 m/z 55.10  73.94%

05 ‘l\

[[7) 10007520

-

Al bt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115857: 5-Octadecenal
57.0 16.50 17.00
m/z 57.10 68.60%
B MWJ\/\M
o"* lq‘ - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 2-Oxepanone, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.633 6.00 ng 86558  Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 59
2 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 43
3 1,1'-Bicyclopentyl-1,1'-diol 170 C10H1802 005181-75-9 38
4 Caprolactam 113 C6H11NO 000105-60-2 38
5 2-Pentoxy-tetrahydropyran 172 C10H2002 032767-70-7 38

Abundance Scan 2473 (17.633 min): BP005189.D\data.ms (-2469) (- m/z 85.10 100.00%
85.1

-

5000
‘ “ 1750 1800
Ol L b ‘sz 003 3133 404446305245 ./, 8419  71.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59516: 2-Oxepanone, 7-hexyl-
85.0
5000 s .
17.50 18.00
‘ m/z 55.10 65.41%
O{"L‘LJ"\[“‘GZIO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #50170: Butanoic acid, 2-methyl-, 2-methylpentyl ester
85.0

C

—— ——
17.50 18.00
5000 m/z 41.10 47.49%

ZT$
L

a

0 ‘1‘\ \158'0

e A e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #37956: 1,1'-Bicyclopentyl-1,1'-diol T —
85.0 17.50 18.00

m/z 56.10 44.20%
27.
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_P\Data\BP@40521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.033 21.85 ng 314929  Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2541 (18.033 min): BP005189.D\data.ms (-2537) (- m/z 73.10 100.00%

73.1 ‘
5000
213.3
R T
| J“‘M H” l 2724 354.3 420.5 486.3543.1 1690
0ty H“wcmmw‘m‘w_ww_w m/z 60.85 75.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00
2130 m/z 43.10 59.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
T \
18.00
5000 ITI/Z 55.10 57.59%
L 214.0
0 \ pJ‘Jhﬂkhm‘umlmw,"""‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid —
73.0 18.00
m/z 41.10 56.79%
5000
H 1850 2840
0 "‘J‘w‘m“uLMMm‘m“_‘H‘HHWHWH_HW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040521\
Data File : BP0@5189.D

Acqg On : 05 Apr 2021 21:03
Operator : CG/JU

Sample : M1911-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.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|
Decane 7.322 5.3 ng 50989 1 7.705 191560 20.0
Benzene, 2-ethy... 8.799 4.5 ng 43259 1 7.705 191560 20.0
Undecane 8.922 15.9 ng 151995 1 7.705 191560 20.0
unknown9.040 9.040 5.6 ng 53865 1 7.705 191560 20.0
Undecane, 5-met... 9.769 3.5 ng 46074 2 10.493 267448 20.0
unknown9.840 9.840 3.5 ng 47386 2 10.493 267448 20.0
10-Methylnonade... 9.916 3.9 ng 52462 2 10.493 267448 20.0
Undecane, 6-ethyl- 10.652 4.5 ng 59923 2 10.493 267448 20.0
Nonadecane, 9-m... 11.410 4.3 ng 57529 2 10.493 267448 20.0
Dodecane, 2,7,1... 11.516 6.1 ng 82164 2 10.493 267448 20.0
Tridecane 11.922 16.1 ng 214874 2 10.493 267448 20.0
Butanoic acid, ... 12.146 4.8 ng 63748 2 10.493 267448 20.0
Dodecane, 4,6-d... 12.887 4.2 ng 58092 3 14.357 274158 20.0
Tetradecane 13.175 12.2 ng 166848 3 14.357 274158 20.0
Oxirane, tridecyl- 13.316 3.8 ng 51489 3 14.357 274158 20.0
Pentadecane 14.257 6.4 ng 87732 3 14.357 274158 20.0
Tetradecanoic acid 16.534 3.2 ng 46068 4 17.122 288300 20.0
2-Dodecenoic acid 16.875 10.5 ng 151353 4 17.122 288300 20.0
2-Oxepanone, 7-... 17.633 6.0 ng 86558 4 17.122 288300 20.0
n-Hexadecanoic ... 18.033 21.9 ng 314929 4 17.122 288300 20.0
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