LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125752.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 106 17 23 rBV 1164782 1511187 9.98% 2.059%
2 4.510 401 412 415 rBV 4252056 5734060 37.86% 7.813%
3 5.116 508 515 518 rBV 2527136 3460648 22.85% 4.716%
4 5.504 577 581 584 rBV 2695158 2330680 15.39% 3.176%
5 6.504 746 751 754 rBV 3083697 3114148 20.56% 4.243%
6 6.887 812 816 819 rBV 1633881 1212334 8.00% 1.652%
7 7.204 867 870 873 rVB 208190 171235 1.13% 0.233%
8 7.445 906 911 914 rBV 2817376 2474245 16.34% 3.372%
9 8.063 1013 1016 1027 rBV 324356 337943 2.23% 0.460%
10 8.169 1030 1034 1037 rBV 1958419 1670976 11.03% 2.277%
11  9.245 1212 1217 1220 rBV 5324035 4971997 32.83% 6.775%
12 9.633 1280 1283 1287 rBVv3 110161 167504 1.11% 0.228%
13 9.851 1318 1320 1325 rVV 451811 397959 2.63% 0.542%
14  9.922 1329 1332 1337 rVB 2354416 2021941 13.35% 2.755%
15 10.086 1356 1360 1363 rBV2 286342 388683 2.57% 0.530%
16 10.145 1367 1370 1372 rBV 174059 158572 1.05% 0.216%
17 10.175 1372 1375 1379 rVV2 283152 333197 2.20% 0.454%
18 10.210 1379 1381 1384 rVB 240152 195810 1.29% 0.267%
19 10.351 1403 1405 1408 rVW 839819 646097 4.27% 0.880%
20 10.386 1408 1411 1413 rW 223995 224403 1.48% 0.306%
21 10.410 1413 1415 1420 rVB3 132986 179582 1.19% 0.245%
22 10.563 1438 1441 1445 rBV2 554425 853431 5.63% 1.163%
23 10.592 1445 1446 1449 rW 221909 190656 1.26% 0.260%
24 10.627 1449 1452 1454 rVB 244415 203328 1.34% 0.277%
25 10.657 1454 1457 1460 rBV 320880 277732 1.83% 0.378%
26 10.704 1460 1465 1469 rBV2 1034629 1203832 7.95% 1.640%
27 10.827 1483 1486 1488 rBV 994521 944752  6.24%  1.287%
28 10.969 1508 1510 1515 rVB4 160930 192115 1.27% 0.262%
29 11.022 1515 1519 1523 rBV 579756 874318 5.77% 1.191%
30 11.e51 1523 1524 1527 rVB 307856 226268 1.49% 0.308%
31 11.e86 1527 1530 1532 rBV 262434 219348 1.45% 0.299%
32 11.110 1532 1534 1538 rBV 285549 242407 1.60% 0.330%
33 11.151 1538 1541 1543 rBV 272738 230779 1.52% 0.314%
34 11.274 1559 1562 1564 rBV 1008041 817263 5.40% 1.114%
35 11.304 1564 1567 1573 rVB 436407 635045 4.19% 0.865%

36 11.410 1581 1585 1588 rBV 1934492 1839290 12.14% 2.506%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.451 1589 1592 1597 rVV 395273 565060 3.73% ©.770%
38 11.545 1606 1608 1612 rVB 184848 157799 1.04% ©.215%
39 11.586 1612 1615 1618 rBV 180299 169060 1.12% 0.230%
40 11.698 1631 1634 1640 rBV 880998 698987 4.61% 0.952%
41 11.863 1659 1662 1665 rBvV2 190886 236650 1.56% ©.322%
42 12.110 1701 1704 1707 rBV 850783 791877 5.23% 1.079%
43 12.174 1712 1715 1717 rVV2 150402 155989 1.03% 0.213%
44 12.263 1727 1730 1732 rBV 174597 215894  1.43%  0.294%
45 12.392 1749 1752 1754 rBV 381064 353151 2.33% 0.481%
46 12.498 1767 1770 1773 rBV 612178 529937 3.50% 0.722%
47 12.604 1785 1788 1791 rBV3 234304 283045 1.87% ©.386%
48 12.633 1791 1793 1796 rBV 225103 251841 1.66% ©.343%
49 12.710 1804 1806 1808 rBV 188024 174867 1.15% 0.238%
50 12.868 1831 1833 1836 rVV 226049 178130 1.18% 0.243%
51 12.992 1850 1854 1857 rBV 4760060 4440616 29.32% 6.051%

52 14.045 2005 2033 2038 rBV3 3222200 15146127 100.00% 20.639%

53 14.398 2081 2093 2107 rVB4 605508 2767065 18.27% 3.771%
54 14.898 2175 2178 2191 rVB3 97542 201637 1.33% 0.275%
55 15.515 2266 2283 2303 rVB 1203968 2898888 19.14%  3.950%

56 17.421 2589 2607 2623 rBV3 423058 2516672 16.62%  3.429%

Sum of corrected areas: 73387057
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF125752.D\data.ms
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Abundance TIC: BF125752.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.187 24.93 ng 1511190 1,4-Dichlorobenzene-d4 6.886

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 17 (2.187 min): BF125752.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1
5000
43.0
87.1 T ‘ T 1 T T ‘ T T T 7T ‘ T
91 2.20 2.40 2.60
Ol b e iz 43.05 32.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B B
43.0 2.20 2.40 2.60
' 87.0 m/z 87.10  25.45%
29.0
N ‘\“\ LQ-O I ‘
O\\‘\H\‘\H\‘H!\‘H!‘\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.05 24.11%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- T
73.0 2.20 2.40 2.60
m/z 71.10 11.49%
5000
45.0
29.0
O“_‘ﬁhu‘HMLH‘H?%pH‘yH‘W‘H“H%R%p‘_‘u“u‘_‘u e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.510 94.60 ng 5734060 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 412 (4.510 min): BF125752.D\data.ms (-401) (-) m/z 83.10 100.00%
3.1
55.1
5000
43.1 9%8.1
EEEmaEEE T
‘ 670 4.20 4.40 4.60 4.80
0 H,‘H“H"_“WH‘H‘JJ"H‘(‘H‘uwl‘w“uq‘u“ m/z 55.10 82.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B R R B B
43.0 98.0 4.20 4.40 4.60 4.80
29.0 .
m/z 98.10 37.55%
O\\’\\\\‘\\\‘\‘\\\\‘M\\\“\‘\1\‘\?\7\.(‘)\\\\“\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R R
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.10 31.58%
98.0
0,67-0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- o EAmEmEEEEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 21.73%
5000 41.0 98.0
27.0 69.0
S T M Y O S R OO | IO
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 57.09 ng 3460650 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 515 (5.116 min): BF125752.D\data.ms (-508) (-) m/z 43.05 100.00%

3.0
59.1
5000
101'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
4.80 5.00 5.20 5.40
L 83.0 .
o1 m/z 59.10 62.61%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 24.18%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EARRmEESSSEE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 17.55%
ol Al L 12503450
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate SNBSS  SSSS, S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.77%
5000
58.0
15‘.0 " ‘ 100.0
O e e T T T
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.063 4.04 ng 337943  Naphthalene-d8 8.169

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 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50

Abundance Scan 1016 (8.063 min): BF125752.D\data.ms (-1013) (-) m/z 57.10 100.00%

57.1
5000
e 7.808.008208.40
39 ‘ 101.1 :
0 “‘(T‘] “MHHW “J““‘J““‘,‘l?’l‘p‘ ———  m/z 45.18 91.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10  32.38%
Il m‘ 1090 1320
O\\\‘\\\\‘\\\ \\\\‘\\\1‘\\\\’\\\\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e TR e
7.80 8.00 8.20 8.40
5000 m/z 75.00 20.44%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether AR R T
57.0 7.80 8.00 8.20 8.40
m/z 56.10 15.16%
5000
29.0 75.0
0 ol e U A AN
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Decane, 2,3,5-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.851 3.94 ng 397959  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Docosane 310 C22H46 000629-97-0 72
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1320 (9.851 min): BF125752.D\data.ms (-1318) (-) m/z 57.10 100.00%

57.1
5000
= — T
‘ 99.0 9.50 10.00
ol b |, 1401 18042120 L. 4310 68.90%
m/z--> 50 100 150 200 250 300
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 T

= ‘
9.50 10.00
m/z 71.10 60.82%

99.0 141.0
02?"¢\)‘\““\‘!‘\“\““\\\}“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance #107217: Hexadecane
57.0

= T
9.50 10.00
5000 m/z 85.10 40.34%

-

o 990 1410 1830 226.0

et e

m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane = T
57.0 9.50 10.00

m/z 41.10 30.41%
5000
99.0

0 \‘ ‘\‘ M I h‘ | %4}0\ ;SSQ 2250 267.0 310.
e e e e o 7
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF092421.M Mon Oct 04 17:11:20 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentadecane, 7-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.086 3.84 ng 388683  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 86
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 72
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72

Abundance Scan 1360 (10.086 min): BF125752.D\data.ms (-1356) (1 m/z 57.10 100.00%
57.1

5000
T \
140.0 10.00
0169019632291 m/z 71.10  66.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 ‘10\00‘ T
85.0 .
29.0 m/z 43.10 53.60%
. ‘ 112.0 140.0
O\\\‘\‘\‘\\“\\\H‘\\H}\“H\\\“\\!‘\‘\\\\}‘\\\\]‘-6\8\\0‘\\\\%]\-]\_\(‘)\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
T \
10.00
5000 85.0 ITI/Z 85.10 36.67%
113.0
29.0 141.0
G 0 O R O Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane T ‘
57.0 10.00
m/z 41.10 24.72%
5000 85.0
29.0
oMm‘\‘“uHH_mmWﬁﬁ&fﬁ%?&@99&??9”“”‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF092421.M Mon Oct 04 17:11:21 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Tetradecane, 4-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.175 3.30 ng 333197 Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 1375 (10.175 min): BF125752.D\data.ms (-1372) (- m/z 57.10 100.00%
57.1

99.0 U R
‘ 14111771514 5 10.00 10.50
ob b LR A2 wyz 43.10 77.38%
miz--> 50 100 150 200 250 300
Abundance #107225: Tetradecane, 4-ethyl-
43.0
5000 85.0 T T
10.00 10.50
m/z 71.10 66.49%
127.0 197.0
O L ““‘\ h‘ \M\ h" \‘ T ‘\ \‘ ‘ T \“ \“‘ T T T T ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—1 —
10.00 10.50
5000 ITI/Z 85.05 47.99%
99.0
oLl |44 1410 1830 2250 2670 338:
gl e e
m/z--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- T ——
57.0 10.00 10.50
m/z 41.10 30.42%
h W\J\M\
99.0
0 ‘\\ MH\ Ji \‘ | :\L4\1'0 183.0 239.0 296.0
i T e e — —
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.351 6.39 ng 646097  Acenaphthene-die 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 83
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 1405 (10.351 min): BF125752.D\data.ms (-1403) (- m/z 57.10 100.00%
57.1
T —
h 1131 140.1 169.2 226.3 10.00 10-59
ouH‘H‘wmm,‘J‘:"wu”‘,uH‘H",‘H‘_m_l‘?ﬂ?”ww m/z 43.10  66.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 T —
10.00 10.50
m/z 71.10 63.76%
290
O ‘ H\ H\ H‘ \\‘ Il 4\\10\1690197022§0
H\\‘H\\‘\H\’\\H‘\H\’\\1\‘H\\’\\1\‘H\\‘\H\‘H\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
T —
10.00 10.50
5000 m/z 85.10 44 .09%
85.0
9 1120 1400
S PO M T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 10.00 10.50
m/z 41.10 30.02%
- T LKMANWW¢NNNWJ%wAAﬂ
140.0
182.0
oH‘wmWHH,HM‘\,1”1??"‘\,umMwm‘_”?aﬁe_ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.563 8.44 ng 853431  Acenaphthene-die 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 80
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 64
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
Abundance Scan 1441 (10.563 min): BF125752.D\data.ms (-1438) (. m/z 57.10 100.00%
57.1
‘ 12.1 10‘56 |
140.1 :
o‘_H‘ﬁHHMM‘WHNwmhwm¢uHﬁ§§ﬁu‘f%9fuu‘uu‘uu m/z 71.10  79.94%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #158600: Nonadecane
57.0
5000 —— ‘
85.0 10.50
29.0 m/z 43.10 56.86%
\‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T \
10.50
5000 85.0 m/z 85.05 50.90%
11301410
29.0
183.0
ol b e o 2262
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #33097: Nonane, 3,7-dimethyl- —
57.0 10.50
m/z 41.10 26.81%
5000
29.0 85.0
‘ 1210
m/z--> 20 40 60 80 100120140160 180200 220240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.827 10.27 ng 944752  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86

Abundance Scan 1486 (10.827 min): BF125752.D\data.ms (-1483) (- m/z 57.10 100.00%

57.1
5000
Fo P
‘ ‘ 99.1 1410 10.50 11.00
ol b L[ ) 410 1832 2408 7o 16 esl6s%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 — ——
10.50 11.00
99.0 m/z 43.10 63.29%
Olwswq‘\ ““\ ”H‘ \‘h‘\ h“ \“‘ \‘%\4%"9\ :‘!-8\‘3\0‘ \22\5\0\ T \2\96‘0\ T
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P P
10.50 11.00
5000 m/Z 85.10 49,92%
7.0
oot L 30 320 220 ams
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane o ——
57.0 10.50 11.00
m/z 41.10 27.27%
- ﬁﬂmijwmAJ&Ww}mmeﬂA
99.0
015-9“ lif, 340 80 S
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 11 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.022 9.51 ng 874318 Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 (C28H58 000630-02-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 86

Abundance Scan 1519 (11.022 min): BF125752.D\data.ms (-1515) (- m/z 57.10 100.00%

57.1
5000
T \
‘ | - 11.00
ol 4 J‘u““ M Plieizese m/z 71.10 78.93%
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 —— |
11.00
m/z 43.10 53.13%
0 \‘ ‘ “ H\ L ﬂ‘ I 141018302260
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
11.00
5000 ITI/Z 85.10 46.63%
0 \ \‘ I % ‘1410183022502670 323.0 380.0
““‘ A e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 11.00
m/z 41.10 24.52%
- j%kaﬁk%J\MhWﬂ\\fw
ol h‘ H | 14191.83 02250 281.0 337.0 394.
il "‘“‘“‘““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 12 Dodecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.275 8.89 ng 817263  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80

Abundance Scan 1562 (11.274 min): BF125752.D\data.ms (-1559) (- m/z 57.10 100.00%

57.1
5000 85.1
‘ 1100 1150
113.1 232.2 : .
141.1
oHWHumHh‘,m“mlum‘wwwMw‘l?‘lwlmu‘HJW?‘?“‘;: m/z 71.10  69.36%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 85.0 — —
11.00 11.50
m/z 43.10 63.41%
29.0 ‘ 1130 155.0
OH\‘\‘W‘H“\Hl’\\“}\‘HH“\H‘\‘\‘H\‘\H‘\‘\\]\_ﬁ\3\\0\‘HH‘\H\‘\H\‘\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane
57.0
—r —
11.00 11.50
5000 85.0 m/z 85.10 48.72%
29.0
b MO otc01980
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #287350: Octadecane, 1-iodo- —— —
57.0 11.00 11.50
m/z 41.10 27.40%
85.0
5000
113.0
M O O O WL o D
m/z--> 20 40 60 80 100120140160180200 220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 13 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.304 6.91 ng 635045  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74
3 Tetracosane 338 C24H50 000646-31-1 72
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 1567 (11.304 min): BF125752.D\data.ms (-1564) (1 m/z 57.10 100.00%

57.1
5000
127.1 [ 1150
‘ h ‘ ‘ ‘ ‘ 177.1 11.00 11.50
ol bbbyl e m/z 71.10 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 “ ——
11.00 11.50
9.0 m/z 85.10 39.68%
0 ‘ A uh\ \h\ \‘\‘ h‘ %4%? :!'830 225.0 267.0 309.0 367.(
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl-
57.0
— —
11.00 11.50
5000 m/z 43.10 37.27%
‘ %9-0 155.0
Y O - 1
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane “ T
57.0 11.00 11.50
m/z 41.10 19.20%
- ﬂ&whﬁwwuwﬂxﬂw“MNhAﬂmw
9.0
oLl L1, 14101830 2250 267.0 3380
A e e S — —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 14 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.698 7.60 ng 698987  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1634 (11.698 min): BF125752.D\data.ms (-1631) (- m/z 57.10 100.00%
57.1

%

5000 85.1
113.1 11.50 12.00
141.1 3
owmwH‘h,“”m,‘m‘_‘wh_uwuH‘1“??‘1“1‘912‘”_‘2?7?‘?‘%‘??‘ m/z 71.10  65.22%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #158597: Nonadecane
57.0
5000 850 T T T T I T
11.50 12.00
m/z 43.10 60.56%
290 1130
\‘\H\‘HH’HH’\\H‘\\H‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #141058: Octadecane
57.0
—— —
11.50 12.00
5000 85.0 ITI/Z 85.10 46.68%
29.0 113.0
141.0
oy o J 01410168.0197 022502540
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107218: Hexadecane T ——
57.0 11.50 12.00
m/z 41.10 25.76%
5000
85.0
29.0
0 “ ‘ L H‘ 113.0141.0169.0197.0 226.0
e e T e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 15 Dodecane, 2-methyl-6-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.110 8.61 ng 791877  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Triacontane 422 C30H62 000638-68-6 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 1704 (12.110 min): BF125752.D\data.ms (-1701) (-~ m/z 57.10 100.00%
57.1

—— —
‘ ‘ 99.1 1411 12.00 12.50
ol b d h‘, L% 1972 2392 2824 n/; 71010 73.03%
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
12.00 12.50
m/z 43.10 60.01%
99.0 140.0
182.0
O+ ‘\““‘\ H‘ \“‘\“L \“‘\‘\ h T \“\ T \2?6\(\)‘ L B B
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 54.60%
99.0
oLl |44 1410 1830 2250 2670 338:
gl e e
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T ——
57.0 12.00 12.50
m/z 41.10 25.72%
o W
99.0
oLl L1 1410 1830 2250 2680
e A L B A e e e —— ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 16 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.392 3.84 ng 353151  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Eicosane, 1l-iodo- 408 C20H41I 1000406-31-8 87
Abundance Scan 1752 (12.392 min): BF125752.D\data.ms (-1749) (- m/z 57.10 100.00%
57.1
: 1200 1250
41.1183.2 267.3 ' :
0 m“‘“‘wwﬂ“ L3 A%2oora2678 m/z 71.10  58.20%
mlz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — e
12.00 12.50
9.0 m/z 85.10 40.73%
oLl L1 i) | 110183.02250267.0300.0 3660
\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— ——
12.00 12.50
5000 m/z 43.10 37.51%
UL roumsonmso o s e Mw
e e e e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane — —
57.0 12.00 12.50
m/z 41.10 17.23%
o MW
LU om0 aseo
om"“u“nﬂ‘w‘u‘mwmwum_m_m — —r—
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 17 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.498 5.76 ng 529937  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 90

Abundance Scan 1770 (12.498 min): BF125752.D\data.ms (-1767) (. m/z 57.10 100.00%
57.1

99.1 N
‘ ‘\ L)L | 2411 1821 2392 206 12:50
ol A b b Ly FRES SR S m/z 71.10 72.99%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 U
12.50
99.0 m/z 43.10 59.74%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
——
12.50
5000 m/z 85.10 53.80%
99.0
obaslol |1 [} ) 2410 gaso 200
m/z--> 50 100 150 200 250
Abundance #176384: Eicosane —
57.0 12.50
m/z 41.10 23.93%
5000
99.0
41.0
obzsol LU L1 | M0 1830 p2s0 2020 .
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 18 Hentriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.604 3.08 ng 283045  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 5,5-Dibutylnonane 240 C17H36 006008-17-9 74
3 Tetratetracontane 619 C44H99 007098-22-8 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
Abundance Scan 1788 (12.604 min): BF125752.D\data.ms (-1785) (-, 57.10 100.00%
57.1
5000 WM
‘ FF711712711 12.50 13.00
ob A A BT L 27LL 71.10  74.88%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0

5000

12 50 13 00
43.10 46.25%

7.0
O\\\\‘\‘]\J\f‘ﬂm%“\%ﬁ?f?\ﬁ‘\\\?\(‘)19\\()\%7\19\9\\\‘\\H‘HH‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123962: 5,5-Dibutylnonane
57.0

1250 1300
5000 85.10 38.25%
183.0
Olit\\"vw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0 12 50 13 00

97.10  31.91%

5000 WMM\MW/\JM

] J h |, 197.0267.0 351.0421.0491.0 618.(

OF MM b LT b TP R AT R —— —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 19 Undecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.65 ng 2767070 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 49
2 Heptadecane 240 C17H36 000629-78-7 47
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 43
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 38
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 35

Abundance Scan 2093 (14.398 min): BF125752.D\data.ms (-2081) (- m/z 71.10 100.00%
71.1

> 191 //\\/L
‘ r55.2 14.00 14.50
ol ‘39‘“0‘““ b ‘1““““ ! ,“‘w | 972 2832 205 . o710 ga.50%
miz--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — —
14.00 14.50
m/z 85.10 84.19%
\ 99.0 1410
O\Z\G\OU‘“‘\ ‘1‘\”‘\“‘ T U’\ L B B B L B B
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
— ——
14.00 14.50
5000 m/z 69.10 51.43%
99.0
obaslol LUty 1410 wms0  z00
m/z--> 50 100 150 200 250
Abundance #170573: Sulfurous acid, butyl decyl ester — —
57.0 14.00 14.50
m/z 99.10 48.42%
5000
99.0 141.0
0L.260 ‘hu“!‘ A, Sy teso - —
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 20 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.421 17.36 ng 2516670 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 78
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58

Abundance Scan 2607 (17.421 min): BF125752.D\data.ms (-2589) (- m/z 71.10 100.00%

71.1
5000
13.1
TSSl T
ol u‘”‘“ “M o “u 2 m/z 57.5 93.19%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 T
17.50
9.0 m/z 85.10 86.04%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
17.50
5000 ITI/Z 69.05 51.29%
ol L \ | % ‘1410183022502670 323.0 380.0
s A A AL T e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 17.50
m/z 99.10 46.86%
5000
9.0
oLy “\ H‘\ | 1410183.0225.0267.0300.0 3650
iy ““““““““ e A RE RaEE ——
m/z--> 50 100 150 200 250 300 350 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125752.D

Acqg On : 1 Oct 2021 15:05
Operator : JU/CG

Sample : M4008-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.187 24.9 ng 1511196 1 6.886 1212330 20.0
3-Penten-2-one,... 4.510 94.6 ng 5734060 1 6.886 1212330 20.0
2-Pentanone, 4-... 5.116 57.1 ng 3460650 1 6.886 1212330 20.0
Ethanol, 2-(2-b... 8.063 4.0 ng 337943 2 8.169 1670980 20.0
Decane, 2,3,5-t... 9.851 3.9 ng 397959 3 9.922 2021940 20.0
Pentadecane, 7-... 10.086 3.8 ng 388683 3 9.922 2021940 20.0
Tetradecane, 4-... 10.175 3.3 ng 333197 3 9.922 2021940 20.0
Hexadecane 10.351 6.4 ng 646097 3 9.922 2021940 20.0
Nonadecane 10.563 8.4 ng 853431 3 9.922 2021940 20.0
Heneicosane 10.827 10.3 ng 944752 4 11.410 1839290 20.0
Hexadecane 11.022 9.5 ng 874318 4 11.410 1839290 20.0
Dodecane, 1-iodo- 11.275 8.9 ng 817263 4 11.410 1839290 20.0
Hexacosane 11.304 6.9 ng 635045 4 11.410 1839290 20.0
Nonadecane 11.698 7.6 ng 698987 4 11.410 1839290 20.0
Dodecane, 2-met... 12.110 8.6 ng 791877 4 11.410 1839290 20.0
Hexacosane 12.392 3.8 ng 353151 4 11.410 1839290 20.0
Heneicosane 12.498 5.8 ng 529937 4 11.410 1839290 20.0
Hentriacontane 12.604 3.1 ng 283045 4 11.410 1839290 20.0
Undecane, 3-met... 14.398 3.7 ng 2767070 5 14.039 15146100 20.0
Pentacosane 17.421 17.4 ng 2516670 6 15.515 2898890 20.0
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