LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43 Instrument :
Operator : JU/CG BNA_F

Sample : M3998-01 ClientSampleld :
Misc : MIXED-DEBRIS-1

ALS Vvial : 16 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: BF125757.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 9 16 22 rVB 1411518 1844469 22.97% 2.528%
2 2.293 31 35 41 rBV 74345 96751 1.16% 0.133%
3 3.634 257 263 270 rVB 136206 198119 2.37% 0.272%
4 4.516 402 413 416 rBV 5157499 8357850 100.00% 11.455%
5 5.122 508 516 519 rBV 3100726 4879434 58.38% 6.688%
6 5.504 577 581 584 rBV 2630707 2228007 26.66% 3.054%
7 6.510 746 752 755 rBV 3761957 3897602 46.63% 5.342%
8 6.887 812 816 819 rBV 1620449 1284386 15.37% 1.760%
9 7.204 867 870 873 rBV 166260 138694 1.66% 0.190%
10 7.445 906 911 914 rBV 3257285 2990177 35.78% 4.098%
11  7.569 928 932 938 rVB 102689 85406 1.02% 0.117%
12 7.698 950 954 958 rvB 97338 85565 1.02% 0.117%
13 8.063 1013 1016 1026 rBV 424461 409633 4.90% 0.561%
14 8.169 1029 1034 1037 rBV 2134661 1747839 20.91% 2.396%
15 9.245 1212 1217 1220 rBV 6274370 5631963 67.39% 7.719%
16 9.851 1317 1320 1325 rVB 213523 165756 1.98% 0.227%
17 9.922 1328 1332 1337 rVV 2278168 1868406 22.36% 2.561%
18 10.175 1371 1375 1379 rBvV4 71277 104885 1.25% 0.144%
19 10.351 1402 1405 1408 rVB 599685 427832 5.12% 0.586%
20 10.575 1437 1443 1446 rBV 448650 510492 6.11% 0.700%
21 10.657 1455 1457 1461 rBvV2 101848 146068 1.75% 200%

22 10.704 1461 1465 1468 rVV2 221152 294872 3.53%
23 10.828 1483 1486 1491 rBV 1452004 1888898 22.60%

OO NOO
U1
00
o]
B

24 10.910 1495 1500 1504 rBv4 69183 150663 1.80% 206%
25 10.975 1508 1511 1514 rBV3 73999 114560 1.37% 157%
26 11.016 1515 1518 1520 rVV 199023 202992 2.43% 0.278%
27 11.e51 1522 1524 1528 rVB 261728 238080 2.85% ©.326%
28 11.110 1532 1534 1537 rBV 151745 131304 1.57% ©.180%
29 11.151 1537 1541 1542 rBV2 191584 201333 2.41% 0.276%
30 11.169 1542 1544 1546 rVB 148980 109405 1.31% ©.150%

31 11.275 1559 1562 1565 rBV 2470240 1900255 22.74%
32 11.304 1565 1567 1573 rVB 1208753 1204728 14.41%
33 11.357 1573 1576 1579 rBV2 130099 156767 1.88%
34 11.404 1581 1584 1590 rBV 1718449 1900408 22.74%
35 11.451 1590 1592 1597 rVB 177902 280049 3.35%

ONOBRLN
N
=
U1
IS

36 11.522 1602 1604 1606 rBV 168836 125499 1.50% 0.172%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS Vvial : 16 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 11.545 1606 1608 1611 rBV 323513 273699 3.27% ©.375%
38 11.586 1612 1615 1618 rBV 416433 349779 4.19% ©.479%
39 11.622 1618 1621 1623 rBV 241292 242578 2.90% 0.332%
40 11.657 1624 1627 1630 rBV 606010 588615 7.04% 0.807%
41 11.704 1631 1635 1638 rVV 3343244 2715374 32.49%  3.722%
42 11.863 1660 1662 1665 rBV 373068 449695 5.38% 0.616%
43 11.933 1672 1674 1677 rBV ~ 324193 259626 3.11% ©.356%
44 11.963 1677 1679 1683 rBV3 372903 331756 3.97% ©.455%
45 12.016 1683 1688 1691 rBV3 454902 803364 9.61% 1.101%
46 12.051 1691 1694 1697 rVB3 362325 382023 4.57% 0.524%
47 12.086 1697 1700 1701 rBV2 330054 303659 3.63% 0.416%
48 12.110 1701 1704 1707 rBV 3378296 2795028 33.44%  3.831%
49 12.175 1712 1715 1718 rVV 521898 489692 5.86% 0.671%
50 12.263 1728 17306 1736 rBv4 385777 621357 7.43% 0.852%
51 12.392 1749 1752 1755 rBV 961068 823228 9.85% 1.128%
52 12.457 1761 1763 1766 rVB2 482078 400075 4.79%  0.548%
53 12.498 1767 1770 1775 rVB 2797185 2630752 31.48%  3.606%
54 12.604 1786 1788 1792 rBv4 395161 510950 6.11% ©.700%
55 12.639 1792 1794 1797 rVWW 356760 296149 3.54%  ©.406%
56 12.716 1804 1807 1808 rBV2 406532 411037 4.92% 0©.563%
57 12.845 1827 1829 1831 rBV2 420990 418566 5.01% ©.574%
58 12.869 1831 1833 1837 rVB 1663549 1564346 18.72%  2.144%
59 12.992 1850 1854 1862 rVB 3825774 4324402 51.74% 5.927%
60 13.227 1891 1894 1898 rBV 1240304 1041027 12.46% 1.427%
61 13.480 1935 1937 1941 rVB 441400 341916 4.09%  ©.469%
62 13.569 1949 1952 1956 rBV3 796896 813494 9.73%  1.115%
63 13.874 2001 2004 2005 rBV 481275 466680 5.58% ©.640%
64 14.045 2030 2033 2037 rVB 1251155 1135242 13.58%  1.556%
65 15.521 2280 2284 2288 rBV 953666 1177271 14.09% 1.614%

Sum of corrected areas: 72960527
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3998-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
BF125757.D

1 Oct 2021 17:43

Ju/CaG

MIXED-DEBRIS-1

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF125757.D\data.ms

4.516

6.510

5.122 7.445

5.504

2.181 6.887

.293 3.634 7.204 ||7.56%

Time-->
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6000000
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4000000
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1000000

L
L LA L L L L L L L I L L L I L L L L L L L L B L L B L B L L B I

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

TIC: BF125757.D\data.ms

9.245 12.992

12.110
12.498

11.704

8.169

0
Time-->
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2000000
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
2.181 28.72 ng 1844470 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance  Scan 16 (2.181 min): BF125757.D\data.ms (-9) (-) m/z 73.10 100.00%

3.1
5000
43.0
87.1 \\\‘HH‘HH‘HH‘HH‘HH
91 2.202.302.402.502.60
bbb 22 m/z 43.05  32.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRRRRRRRRRRRRRE)
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  24.99%
29.0
N ‘\“\ LQ-O I ‘
O\\‘\H\‘\H\‘Hf\‘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 R IEEE
2.202.302.402.502.60
5000 41.0 550 m/z 55.05 24.21%
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-  ARRREAEa
73.0 2.202.302.402.502.60
m/z 71.10 10.75%
5000
45.0
29.0
0“_‘ﬁhu‘HMLH‘H?%QH‘VH‘W‘H“H%R%p‘_‘u“u‘_‘u A P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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.
4.516 130.15 ng 8357850 1,4-Dichlorobenzene-d4 6.887

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-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 413 (4.516 min): BF125757.D\data.ms (-402) (-) m/z 83.10 100.00%
83.1
55.1
5000
EEEma RS
‘ 4.20 4.40 4.60 4.80
Ol b L2071 np s5.10 81.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L R R IR B
29.0 4.20 4.40 4.60 4.80
m/z 98.10 37.18%
O\\‘\‘\‘\\\‘\\“i“\‘\\\\‘1\\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 e amERmEEs ST
200 4.20 4.40 4.60 4.80
5000 m/z 43.05 31.46%
o} e & R e Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- R AREE e
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 21.90%
5000
27.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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.
5.122 75.98 ng 4879430 1,4-Dichlorobenzene-d4 6.887

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 516 (5.122 min): BF125757.D\data.ms (-508) (-) m/z 43.05 100.00%
3.0
59.1
5000
101-1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
| 650 ‘ 480500520540
L m/z 59.18  62.76%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L L I L B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 24.21%
0 27\\\ il | 830 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EEARRREESS ST
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 18.15%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERARRREESS L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000 41.0
0 \H \‘ \‘ if 12\6'0 142.0
1 R B
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 : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.575 5.46 ng 510492  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 80
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76
5 Tridecane 184 C13H28 000629-50-5 74
Abundance Scan 1443 (10.575 min): BF125757.D\data.ms (-1437) (. m/z 57.10 100.00%
57.1
5000
85.1
=T
10.50
169.1
141.1
o‘20212393 m/z 71.10 54.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
5000 85.0 —s :
10.50
m/z 43.10 40.00%
99 | 1L [ om0y o100
OHH‘\‘\‘H“\H\‘HM\‘W‘\H“H‘H\‘\H\H‘\H‘\‘HH‘\]-\?Z\(\)H‘\‘\H‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141064: Heptadecane, 7-methyl-
57.0
T
10.50
5000 m/z 85.10 27.20%
85.0
29.0 ‘ 11F 0 168.0
O by e ey L 20702390
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176392: Nonadecane, 2-methyl- = ‘
57.0 10.50
m/z 41.10 18.96%
5000
85.0
2. 0 113.0
‘Hw‘HW‘HW‘Hw‘H‘_H‘_H‘_H‘_‘HM‘HM‘HM‘H_‘HM‘H T
m/z--> 20 40 60 80 100120140160180200220240260 10.50

8270-BF092421.M Mon Oct 04 17:14:20 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.828 19.88 ng 1888900  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1486 (10.828 min): BF125757.D\data.ms (-1483) (- m/z 57.10 100.00%
57.1

o L/JL\MA}\
‘ 9.1 10‘56 il‘Od
' 169.1 : :
- \““‘u“‘ idy. 1891 2402 nz 7118 67.40%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T =
10.50 11.00
9.0 m/z 43.10 61.43%
Olwswd\ ”“‘ \“‘\ h“ \“‘ \]ﬂ { “\1\8\3\0‘2\2\5\\0‘ T \\2?6‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
== =
10.50 11.00
5000 m/z 85.10 45.70%
J 0 1980
olsQ L[], pa0 2980
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane = T
57.0 10.50 11.00
m/z 41.10 28.09%
5000
oL ‘ F ‘}410183022502670 3230 380.(
“‘““““““‘““““““‘ T = ——
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.275 20.00 ng 1900260  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1562 (11.275 min): BF125757.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1

:

5000 851
113 11.00 11.50
141.0
om‘Hm“m!_“‘:WuH‘_H‘_Hw"1‘?’9‘2“1‘97_2“2“2‘5“2“??4‘? m/z 71.10  69.07%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 LN T
11.00 11.50
85.0 9
29.0 m/z 43.10 62.77%
0 “ ‘ L H‘ 1113.0141.0169.0197.0 226.0
\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #123958: Heptadecane
57.0
= —
11.00 11.50
5000 85.0 ITI/Z 85.10 48.73%
29.0
0 \‘ H 1 ‘11\\30\14\1016901970 2400
R R n e L T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141056: Octadecane P —
57.0 11.00 11.50
m/z 41.10 27.23%
5000 85.0
29.0 113.0
0 \‘ \ h H\ il H‘ \‘ \14\101690197022502540
e e e e e e — ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.304 12.68 ng 1204730  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 80
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68

Abundance Scan 1567 (11.304 min): BF125757.D\data.ms (-1565) (1 m/z 57.10 100.00%
57.1

s

5000 851
113.1
11.00 11.50
VL[] a1 1800 5550067, :
0 bbb e b e 20 m/z 71010 85.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 My N
85.0 11.00 11.50
20.0 m/z 85.10 48.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
= T
11.00 11.50
5000 85.0 m/z 43.10 44.82%
113.0141.0
29.0
o b 2500 2160
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #261137: Hexadecane, 1-iodo- i —
57.0 11.00 11.50
m/z 41.10 21.98%
B | uh_/v\/\/ﬁ-
29.0
A 0 o M L
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 2-Bromotetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.657 6.19 ng 588615 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1627 (11.657 min): BF125757.D\data.ms (-1624) (1 m/z 57.10 100.00%
57.1

5000 w
141.1 ‘11‘50‘ 5.2‘06
210.1 : :
0 “uk‘ﬂ hw‘ht b 2222 m/z 71.10 89.71%
m/z--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0
5000 T ——
11.50 12.00
9.0 m/z 43.10 61.34%
41 0 197.0
m/z--> O 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 56.66%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- T —
57.0 11.50 12.00
m/z 99.10 20.92%
5000
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
e “\“‘w T T T —— ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.704  28.58 ng 2715370  Phenanthrene-di1e 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1635 (11.704 min): BF125757.D\data.ms (-1631) (- m/z 57.10 100.00%
57.1

o J\/\\M\M\
—— —
‘ ‘ 99‘-1 11 11.50 12.00
b d L ) 1411 1822 2252 2683 .., 7110  69.55%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 S ——
11.50 12.00
99.0 m/z 43.10 61.15%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10 50.64%
0 zq‘o““ ! “‘9?-0‘ 1410 1830 226.0
e e e
miz--> 50 100 150 200 250
Abundance #59088: Decane, 2,3,5-trimethyl- T —
57.0 11.50 12.00
m/z 41.10 26.28%
h M
141.0
99.0
L Y Y S ‘_ S
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Anthracene, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.016 8.45 ng 803364  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
2 Cyclopentane, nonyl- 196 C14H28 002882-98-6 66
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 56
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 56

Abundance Scan1688(12016num BF125757.D\data.ms (-1683) (- m/z 57.10 100.00%
57.

192.1
5000
97.1
RN \
127.1 12.00
163.1
0 Z2RA 8L 2920 ) 69.10  91.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl-
192.0
5000 — ‘
12.00
96.0 m/z 192.10  86.10%
220 520 "1 1500 1630 |
‘H\\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HHH\’\\H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71756: Cyclopentane, nonyl-
69.0
T \
12.00
5000 ITI/Z 68.10 63.62%
11.0 196.0
|| H\\ | 00 ‘
O Frrrrrp b H‘HW‘HWHH‘HH_H‘“HWH‘WHH_‘H_HW‘HW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67023: Anthracene, 2-methyl- T
192.0 12.00
m/z 71.10 62.58%
5000
96.0
630, | 1630 |
o‘H‘W‘_m‘”‘mwwwwwH‘,w_Wwww, -
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.110  29.41 ng 2795030  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 86

Abundance Scan 1704 (12.110 min): BF125757.D\data.ms (-1701) (- m/z 57.10 100.00%
57.1

> MWUL
99.1 — ——
12.00 12.50
41.1
ok MEL 1971 2392 2823 ., 7116 70.46%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 e ——
12.00 12.50
99.0 m/z 43.10 60.39%
a1.
oL 200) I L h‘ LS [ 1830 2250 2820
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
—— ——

12.00 12.50
5000 ITI/Z 85.10 50.76%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane T ——
57.0 12.00 12.50
m/z 41.10  25.27%
- m
0,260 | | %90 1410 1830 2260 S
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Carbonic acid, eicosyl viny... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.263 6.54 ng 621357  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 10-Methylnonadecane 282 C20H42 056862-62-5 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72

Abundance Scan 1730 (12.263 min): BF125757.D\data.ms (-1728) (- m/z 57.10 100.00%

57.1
5000
7.1
—— —
12.00 12.50
ol b M Al h LSPoa12 8L 7110 87.26%
mlz--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 - ——
70 12.00 12.50
’ m/z 85.10 69.33%
O \“‘\ \L“H ““ ‘H‘ “ \‘“ \%-\4\]- O\ 178\2\()‘ T \2\5’270\ T ’\32\5\.0\’ T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
12.00 12.50
5000 m/z 43.10  62.89%
ol | ‘L‘ ‘ ”h‘ i M | 14}9 183.0 225.0 267.0 309.0  367.
iy ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T —
57.0 12.00 12.50
m/z 55.10 39.43%
- MMWN
oLl amoam0 a0 T
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 : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.392 8.66 ng 823228  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Docosane 310 C22H46 000629-97-0 90
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87

Abundance Scan 1752 (12.392 min): BF125757.D\data.ms (-1749) (1 m/z 57.10 100.00%
57.1

2

5000
12‘0(5 ‘12‘50‘
7.1 . :
206.1
o‘H‘”‘m#‘ﬁkmm,m“2_7‘412_HwHH‘HHw‘_m_wm m/z 71.10  60.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
5000 — ——
12.00 12.50
m/z 85.10 38.82%
7.0
O‘HJ\“LLA\?‘HA%“\%\l\"\\2\\5“4\.\0\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— ——
12.00 12.50
5000 ITI/Z 43.10 38.78%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

-

O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — —
57.0 12.00 12.50
m/z 56.10 16.85%
5000

3

17019702670 3850
(R D T D E NN Ao 2T M —

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
BF125757.D

1 Oct 2021 17:43

Ju/CaG

: M3998-01

: 16 Sample Multiplier: 1

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

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

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

Peak Number 14 Heneicosane

R.T. EstConc Area
12.498 27.69 ng 2630750
Hit# of 5 Tentative ID

Concentration Rank 6

Relative to ISTD R.T.

Phenanthrene-di10

1 Heneicosane

2 Nonadecane

3 Hexadecane, 1-iodo-
4 Eicosane

5 Tetracosane

268
352
282
338

C21H44
C19H40
C16H33I
C20H42
C24H50

Abundance Scan 1770 (12.498 min): BF125757.D\data.ms (-1767) (-
57.1

000629-94-7 91
000629-92-5 91
000544-77-4 91
000112-95-8 90
000646-31-1 90

m/z 57.10 100.00%

2% vaJMJMAAXANﬁﬂwA“vﬂwf
——
‘ 99.1 411 12.50
' H“ LA 1911 2392 2963 ., 71.16  72.02%
m/z--> 50 100 150 200 250 300
Abundance #194589: Heneicosane
57.0
5000 IR
12.50
99.0 206.0 m/z 43.10 59.92%
189 | | | ) | | [0 1830 2250 '
Ot ‘M\h\‘ \‘H\“‘ \H\“\ }““\“\ \“\“ b [ \“ T
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
——
12.50
5000 ITI/Z 85.10 52.11%
99.0
oL [l 1) 1410 1830 2250 2680
R e e A e T
m/z--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- —
57.0 12.50
m/z 41.10 25.19%
99.0 155.0 225.0
ol e -
m/z--> 50 100 150 200 250 300 12.50

8270-BF092421.M Mon Oct 04 17:14:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 n-Pentadecylcyclohexane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.845 7.37 ng 418566 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 70
2 Cyclohexane, octadecyl- 336 C24H48 004445-06-1 62
3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 58
4 Cyclohexane, hexadecyl- 308 C22H44 006812-38-0 58
5 Dodecylcyclohexane 252 C18H36 001795-17-1 58

Abundance Scan 1829 (12.845 min): BF125757.D\data.ms (-1827) (- m/z 83.10 100.00%

202.1 NJ\MWW
5000
‘ 1250  13.00
ol ‘ ‘H‘“ ‘M Lgee ), 2492 3054 .0 gr.10  75.33%
miz--> 100 150 200 250 300 350
Abundance #192009: n-Pentadecylcyclohexane
83.0
5000 — ——
12.50 13.00
41.0 m/z 202.10  55.81%
T T \ ‘ T \ L ‘ T TT T \ T \ T \ ‘ T T ‘ T
m/z--> 100 150 200 250 300 350
Abundance #244238: Cyclohexane, octadecyl-
83.0
= A
12.50 13.00
5000 ITI/Z 55.10 43.14%
L BUTVEC.IUANE LR MW
m/z--> 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl- “ —
83.0 12.50 13.00
m/z 43.10 26.02%
- M
0 H \“ H\‘ \h ‘ 12\50 167.0 266.0 359'(
s “ L B A e T AR B — —
mlz--> 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.869 27.56 ng 1564350 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86

Abundance Scan 1833 (12.869 min): BF125757.D\data.ms (-1831) (- m/z 57.10 100.00%
57.1

3

5000
‘ 12:50 13.00
7.1 220.1 : :
o"HWLH‘_me‘Hﬁ$u‘Hﬁ}Qﬁ‘H‘WH‘WH‘W‘HW‘HW‘H m/z 71.10  71.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
12.50 13.00
m/z 43.10 57.94%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\H\‘\\\!]WHT[HT\‘TFH}H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107218: Hexadecane
57.0
— ——
12.50 13.00
5000 m/z 85.10 52.23%
oi‘h“il?m%%-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261137: Hexadecane, 1-iodo- I T
57.0 12.50 13.00
m/z 41.10 22.16%
- AmANwvaMﬂwwmmehMﬁ
155.0225.0
O“H‘H"J‘“‘l"l“u‘“m",‘NWm“m"m‘mwm‘mwm‘m — ——
m/z--> 0 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 : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.227 18.34 ng 1041030 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1894 (13.227 min): BF125757.D\data.ms (-1891) (- m/z 57.10 100.00%

57.1
5000
991 ‘13‘00‘ ‘13‘50‘
220.1
o LU 400 10270 270 spas o
m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000
13 00 13 50
99.0 m/z 57.05%
O T ‘\ \‘ “‘\ H“‘ H‘ h‘ \H‘ \t “ “\ %\-8\3\0‘ \22\5\0\ ‘ \2\8\‘2.\0‘ T T T T
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
—— —
1300 13.50
5000 m/z 52.82%
99.0
o50 L L1y 1401302250 2060
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T T
57.0 1300 13.50
m/z 21.95%
5000
99.0 1550
ST P e e Y N S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 3-Methyltetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.480 6.02 ng 341916 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyltetracosane 352 C25H52 065820-52-2 52
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 49
3 Docosane 310 C22H46 000629-97-0 46
4 Heneicosane 296 C21H44 000629-94-7 46
5 Hentriacontane 437 C31H64 000630-04-6 45

Abundance Scan 1937 (13.480 min): BF125757.D\data.ms (-1935) (- m/z 57.10 100.00%
57.1

2000 MW
217.1
7.1 —
155.1 309.3 13.50
otk H J‘M“L b L Lo | 2641 PPP3488 s 7110 64.61%
miz--> 50 100 150 200 250 300 350
Abundance #262015: 3-Methyltetracosane
57.0
5000 T
323.0 13.50
99.0 m/z 85.10 49.56%
LI e, o
O\\\\‘\\\‘\‘\‘\‘\\“‘\‘\\‘\‘\‘.\‘\\‘\\\\“‘\\“\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #45490: Undecane, 3-methyl-
57.0
—
13.50
5000 ITI/Z 43.10 44.21%
‘ 0.0 141.0
O
miz--> 50 100 150 200 250 300 350
Abundance #212281: Docosane —
57.0 13.50
m/z 56.10 39.65%
5000
9.0
0 J ‘\‘ ‘ L h‘ | %4%(\) :!'8‘30‘ 225.0 267.0 310.0
A T e A A e e e e —
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Dodecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.569 14.33 ng 813494 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 81
2 Nonadecane 268 C19H40 000629-92-5 80
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heptacosane 380 C27H56 000593-49-7 76
Abundance Scan 1952 (13.569 min): BF125757.D\data.ms (-1949) (- m/z 57.10 100.00%
57.1
5000 MAMWW
99.1 SR ‘
‘ h \‘ |1 1411 1831 200.1267.1303.2 347.4 1359
ob b b SR, S8 2 SO LS iSs S m/z 71.10  73.82%
mlz--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 —— :
13.50
m/z 43.10 57.61%
99.0
0 \“\ U‘ L\ ‘1‘ T “ \‘\‘\ T ‘%\6?\0\ [T T T \296‘(\)\ -
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
T \
13.50
5000 m/z 85.10 54.02%
99.0
oL L1129 1610 1830 7250 2680 M
e e
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- T
57.0 13.50
m/z 55.10 25.43%
5000 WMM
99.0
155.0 309.0
oL 150500300 390 -
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS vial : 16 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 Decane, 3,8-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.874 8.22 ng 466680 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 93
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 83
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 80
4 Pentacosane, 13-undecyl- 507 C36H74 055517-89-0 80
5 Tricosane 324 C23H48 000638-67-5 76

Abundance Scan 2004 (13.874 min): BF125757.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1

i

5000
13.1 A LEON
13.50 14.00
- } ““‘ N L goh Zitorrazear 0 9110 61.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 — e
13.50 14.00

m/z 85.10 42.48%

113.0
0“L\‘”“LJM‘J}TQQ\““\H“\““\H“\“
m/z--> 50 100 150 200 250 300 350 400
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

‘\ T
13.50 14.00

5000 m/z 43.10 41.25%
ﬁllo
ol “u L (41550 2520 3250
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl- “ T
57.0 13.50 14.00
m/z 69.10 34.64%
5000
0 ‘L‘ ‘\ (177 1690 2250 204033703500
R I e R B IR R a — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125757.D

Acqg On : 1 Oct 2021 17:43

Operator : JU/CG

Sample : M3998-01

Misc : MIXED-DEBRIS-1

ALS Vvial : 16 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... 2.181 28.7 ng 1844470 1  6.887 1284390 20.0
3-Penten-2-one,... 4.516 130.1 ng 8357850 1 6.887 1284390 20.0
2-Pentanone, 4-... 5.122 76.0 ng 4879430 1 6.887 1284390 20.0
Hexadecane 10.575 5.5 ng 510492 3  9.922 1868410 20.0
Heneicosane 10.828 19.9 ng 1888900 4 11.404 1900410 20.0
Hexadecane 11.275 20.0 ng 1900260 4 11.404 1900410 20.0
Tridecane 11.304 12.7 ng 1204730 4 11.404 1900410 20.0
2-Bromotetradecane 11.657 6.2 ng 588615 4 11.404 1900410 20.0
Heneicosane 11.704 28.6 ng 2715370 4 11.404 1900410 20.0
Anthracene, 9-m... 12.016 8.5 ng 803364 4 11.404 1900410 20.0
Eicosane 12.110 29.4 ng 2795030 4 11.404 1900410 20.0
Carbonic acid, ... 12.263 6.5 ng 621357 4 11.404 1900410 20.0
Octadecane 12.392 8.7 ng 823228 4 11.404 1900410 20.0
Heneicosane 12.498 27.7 ng 2630750 4 11.404 1900410 20.0
n-Pentadecylcyc... 12.845 7.4 ng 418566 5 14.045 1135240 20.0
Tetratetracontane  12.869 27.6 ng 1564350 5 14.045 1135240 20.0
Eicosane 13.227 18.3 ng 1041030 5 14.045 1135240 20.0
3-Methyltetraco... 13.480 6.0 ng 341916 5 14.045 1135240 20.0
Dodecane, 1-iodo- 13.569 14.3 ng 813494 5 14.045 1135240 20.0
Decane, 3,8-dim... 13.874 8.2 ng 466680 5 14.045 1135240 20.0
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