LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125464.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 8 13 rBV 244554 299917 16.10% 1.658%
2 5.093 507 511 520 rBV 80366 92469 4.96% 0.511%
3 5.510 578 582 597 rBV 547849 640459 34.37%  3.542%
4 6.522 750 754 768 rBV 560343 645458 34.64%  3.569%
5 6.887 812 816 826 rBV 1048550 838621 45.01% 4.637%
6 7.445 908 911 920 rBvV 359771 352565 18.92% 1.950%
7 7.692 949 953 959 rVB5 19555 22124 1.19% 0.122%
8 8.098 1014 1022 1025 rBV3 26709 70609 3.79%  0.390%
9 8.169 1031 1034 1038 rBV 1086660 923448 49.56% 5.107%
10 8.457 1079 1083 1087 rBV5 16643 20410 1.10% ©0.113%
11  8.757 1131 1134 1137 rBV 26776 27340 1.47% 0.151%
12 9.245 1213 1217 1222 rBV 773280 614279 32.97% 3.397%
13 9.322 1227 1230 1234 rW 48679 44167 2.37% 0.244%
14  9.392 1240 1242 1245 rVB 23099 20807 1.12% 0.115%
15 9.639 1280 1284 1288 rBV3 36995 41903  2.25% ©0.232%
16 9.792 1306 1310 1313 rBvV 39069 38732 2.08% 0.214%
17 9.851 1317 1320 1324 rVB 74347 63219 3.39% 0.350%
18 9.927 1330 1333 1337 rBV 1123541 934752 50.17% 5.169%
19 9.963 1337 1339 1342 rVB2 24664 20763 1.11% 0.115%
20 10.086 1356 1360 1362 rBV5 17828 20695 1.11% 0.114%
21 10.139 1366 1369 1372 rVB4 21561 24554  1.32% 0.136%
22 10.169 1372 1374 1378 rBV3 32452 37892 2.03% 0.210%
23 10.239 1384 1386 1390 rBv4 20964 32286 1.73% 0.179%
24 10.351 1399 1405 1407 rBV 121493 104783 5.62% 0.579%
25 10.475 1421 1426 1429 rBV3 26816 39379 2.11% 0.218%
26 10.569 1438 1442 1445 rBV 52441 59665 3.20% 330%

27 10.722 1465 1468 1472 rBV 329348 325482 17.47%
28 10.822 1482 1485 1493 rVB 136606 200825 10.78%

OO0 RrErRrOe
=
=
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R

29 11.016 1516 1518 1522 rBV4 17749 23488 1.26% 130%
30 11.051 1522 1524 1527 rVB3 26390 21871 1.17% 121%
31 11.151 1537 1541 1543 rBV5 21021 31047 .67% 172%

1
32 11.274 1559 1562 1564 rBV 131231 111630 5
33 11.304 1564 1567 1573 rVB2 89496 114927 6.17%
34 11.422 1583 1587 1589 rBV 1062330 982150 52
35 11.445 1589 1591 1597 rVVW 259173 239794 12.

PUOO®OO®
[e))]
w
o))
B

36 11.492 1597 1599 1603 rVV 56409 51165 2.75% ©.283%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.580 1612 1614 1619 rVB4 17682 20468 1.10% ©.113%
38 11.651 1623 1626 1632 rVvv2 45113 60984  3.27% 0.337%
39 11.698 1632 1634 1637 rVV 133879 112449 6.04% 0.622%
40 11.751 1641 1643 1648 rVB4 30545 39719 2.13% 0.220%
41 11.804 1648 1652 1655 rBV 655053 532140 28.56% 2.943%
42 11.939 1669 1675 1682 rBvV2 215601 328396 17.63% 1.816%
43 11.998 1682 1685 1688 rBV 36831 37369 2.01% 0.207%
44 12.033 1688 1691 1693 rBV2 85222 88899 4.77% 0.492%
45 12.110 1701 1704 1706 rBV 123688 109853 5.90% ©.607%
46 12.216 1719 1722 1724 rBV 43817 40773 2.19% 0.225%
47 12.245 1725 1727 1732 rVB3 30782 36754 1.97% 0.203%
48 12.351 1743 1745 1746 rBV 24250 21504 1.15% ©0.119%
49 12.398 1750 1753 1755 rVWW2 43585 43820 2.35% 0.242%
50 12.421 1755 1757 1760 rVB3 34309 28775 1.54% 0.159%

51 12.492 1762 1769 1771 rBV 1783556 1863155 100.00% 10.303%

52 12.510 1771 1772 1778 rVB 1988587 1695950 91.03% 9.378%
53 12.563 1778 1781 1784 rBV3 42801 48630 2.61% 0.269%
54 12.598 1784 1787 1790 rVB 377958 320497 17.20% 1.772%
55 12.639 1790 1794 1803 rBV 661465 981083 52.66% 5.425%
56 12.733 1807 1810 1812 rVv3 56577 60794  3.26% 0.336%
57 12.868 1830 1833 1839 rVB 596846 565808 30.37% 3.129%
58 12.921 1839 1842 1846 rBV2 65122 64597  3.47% 0.357%
59 13.004 1853 1856 1859 rVB 689614 527988 28.34%  2.920%
60 13.080 1866 1869 1873 rBvV4 63777 103437 5.55% 0.572%
61 13.227 1891 1894 1896 rBV 119461 101162 5.43% ©.559%
62 13.298 1904 1906 1908 rBV2 60760 57150 3.07% 0.316%
63 13.568 1950 1952 1955 rBV 110604 97155 5.21% ©.537%
64 14.068 2032 2037 2039 rBv2 837398 867339 46.55% 4.796%
65 14.092 2039 2041 2044 rVB 185376 160762 8.63% ©.889%
66 14.215 2060 2062 2065 rBV 122393 102998 5.53% ©.570%
67 14.521 2112 2114 2117 rBV2 131128 116621 6.26% ©.645%
68 15.186 2224 2227 2229 rBV2 142134 139063 7.46% ©.769%
69 15.568 2288 2292 2296 rBV2 461377 573974 30.81% 3.174%

Sum of corrected areas: 18083741
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\

BF125464.D
: 14 Sep 2021 2:09
Ju/CG
: M3718-01 5X
: 20 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: BF125464.D\data.ms

6.887

5.510 6.522

7.445
134

5.093 7.6

LI L L L L L L L I L L L I I B B L L L L B L L L L B L I L B

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: BF125464.D\data.ms
12.510
12.492

9.927

8.169

11.422

0
Time-->
Abundance

2000000

1500000

1000000

500000

— — —
10.00 10.50 11.00
TIC: BF125464.D\data.ms

14.068

Time-->

8270-BF081821.M Tue Sep 14 10:19:22 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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.
2.134 7.15 ng 299917 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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 25
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
Abundance Scan 8 (2.134 min): BF125464.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 57.0 ‘ ‘ 2.202.302.402.50
om_mwwHM1“”‘HmuH_lH_m‘wwww‘ m/z 43.00 45.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T [ T T[T T
43.0 2.202.302.402.50
‘ 87.0 m/z 55.00  34.46%
29.0
OH\‘\H\‘H\\“HH[‘HH‘HHQ‘\O\H“\}H‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R e R
410 5, 87.0 2.202.302.402.50
5000 | m/z 87.10 24.90%
A H‘_‘H“‘W‘H““““ A RaamamsaEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl- A
73.0 2.202.302.402.50
m/z 41.00 15.57%
5000
55.0
210 410
o140 [ | 98.0 1150
e s e ma T T AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.21 ng 92469 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 64
2 3-Octanol 130 C8H180 000589-98-0 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 511 (5.093 min): BF125464.D\data.ms (-507) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
82.9 4.80 5.00 5.20 5.40
0 e b e e M/Z 59.0@ 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B I LA SR
59.0 4.80 5.00 5.20 5.40
m/z 101.00 17.20%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
e e
4.80 5.00 5.20 5.40
5000 83.0 m/z 58.00  16.69%
41.0 101.0
27.ﬁ
0"w‘H‘_‘h‘H‘ﬁJ%w‘JHM‘HWH‘W‘M‘_‘H‘H‘Wiu‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.33%
5000
41.0
27.0 101.0
Obrerrerrrrditeee b il 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.351 2.24 ng 104783  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 78
4 5-Ethyldecane 170 C12H26 017302-36-2 74
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72

Abundance Scan1405(10351num BF125464.D\data.ms (-1399) (- m/z 57.00 100.00%

57.0
5000
10‘0(5 5.0‘5(5
99.1 . .
S — “HM [ P L S m/z 43.00  59.97%
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 . ——
10.00 10.50
m/z 71.05 44 .54%
o 27\ ‘ 4 “‘930 1410 1830 2260
T T T \ ‘ T T ‘ T T T T ’ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
e —
10.00 10.50
5000 ITI/Z 85.05 32.15%
99.0
L2719 \‘ |l 1410 1830 2250  282¢
] ey R R e L Ea
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane o T
57.0 10.00 10.50
m/z 41.00 28.60%
- WM
99.0
0 27‘ ‘\ \ \‘\ \\\ \‘ I ‘1410 18202120
el i B — ——
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.822 4.09 ng 200825  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78

Abundance Scan 1485 (10.822 min): BF125464.D\data.ms (-1482) (1 m/z 57.00 100.00%
57.0

5000
85.0
— —
10.50 11.00
113.1141.
Orrrprrrrthrdb b 24O 1821 m/z 43.00 63.52%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
5000 . ——
85.0 10.50 11.00
29.0 m/z 71.05 47.87%
\H‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59029: Tridecane
57.0
“ —
10.50 11.00
5000 ITI/Z 85.05 34.05%
85.0
29.0
0 ‘ \“\ H\ \‘ \\11301410 184.0
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane T —
57.0 10.50 11.00
m/z 41.00 27.18%
5000
85.0
29.0
0 “ ‘ L H‘ 113.0141.0169.0197.0226.0
et e e b e e e T e — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.27 ng 111630  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetracosane 338 (C24H50 000646-31-1 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1562 (11.274 min): BF125464.D\data.ms (-1559) (1 m/z 57.00 100.00%
57.0

. M
99.0 ELl‘Od ‘11‘50‘
155.1 : .
owwm“u“ A h‘_m;,““197_1”‘_‘H_m m/z 43.00  68.97%
m/z--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — ——
11.00 11.50
m/z 71.00 53.72%
99.0
O]\- \Q# “‘ “‘ “ \“\‘1\4\‘1’(‘)\ T \2‘1\‘2\0\ T ‘ T T T ‘ T T T
m/z--> 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
—— —
11.00 11.50
5000 m/z 85.05 37.78%
99.0
050 L L4 iL 140 1830 2250 2060
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.00 11.50
m/z 41.00 30.47%
- W
99.0
oLl L i, 14101830 2250 267.0 338
“““ e B IS LA o n a A —— —
mlz--> 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Tridecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.304 2.34 ng 114927  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
4 5,5-Dibutylnonane 240 C17H36 006008-17-9 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64

Abundance Scan 1567 (11.304 min): BF125464.D\data.ms (-1564) (1 m/z 57.00 100.00%

57.0
5000
— ——
] 99‘-0 500 1830 11.00 11.50
ob——+ ﬁuW”WVM‘w\%‘N‘M‘\WW”‘H\ — m/z 71.10 66.64%
m/z--> 0 50 100 150 200 250
Abundance #74020: Tridecane, 2-methyl-
57.0
5000 — —
11.00 11.50
99.0 155.0 m/z 43.00 44.85%
02‘.0\ \L‘\ ‘\“H‘\ ”‘ ol h“ \“ L ““\ T \‘1\98‘.(\)\ LA B B
miz--> 0 50 100 150 200 250
Abundance #59028: Tridecane
57.0
— —
11.00 11.50
5000 m/Z 85.05 33.71%
99.0
184.0
ol 20l |10 a0 tmt0
miz--> 0 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 11.00 11.50
m/z 56.00 17.16%
5000
‘ 113.0 83.0
o 280 Ly 1[I, 180 asso o [eeloMined
m/z--> 0 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.698 2.29 ng 112449  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane 184 C13H28 000629-50-5 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1634 (11.698 min): BF125464.D\data.ms (-1632) (- m/z 57.00 100.00%

57.0
5000
01 —— ——
L H ‘ 155.0 197.0 11.50 12.00
Ol e m/z 43.10 61.88%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — ——
11.50 12.00
m/z 71.10 57.10%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 35.38%
m/z--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo- — —
57.0 11.50 12.00
m/z 41.00 26.70%
9.0
oFmgOz%o
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\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 10.84 ng 532140 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1652 (11.804 min): BF125464.D\data.ms (-1648) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 2272 [ Lol
‘ h ‘ d %11.1 ‘ 185.2 ‘ 270.1 306. 11.50 12.00 .
R e e e B A SRt m/z 87.00 71.24%
miz-> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 = s
43.0 11.50 12.00
143.0 m/z 43.00 36.88%
‘ M ‘ 111.0 ‘ 185.0 227.0 270.0
O\\\H“\‘\‘“\“M\“ \“\‘\\|‘\ \‘\‘\"\\\‘\‘\}\\‘\
miz-> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— ——
11.50 12.00
5000/ 43.0 m/z 55.00 32.07%
| L M ¥ ;11.014f"0 185.0 227.0 270.0
okt pll bl =y L e e S
miz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester — ——
74.0 11.50 12.00
m/z 41.00 25.60%
A JM
143.0
e | 180 2280
I . e
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.939 6.69 ng 328396 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1675 (11.939 min): BF125464.D\data.ms (-1669) (- m/z 73.00 100.00%
73.0

5000

B

12.00
0 m/z 43.05 98.88%

m/z--> 50 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid

5000 129.0 Tl
12.00
1710 213.0 256.0 m/z 60.00 97.66%
ob—— ‘ . Mh”\ u‘\ mt ‘ “ ‘ u. \‘ “‘r L “\‘ T
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
=
410 12.00
5000 129.0 m/z 57.00  88.47%
185.0
228.0
0L— “‘ L \‘ ‘ . M‘H‘L ;N‘\‘ “1 “ ‘ \‘ \“ . \‘ — “ g
m/z--> 50 100 150 200 250 300
Abundance #126199 Pentadecanoic acid

12.00
ato m/z 55.00 73.93%

5000 129.0
‘ 199.0 2420
| H H‘\m i \ 14610\ \‘ |

owm R —
miz--> 100 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Undecane, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.24 ng 109853  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
3 Triacontane 422 C30H62 000638-68-6 64
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 53
5 Octacosane 394 C28H58 000630-02-4 52

Abundance Scan 1704 (12.110 min): BF125464.D\data.ms (-1701) (-] m/z 57.10 100.00%

57.1
5000
—— —
‘ ‘ ]1 161.0208.0 263.1 12,09 1259
L 2o iAo — m/z 43.00 57.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #45498: Undecane, 3-methyl-
57.0
5000 —T —
12.00 12.50
m/z 71.10 54.03%
“ 141.0
O“‘\“"\}\‘m“““U‘““““““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
12.00 12.50
5000 ITI/Z 85.05 38.76%
o LLlihoo™™? a0 amo
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T —
57.0 12.00 12.50
m/z 41.00 21.34%
5000
0 i H\ \‘h h‘ 1 | \6\99 2250 281.0 337.0 422(
A S e e e e = =
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.492 37.94ng 1863160 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97

uih WN R
O OV kL VUV

Abundance 5can1769(12492nﬂm:BF1254641ndmaJns(4762)oj m/z 67.00 100.00%
40

5000
09.1
12,50
‘ 206.1  263.1204.3
0 ”‘W W W W‘u“ L TIPS mjz 81.85  85.79%

—

miz--> 50 200 250 300
Abundance #191926: 9,12-Octadecad|enoic acid, methyl ester, (E,E)-
67.0
5000 T
12.50

09.0 m/z 55.00 80.18%
I

O T T ‘\ ‘ H“‘ \“h T HH\ H \ T \ T ‘ T T T T %6\?.\0\29\‘4"0\
m/z--> 50 150 200 250 300
Abundance  #191900: 9, 12 Octadecadienoic acid, methyl ester
67.0
12.50
5000 m/z 41.00 56.00%
29.0 09.0
294.0

L ) ‘uh m L. 2280 203077
m/z--> 50 5 200 250 300
Abundance  #19190 i i i

8: 10,13—Octadecad|en0|c acid, methyl ester
12.50

67.0
m/z 95.05 55.84%

09.0 294.0
H 263.0 ‘
m”\h‘h”\ b, \‘h ‘\‘1310 2200 | |

m/z--> 50 100 150 200 250 300 12.50

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.510 34.54 ng 1695950  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 1772 (12.510 min): BF125464.D\data.ms (-1771) (-] m/z 55.00 100.00%
0

55.
5000
T I
37.1 1802 2222 264.1,.. . 12.50
- ' m/z 41.00 55.01%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 ShS ‘
12.50
230 m/z 69.10  49.88%
' 180.0 222.0 264.0
‘\ “d M“H\\H u\HH\ - “ A “ 2960
O T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
T \
12.50
5000 m/z 74.00  45.39%
87.0 264.0
1(23.0 180.0 222.0 | 2060
o! H“m ‘\MHH‘MH\‘H ol !\ - ;‘L T ‘\‘ :
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester —h ‘
. 12.50
m/z 83.10 40.53%
5000
264.0
. 180.0 222.0 296.0

T
m/z--> 50 100 150 200 250 300 12.50

8270-BF081821.M Tue Sep 14 10:19:30 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Pyrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.080 2.39 ng 103437 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64

Abundance Scan 1869 (13.080 min): BF125464.D\data.ms (-1866) (1  m/z 216.05 100.00%

216.1
5000
107.0 7
43.0 1 T
165.0 266.0 307.1 13.00
0° m/z 215.10 90.75%
miz-> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000

T
13.00
m/z 232.05  22.50%

95.0
01\4.\()\5()‘.0\\\\““”\\\\]‘-6\3\.0\“‘11h‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
% N

13.00
5000 m/z 107.00 20.22%
107.0
027.0 630 |~ 1630 H‘
T AL I B e e T
m/z--> 50 100 150 200 250 300
Abundance #94571: 7TH-Benzo[c]fluorene T ‘
216.0 13.00
m/z 217.10 19.32%
5000
108.0
o‘H"Hu““HH"_mk‘n””_m_m —
m/z--> 50 100 150 200 250 300 13.00

8270-BF081821.M Tue Sep 14 10:19:30 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.227 2.33 ng 101162 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Octadecane 254 C18H38 000593-45-3 81
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tricosane 324 C23H48 000638-67-5 80

Abundance Scan 1894 (13.227 min): BF125464.D\data.ms (-1891) (- m/z 57.10 100.00%
57.1

5000 W
‘ 99.1 13.00 13.50
" 1400 217.0 2580 320.1 ' §
ok \WWM”MWWM L u“v‘?§23‘u‘ A R m/z 43.05 62.31%
m/z--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0
5000 e —
13.00 13.50
99.0 m/z 71.10 58.37%
LIy 1410 1830 2390 3100
O\\\“““ h‘ ! \H\‘\“ “\‘\ \‘\“ \‘\‘\‘\."\\\\‘1\\
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
—— —
13.00 13.50
5000 m/z 85.10 40.73%
99.0
ol AL 0 e mmete
m/z--> 100 150 200 250 300
Abundance #141072: Heptadecane, 3-methyl- —— ——
57.0 13.00 13.50
m/z 41.00 23.75%
5000
99.0 225.0
141.0
RSRUVORDUNEL I AN
mlz--> 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Sep 14 10:19:31 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.568 2.24 ng 97155 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentacosane 352 C25H52 000629-99-2 83
4 Heneicosane 296 C21H44 000629-94-7 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1952 (13.568 min): BF125464.D\data.ms (-1950) (-] 57.05 100.00%
57.0
5000 M
9.0
1350
230.1
- J“ L s O i 270-1 8151 3621 71.00  59.69%
mlz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000
1350
m/z 43.05 53.57%
OL\ \q\ \‘ “ “‘ \“‘\ ““ \“ \]“_\4!‘1“0\ ]\.8\3\? T \2\4?‘0\ L ‘ UL ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
U \
13.50
5000 m/z 85.05 38.27%
ol “L |4 ‘F?O‘ 141.0 183.0 226.0
iy e B e
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T
57.0 13.50
m/z 55.00 27.53%
5000
9.0
“““““““““ 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\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.216 2.38 ng 102998 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Pentacosane 352 (C25H52 000629-99-2 83
3 Heptacosane 380 C27H56 000593-49-7 64
4 Docosane 310 C22H46 000629-97-0 62
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 60

Abundance Scan 2062 (14.215 min): BF125464.D\data.ms (-2060) (- m/z 57.00 100.00%

57.0
5000
9.0 2301 001 14.00 14.50
141.0 . .
ol “ L Ly 1898 | b bt mjz 7110 53.41%
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — —
14.00 14.50
m/z 43.00 52.11%
Lo h\ | 14}:01830225.00670300.0 3660
\\\\‘ T \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
14.00 14.50
5000 ITI/Z 85.10 37.65%
9.0
T e o B L e I
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T —
57.0 14.00 14.50
m/z 41.00 18.00%
5000 MW“MMW
REY. \\‘ L[i 1410163,02250267.03000 3800
e i B R LAL RS o —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2-Methylpentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.521 2.69 ng 116621 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 70
2 Heptacosane 380 C27H56 000593-49-7 62
3 Behenyl chloride 344 C22H45C1 042217-03-8 58
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 58
5 Tetracosane 338 C24H50 000646-31-1 58
Abundance Scan 2114 (14.521 min): BF125464.D\data.ms (-2112) (- m/z 57.00 100.00%
57.0
5000
T \
2421 14.50
169.1 303.1 420.1 :
ol ‘ "“ } ‘ﬁ Lyart R w“ e “3‘7‘0‘1‘ : 204 m/z 71.05 57.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275546: 2-Methylpentacosane
57.0
5000 —— :
14.50
13.0 323.0 m/z 43.05 54.84%
| ]1 ‘ | 1690 2250
O \\‘\\““\‘ 1“\‘\\\“\ \“\‘\ !‘\1‘ \l\‘\‘\ “\\\\’\\‘\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
T \
14.50
5000 m/z 85.10 40.16%
ol ||| 11130 1600 225.0 281.0 380.0
L e e L L e
miz--> 50 100 150 200 250 300 350 400
Abundance #253708: Behenyl chloride T
57.0 14.50
m/z 55.00 16.75%
5000
\“ I \ 169.0217.0 2730 3440
0 “uh‘ﬂ \\‘\W‘MMWHW‘\\\\‘\\\\,\\\\‘\\\\‘\\\\ ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125464.D

Acqg On : 14 Sep 2021 2:09
Operator : JU/CG

Sample : M3718-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.134 7.2 ng 299917 1 6.887 838621 20.0
2-Pentanone, 4-... 5.093 2.2 ng 92469 1 6.887 838621 20.0
Hexadecane 10.351 2.2 ng 104783 3 9.927 934752 20.0
Nonadecane 10.822 4.1 ng 200825 4 11.422 982150 20.0
Pentadecane 11.275 2.3 ng 111630 4 11.422 982150 20.0
Tridecane, 2-me... 11.304 2.3 ng 114927 4 11.422 982150 20.0
Heptacosane 11.698 2.3 ng 112449 4 11.422 982150 20.0
Hexadecanoic ac... 11.804 10.8 ng 532140 4 11.422 982150 20.0
n-Hexadecanoic ... 11.939 6.7 ng 328396 4 11.422 982150 20.0
Undecane, 3-met... 12.110 2.2 ng 109853 4 11.422 982150 20.0
9,12-Octadecadi... 12.492 37.9 ng 1863160 4 11.422 982150 20.0
9-Octadecenoic ... 12.510 34.5 ng 1695950 4 11.422 982150 20.0
Pyrene, 1-methyl-  13.080 2.4 ng 103437 5 14.068 867339 20.0
Docosane 13.227 2.3 ng 101162 5 14.068 867339 20.0
Heptadecane 13.568 2.2 ng 97155 5 14.068 867339 20.0
Hexacosane 14.216 2.4 ng 102998 5 14.068 867339 20.0
2-Methylpentaco... 14.521 2.7 ng 116621 5 14.068 867339 20.0
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