LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS Vvial : 14 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124196.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.116 3 5 12 rvB 351929 344674 13.84% 1.737%
2 5.498 576 580 590 rBV 605282 585973 23.52% 2.953%
3 6.510 748 752 763 rBV 547677 560355 22.49%  2.823%
4 6.863 808 812 815 rBV 307238 228714  9.18% 1.152%
5 7.422 903 907 911 rBV 412637 372155 14.94%  1.875%
6 8.045 1011 1013 1020 rBV 103426 110703 4.44% 0.558%
7 8.145 1027 1030 1033 rVB 315884 239466 9.61% 1.207%
8 8.733 1127 1130 1134 rBV 45855 40377 1.62% 0.203%
9 9.222 1209 1213 1216 rBvV 842675 620823 24.92% 3.128%
10 9.298 1222 1226 1229 rBV 56599 48078 1.93% 0.242%
11 9.339 1230 1233 1236 rVB 51743 45564 1.83% 0.230%
12 9.622 1277 1281 1283 rBv4 28643 34628 1.39% 0.174%
13 9.763 1302 1305 1309 rBV 40130 35782 1.44% 0.180%
14  9.827 1314 1316 1320 rVB 52847 39715 1.59% 0.200%
15 9.904 1325 1329 1332 rVB 310673 253009 10.16% 1.275%
16 10.104 1361 1363 1368 rVB 66346 58882 2.36% 0.297%
17 10.327 1399 1401 1404 rVB 54133 39372 1.58% 0.198%
18 10.451 1418 1422 1425 rBV 136469 112325 4.51% 0.566%
19 10.551 1435 1439 1445 rBVe6 24043 36807 1.48% 0.185%
20 10.692 1456 1463 1469 rBV 465335 401340 16.11% 2.022%
21 10.804 1479 1482 1489 rBV2 65214 85701 3.44% 0.432%
22 10.998 1511 1515 1518 rBv4 27267 32871 1.32% 0.166%
23 11.192 1545 1548 1553 rW 49244 45171 1.81% 0.228%
24 11.251 1553 1558 1560 rVV2 53180 54589 2.19% 0.275%
25 11.286 1560 1564 1570 rVB2 96671 93251 3.74% 0.470%

26 11.392 1578 1582 1584 rBV 267688 276979 11.12%
27 11.421 1584 1587 1590 rVV 1163160 979492 39.32%
28 11.469 1590 1595 1598 rVB 261180 218501 8.77%

OO R AR
=
[
[y
xR

29 11.621 1617 1621 1626 rBV 170389 166293 6.68% 838%
30 11.680 1628 1631 1633 rBvV2 69519 64453 2.59% 325%
31 11.704 1633 1635 1637 rVV 112598 85048 3.41% ©0.429%
32 11.721 1637 1638 1644 rVB6 24757 31022 1.25% 0.156%
33 11.780 1644 1648 1651 rBV 1203335 967691 38.84% 4.876%
34 11.892 1664 1667 1669 rBV 96804 77794  3.12% 0.392%
35 11.921 1669 1672 1677 rVV 177106 153024 6.14% ©.771%

36 12.010 1683 1687 1689 rBV 189104 194991 7.83% 0.983%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS Vvial : 14 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.027 1689 1690 1694 rVB 62111 36256 1.46% ©.183%
38 12.086 1696 1700 1705 rBv4 42927 73735 2.96% ©.372%
39 12.186 1714 1717 1720 rBV 104740 84189 3.38% 0.424%
40 12.216 1720 1722 1724 rVB 66435 48432 1.94% 0.244%
41 12.339 1738 1743 1746 rBV6 20254 40532 1.63% ©.204%
42 12.445 1757 1761 1762 rBV3 44694 50253 2.02% 0.253%
43 12.474 1762 1766 1767 rVV 1994472 1744006 70.01% 8.788%
44 12.498 1767 1770 1775 rVV 2744700 2491210 100.00% 12.552%
45 12.533 1775 1776 1780 rVB4 73879 58511 2.35% ©.295%
46 12.574 1780 1783 1786 rBV 495114 395330 15.87%  1.992%
47 12.616 1786 1790 1793 rBV 1507045 1478244 59.34%  7.448%
48 12.704 1803 1805 1809 rBV3 34476 45518 1.83% ©.229%
49 12.757 1812 1814 1818 rVB2 60072 59091 2.37% 0.298%
50 12.845 1821 1829 1832 rBV 1240589 1262485 50.68% 6.361%
51 12.886 1834 1836 1841 rVB2 47560 49924  2.00%  ©.252%
52 12.980 1845 1852 1855 rBV2 677534 687159 27.58%  3.462%
53 13.063 1860 1866 1868 rBV5 62562 104046 4.18% 0.524%
54 13.139 1876 1879 1881 rBV2 99698 109974 4.41% ©.554%
55 13.168 1881 1884 1887 rVB 175733 178854 7.18% ©.901%
56 13.204 1888 1890 1891 rBvV2 45933 36464 1.46% 0.184%
57 13.233 1892 1895 1897 rVB 133426 139965 5.62% ©.705%
58 13.268 1897 1901 1904 rBV3 78563 96581 3.88% 0.487%
59 13.298 1904 1906 1909 rVB4 50446 39672 1.59% 0.200%
60 13.363 1915 1917 1919 rBV3 38361 31179 1.25% 0.157%
61 13.392 1920 1922 1925 rBv4 40756 47478 1.91% ©.239%
62 13.551 1946 1949 1950 rBV2 59564 55784  2.24% 0.281%
63 13.674 1968 1970 1973 rVB 75316 56188 2.26% ©.283%
64 13.786 1986 1989 1992 rBV2 74901 66965 2.69% ©.337%
65 13.815 1992 1994 1996 rVB 68497 45470 1.83% ©.229%
66 13.839 1996 1998 1999 rBV 65976 49655 1.99% 0.250%
67 13.880 2003 2005 2009 rVB2 99749 1037066 4.16% ©.523%
68 14.033 2027 2031 2035 rBV2 579663 786781 31.58%  3.964%
69 14.068 2035 2037 2042 rVB 472894 364925 14.65% 1.839%
70 14.145 2048 2050 2053 rVB4 62984 50158 2.01% ©0.253%
71 15.098 2208 2212 2215 rBV 311353 454182 18.23%  2.288%
72 15.404 2261 2264 2269 rVB 170461 229772  9.22%  1.158%
73 15.468 2271 2275 2279 rVB 289950 329058 13.21% 1.658%
74 15.527 2283 2285 2289 rBV 98502 129062 5.18% ©.650%

Sum of corrected areas: 19846407
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2602-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
BF124196.D

9 Jun 2021 ©00:02

JU/CG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF124196.D\data.ms

5.498 6.510

7.422

116 6.863

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

L L L L L L L L I L L L I L L L L L L L B L L B L L I L 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: BF124196.D\data.ms

9.222

10.692
9.904

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

113
08%9 L2 l
T

451
0 g 01010 BfSlosonon
11.00

9.50

10.00 10.50 13.00

TIC: BF124196.D\data.ms

Time-->
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Data Path :

Data File : BF124196.D

Acqg On 9 Jun 2021 00:02
Operator Ju/caG

Sample : M2602-01

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier:

: C:\DATABASE\NIST11.
TIC Integration Parameters: LSCINT.

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

1

L
P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

R.T. EstConc Area Relative to ISTD R.T.
2.116 30.14 ng 344674 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,4-Butanediamine 88 C4H12N2 000110-60-1 22
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
Abundance Scan 5 (2.116 min): BF124196.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 55.1
87.1 S
2.202.302.40 2.50
O e L w2 4310 38.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L A B R R
43,0 990 2.202.302.40 2.50
87.0 m/z 55.10 33.03%
27.0 ‘
O\\‘H\\‘H\m“‘uH‘il\‘\\‘\‘\1‘\“H\\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1969: 1,4-Butanediamine
30.0
RN RE  RRRRRRRS s
2.202.302.402.50
5000 43.0 m/z 87.10 23.29%
0 59.0 71.0
0\\_\N;_\w!M\\WWHH‘\\MM\H\M\H\‘H\H‘H\\_\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-  RARARERSRRsssasEIEE
73.0 2.202.302.40 2.50
m/z 41.05 12.19%
5000
45.0
29.0
0"_"w“Mhuu‘uw"_‘?%Q‘H‘wh“u“_‘;9¥9“ M
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On 9 Jun 2021 00:02

Operator Ju/caG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 8

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

8.045 9.25 ng 110703  Naphthalene-d8 8.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 1013 (8.045 min): BF124196.D\data.ms (-1011) (-)
57.1

m/z 57.10 100.00%

5000
87.1
39 7.80 8.00 8.20 8.40
131.3150.9
Ol uw‘w“‘”;Mm_m_W,HH m/z 44.95  77.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LN L L I L L L L R I I B
29.0 7.80 8.00 8.20 8.40
m/z 41.10 34.25%
87.0
O\\\‘\H\\‘H‘\\ H\\‘h\‘\“\‘\\:}Y(\)?\O\‘\:L\S\Z\()‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #40929: Butane, 1,1'- [ethylldenebls(oxy)]bls—
57.0 101.
“H‘H‘w“u‘u‘w“
7.80 8.00 8.20 8.40
5000 m/z 56.05 17.15%
29.0 159.0
oberer ol b M 1810 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #4469: 3,3-Dimethylbutane-2-ol
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.99%
5000
87.0
29.0
Ol e e SRMSBNNNR | MU
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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.298 3.80 ng 48078  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 59
2 Dodecane 170 C12H26 000112-40-3 59
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
4 Undecane 156 C11H24 001120-21-4 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1226 (9.298 min): BF124196.D\data.ms (-1222) (-) m/z 57.00 100.00%
57.0
- WWM
85'0 \\\‘\\\\‘\\\\‘\\\\’\\\\
“‘ H ‘ | 117.0145.0171.9 9.00 9.20 9.40 9.60
O bl HWWH1_M‘_H‘N‘HM‘HM‘H‘HH‘HH‘H‘W m/z 43.00 73.37%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #48831: Tridecane
57.0
5000 UL L B LI LA R BN
9.00 9.20 9.40 9.60
29.0 85.0 m/z 71.05 50.11%
o \‘ L “‘ 113.0141.0  184.0
\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #38315: Dodecane
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.00 27.06%
85.0
290
L 132014101700
o"‘_""‘H""H‘u"‘_‘m‘m""H"ww_ww_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- e
57.0 9.00 9.20 9.40 9.60
m/z 85.00 25.33%
5000
85.0
290 ‘ 113.0
oo L L 7010 183021105300
m/z--> 20 40 60 80 100120140160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.804 6.19 ng 85701  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Octacosane 394 (C28H58 000630-02-4 80
3 Hexacosane 366 C26H54 000630-01-3 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1482 (10.804 min): BF124196.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1

:

5000
%89 175.0 10.50 11.00
VYN B 10 37 Y Tl i v S— m/z 43.05 56.73%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 — ——

10.50 11.00
m/z 41.00 48.15%

o

9.0
\L | | ;141.0183.0225.0267.0  338.0

\\‘\\\x‘\‘\\\‘r\\\‘\\\\‘\\\\|\\\\

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

o
(&1 j‘
} L
o

10.50 11.00
5000 m/z 71.10  45.72%

°

9.0
ol h“ | | 141.0183.0225.0 281.0 337.0 394.
e e s

o

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 10.50 11.00
m/z 85.05 28.52%
5000
i “““‘“““‘“““““““““‘ s i
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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Iodoundecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.251 3.94 ng 54589  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 64
2 Pentadecane 212 C15H32 000629-62-9 52
3 Heptadecane 240 C17H36 000629-78-7 50
4 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 50
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 50

Abundance Scan 1558 (11.251 min): BF124196.D\data.ms (-1553) (1  m/z 57.05 100.00%
57.0

. W
—— —
‘ 99‘-1 1540 1950 11.00 11.50
ok AL b PR CAT m/z 43.10  79.26%
m/z--> 50 100 150 200 250
Abundance #128607: 1-lodoundecane
57.0
5000 — ——
11.00 11.50
m/z 85.20 51.88%
27,0 99.0 155.0
0 \“\ U‘ ‘”\ ‘\‘ i “ R “\ T \1\97‘0\ L — \28\2\(
m/z--> 50 100 150 200 250
Abundance #71394: Pentadecane
57.0 Mm mﬁ
AL —
11.00 11.50
5000 m/Z 71.05 37.62%

99.0
oL WL LA 20 sp02iz0
mfz--> 50 100 150 200 250
Abundance

#94345: Heptadecane — —
57.0 11.00 11.50
m/z 41.00 35.89%

5000

99.0
270) | |, ]
it A ‘\!\ Nl

C

| ‘141.0 182.0 240.0
-

o

— —
m/z--> 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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphtho[1,2-b]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.286 6.73 ng 93251  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 94
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 90
3 Dibenzothiophene 184 C12H8S 000132-65-0 90
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 86
Abundance Scan 1564 (11.286 min): BF124196.D\data.ms (-1560) (1  m/z 184.10 100.00%
184.1
5000 ﬂl
139.0 S Al
57.0 92.0 1131 ‘ 588 ‘ 207.3 11.00 11.50
o S ST Y S S jw‘ - “‘M e m/z 139.00  16.30%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
5000
11.00 11.50
139.0 m/z 185.00  13.46%
| as0 600 201130 | oo |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘ \\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48784: Naphtho[2,1-b]thiophene
184.0 J&
wA‘M : J‘AMAM‘A
11.00 11.50
5000 m/z 152.00 12.32%
139.0
92.0
0,400 690 "7 1130 ‘ 1590 |
e B
miz--> 40 60 80 100 120 140 160 180 200
Abundance #48782: Dibenzothiophene Ty A Ao M
184.0 11.00 11.50
m/z 183.10  11.89%
5000
139.0
92.0
o8, 00 Lo || L wdlida
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF060321.M Wed Jun 09 13:57:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.680 4.65 ng 64453  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Pentadecane 212 C15H32 000629-62-9 59
3 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 35
4 Tetradecane 198 C14H30 000629-59-4 30
5 10-Methylnonadecane 282 C20H42 056862-62-5 30

Abundance Scan 1631 (11.680 min): BF124196.D\data.ms (-1628) (1 m/z 57.00 100.00%
57.0

5000

113.2 141.1165.1 11.50 12.00

0 m/z 43.10 69.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 . P
11.50 12.00
29.0 m/z 71.05 62.80%
Lb | m20 o 1800
O\\\‘\\\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57.0
—T— —
85.0 11.50 12.00 }
5000 m/z 55.05 48.79%
29.0
o Ll P00 e 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12542: 4-Heptanone, 2-methyl- e =
57.0 11.50 12.00
85.0 m/z 203.10 46.15%
5000
128.0
29.0
M T W o S | WU'HN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BF060321.M Wed Jun @9 13:57:52 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownll.704 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.704 6.14 ng 85048 Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Citral 152 C10H160 005392-40-5 38
2 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40 055255-85-1 35
3 Trichloroacetic acid, undec-10-e... 314 C13H21C1302 1000280-51-3 35
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 015358-88-0 27
5 Bicyclo[2.2.1]heptan-2-one, 4,7,... 152 C1@H160 010292-98-5 25

Abundance Scan 1635 (11.704 min): BF124196.D\data.ms (-1633) (- m/z 55.00 100.00%

53.0
5000 971
152.1 194.0 237.3 = .
‘ H 11.50 12.00
o—I Ly 1“‘,“‘ N A m/z 41.10  95.01%
miz--> 50 100 150 200 250 300
Abundance #25046: Citra
69.0
5000 A o
11.50 12.00
m/z 69.05 90.87%
1 00 e
0t i‘”h‘\“‘l H{“ \”“”\ ‘H \“\ “\ L et s B
miz--> 50 100 150 200 250 300
Abundance #148323: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-F
41.0 83.0
e —
11.50 12.00
5000 m/z 83.10  68.27%
25.0
‘ 206.0
ol L4}, w‘m |11 1650 | 2u10  30ac
miz--> 50 100 150 200 250 300
Abundance  #155836: Trichloroacetic acid, undec-10-enyl ester o] =
55.0 11.50 12.00
m/z 43.00 62.90%
5000
95.0
0 ST N S
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF060321.M Wed Jun @9 13:57:53 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.780 69.87 ng 967691  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1648 (11.780 min): BF124196.D\data.ms (-1644) (1 m/z 74.10 100.00%

74.1
5000 43.0
Ao —

M ‘ ‘ 101.1 14‘3‘2 1852 2212 o0 11.50 12.00

O‘M‘HW‘MWHWJmuﬂuwwuhw‘uw‘H‘_H‘_‘HMLH\HH‘H‘J m/z 87.10 82.93%

m/z--> 20 40 60 80 100120140160 180200220 240 260

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

5000 43.0 Ao U
11.50 12.00
m/z 43.00 43.55%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
e =
11.50 12.00
s000|  43.0 m/z 55.10 41.97%
| || 010 1430 1850 2280
o S | Y o MO ... SN
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #119408: Hexadecanoic acid, methyl ester == =
74.0 11.50 12.00
m/z 41.05 34.13%
5000
43.0
143.0
e | T anommozre an
LY Y ot vt e e i e _—
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50 12.00

8270-BF060321.M Wed Jun @9 13:57:54 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Anthracene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.892 5.62 ng 77794  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 1667 (11.892 min): BF124196.D\data.ms (-1664) (1  m/z 192.10 100.00%

192.1
5000
165.1 T T
94.6 11.50 12.00
38.9 629 139.0 ' :
O B e 13500890, L w/z 191.10  55.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0
5000 T T T /\A\ T T /MAMW
11.50 12.00
m/z 189.10 23.86%
165.0
0 27.0 630 96\0 13\90w h“ b llfl
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
1992.0 l N\
P et =
11.50 12.00
5000 ITI/Z 165.10 18.59%
165.0
ol 39.0 63.0 9?-0 13‘9.0‘ h“ L
A Il
m/z--> 20 40 60 80 100 120 140 160 180 200 Afw\
Abundance #54749: Phenanthrene, 2-methyl- LAY R B A
192.0 11.50 12.00
m/z 193.20 16.56%
5000
165.0
0 39.0 63.0 9?'0 1390 | | \‘M LD Mﬂ\h\/\ A
R R e R ARRRARS AR pld AL B P
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF060321.M Wed Jun @9 13:57:55 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1H-Cyclopropa[l]phenanthren... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.921 11.05 ng 153024  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1672 (11.921 min): BF124196.D\data.ms (-1669) (-  m/z 192.10 100.00%

192.1
5000
82.6 iZbd
43. T 129.0 :
0 e BeL 888 47 101,10 55.06%
miz--> 50 100 150 200 250 300
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
12.00
m/z 189.05 29.38%
o300 90 1300 |
\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #54746: Phenanthrene, 1-methyl-
192.0 IM
i
12.00
5000 ITI/Z 193.15 15.19%
5390 960 1300 | |
e e e e e
miz--> 50 100 150 200 250 300 /\/\
Abundance #54730: 1H-Indene, 2-phenyl- bl T
192.0 12.00
m/z 165.05 13.48%
5000
115.0
b3 ttee |l
m/z--> 50 100 150 200 250 300 12.00

8270-BF060321.M Wed Jun @9 13:57:55 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02

Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.010 14.08 ng 194991  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 91
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 64
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 50

5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1687 (12.010 min): BF124196.D\data.ms (-1683) (1  m/z 190.10 100.00%
9p.1

5000

94.5 = T
12.00
63.0 ‘ 163.0
e 3292 Ll 21872451 0 189,05 98.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0

o

)

5000 AN
12.00
94.0

m/z 191.05 21.68%

310 630 | 137.01630 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 Nwmﬁ“
A
12.00
5000 m/z 94.50  19.45%
94.0
163.0 ‘
o,‘H“H‘W‘H"Hﬂw‘u‘,u‘w‘u‘ﬂu‘w‘“‘,u‘W‘H“H‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52871: Phenol, 4-(2-thienylmethyl)- Dt ‘
190.0 12.00

5000

97.0
45.0 128.0 157.0

0 Ll leum b L ‘H \\“

m/z--> 20 40 60 80 100120 140 160 180

200 220 240

8270-BF060321.M Wed Jun 09 13:57:56 2021

m/z 187.00  18.54%

12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.086 5.32 ng 73735  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 59
5 Tetradecane, 4,11-dimethyl- 226 C16H34 055045-12-0 59

Abundance Scan 1700 (12.086 min): BF124196.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

- M
= ‘
| mgg.o 1301 197.2 5314 12.00
fo | EN— M‘ i \“ I h\“ u‘M “\U‘d uLw H‘MHH‘\HI‘H‘HH“ \‘M‘ . — m/z 71.05 66.82%
miz--> 50 100 150 200 250
Abundance #105885: Octadecane
57.0
5000 e :
12.00
m/z 43.00 60.98%
2710 99.0
O h}\- \“ ‘h‘\ H‘ \‘H‘\ ”“ \“ \‘%4%.‘0‘\ }8\‘3\0‘ \22\4\0\25“4\0\ T
miz--> 50 100 150 200 250
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57.0
T \
12.00
5000 ITI/Z 41.05 34.58%
113.0 169.0
ol 2O WLl | a0 2670
miz--> 50 100 150 200 250
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl- EEE e ‘
57.0 12.00
m/z 85.10 30.86%
5000
113.0
169.0
NI N o LN L o)
m/z--> 50 100 150 200 250 12.00

8270-BF060321.M Wed Jun @9 13:57:57 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.186 6.08 ng 84189  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 89
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 78
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 76
4 9,10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 58
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
Abundance Scan 1717 (12.186 min): BF124196.D\data.ms (-1714) (-  m/z 204.10 100.00%
204.1
5000 Jﬂ jb
L A
74.0
| | ‘ 151.0 2841 12.00 12.50
O bbb el ST m/z 202.10 32.40%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 —r —t
12.00 12.50
101.0 m/z 203.10 29.87%
510, | 1500
0 \‘\\i‘\‘\“‘\‘\}\\‘\\i”\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
et -
12.00 12.50
5000 m/z 205.05 17.52%
0390 1010 4530, | 313.0 408.(
A B e s B i m o
miz--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)lhexadeca-2,4,6,8,10,12,13, \ 1L { 1Tk —
204.0 12.00 12.50
m/z 74.00 13.61%
5000
101.0
51.0 152.0 ‘
0 \\\VNWJ\ﬂ\\\\w\ﬂuwﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\ 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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 1-Methyl-3-phenyl-1H-indene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.445 3.63 ng 50253  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-3-phenyl-1H-indene 206 C16H14 022360-62-9 76
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 76
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 72
4 3-Methyl-1-phenyl-1H-indene 206 Cl6H14 022360-63-0 68
5 Phenanthrene, 2-ethyl- 206 Cl6H14 003674-74-6 64

Abundance Scan 1761 (12.445 min): BF124196.D\data.ms (-1757) (-] m/z 206.10 100.00%
206.1

5000

ST A“WNﬁﬁw

12.50

151.1178.0

430 703 9921251

0! m/z 191.00 55.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66258: 1-Methyl-3-phenyl-1H-indene
206.0
5000 MAW\MMMM

12.50
m/z 205.00  17.93%

91.0 128.0 165.0
51.0 ‘
Obr \2’9\.(\)\" T \“\ T “\ T \‘U‘ \‘M\“\ im\ i T \“!‘\ \" b “\“\ T N“ \”\‘L T i‘m\ RARERRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66249: 9,10-Dimethylanthracene
206.0
T TTaT T
12.50
5000 ITI/Z 192.20 14.82%
o270 630 890 1270 1650 |
A AT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl-
206.0 12.50
m/z 190.00 14.44%
5000
89.0
0 27.0 63'0 . |, A15.0 1520178'% m A
A T e A Raan EE Ay e gl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.474 125.93 ng 1744010 Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 95
5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95

Abundance Scan 1766 (12 474 min): BF124196.D\data.ms (-1762) (- m/z 67.05 100.00%

5000 ﬂ(L‘“
09.1 —E
12.50
2631 ‘
0 “‘h ““““‘n “‘ “‘157‘222‘02 TLTBM Lz sl.1e 86.63%
Mz 200 250
Abundance #139708 9,12- Octadecadlenoic acid, methyl ester
61.0
5000 T
12.50
29.0 09.0 m/z 55.05 82.96%
294.(
oLl ‘HH‘ ‘uh ‘nhwuu‘ m i 2280 20307F
miz--> 50 200 250
Abundance #139726: 9,12- Octadecadlenmc acid (z,2)-, methyl ester
640
L
12.50
5000 ITI/Z 41.05 59.94%
29.0 09.0
263.0294.
oL, \“ L“ mH m ‘\‘1‘8‘1‘0 2200 1 |
Miz--> 50 200 250
Abundance #139733: 9 12—Octadecad|en0|c acid, methyl ester, (E,E)- P
67.0 12.50
m/z 95.05 53.64%
5000
09.0
I \\H ‘\ L 262.0294.(
ob——, il 1 NM”‘W““‘ T e
miz--> 50 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.498 179.88 ng 2491210 Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 92
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90

Abundance Scan 1770 (12.498 min): BF124196.D\data.ms (-1767) (. m/z 55.10 100.00%

55.1
5000
=
1(231 1802 2222 264 12.50
ol i el i L ‘”‘ 261 /2 9.1 57.39%
miz--> 100 150 200 250 300
Abundance #141288. 16-Octadecenoic acid, methyl ester
55.0
5000 tT
87.0 12.50
264.0 m/z 41.00 56.64%
‘ “‘ 230  180.0 2220 ‘ 206.0
0! H i ‘\ “M“‘ \H\‘H TR - ;L — “‘ e
miz--> 50 100 150 200 250 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
=
12.50
5000 ITI/Z 74.00 47 .39%
264.0
“ “ 180.0 222.0 296.0
oLy
miz--> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester e ‘j\ ‘
. 12.50
m/z 83.10 45.90%
- Jﬂpkmvwwv~,A
O, T T T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1,2,3,4,6,7,8,9-Octahydrodi... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.533 4.22 ng 58511  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,6,7,8,9-Octahydrodipyrid... 285 C11H15N30 111303-60-7 50
2 Tetracyano-p-quinodimethane 204 C12H4N4 001518-16-7 38
3 1,4-Naphthalenedione, 5,8-dihydr... 204 C11H804 014554-09-7 25
4 4-Quinolinol, 5,8-dimethoxy-2-me... 219 C12H13NO3 1000337-90-3 16
5 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12H9Cl0 028034-99-3 12
Abundance Scan 1776 (12.533 min): BF124196.D\data.ms (-1775) (.  m/z 204.10 100.00%
204.1
43.0 873 PR VIS :
149.1
ol Mu\\h oty 58 2% o
oL—— Ui ‘\h ‘\\‘\‘Hw‘h L \‘H‘M\ 1, \‘H\‘\u\‘h\\‘\ e | m/z 176.00 57.63%
miz-> 50 100 150 200 250
Abundance #65091: 1,2,3,4,6,7,8,9-Octahydrodipyrido[1,2-a:4,3-d]py!
204.0
5000 s bl :
12.50
m/z 87.30 24.80%
55.0
17.0 148.0
0 ‘\H‘ " \‘h ‘M‘w‘ ul\??’h‘x?m‘ ‘\“ ‘\“ pa Al 1 “‘ T
m/z--> 50 100 150 200 250
Abundance #64055: Tetracyano-p-quinodimethane
204.0 Jk
el =
12.50
5000 m/z 43.05 24.24%
75.0 ‘
152.0
LN ol B
m/z--> 50 100 150 200 250
Abundance #63939: 1,4-Naphthalenedione, 5,8-dihydroxy-2-methyl- e ‘
204.0 12.50
m/z 82.20 21.72%
5000
39.0
108.0 1470
el L
P 5 P Y
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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 11H-Benzo[a]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.168 4.55 ng 178854 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 89
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72
Abundance Scan 1884 (13.168 min): BF124196.D\data.ms (-1881) (-  m/z 216.10 100.00%
216.1
/\Mw
el =
107.7
13.00 13.50
62.9 176. M
Ob oty | 2400278E 2770 32000 o1 10 6a.79%
miz-> 50 100 150 200 250 300
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000 e P
13.00 13.50
m/z 213.10 22.79%
107.0
27.0 63.0 | | 163.0 \“
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #74422: 11H-Benzol[b]fluorene
216.0
13.00 13.50
5000 m/z 217.10 15.64%
108.0
oo e |
miz--> 50 100 150 200 250 300 W
Abundance #74412: Pyrene, 1-methyl- ol e —T
216.0 13.00 13.50
m/z 107.70  13.19%
5000
94.0
IS .3 N NN VW 8 Y79
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\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.404 35.61 ng 229772 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 93
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Perylene 252 C20H12 000198-55-0 87
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 87
5 Benzo[e]pyrene 252 C20H12 000192-97-2 83

Abundance Scan 2264 (15.404 min): BF124196.D\data.ms (-2261) (-1 m/z 252.10 100.00%

252.1
5000
o
126.1 15.50
ol 290k 2040, M, 3302 4346 540 ./, y56.16  25.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104218: Benzo[a]pyrene
252.0
5000 CoT
15.50
m/z 253.10 20.71%
126.0
0830 | 1870, |
\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104224: BenzolK]fluoranthene
252.0
—
15.50
5000 ITI/Z 126.10 11.76%
126.0
0“W“wJﬁu‘H“_Jn#u‘H“H“H‘w“u“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104216: Perylene —
252.0 15.50
m/z 251.10 9.42%
5000
126.0
oL570 | 1860 |
I B R R e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124196.D

Acqg On : 9 Jun 2021 00:02
Operator : JU/CG

Sample : M2602-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.116 30.1 ng 344674 1 6.863 228714 20.0
Ethanol, 2-(2-b... 8.045 9.3 ng 110703 2 8.145 239466 20.0
Tridecane 9.298 3.8 ng 48078 3 9.904 253009 20.0
Tetracosane 10.804 6.2 ng 85701 4 11.392 276979 20.0
1-Iodoundecane 11.251 3.9 ng 54589 4 11.392 276979 20.0
Naphtho[1,2-b]t... 11.286 6.7 ng 93251 4 11.392 276979 20.0
Pentadecane 11.680 4.7 ng 64453 4 11.392 276979 20.0
unknownll.704 11.704 6.1 ng 85048 4 11.392 276979 20.0
Pentadecanoic a... 11.780 69.9 ng 967691 4 11.392 276979 20.0
Anthracene, 1-m... 11.892 5.6 ng 77794 4 11.392 276979 20.0
1H-Cyclopropa[l... 11.921 11.1 ng 153024 4 11.392 276979 20.0
4H-Cyclopenta[d... 12.010 14.1 ng 194991 4 11.392 276979 20.0
Octadecane 12.086 5.3 ng 73735 4 11.392 276979 20.0
Naphthalene, 2-... 12.186 6.1 ng 84189 4 11.392 276979 20.0
1-Methyl-3-phen... 12.445 3.6 ng 50253 4 11.392 276979 20.0
9,12-Octadecadi... 12.474 125.9 ng 1744010 4 11.392 276979 20.0
16-Octadecenoic... 12.498 179.9 ng 2491210 4 11.392 276979 20.0
1,2,3,4,6,7,8,9... 12.533 4.2 ng 58511 4 11.392 276979 20.0
11H-Benzo[a]flu... 13.168 4.5 ng 178854 5 14.045 786781 20.0
Perylene 15.404 35.6 ng 229772 6 15.527 129062 20.0
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