LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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: BF125263.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 10 17 26 rVB 1348064 1789861 32.84%  3.155%
2 5.534 580 586 589 rBV 4763536 4858880 89.15% 8.564%
3 6.539 751 757 760 rBV 4532798 4851889 89.02% 8.551%
4 6.910 817 820 824 rBV 1182877 1011737 18.56% 1.783%
5 7.475 911 916 919 rBV 3406853 3205820 58.82% 5.650%
6 8.092 1018 1021 1032 rBV 1044008 1268199 23.27% 2.235%
7 8.169 1032 1034 1036 rVV 100705 79306 1.46% 0.140%
8 8.192 1036 1038 1041 rVV 1477595 1225515 22.49% 2.160%
9 8.486 1085 1088 1093 rBvV2 42360 58844 1.08% 0.104%
10 8.610 1105 1109 1111 rBV 118899 97524 1.79% 0.172%
11 8.780 1134 1138 1141 rBV 390799 313104 5.74% ©.552%
12 9.269 1217 1221 1224 rBV 6000733 5373185 98.59% 9.470%
13 9.345 1230 1234 1237 rBvV 270264 224176 4.11% 0.395%
14  9.380 1237 1240 1244 rVB3 71581 72459  1.33% 0.128%
15 9.875 1320 1324 1328 rVB 71426 64537 1.18% 0.114%
16 9.951 1333 1337 1340 rVV 1817475 1524663 27.97% 2.687%
17 9.980 1340 1342 1346 rVB 174242 130852 2.40% 0.231%
18 10.151 1366 1371 1375 rBV 108982 118090 2.17% 0.208%
19 10.498 1426 1430 1435 rVB 135864 133510 2.45% 0.235%
20 10.739 1467 1471 1474 rBV 4437021 3879245 71.18% 6.837%
21 10.857 1486 1491 1494 rBV2 64636 82634 1.52% 0.146%
22 11.045 1517 1523 1526 rBv4 46734 82315 1.51% 0.145%
23 11.239 1553 1556 1560 rVB 113339 95184 1.75% ©.168%
24 11.292 1560 1565 1567 rVV3 62286 78984  1.45% 0.139%
25 11.333 1567 1572 1577 rVB2 114976 149708 2.75% 0.264%
26 11.439 1586 1590 1592 rBV 1743187 1757244 32.24% 3.097%
27 11.463 1592 1594 1597 rVV 1685081 1323544 24.28%  2.333%
28 11.510 1599 1602 1605 rVB 369070 305433 5.60% 0.538%
29 11.663 1623 1628 1636 rBv2 210364 262204 4.81% 0.462%
30 11.727 1636 1639 1643 rVV4 44904 63566 1.17% 0.112%
31 11.821 1652 1655 1657 rBV 160192 114613 2.10% 0.202%
32 11.957 1671 1678 1683 rBV2 645148 979749 17.98% 1.727%
33 12.010 1685 1687 1690 rvVv 87998 88160 1.62% ©.155%
34 12.051 1690 1694 1696 rvv2 323268 341193 6.26% 0.601%
35 12.069 1696 1697 1701 rVB 126008 101705 1.87% 0.179%
36 12.127 1702 1707 1712 rBV4 47886 85289 1.56% 0.150%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 12.233 1722 1725 1727 rBV 150130 134510 2.47%  ©.237%
38 12.257 1727 1729 1733 rVB 176806 141618 2.60% ©.250%
39 12.486 1765 1768 1771 rBV2 108133 125759 2.31% 0.222%
40 12.527 1771 1775 1780 rVww4 157632 224694 4.12%  0.396%
41 12.574 1780 1783 1787 rVB 103105 117651 2.16% ©.207%
42 12.651 1792 1796 1799 rBV 2388471 2010974 36.90%  3.544%
43 12.739 1808 1811 1815 rBvV2 290201 278701 5.11% 0.491%
44 12.804 1819 1822 1824 rVB 67648 64248 1.18% ©.113%
45 12.880 1829 1835 1840 rVV 1845791 1994952 36.60%  3.516%
46 12.927 1840 1843 1847 rVB2 96504 116441 2.14% 0.205%
47 13.021 1855 1859 1866 rVB 5203516 5450158 100.00% 9.606%
48 13.098 1867 1872 1876 rBvV2 108109 203351 3.73% ©.358%
49 13.180 1883 1886 1888 rBv4 89649 111381 2.04% 0.196%
50 13.204 1888 1890 1894 rVB 237707 213684 3.92% 0.377%
51 13.245 1894 1897 1899 rBV3 75256 85480 1.57% ©.151%
52 13.274 1899 1902 1904 rBV2 168057 141212 2.59% 0.249%
53 13.310 1904 1908 1911 rVV2 160199 159762 2.93% 0.282%
54 13.404 1921 1924 1926 rBV 76876 71815 1.32% ©0.127%
55 13.433 1927 1929 1932 rBV2 81280 75555 1.39% ©.133%
56 13.586 1952 1955 1957 rBV2 85920 89563 1.64% 0.158%
57 13.715 1974 1977 1981 rVB 161072 168283 3.09% ©.297%
58 13.827 1992 1996 1998 rBvV2 128038 141859 2.60% ©.250%
59 13.857 1998 2001 2003 rVV 119189 115140 2.11% 0.203%
60 13.880 2003 2005 2009 rVV2 107972 153673 2.82% 0.271%
61 13.921 2009 2012 2016 rVB2 196887 192682 3.54%  ©.340%
62 14.074 2031 2038 2041 rBV3 1509872 2131901 39.12% 3.757%
63 14.104 2041 2043 2049 rVB 826701 681238 12.50% 1.201%
64 14.180 2054 2056 2059 rBV 96509 83761 1.54% ©.148%
65 14.462 2102 2104 2107 rVB 150860 116057 2.13%  ©0.205%
66 14.498 2108 2110 2113 rVB2 84469 69574  1.28% 0.123%
67 14.539 2115 2117 2119 rW 71254 63163 1.16% ©.111%
68 14.592 2123 2126 2127 rBV 79698 73412 1.35% ©.129%
69 14.933 2181 2184 2186 rBV 120070 131481 2.41% 0.232%
70 15.133 2214 2218 2221 rBV 705032 1056164 19.38% 1.861%
71 15.245 2234 2237 2240 rVB 131536 132445 2.43% 0.233%
72 15.445 2268 2271 2277 rVB 413644 568017 10.42% 1.001%
73 15.509 2278 2282 2288 rBV 591311 716138 13.14% 1.262%
74 15.580 2289 2294 2297 rBV 943558 1232199 22.61% 2.172%
75 17.086 2545 2550 2558 rVB2 265508 547129 10.04% ©.964%

76 17.545 2623 2628 2638 rVB 184509 360498 6.61% ©0.635%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc

ALS vial : 6 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
Sum of corrected areas: 56739244
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32

Operator Ju/caG

Sample : M3569-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32

Operator : JU/CG

Sample : M3569-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.187 35.38 ng 1789860 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 17 (2.187 min): BF125263.D\data.ms (-10) (-) m/z 73.00 100.00%
73.0
5000 43.0 A
87'1 T ‘ L T T ‘ T T L ‘ T T
‘ 90 2.20 2.40 2.60
oHWWwWMHH_Ww,“wHWww,wwww m/z 43.00 42.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L I B B B B B

430 2.20 2.40 2.60
87.0 m/z 54.95 33.25%

STRI
\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

o

Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0

2.20 2.40 2.60

5000 ITI/Z 87.10 24.41%
55.0
27.0 41l

o280 L Ll es0 us0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T

73.0 2.20 2.40 2.60

87.0 m/z 41.00 13.73%

5000

o

m/z-->

41.0 550

27.0 H

‘ 112.0 129.0

I

10 20 30 40 50 60 70

80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.092 20.70 ng 1268200 Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Tetraethylene glycol 194 C8H1805 000112-60-7 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 47

Abundance Scan 1021 (8.092 min): BF125263.D\data.ms (-1018) (-) m/z 57.00 100.00%
57.0

5000
41.0
T T
‘ 75"0 101.1 1311 7.80 8.00 8.20 8.40
o petllle sl TR 8L s 44,95 96.61%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LI L L L L L LB I
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  33.33%
O T \‘H“\‘ T “‘H‘\ \“Uur \‘1“\“ \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T T
miz--> 20 40 60 80 100 120 140
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
P TR
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 16.22%
41.0
75.0
‘ 101.0
P Y -
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R RARE Y e
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.32%
5000
89.0
29.0
73
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.780 5.11 ng 313104 Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 86
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
4 Tetradecane 198 C14H30 000629-59-4 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 1138 (8.780 min): BF125263.D\data.ms (-1134) (-) m/z 57.00 100.00%
57.0

5000
85.1
P A R
H 1121 184.2 8.40 8.60 8.80 9.00 9.20
OFr el b= ALY 1842 mjz 43.00  73.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
571.0
5000 RN RN
8.40 8.60 8.80 9.00 9.20
290 85.0 m/z 71.00  46.92%
0 ‘\ “ Lo M‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
e i Aanoas Al
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.00 33.33%
85.0
o U A O == N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59061: Undecane, 3,6-dimethyl- R ARR RS EEL e
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 28.85%
29.0
85.0
113.0
SR i N T .Y A (RS IO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.345 2.94 ng 224176  Acenaphthene-die 9.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1234 (9.345 min): BF125263.D\data.ms (-1230) (-) m/z 57.00 100.00%
57.0

5000
85.0
AR BaEARERESE R o
H 113.0 9.00 9.20 9.40 9.60
Ol il B AL 169.0 1981 m/z 43.00  71.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 R RN ER AR
9.00 9.20 9.40 9.60
29.0 m/z 71.05 46.83%
0 L0 L) 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
o T PR
9.00 9.20 9.40 9.60
5000 m/z 85.05 30.72%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl- AT
57.0 9.00 9.20 9.40 9.60
m/z 41.00 30.42%
5000
8
29.0 ‘ 126.0
oo b L | ssoasso o dn MW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.957 11.15 ng 979749  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1678 (11.957 min): BF125263.D\data.ms (-1671) (- m/z 72.95 100.00%
43.0 |73.0

5000 1921

4%

‘ 12.00
[ m/z 60.00  95.97%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00

m/z 43.00 92.77%

213.0
157.0185.0
0 ]‘?\O‘WW‘H!” (ﬂ ‘w‘\\‘\”‘HH‘H‘H‘“‘”\“H““\‘H‘HH“‘
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730

“
12.00

[ I

w

5000 129.0 m/z 57.00 83.40%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00

m/z 55.00 75.17%

5000 129.0
199.0
e e T
15.00 WI gl m u L ‘ ‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.051 3.88 ng 341193  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 94
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 38

Abundance Scan 1694 (12.051 min): BF125263.D\data.ms (-1690) (1  m/z 190.10 100.00%

19p.1
5000
94.5 UlIvEN ‘
63.0 163.0 12.00
0380 b e 2390 T 2181 n7 189,05 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 LV NERAAREN i
940 12.00
' m/z 192.05 31.91%
oL 390 630 | 137.0 163.0 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc
45.0 190.0
' 146.0 LA ‘
12.00
5000 82.0 m/z 191.05 29.27%
117.0
0! WN“ %W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene e By
189.0 12.00
m/z 94.50 21.60%
5000
94.0
163.0
0 "‘H"H"H"“"“‘_"w"H_W“W‘MHWW S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 unknownl12.527 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.527 2.56 ng 224694  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 43
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 38
3 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 38
4 3,5-Dichloro-2,4-dimethyl-1-meth... 204 C9H10C120 1010250-17-8 38
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 30

Abundance Scan 1775 (12.527 min): BF125263.D\data.ms (-1771) (- m/z 55.00 100.00%
55.0
204.1

5000

264.1 1250
m/z 204.10 82.22%

O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #80923: 1-(4,5-Dimethyl-6H-thiopyran-2-yl)-2,2-difluoro-e
189.0

5000 91.0 =T T

125.0 1250
39.0 1530 m/z 41.00  74.15%
wan

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
2

o

04.0
T \
12.50
5000 ITI/Z 189.00 73.00%
101.0
0270 030 | | 1300 1760 Mh
et e e e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 JLAA
Abundance #79581: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]- ‘W\‘Aﬂ i
189.0 12.50
m/z 206.10 69.25%
5000
430 950 175 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.739 3.17 ng 278701  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1811 (12.739 min): BF125263.D\data.ms (-1808) (1 m/z 43.00 100.00%

| W
5000
1290 2020
241.1 trT T
‘ 284.1 12.50 13.00
0 ‘ Ll il "ﬂ‘w . m/z 59.95 87.05%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000b 284.0 e S
1850 241.0 12.50 13.00
m/z 57.00 86.57%
0! HM\ i “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ .
miz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
—— —
12.50 13.00
5000 129.0 m/Z 73.00 82.83%
H‘ ‘ 171.0 213.0 256.0
oL— ‘ Hw\h‘\ u‘\ al \ “ ““‘\‘ ““\‘ , “\‘ R
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P =
43.0 12.50 13.00
m/z 55.00 77 .15%
5000 284.0
3.0 1290
H ‘ 185.0 2410
A YV s St
mlz--> 100 150 200 250 300 350 12.50 13.00

8270-BF081821.M Tue Aug 31 13:17:30 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.00 ng 213684 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
Abundance Scan 1890 (13.204 min): BF125263.D\data.ms (-1888) (1  m/z 216.10 100.00%
216.1
5000 [\
—p e
63.0 1070 149.0 187.0 H 253.1 : 1300 1350
Obrr S0 | 1490 1870 [ 28312820 . 51516 76.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 —, et
13.00 13.50
m/z 213.05 18.03%
107.0
0280 630 | 1300 187.0 H‘
‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H ‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94567: Pyrene, 2-methyl-
216.0
e 5
13.00 13.50
m/z 217.10 16.89%
5000 95.0
0 53.0 Ly ‘\‘H 150.0 18%9 MH
Raaaa e e e e ARARRREEAESaEEAE R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94575: 11H-Benzol[a]fluorene e T
216.0 13.00 13.50
m/z 107.60  12.88%
5000
108.0
o 630 | | 1370 1870 |
A e e e e e e e i~ =
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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 Supraene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.933 2.13 ng 131481 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 2,6,10-Dodecatrienoic acid, 3,7,... 250 C16H2602 004176-79-8 72
3 trans-Farnesol 222 C15H260 000106-28-5 72
4 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 68
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 64

Abundance Scan 2184 (14.933 min): BF125263.D\data.ms (-2181) (- m/z 69.10 100.00%

69.1
5000
1211 iSBd
256.1 :
189.1
bt bl 2200 1 3041 8724 hs 81,00 56.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.00 26.92%
137.0
01260 4yl | 1910 273.0 3410 4104
\\\\‘\\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #136006: 2,6,10-Dodecatrienoic acid, 3,7,11-trimethyl-, rr
69.0
—
15.00
5000 ITI/Z 121.10 10.45%
114.0
| ‘ 207.0250.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #101946: trans-Farnesol 7
69.0 15.00
m/z 95.00 10.21%
5000 WWWM/M
6.0
0280 1Lyl te0220 —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32

Operator Ju/caG

Sample : M3569-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 12 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.445 9.22 ng 568017 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2271 (15.445 min): BF125263.D\

data.ms (-2268) (-,
1

m/z 252.10 100.00%

252.
5000
12‘5-1 1660 15.50
0430 851 | 16101980, I 29213292 — n/7 250.05  27.56%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 22.42%
125.0
0890 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolKk]fluoranthene
252.0
—
15.50
5000 ITI/Z 125.05 13.51%
126.0
20 |
L
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzol[b]fluoranthene —
252.0 15.50
m/z 126.00 10.13%
5000
126.0
0 83.0 | ” 2000, |
R B S AL e B I T
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125263.D

Acqg On : 30 Aug 2021 15:32
Operator : JU/CG

Sample : M3569-02

Misc :

ALS vial : 6 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... 2.187 35.4 ng 1789860 1 6.910 1011740 20.0
Ethanol, 2-(2-b... 8.092 20.7 ng 1268200 2 8.192 1225520 20.0
Hexadecane 8.780 5.1 ng 313104 2 8.192 1225520 20.0
Tetradecane 9.345 2.9 ng 224176 3 9.951 1524660 20.0
n-Hexadecanoic ... 11.957 11.2 ng 979749 4 11.439 1757240 20.0
4H-Cyclopenta[d... 12.051 3.9 ng 341193 4 11.439 1757240 20.0
unknown12.527 12.527 2.6 ng 224694 4 11.439 1757240 20.0
Octadecanoic acid 12.739 3.2 ng 278701 4 11.439 1757240 20.0
11H-Benzo[b]flu... 13.204 2.0 ng 213684 5 14.080 2131900 20.0
Supraene 14.933 2.1 ng 131481 6 15.580 1232200 20.0
Benzo[e]pyrene 15.445 9.2 ng 568017 6 15.580 1232200 20.0
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