LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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: BF125262.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 11 16 35 rVB 1308982 1734103 35.29% 4.070%
2 5.528 580 585 588 rBV 4005533 3690093 75.11% 8.660%
3 6.534 751 756 768 rBV 3472480 3755192 76.43% 8.813%
4 6.745 788 792 805 rBV2 24225 57161 1.16% 0.134%
5 6.910 817 820 824 rBV 1189656 972485 19.79%  2.282%

6 7.475 911 916 919 rBV 2872329 2379757 48.44%
7 8.098 1018 1022 1035 rBV 1396629 1936291 39.41%
8 8.192 1035 1038 1042 rVB 1371771 1246155 25.36%
9 8.810 1139 1143 1152 rVB 1205574 935550 19.04%

9.269 1217 1221 1224 rBV 4966107 4041508 82.26%

ONN DO
0
N
PN
R

11  9.380 1238 1240 1244 rVB 66431 54741 1.11%
12 9.951 1333 1337 1340 rBV 1662168 1453086 29.58%
13 10.739 1467 1471 1474 rBV 3338606 3019783 61.46%
14 11.433 1586 1589 1592 rBV 1727596 1574890 32.05%
15 11.821 1652 1655 1657 rBV 248981 216467  4.41%

O WNwWwO
[
00
N
B

16 11.957 1673 1678 1690 rBV 1558162 1584284 32.25%
17 12.527 1770 1775 1778 rBV 193846 162854  3.31%
18 12.616 1787 1790 1792 rBV 64072 54870  1.12%

PO OOW
=
N
0
R

19 12.651 1792 1796 1805 rVV 173830 276978 5.64% 650%
20 12.739 1807 1811 1824 rVVW 774781 834446 16.98% 958%
21 12.880 1830 1835 1838 rVB 119271 126664 2.58% ©.297%
22 13.021 1855 1859 1862 rBV 5511269 4913200 100.00% 11.530%
23 13.157 1876 1882 1894 rVB3 127849 328055 6.68% 0.770%
24 13.551 1946 1949 1952 rBV 117700 108150 2.20%  ©.254%
25 13.915 2007 2011 2013 rBV3 69336 79218 1.61% ©.186%
26 13.945 2013 2016 2032 rVB6 240169 713823 14.53% 1.675%
27 14.080 2035 2039 2042 rVV 1518810 1442884 29.37%  3.386%
28 14.233 2061 2065 2072 rVB 66132 83940 1.71% ©.197%
29 14.551 2113 2119 2122 rBV 228770 393637 8.01% 0.924%
30 14.592 2122 2126 2131 rVB5 136684 241878 4.92%  0.568%
31 14.668 2136 2139 2142 rBV2 54333 58767 1.20% ©.138%
32 14.704 2142 2145 2146 rBV 73310 67924 1.38% 0.159%
33 14.757 2151 2154 2158 rBV 99363 132393 2.69% 0.311%
34 14.851 2165 2176 2174 rVV 168004 224953  4.58% 0.528%
35 14.892 2174 2177 2180 rVB 58159 68241 1.39% ©.160%
36 14.933 2180 2184 2190 rBV2 291968 427463 8.70%  1.003%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 14.986 2190 2193 2198 rVB 74905 99538 2.03% 0.234%
38 15.045 2199 2203 2206 rVB 150764 174587 3.55% 0.410%
39 15.086 2207 2210 2214 rVB 73049 81211 1.65% 0.191%
40 15.145 2214 2220 2225 rBvV2 271606 455284 9.27% 1.068%
41 15.198 2225 2229 2234 rVB2 113281 174601 3.55% 0.410%
42 15.245 2234 2237 2241 rBV 48440 55091 1.12% 0.129%
43 15.445 2268 2271 2278 rVB2 36272 64216 1.31% 0.151%
44 15.574 2288 2293 2303 rBV 907660 1212785 24.68% 2.846%
45 15.809 2328 2333 2342 rVB2 121537 263732 5.37% 0.619%
46 16.045 2368 2373 2378 rBV2 86311 123607 2.52% 0.290%
47 16.592 2459 2466 2476 rVB3 83741 241082 4.91% 0.566%
48 16.986 2526 2533 2543 rBV5S 65300 182799 3.72% 0.429%
49 18.592 2802 2806 2815 rVB5 34774 91689 1.87% 0.215%
Sum of corrected areas: 42612106
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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\BF083021\

BF125262.D
: 30 Aug 2021 14:59
Ju/CG
: M3564-02
: 5 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 35.66 ng 1734100 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 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 16 (2.181 min): BF125262.D\data.ms (-11) (-) m/z 73.00 100.00%
73.0
5000 43.0
87.0
‘ 2.202.302.402.502.60
0l S e A0 m/z 43.00 44.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RERRNRARRRRRRRRRRRE}
430 2.202.302.402.502.60
87.0 m/z 55.00 35.81%
\ \‘ 90 I
O\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
AR
2.202.302.402.502.60
5000 m/z 87.05 26.07%
55.0
27.0 41lo0
oh 220 Ll L L eso wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol AL amaaaaaE e
73.0 2.202.302.402.502.60
87.0 m/z 41.00 14.03%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
‘H‘H‘wu‘w‘H‘_H‘_‘H‘HH,H‘W‘H‘_H‘_‘H,HH‘H‘W‘H‘ S EARARBARARREREEREEEEsanas
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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.
8.098 31.08 ng 1936290 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53

Abundance Scan 1022 (8.098 min): BF125262.D\data.ms (-1018) (-) m/z 57.00 100.00%
57.0

5000 L
=0 7.808.008.208.40
Sl L2010 1321 " 45.00 94385
ol Ml SRS m/z 45.00  94.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LU BN L L B L
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  32.11%
11 [N 1l ][ - Il .
O\\\‘\H‘\\‘H\\ \\1‘\‘\‘\‘\]-10‘0.\0\\\’\]_\3\2\0‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 16.95%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether A RAREREEEEREE
57.0 7.80 8.00 8.20 8.40
m/z 75.00 16.51%
5000
29.0 75.0
— “;‘M Al e SESENNE. | —
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\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Safrole Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.810 15.02 ng 935550 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Safrole 162 C10H10e02 000094-59-7 98
2 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10H1002 000120-58-1 97
3 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H1002 004043-71-4 91
4 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H1002 017627-76-8 91
5 Sydnone, 3-phenyl- 162 C8H6N202 000120-06-9 49
Abundance Scan 1143 (8.810 min): BF125262.D\data.ms (-1139) (-) m/z 162.10 100.00%
162.1
104.0
131.0
5000 51.0 77.0
R ARARAREE
‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
Okl el M W gz 1e4.00  53.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37546: Safrole
162.0
1040 1310
5000 770 | L R B R
51.0 8.40 8.60 8.80 9.00 9.20
m/z 131.00 49.17%
Ot ‘2\7‘\.‘(\)\““\ T ““‘\“\ T \“1 ™7 by \‘\“‘\ T !“1 T “\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #37604: 1,3-Benzodioxole, 5-(1-propenyl)-
162.0
R ARERARRE
8.40 8.60 8.80 9.00 9.20
5000 m/z 77.00 43.94%
104.0 131.0
51.0 77.0
ok 20 b b WL
miz--> 20 40 60 80 100 120 140 160
Abundance #37674: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)- AR R A RRE
162.0 8.40 8.60 8.80 9.00 9.20
104.0 m/z 103.00 41.52%
5000 77.0 131.0
51.0
m/z--> 20 40 60 80 100 120 140 160 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 : BF125262.D

Acqg On : 30 Aug 2021 14:59

Operator Ju/caG

Sample : M3564-02

Misc

ALS vial : 5 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexadecanoic acid, methyl e... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.822 2.75 ng 216467  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1655 (11.821 min): BF125262.D\data.ms (-1652) (-  m/z 73.95 100.00%
74.0
5000 43.0
43.1 "0 1500
227.2
‘ “ L) 1as 185.1 2701 11.50 1200
Ol bl e e e b m/2 86,95 67.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000
43.0 1150 1200
143.0 m/z 43.00  37.34%
0 ‘u \“ ‘\‘ i \\115 O\ 17\1 0\199 0227.0 279(
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester
74.0
1150 1200
5000 m/z 55.00 32.38%
43.0 143.0
185.0
of50, Ly aso | T 280
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 1150 1200
m/z 41.00 24.38%
5000 43.0
HW‘Hw‘uw‘uw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘
m/z--> 20 40 60 80 100120140160180200220240260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 20.12 ng 1584280  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 81

Abundance Scan 1678 (11.957 min): BF125262.D\data.ms (-1673) (- m/z 59.95 100.00%

60.0
5000
129.0

97.1 213.1
‘ 157.1185.1 256.1 1200
] — m/z 73.60  99.65%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000
129.0 12.00

m/z 43.00 96.88%

213.0
157.0185.0
0 ]‘?\O‘WW‘H!” (ﬂ ‘w‘\\‘\”“‘H““H““”\“H““\‘H‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730
=

[ I

w

12.00
5000 129.0 m/z 57.00 86.43%
171.0
214.0

0150?

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid =
43.0 73.0 12.00

55.00  77.88%

5000
129.0 242.0
‘ ‘ 1710199.0
. \‘ [l H ‘ HM‘ c‘)\‘ H‘\ m | Ll l

m/z--> 20 40 60 80 100120140160 180 200220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.527 2.07 ng 162854  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87

Abundance Scan 1775 (12.527 min): BF125262.D\data.ms (-1770) (- m/z 55.00 100.00%

5|:
5000
T
“ 180.1 222.2 264.1 12.50
W — m/z 69.00  58.24%
miz--> 50 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 e ‘
12.50
m/z 41.00 56.33%

23.0
180. .
Ot ‘\“‘ “ . . ”‘“‘ T “‘\8‘10 (\) T 2\21“2-\0\ ‘26\?\0\2\9‘6’(
m/z--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
T

12.50
5000 m/Z 74.00 47 .73%
97.0
264.0
0150m MH&%&?M‘&890 %%%?‘ | 296(
miz-> 50 100 150 200 250
Abundance #194426: 13-Octadecenoic acid, methyl ester 4ttt rg o] by
55.0 12.50

m/z 43.00 45.52%

5000
87.0
264.0
| 1800 2220 | o0,
O | H - /

I
miz--> 50 100 150 200 250 12.50

8270-BF081821.M Tue Aug 31 13:16:54 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.739 10.60 ng 834446  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1811 (12.739 min): BF125262.D\data.ms (-1807) (- m/z 43.00 100.00%

43.0
5000
3.0 129.0
185.1 RN T
| 24‘1 2 643 1250 13.00
ok~ ““‘Hmm‘““_uh‘_m_”wm m/z 59.95  96.42%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —— —_—
30 12.50 13.00
185.0 2410284-0 m/z 73.00  94.14%
O\\A‘M
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
e =
12.50 13.00
5000 120.0 m/z 57.85 90.88%
H 1710 213.0 256.0
oLb— “ H‘w\h”\ u‘\ ul \ “ ‘ “\‘ ““\‘ , “\‘ L manane e
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e =
43.0 12.50 13.00
m/z 55.00 77.72%
5000 284.0
3.0 129.0
‘ 1850 2410
ol bl LT L e N
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF081821.M Tue Aug 31 13:16:55 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.157 4.55 ng 328055 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1882 (13.157 min): BF125262.D\data.ms (-1876) (- m/z 57.00 100.00%
57.0

w JL/M
o1 T T
13.00 13.50
BORUNEGELE: ;
Ot ‘“"MW‘HM\“““““““““““ m/z 43.05 55.80%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 RN LN
13.00 13.50
m/z 71.00 54.74%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T ]
13.00 13.50
5000 ITI/Z 85.10 39.73%
ol L \ | % L 141 0183 0225.0267.0 323.0 380.0
ey A A T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 13.00 13.50
m/z 54.95 21.71%
- JL\“J\
st L omoomse me0 S V)
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF081821.M Tue Aug 31 13:16:55 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Sulfurous acid, butyl tride... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.945 9.89 ng 713823 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 70
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 68
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 62
4 Eicosane 282 (C20H42 000112-95-8 62
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 58

Abundance Scan 2016 (13.945 min): BF125262.D\data.ms (-2013) (- m/z 57.00 100.00%
57.0

-

5000
149.0
——
} M 53,2 14.00
O ek e 228 e e e e m/z 71.80  59.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 LN
14.00
m/z 43.00 56.96%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘H\!]WHT{HT\‘TFH}HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
——
14.00
5000 ITI/Z 85.10 41.37%
iy, 990
O e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #271592: Sulfurous acid, butyl hexadecyl ester —
57.0 14.00
m/z 105.00 35.69%

5000

-

7.0 225.0
o‘m\‘_‘J‘J‘MwuH,m_m_HwHH‘HHw‘_m_wm o,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00

8270-BF081821.M Tue Aug 31 13:16:56 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.551 5.46 ng 393637 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2119 (14.551 min): BF125262.D\data.ms (-2113) (-1 m/z 57.00 100.00%
57.0

: 1450 |
ol “‘ Li ““ LI ot 2842 m/z 71.05 57.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 ~—
14.50
m/z 43.00 56.46%
‘\ | \ 14101830  254.0
O\‘\\‘\\‘\“‘\“‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
N
14.50
5000 ITI/Z 85.10 40.26%
AN H | 141:0183.02250267.0309.0 365.0
iy “““““““““““““‘,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 14.50
m/z 55.00 21.17%
oLl L H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘“““““““““‘ e
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF081821.M Tue Aug 31 13:16:57 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 unknownl4.592 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.592 3.35 ng 241878 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,3-Trimethylindene 158 C12H14 004773-83-5 18
2 1-Adamantan-1-ylmethyl-6-amino-1... 275 C15H21N302 1000297-13-5 15
3 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 14
4 2-Isopentyl-N-(1-naphthyl)-1-cyc... 281 C19H23NO 339118-74-0 11
5 6-Methyl-1-propyl-1,2,3,4-tetrah... 178 C11H18N2 1000305-41-3 11

Abundance Scan 2126 (14.592 min): BF125262.D\data.ms (-2122) (-, m/z 135.05 100.00%

135.1
95.0
5000 394..
55.0 275.1 s ‘
2111 | ‘ 14.50
0 oy i L vl nyz 1a3.65  73.88%
mlz--> 50 100 150 200 250 300 350
Abundance #34706: 1,2,3-Trimethylindene
143.0
5000
14.50
m/z 95.05 53.16%
39.0 ‘ ‘
O\‘\‘\‘i‘\““f‘mﬁq\?.“o\‘\“\‘i“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #167154: 1-Adamantan-1-ylmethyl-6-amino-1H-pyrimidin
135.0
T \
14.50
5000 m/z 394.40 44.97%
79.0 275.0
39.0
ol FALLLL Ly sep0zz20. |
miz--> 50 100 150 200 250 300 350
Abundance #34720: 1H-Indene, 1,1,3-trimethyl- —h ‘
1438.0 14.50
m/z 118.95 44 .54%
h Wﬂmj\ﬁw\m
oo O LN i
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF081821.M Tue Aug 31 13:16:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Phthalic acid, isohexyl 2-p... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14851 371ng 224953  Perylene-d12 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26Ha204 620548-62-3 59

2 Phthalic acid, isohexyl 2-pentyl... 320 C19H2804
3 Phthalic acid, di(4-methylpent-2... 334 C20H3004
4 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004
5 Phthalic acid, isobutyl 4-methyl... 306 C18H2604

Abundance Scan 2170 (14.851 min): BF125262.D\data.ms (-2165) (-]

1000315-48-7 50
1010356-88-6 49
000146-50-9 47

1000356-87-2 47

m/z 149.00 100.00%

149.0
57.0
5000
14%6 ide
2931 . :
207.0
0 “HHHMMH“H A m/z 57.00  57.21%
mlz--> 50 100 150 200 250 300 350 400
Abundance #312480: Di-isononyl phthlate
149.0
5000 — —
43.0 14.50 15.00
m/z 43.00 43.44%
293.0
0 Hm . 207.0 | 361.0 418.
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400
Abundance #224645. Phthalic acid, isohexyl 2-pentyl ester
149.0
P P
14.50 15.00
5000 m/z 71.10  42.28%
85.0
41.0 251.0
ok b UL
miz--> 50 100 150 200 250 300 350 400
Abundance  #241788: Phthalic acid, di(4-methylpent-2-yl) ester “ —
149.0 14.50 15.00
m/z 85.05 29.90%
5000
85.0
4% 251.0
oLt b — —r—
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF081821.M Tue Aug 31 13:16:59 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.933 7.05 ng 427463 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
4 8-Chloro-1-octanol, benzyldimeth... 312 C17H29Cl0Si 1000375-56-9 53
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 50

Abundance Scan 2184 (14.933 min): BF125262.D\data.ms (-2180) (- m/z 69.00 100.00%

69.0
5000
149.0 15.00
ol A w‘““ v “‘ AL 2731 8418 nyz 1.0 52.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.00 27.97%
137.0
N ZA N S |, 1910 273.0 3410  410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
—
15.00
5000 ITI/Z 149.00 14.28%
137.0
07. ‘ “ h ||, 1920 2470 3160
0 kaﬂu‘WNN&WNuWu“Np‘“‘\“““u“““““
miz--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol ——
69.0 15.00
m/z 95.05 14.04%
B W
137.0
027'4 T — ——
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF081821.M Tue Aug 31 13:16:59 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Di-isononyl phthlate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.045 2.88 ng 174587 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 91
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 72
3 Phthalic acid, nonyl trans-hex-3... 374 C23H3404 1000360-48-7 59
4 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 59
5 Phthalic acid, monoamide, N-ethy... 437 C28H39NO3 1000309-86-5 59
Abundance Scan 2203 (15.045 min): BF125262.D\data.ms (-2199) (-  m/z 149.00 100.00%
149.0
57.0 —r I
293.1 15.00
97.0
ol “ ‘h‘w‘l“u”‘\ el L 193822402080 1y 57,00 21.54%
miz--> 50 100 150 200 250
Abundance #312483: Di-isononyl phthlate
149.0
5000 — :
15.00
m/z 43.00 20.26%
430 o) 293.
O T T \“ ‘H‘\ ‘\‘ \“\ “\ T ‘\ T T ‘\ T T ‘ T T T T ‘ T T T \‘ ‘
miz--> 50 100 150 200 250
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
T \
15.00
5000 m/z 71.10 17.18%
43‘.0 85.0 293.C
B -
miz--> 50 100 150 200 250
Abundance  #283102: Phthalic acid, nonyl trans-hex-3-enyl ester P ‘
149.0 15.00
m/z 55.00 13.08%
43'0‘ ‘ 293.C
T I —— _—
m/z--> 50 100 150 200 250 15.00

8270-BF081821.M Tue Aug 31 13:17:00 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Nonadecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.145 7.51 ng 455284 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 60
2 Nonadecane, 3-methyl- 282 C20H42 006418-45-7 50
3 Pentacosane 352 C25H52 000629-99-2 45
4 Hentriacontane 437 C31H64 000630-04-6 45
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 45

Abundance Scan 2220 (15.145 min): BF125262.D\data.ms (-2214) (- m/z 57.00 100.00%

57.0 149.0
5000
252.1
—— —
203.1 15.00 15.50
ol ‘H‘ H b B8 T 395 7 149,00 93.20%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 63.86%
99.0
0 h‘ I I u‘ ‘ 1410\ 183.0 2540
\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #176391: Nonadecane, 3-methyl-
57.0
—— —
15.00 15.50
5000 m/z 43.00 60.09%
253.0
‘ 99.0 141.0 183.0
OHU“H“!‘ l h Lol T R I A
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T —
57.0 15.00 15.50
m/z 85.05 45.64%
5000
99.0
b “““‘ ““““ T T —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.198 2.88 ng 174601 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Octacosane 394 (C28H58 000630-02-4 76
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 72
4 Eicosane 282 (C20H42 000112-95-8 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 2229 (15.198 min): BF125262.D\data.ms (-2225) (. m/z 57.00 100.00%
57.0
9.0 1500 1550
149.0 . .
217.1 267.9
0 m“‘“w‘lw‘“u”‘ i Bl 2009 3999 m/z 43.00  54.48%
mlz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — —
15.00 15.50
m/z 71.00 52.85%
9.0
0 \‘ \L ‘ ‘\ I H‘ | J\\-4%L 9183 0225 0 268 0
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
15.00 15.50
5000 m/z 85.05 45 .40%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —— —
57.0 15.00 15.50
m/z 55.00 20.69%
- me
N 1L L ‘\‘\‘%5“5‘??97‘9??992‘8‘13 B I
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 18 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.809 4.35 ng 263732 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Nonadecane, 3-methyl- 282 C20H42 006418-45-7 87

Abundance Scan 2333 (15.809 min): BF125262.D\data.ms (-2328) (1 m/z 57.05 100.00%
57.0

3

5000
41. 0207 02811 15.50 16.00
o‘H‘Ml‘Wﬁ‘wH‘WH‘w‘Hw‘ﬁﬁﬁ}w‘uw‘uw‘uw‘u‘_u m/z 71.85 59.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — S
15.50 16.00
m/z 43.05 49.46%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
— ——
15.50 16.00
5000 m/z 85.05 39.35%

ol L || 127.0197.0 281.0 394.0
R

:

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0 15.50 16.00
m/z 55.00 27.53%
5000

\‘ || }?7%197.0267.0  380.0

o“H“H‘w“H‘H“M‘H“H‘_"w“u‘u“_‘u“u‘_“w“
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 19 Dodecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.592 3.98 ng 241082 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Docosane 310 C22H46 000629-97-0 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 1-Iodoundecane 282 C11H23I 004282-44-4 80
Abundance Scan 2466 (16.592 min): BF125262.D\data.ms (-2459) (- m/z 57.00 100.00%
57.0
99.0 N ‘
16.50
141.0
ol ‘L “\ \h\ Ay h\uu Wyl g ‘\9%“9\“ H\ ‘25‘5‘2‘ — ?1‘4‘1‘ ?5‘5' m/z 71.10 63.78%
mlz--> 50 100 150 200 250 300 350
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 — :
16.50

m/z 43.00 55.99%

99.0 1550
0 ‘h\ L ‘ | “ L 197.0
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
U \
16.50
5000 ITI/Z 85.05 41.37%
99.0 155.0 225.0
om‘m‘,“xuw“M‘,m‘WH,HHWH_
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T
57.0 16.50
m/z 55.00 17.75%
o %
9.0
0 ‘ h H\ \h h‘ u‘ 1 0 183Q 225.0 267.0 310.0
“““‘ ol T A R B e ——
mlz--> 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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 20 unknownl6.986 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.986 3.01 ng 182799 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,8,9-Trioxa-5-aza-1-silabicyclo... 203 C8H17NO3Si 002097-16-7 46
2 2H-1-Benzopyran-2-one, 4,6-dimet... 174 C11H1002 014002-89-2 43
3 N-Benzyl-2-cyano-acetamide 174 C1OH1eN20 1000300-42-1 38
4 Benzenamine, 2-methyl-5-(4H-1,2,... 174 CSH10N4 1000362-62-2 38
5 2-(3-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-16-1 38

Abundance Scan 2533 (16.986 min): BF125262.D\data.ms (-2526) (1  m/z 174.05 100.00%

174.1
5000
43.0
. Ay ol
105.0 269.1 410- 17,00
23.0 354.9 :
0! m/z 43.00 30.87%
mlz--> 50 100 150 200 250 300 350 400
Abundance #79114: 2,8,9-Trioxa-5-aza-1-silabicyclo[3.3.3]undecane,
174.0
5000 T
17.00
m/z 161.05 28.71%
450 130.0 /
0 \m\ \““““‘”\“ play H‘}‘ }“m\”m‘\ “lh rh‘ ‘!‘ \H\ T |‘\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #48961: 2H-1-Benzopyran-2-one, 4,6-dimethyl-
174.0
L
17.00
5000 ITI/Z 187.00 24.87%
39.0 131.
A iewet: /N U I A
miz--> 50 100 150 200 250 300 350 400
Abundance #48755: N-Benzyl-2-cyano-acetamide
174.0 17.00
91.0 m/z 55.00 22.35%
- W
a0, 1
I 8 Y A _—
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083021\
Data File : BF125262.D

Acqg On : 30 Aug 2021 14:59
Operator : JU/CG

Sample : M3564-02

Misc :

ALS vial : 5 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... 2.181 35.7 ng 1734100 1 6.910 972485 20.0
Ethanol, 2-(2-b... 8.098 31.1 ng 1936290 2 8.198 1246160 20.0
Safrole 8.810 15.0 ng 935550 2 8.198 1246160 20.0
Hexadecanoic ac... 11.822 2.8 ng 216467 4 11.433 1574890 20.0
n-Hexadecanoic ... 11.957 20.1 ng 1584280 4 11.433 1574890 20.0
9-Octadecenoic ... 12.527 2.1 ng 162854 4 11.433 1574890 20.0
Octadecanoic acid 12.739 10.6 ng 834446 4 11.433 1574890 20.0
Octacosane 13.157 4.5 ng 328055 5 14.080 1442880 20.0
Sulfurous acid,... 13.945 9.9 ng 713823 5 14.080 1442880 20.0
Octadecane 14.551 5.5 ng 393637 5 14.080 1442880 20.0
unknown14.592 14.592 3.4 ng 241878 5 14.080 1442880 20.0
Phthalic acid, ... 14.851 3.7 ng 224953 6 15.574 1212790 20.0
Supraene 14.933 7.0 ng 427463 6 15.574 1212790 20.0
Di-isononyl pht... 15.045 2.9 ng 174587 6 15.574 1212790 20.0
Nonadecane, 3-m... 15.145 7.5 ng 455284 6 15.574 1212790 20.0
Nonadecane 15.198 2.9 ng 174601 6 15.574 1212790 20.0
Tetratetracontane 15.809 4.3 ng 263732 6 15.574 1212790 20.0
Dodecane, 1-iodo- 16.592 4.0 ng 241082 6 15.574 1212790 20.0
unknown16.986 16.986 3.0 ng 182799 6 15.574 1212790 20.0
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