LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49 Instrument :

Operator : JU/CG BNA_F

Sample : M1263-04 ClientSampleld :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123091.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 12 18 24 rBV 1864386 2370322 31.25% 3.935%
2 5.504 577 581 584 rBV 3508678 3185585 42.00% 5.289%
3 6.504 747 751 762 rBV2 2411330 2643901 34.86% 4.390%
4 6.716 784 787 793 rBV 175615 185971 2.45% 0.309%
5 6.892 813 817 820 rBV 1809753 1494146 19.70%  2.481%
6 7.451 906 912 915 rBV 3678187 3944859 52.02% 6.550%
7 7.651 943 946 950 rVB 93468 88970 1.17% 0©.148%
8 8.175 1030 1035 1038 rBV 2275509 1946444 25.67%  3.232%
9 9.257 1213 1219 1222 rBV 6715423 6990598 92.18% 11.607%
10 9.333 1229 1232 1234 rBV2 127136 122971 1.62% 0.204%
11 9.369 1234 1238 1255 rVB 1319329 1555709 20.51% 2.583%
12 9.645 1281 1285 1289 rBvV 516920 429955 5.67% 0.714%
13 9.933 1327 1334 1338 rBV 2562634 2323249 30.63% 3.857%
14 10.527 1431 1435 1451 rBV 527089 1158385 15.27%  1.923%
15 10.727 1463 1469 1472 rBV 4696538 4656573 61.40% 7.731%
16 10.998 1512 1515 1517 rVB 108356 84623 1.12% 141%
17 11.427 1583 1588 1591 rBV 2424235 2365446 31.19% 927%
18 11.474 1593 1596 1600 rVB2 71221 81193 1.07%

19 11.957 1671 1678 1681 rBV 1968809 2071365 27.31%
20 11.986 1681 1683 1687 rVB 573500 496156  6.54%
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21 12.251 1725 1728 1732 rBV 141652 151224  1.99%
22 12.410 1751 1755 1758 rBV 1107043 897049 11.83%
23 12.468 1761 1765 1768 rVV 278752 271469 3.58%
24 12.510 1768 1772 1788 rVB4 282398 812843 10.72%
25 12.674 1796 1800 1804 rVB 466126 458357 6.04%
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26 12.745 1808 1812 1818 rBV 1034960 1034548 13.64%
27 12.815 1821 1824 1827 rVV 269440 219107 2.89% ©.364%
28 13.021 1854 1859 1862 rBV 7622749 7583942 100.00% 12.592%
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29 13.168 1880 1884 1888 rBV 131478 127527 1.68% 0.212%
30 13.251 1895 1898 1900 rBV 76891 75846 1.00% 0.126%
31 13.286 1900 1904 1907 rVwv4 77272 141332 1.86% ©.235%
32 13.468 1932 1935 1937 rBV 79806 83248 1.10% ©0.138%
33 13.498 1937 1940 1944 rVB 264641 270406 3.57% 0.449%
34 13.592 1954 1956 1959 rW 97821 77608 1.02% ©.129%
35 13.639 1961 1964 1967 rVV 1071332 888273 11.71% 1.475%

36 13.674 1967 19760 1973 rVV2 264487 245125 3.23%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.715 1974 1977 1983 rVB2 110860 125947 1.66% ©.209%
38 13.945 2010 2016 2029 rBV3 809806 2888976 38.09% 4.797%
39 14.074 2033 2038 2042 rVB 2333475 2076505 27.38%  3.448%
40 14.245 2063 2067 2070 rBV 150885 135326 1.78% ©.225%
41 14.551 2114 2119 2122 rBV 193975 175561 2.31% ©0.291%
42 14.627 2124 2132 2142 rVV8 51942 201140 2.65% 0.334%
43 14.709 2143 2146 2155 rVB 157712 159830 2.11% 0.265%
44 14.862 2168 2172 2180 rVB 204624 207578 2.74%  ©.345%
45 14.939 2182 2185 21990 rVB 119549 119416 1.57% ©.198%
46 15.209 2227 2231 2238 rVB 215095 232927 3.07% 0.387%
47 15.562 2285 2291 2295 rBV 1271647 1613365 21.27% 2.679%
48 15.603 2295 2298 2305 rVB 166048 219751 2.90% ©.365%
49 16.050 2369 2374 2382 rVB 129154 187539 2.47% 0.311%
50 16.174 2388 2395 2399 rBv4 86749 222545 2.93% 0.369%

51 16.574 2457 2463 2473 rVB3 66603 128903 1.70% ©.214%

Sum of corrected areas: 60229634
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123091.D\data.ms
7000000
6000000
5000000
4000000 7.451

5.504

3000000
6.504

200000042.193

1000000

7.65

07_\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF123091.D\data.ms

13.021
7000000 9.257

6000000
5000000 10.727
4000000

3000000

9.933
8.175 11.427

11.957

2000000

9.369

12.410 12.745

1000000 9.645 10.527 11986 6515
383 | 10998 11,474 12.25% 45%\ : 31m

0 7

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13. 00
Abundance TIC: BF123091.D\data.ms

7000000

6000000

5000000

4000000

3000000

14.074

2000000
15.562

1000000

113 14.245 145§ m&ﬁ%915.A209 15603  16.080L74 16.574
O T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 31.73 ng 2370320 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 18 (2.193 min): BF123091.D\data.ms (-12) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1

L 41 220 240 2.60
e R e b e e m/z 43,05 37.88%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-

73.0

5000 LA L L L L I B L B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.10 27 .59%
29.0 ‘ %
H\‘\H\‘H\w“HH“‘}\‘H‘H\?‘.\()\H"\}H‘\\H‘\H\‘HH’HH‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 1
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 25.41%
27.0
112.0 129.0
T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1877: Acetamide, N-ethyl- 1
30.0 2.20 2.40 2.60

m/z 41.05 12.39%

5000 87.0
44.0
15.0 72.0
i 58.0 |

T T T T T T T T T T T L B s B

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.716 2.49 ng 185971 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 787 (6.716 min): BF123091.D\data.ms (-784) (-) m/z 45.05 100.00%
45.0
5000 k
72.0 A
|| M 1041 6.40 6.60 6.80 7.00
0l e e m/z 59.05 35.63%
miz--> 20 40 60 80 100 120 140
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\/\\\‘\\\\‘\\\\‘\\\\‘
220 6.40 6.60 6.80 7.00
29,0 ' m/z 72.00 23.04%
104.0
88'0
miz-> 20 40 60 80 100 120 140
Abundance
45.0
A e
6.40 6.60 6.80 7.00
5000 720 m/z 73.05 13.82%
29.0
103.0
o  wa awaman B
miz--> 20 40 60 80 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- “‘A/N“““H‘%““‘ﬁ
45.0 6.40 6.60 6.80 7.00
m/z 43.00 12.08%
5000
72.0
29,0 89.0
A0 L 1190 1480
e e AL aRGLEL s aa R RN EEEL R
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\

Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc . 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.369 13.39 ng 1555710  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1238 (9.369 min): BF123091.D\data.ms (-1234) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.0
R A RER RS
‘ 69‘-0 | 9.00 9.20 9.40 9.60
el Ly 1981y 109,05 71.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \‘\\\\‘\/\\\\‘\\\\’\\\\‘\
9.00 9.20 9.40 9.60
69.0 m/z 151.00 44.087%
\\\‘\\‘\ \“‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \Hl‘\ ’ T \ \ ’ TT 1 T ’ T \‘\ T ’]\-9\2\(’)\ TT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
RN L A mRE o
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 21.01%
32.0 79.0
AR e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24780: Metacetamol B RARaEEEEEH S
109.0 9.00 9.20 9.40 9.60
m/z 69.00 14.46%
5000 151.0
43.0
80.0
15.0 il
“w“H‘H“_“w“u,u“w“w“H,H“W“w“u‘ P T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF012721.M Mon Feb 01 12:58:44 2021

Page:

6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl1®.527 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.527 9.97 ng 1158390  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 38
3 Bicyclo[2.2.1]heptan-2-one, 5-br... 230 C1OH15BroO 010293-00-2 32
4 Acetaminophen 151 C8H9NO2 000103-90-2 30
5 Metacetamol 151 C8HSNO2 000621-42-1 30
Abundance Scan 1435 (10.527 min): BF123091.D\data.ms (-1431) (- 43.00 100.00%
43.0
109.1
5000
151.1 213.2
L Je 00
\H‘\H\“}\\‘H‘\“\‘\“\H‘M\‘\‘\H\“‘\‘\H\\“H\H\‘HH‘HH‘HH‘\H‘\‘HH‘\H\‘\ m/z 169 05 79.8100
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
10 50

m/z 151.05  29.76%

‘ | 810
150, b e L1920
m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance
109.0 /\

10.50
m/z 213.20  28.58%
5000 43.0 151.0
81.0
179.0
T T T T T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #85494: Bicyclo[2.2.1]heptan-2-one, 5-bromo-1,7,7-trime ‘ ‘
109.0 10 50

m/z 41.05 22.84%

5000 41.0
81.0
‘ 151.0
| ‘ h\‘\ ‘ L. 1880 2320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.410  7.58ng 897049 Phenanthrene-d10 11.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4,4,6,6,8,8-Heptamethyl-1-nonene
»4,4-Trimethyl-1-pentanol, hept...

224 C16H32

326 C12H17F702

144 C9H200

015796-04-0 56
1000365-01-4 43
054004-40-9 40

ardenafil

488

C23H32N604S

224785-90-4 16

12
22
3 1-Pentanol, 3-methyl-2-propyl-
4 V
53

-Methylpentyl ethylphosphonoflu... 196 C8H18F02P 1000298-39-1 16

Abundance Scan 1755 (12.410 min): BF123091.D\data.ms (-1751) (- m/z 57.10 100.00%
57.1
1250
169.2 :
ol Al u“u“‘ Ao 12000 2571 pm/z 113.16 50.88%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T ‘A‘_N‘A/\\‘
12.50
113.0 m/z 97.10 45.38%
T L T ‘M ‘\ “\‘ \‘h‘\ “‘ \“ T T T ’1\6§'c\) T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance
57.0
=
12.50
5000 ITI/Z 55.05 26.20%
97.0
169.
15.0 131.0 69.0 227.0 311.
e e T
m/z-> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- ——
57.0 12.50
m/z 83.05 20.56%
h | UML/\/\
sl i
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\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49
Operator : JU/CG

Sample : M1263-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl2.468 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.468 2.30 ng 271469  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-hexadecyl ester 340 C22H4402 1000282-83-8 38
2 Bis(2-ethylhexyl)hydrogen phosphate 322 C16H3504P 000298-07-7 37
3 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 37
4 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 36
5 2-Propylthiazole 127 C6HSNS 017626-75-4 35
Abundance Scan 1765 (12.468 min): BF123091.D\data.ms (-1761) (- m/z 99.05 100.00%
57.1 99.0
5000
e
b T
\\\‘\“‘\‘U\“\”} ‘\‘\\\“\\\\2‘1\1.\3\\’\\\\ m/Z 57.10 92.00%
miz--> 50 100 150 200 250
Abundance #177154: Hexanoic acid, 4-hexadecyl ester
99.0
43.0
5000 1
12.50
m/z 111.10 24.14%
T \“‘\ \“‘H\ H f “\1\39(‘)]\-7\1\0\ T \22\4\0\ |
miz--> 50 100 150 200 250
Abundance
99.0
——
12.50
5000 m/z 69.00 21.52%
57.0
18.0 153.0 211.0 293.(
s e L e
m/z--> 50 100 150 200 250
Abundance #53523: Hexanoic acid, 3-chloroprop-2-enyl ester ——
99.0 12.50
m/z 97.05 20.45%
43.0
5000
155.0
L ‘N‘ 800 AIAS
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\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 9-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.509 6.87 ng 812843  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 62
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 47
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 46
4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 46
5 Cetene 224 C16H32 000629-73-2 46
Abundance Scan 1772 (12.510 min): BF123091.D\data.ms (-1768) (- m/z 57.10 100.00%
57.1
99.1
5000
R [
H 155.1 12.50
Wm\‘;H‘M‘H“‘HH b 29802242 L n/z 99.10  68.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127770: 9-Eicosene, (E)-
57.0
5000 s :
12.50
m/z 43.10 51.07%
27.0
\‘\‘H\“‘\H"\h\\“‘H\‘!‘\\\];‘Z\PH(\)‘\H?.‘GHS\\(’)H\%\9\0‘\\\\’\\\\‘\\2\8\‘0\\(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
83.0 T
12.50
5000 m/z 83.18 50.62%
125.0
155.0 196.0225.0
T T T T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127771: 3-Eicosene, (E)- —
57.0 12.50
m/z 55.00 49.89%
97.0
5000
27.0
\‘ UL a0 ser01060 280.
‘_H‘_H“‘wH‘wHH_‘H_H‘_HW‘HWH‘WHHM‘H_H‘_‘ e
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Bis(2-ethylhexyl) maleate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.674 3.88 ng 458357  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 62
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 38
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 38
4 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 35
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 35
Abundance Scan 1800 (12.674 min): BF123091.D\data.ms (-1796) (- m/z 57.10 100.00%
57.1
117.0
5000
— =
1T
e m/z 71.10  68.29%
miz-> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 —r— ——
12.50 13.00
m/z 117.00  64.30%
150 | | | H\ ‘ ‘\H‘\ 185.0 2290 297.0 341,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance
57.0
—p— afy
12.50 13.00
5000 m/z 70.10 52.91%
112.0 157.0
—_— e
miz--> 50 100 150 200 250 300
Abundance  #97350: Carbonic acid, neopentyl 2-ethylhexyl ester = —
71.0 12.50 13.00
m/z 100.00  45.40%
5000
112.0
it Il
B T S N
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.745 8.75 ng 1034550  Phenanthrene-d10 11.427
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1812 (12.745 min): BF123091.D\data.ms (-1808) (- m/z 73.00 100.00%
43.0 73.0
5000 129.0
185.1 2412 —— P
‘ ‘ ‘ ‘ 284.: 12.50 13.00
S ‘1“‘,”‘ H!\ \“H‘m‘ Hh‘\\ H;‘\\‘\HM .l b L \‘ Al - ‘L‘ m/z 43.05 96.09%
m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — —
12.50 13.00
m/z 57.10 84.10%
‘ 1850 2410 284( /
_ “\" i ‘H“dh‘\ ! e ‘ - | - 1
miz--> 50 100 150 200 250
Abundance
43.0 73.0
T =
12.50 13.00
5000 256.0 m/Z 60.00 83.75%
129.0
213.0
171.0
e e
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 55.05 73.38%
5000 129.0
‘ ‘ 199.0 92420
. ‘\‘ w’ h!\ \‘H‘HH \\h“‘\ M\‘H} “‘ ‘]"‘G’ﬂ‘q“ L\ — “\ — — e P
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl2.815 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.815 2.11 ng 219107 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 47
2 Disulfide, bis(1,1,3,3-tetrameth... 290 C16H34S2 029956-99-8 38
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
4 3-(4-Methyl-2,5-dioxo-4-imidazol... 186 C7H10ON204 007511-46-8 27
5 1-Isopropylbutyl ethylphosphonof... 210 C9H20FO2P 1000298-39-8 27
Abundance Scan 1824 (12.815 min): BF123091.D\data.ms (-1821) (- m/z 57.10 100.00%
57.1
113.1
5000
12‘56 5.3‘06
169.2 : :
— Ll ‘, “ 2070 241.2 2810 ' nss 113,05 54.37%
miz-> 50 100 150 200 250
Abundance #40164: Propanedioic acid, 2-propenyl-, dimethyl ester
81.0 113.0
41.0 MVA/L,A
5000 — LA
12.50 13.00
m/z 111.10 20.98%
| 1720
T T T ’ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
— —
12.50 13.00
5000 m/z 97.10 17.18%
113.0
5.0 163.0 290.(
T T
miz--> 50 100 150 200 250
Abundance #54932: Octane, 2-bromo- - o
57.0 12.50 13.00
m/z 69.10 15.63%
5000
180 | | | . | 1490
el — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Isoxazole, 3,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.60 ng 270406 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 59
2 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 39
3 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 38
4 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 38
5 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 36

Abundance Scan 1940 (13.498 min): BF123091.D\data.ms (-1937) (- m/z 97.10 100.00%
97.1

5000 57.0

=

1530 13.50
e e L 125 1882 1929 0 57 65 41.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2967: Isoxazole, 3,5-dimethyl- NWAVVkMVAAAKL»W/M
97.0
5000 54.0 13.50
m/z 113.10 12.38%
27.0 ‘
\‘“‘“M“H‘”"N“”M“‘\H“\‘H‘\‘H‘\“H\“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
97.0
A - )
13.50
5000 550 m/z 55.10  11.65%

29.0
127.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester
97.0

=

13.50
m/z 98.10 9.60%
55.0
5000
29.0‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 12 unknownl13.639 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.639 8.56 ng 888273 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
3 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 37
4 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 32
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 27

Abundance Scan 1964 (13.639 min): BF123091.D\data.ms (-1961) (- m/z 57.10 100.00%
5

7.1
113.1
5000
e e
‘ ‘ 169.2 13.50 14.00
\\\\MN\L\”NHwU 225 m/z 113.10 61.93%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 s o -
13.50 14.00
113.0 m/z 97.10 55.79%
T T T T ‘M‘\ “\‘ \‘h‘\ “‘ \“ T T T ‘1\6§.(\) T ‘ T T T T ’ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance
57.0
e o
13.50 14.00
5000 m/z 55.05 26.13%

97.0
169.
15.0 131.0 69.0 227.0 311.
L B e e e B L B e B e
m/z--> 50 100 150 200 250 300
Abundance

#124142: Sulfurous acid, cyclohexylmethyl heptyl ester T 7
97.0 13.50 14.00

m/z 83.10 24.51%

| J\/\
5000
I \M Aty L‘ i

\ T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl3.674 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.674 2.36 ng 245125 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 38
2 Succinic acid, di(2,4-dimethylpe... 314 C18H3404 1000349-36-7 38
3 1,4-Dioxaspiro[4.5]decan-8-one 156 C8H1203 004746-97-8 35
4 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 33
5 4-Methyl-3,5-decandione 184 C11H2002 1000374-13-1 28
Abundance Scan 1970 (13.674 min): BF123091.D\data.ms (-1967) (- m/z 99.10 100.00%
99.1
57.1
5000
155.2 = S
i T
Ol bt b 220222 m/z 57.18 73.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53523: Hexanoic acid, 3-chloroprop-2-enyl ester
99.0
43.0
5000 s LS
750 13.50 14.00
155.0 m/z 111.10  27.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
99.0
—— —
57.0 13.50 14.00
5000 m/z 155.20 22.37%
27.0 127.0 173.0 199.0
R o e B A AAARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 WJ\‘
Abundance #28804: 1,4-Dioxaspiro[4.5]decan-8-one e , ‘/\“‘f“\
99.0 13.50 14.00
m/z 97.10 21.93%
5000
55.0
2%0 f h‘ . T 126.0 15§0
R L B AR AARRARAS Sy o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.945 27.83 ng 2888980 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 2016 (13.945 min): BF123091.D\data.ms (-2010) (- m/z 57.10 100.00%
97.1
5000
=
\ | } 2 1822 2242 2804 14.00
e BB 2P NELL L S m/z 83.18  95.70%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 55.05 94.41%
]\.9\.¢ ‘\“ “‘ H‘ ‘1 *‘ ‘h h T ]\-8\2\0 \22\4\0\ ‘2§6\0\ T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
57.0 97.0
—
14.00
5000 m/z 43.05 92.78%
139.0
19.0 181.0 222.0 264.0 308.0
e s s
m/z--> 50 100 150 200 250 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester e
57.0 14.00
m/z 97.10 83.77%
5000
400
150 | 101 \w | 1001820 2550 060 I
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.862 2.57 ng 207578 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2172 (14.862 min): BF123091.D\data.ms (-2168) (- m/z 57.05 100.00%
57.0
5000 M
14‘56 5.5‘06
141 1 . .
183.2
. H Li “‘ L 3%3e 23912810 m/z 71.e5 70.67%
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 — m—
14.50 15.00
m/z 43.10 58.80%
L H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
14.50 15.00
5000 m/z 85.10 48.40%
99.0
15.0 141.0183.0225.0  296.0
P e e e e
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T R
57.0 14.50 15.00
m/z 41.05 20.52%
5000
9.0
I il 141.0183.0225.0267.0  338.0
e e e P e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.209 2.89 ng 232927 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2231 (15.209 min): BF123091.D\data.ms (-2227) (- m/z 57.05 100.00%

57.0
5000

‘ ‘ ‘ 4111831 15.00 15.50
0 “‘J‘mhhh‘hk‘ et 2o m/z 71.e5 71.17%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 s _—
15.00 15.50

‘ m/z 43.10 58.10%

J ‘Mw\‘M%4}9l830225026103090 367.0
T T ‘ T T ‘ LU ‘ LU ‘ L ‘ T 1T ‘ T T ‘ T T ‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0

— —
15.00 15.50

5000 m/z 85.05 50.29%
99.0
15.0 141.0183.02250  296.0
A e e e I LI BRI
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T T
57.0 15.00 15.50

m/z 55.05 24.84%

5000
9.0
ﬁ “ﬂ%4101830225026703090 365.0

\ —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF012721.M Mon Feb 01 12:58:53 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.051 2.32 ng 187539 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 2-methyltetracosane 352 (C25H52 1000376-72-6 90
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 2374 (16.050 min): BF123091.D\data.ms (-2369) (- m/z 57.05 100.00%
57.0
16.00 |
41.21832 281.1 :
. “‘H““‘“‘ A ”‘ by it NN m/z 71.e5 69.71%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 —
16.00
m/z 43.10 61.00%
| ‘L‘ ! M | 141.0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.00
5000 m/z 85.10 48.14%
99.0
15.0 141.0183.0225.0  296.0
P e e e e
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R
57.0 16.00
m/z 41.05 20.66%
5000
9.0
N “\\ | | 141.0183.0225.0267. 0309.0_ 3650
i ““““““““““H AR B P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49

Operator : JU/CG

Sample : M1263-04 :

Misc : 0048-042-COMP-B-ELUTRIATE

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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-Hentetracontanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.174 2.76 ng 222545 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 70
2 Triacontyl acetate 480 C32H6402 041755-58-2 70
3 n-Tetracosanol-1 354 C24H500 000506-51-4 60
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 58
5 17-Pentatriacontene 491 C35H70 006971-40-0 58

Abundance Scan 2395 (16.174 min): BF123091.D\data.ms (-2388) (- m/z 43.10 100.00%

43.1
5000
1.1

e
LI 208.9 2820 355.0 16.00 16.50
‘\\\‘ ‘ \\“\“ |\‘\“‘\H\‘ “‘\ TT \‘ ‘ ‘\ TTT ‘ TT \l\ ‘ TTTT "\ TTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘\ m/z 57.05 96.5200

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontano
57.0

5000 — s
16.00 16.50

m/z 71.05 68.00%

5.0
mi ﬂ | 195.0 278.0343.0 432.0 502.0 572.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

7
16.00 16.50
m/z 55.05 66.86%

5000 111.0
181.0 250.0 334.0 420.0 WJM
L o 2900 334.0 A e
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #186968: n-Tetracosanol-1 —
57.0 16.00 16.50
m/z 83.10 66.17%

5000
125.0
UL ssso_nno

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012921\
Data File : BF123091.D

Acqg On : 29 Jan 2021 19:49
Operator : JU/CG

Sample : M1263-04

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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... 2.193 31.7 ng 2370320 1 6.892 1494150 20.0
Ethanol, 2-(2-e... 6.716 2.5 ng 185971 1  6.892 1494150 20.0
2,4,7,9-Tetrame... 9.369 13.4 ng 15557106 3 9.933 2323250 20.0
unknown10.527 10.527 10.0 ng 1158390 3 9.933 2323250 20.0
2,4,4,6,6,8,8-H... 12.410 7.6 ng 897049 4 11.427 2365450 20.0
unknownl12.468 12.468 2.3 ng 271469 4 11.427 2365450 20.0
9-Eicosene, (E)- 12.509 6.9 ng 812843 4 11.427 2365450 20.0
Bis(2-ethylhexy... 12.674 3.9 ng 458357 4 11.427 2365450 20.0
Octadecanoic acid  12.745 8.8 ng 1034550 4 11.427 2365450 20.0
unknown12.815 12.815 2.1 ng 219107 5 14.074 2076510 20.0
Isoxazole, 3,5-... 13.498 2.6 ng 270406 5 14.074 2076510 20.0
unknown13.639 13.639 8.6 ng 888273 5 14.074 2076510 20.0
unknownl3.674 13.674 2.4 ng 245125 5 14.074 2076510 20.0
1-Heneicosanol 13.945 27.8 ng 2888980 5 14.074 2076510 20.0
Octacosane 14.862 2.6 ng 207578 6 15.562 1613370 20.0
Hexacosane 15.209 2.9 ng 232927 6 15.562 1613370 20.0
Heneicosane 16.051 2.3 ng 187539 6 15.562 1613370 20.0
1-Hentetracontanol 16.174 2.8 ng 222545 6 15.562 1613370 20.0
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