LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS Vvial : 17 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: BF125173.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 15 21 28 rVB 776476 976497 6.98% 1.142%
2 5.540 582 587 590 rBV 2913277 2896474 20.70% 3.386%
3 6.539 752 757 760 rBV 2904034 2846530 20.34% 3.328%
4 6.922 818 822 825 rBV 1261061 970787 6.94%  1.135%
5 7.481 912 917 920 rBV 2166469 1851537 13.23% 2.165%
6 8.098 1019 1022 1034 rBV 653017 606620 4.33% 0.709%
7 8.204 1036 1040 1043 rVB 1571493 1206541 8.62% 1.410%
8 9.280 1218 1223 1226 rBV 3606702 2975910 21.26% 3.479%
9 9.357 1232 1236 1239 rBV 205777 183974 1.31% 0.215%
10 9.675 1286 1290 1292 rBV2 155015 171359 1.22% 0.200%
11  9.886 1323 1326 1329 rVB 464747 346424  2.48%  0.405%
12 9.963 1335 1339 1342 rVB 1371816 1187657 8.49% 1.388%
13 10.204 1377 1380 1385 rBV3 120981 174133 1.24% 0.204%
14 10.386 1405 1411 1414 rBV 722477 596738 4.26% 0.698%
15 10.604 1443 1448 1454 rBV 247448 328216 2.35% 0.384%
16 10.745 1469 1472 1476 rVB 1759868 1534849 10.97% 1.794%
17 10.857 1488 1491 1497 rBV 750058 857892 6.13% 1.003%
18 10.963 1506 1509 1512 rVB 206687 155844 1.11% 0.182%
19 11.310 1564 1568 1570 rBV 627553 560134 4.00% 0.655%
20 11.339 1570 1573 1579 rVB 276673 321294 2.30% 0.376%

21 11.445 1588 1591 1594 rBV 1140702 1081407 7.73%
22 11.474 1594 1596 1603 rVB3 86376 151348 1.08%
23 11.733 1637 1640 1642 rBV 641043 539154  3.85%
24 11.757 1642 1644 1649 rVB 793677 697298  4.98%
3

0O
[e))]
w
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B

25 11.845 1654 1659 1662 rBV 7721056 7553910 53.97% 831%
26 11.898 1665 1668 1673 rBV2 112243 141463 1.01% ©.165%
27 11.974 1677 1681 1688 rVV 1813479 1721376 12.30% 2.012%
28 12.139 1705 1709 1714 rVB 492069 535561 3.83% 0.626%

29 12.533 1771 1776 1778 rBV 9035485 12089185 86.38% 14.133%
30 12.563 1778 1781 1786 rVV 11722022 13995457 100.00% 16.361%

31 12.633 1789 1793 1796 rVV 4763926 3911403 27.95% 4.573%
32 12.668 1796 1799 1800 rVV2 1582442 1651964 11.80% 1.931%
33 12.692 1800 1803 1810 rVV 3247927 4092220 29.24% 4.784%
34 12.757 1812 1814 1821 rVB 704323 715825 5.11% ©.837%
35 12.868 1829 1833 1835 rBvV2 583982 546092 3.90% ©0.638%

36 12.904 1835 1839 1846 rVB2 418472 565110 4.04% 0.661%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS Vvial : 17 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 12.986 1850 1853 1857 rBV3 167395 215288 1.54% ©.252%
38 13.039 1858 1862 1865 rBV 3027293 2561273 18.30%  2.994%
39 13.192 1885 1888 1890 rBV 696383 657923 4.70% 0.769%
40 13.215 1890 1892 1897 rVV3 389866 615677 4.40% 0.720%
41 13.263 1897 1900 1901 rVV 619518 598522 4.28% ©.700%
42 13.280 1901 1903 1909 rVV2 734140 980177 7.00%  1.146%
43 13.357 1910 1916 1918 rVVW 731723 771480 5.51% 0.902%
44 13.386 1918 1921 1926 rVV2 652244 1025294  7.33%  1.199%
45 13.427 1926 1928 1931 rVV2 635068 816180 5.83% ©.954%
46 13.463 1931 1934 1939 rVWW 899117 1283847 9.17% 1.501%
47 13.527 1941 1945 1950 rVv4 443108 727918 5.20% ©.851%
48 13.574 1950 1953 1956 rvv2 817612 988481 7.06% 1.156%
49 13.604 1956 1958 1962 rVB 259329 231002 1.65% 0.270%
50 13.786 1984 1989 1992 rVB2 463575 607709 4.34% 0.710%
51 13.933 2011 2014 2020 rVB3 221628 274986 1.96% ©.321%
52 14.021 2026 2029 2034 rVB 309727 258849 1.85% ©0.303%
53 14.092 2038 2041 2043 rVB 978811 823583 5.88% ©.963%
54 14.551 2116 2119 2126 rBV 307856 414051 2.96% 0.484%
55 15.221 2230 2233 2237 rVB 156783 175749 1.26% ©.205%

56 15.592 2292 2296 2307 rVB2 487358 774781 5.54% 0.906%

Sum of corrected areas: 85540953
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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\BF082321\

BF125173.D
: 24 Aug 2021 1:02
Ju/CG
: M3510-01
: 17  Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BF125173.D\data.ms

5.540 6.539

7.481

6.922
2.210

Time-->
Abundance

le+07

8000000

6000000

4000000

2000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF125173.D\data.ms

12.563

12.533

11.845

0
Time-->
Abundance

le+07

8000000

6000000

4000000

2000000

R e e \ —
10.00 10.50

T T
11.00 11.50 12.00

TIC: BF125173.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 9
R.T. EstConc Area Relative to ISTD R.T.
2.210 20.12 ng 976497 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance  Scan 21 (2.210 min): BF125173.D\data.ms (-15) (-) m/z 73.00 100.00%
73.0
I
‘ J 88.0 2.20 2.40 2.60
o"HH_‘H‘m“u?‘,‘“m,m‘_m_m m/z 43.00 47.57%
m/z--> 0 20 40 80 100 120
Abundance #5054: Butane, 2 methoxy-2-methyl-
73.0
5000 N

430 220 240 2.60
m/z 55.00 34.71%

27.0 ‘ ggo
O T ‘ L ‘ T “1 T “ T \ \ ’ \ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2. 20 240 260

5000 55.0 m/z 87.10 26.14%
39
0 I ‘ \ ‘H‘ 880 1120 129.0
“““““ “““ T T T
m/z--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- e
73.0 2 20 2.40 2.60

m/z 41.00 15.40%

5000

43.0

15‘.0 \‘\ H 580 ‘\ 880
O el P TS R ARE SR

m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.857 15.87 ng 857892  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 83
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
Abundance Scan 1491 (10.857 min): BF125173.D\data.ms (-1488) (- m/z 57.00 100.00%
57.0
5000
85.0
— —
h 113.1 141 2 1691 10.50 11.00
bbbl el p A2 10911071 2402 sz 43.00  69.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 = etan
85.0 10.50 11.00
20. m/z 71.05 49.97%
. \ Ly [M30141016901060 240
H\‘H\\‘HH‘HH‘\\H‘\\H‘\\H’\H\’\H\‘\H\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
= —
10.50 11.00
5000 m/z 85.05 32.19%
85.0
29.0
0 ‘ | H‘ 113.0 141.0 169.0 197.0 226.0
et e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane - —
57.0 10.50 11.00
m/z 41.00 32.04%
5000 85.0
29.0
0 \‘ L H \‘\ A ‘llw\3 0\141 0169.0 212.0
R R L AR AR AN RRRAT R — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF081821.M Tue Aug 24 12:26:01 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.310 10.36 ng 560134  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1568 (11.310 min): BF125173.D\data.ms (-1564) (1 m/z 57.00 100.00%
57.0

N T
99.1 1411 11.00 11.50
obdl b b by B4HL 1972 2843 m/z 43.00 67.33%
miz--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
5000 — —
11.00 11.50
m/z 71.10 52.11%
99.0 1410 /
O \2\61\0\“ ‘ “ H‘ H‘ H‘ \ T ‘\ “ “\ %8\3\()“ T T T \25“4\0\ T T
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
— ——
11.00 11.50
5000 m/z 85.05 38.95%
99.0
oh AL |y 2420 1m0 2000
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T T
57.0 11.00 11.50
m/z 41.00 30.00%
5000
‘ 99.0
41.0
olzslol |11 ) 410 1m0 zosg  zesc oLl
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 9-Hexadecenoic acid, methyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.757 12.90 ng 697298  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 97
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 90
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
5 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 87

Abundance Scan 1644 (11.757 min): BF125173.D\data.ms (-1642) (-] m/z 55.00 100.00%
0

55.
5000
3.1
—= =5
‘ h ‘Hﬂll.l 1521 1942 2362 11.50 12.00
Y1 O e e S 2. Sty PP S P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #158444: 9-Hexadecenoic acid, methyl ester, (2)-
58.0
5000 3.0 T =
11.50 12.00
m/z 69.05 46.70%
‘ M 10 45p0 1940 2360
O\H‘\\Hi‘}\\‘ ‘H‘\“\‘i\‘“ 268.C
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158398: (Z)-Methyl hexadec-11-enoate
— S
11.50 12.00
5000 ITI/Z 74 .00 42.01%
87.0
23.0152.0 194.0 236.0
b 20U N L 1230520 1910 2900
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #158437: 7-Hexadecenoic acid, methyl ester, (2)- P : L —
55.0 11.50 12.00
m/z 83.10 32.36%
5000 4.0
23.0152.0
27.0 m 194.0 236.0
ol MM 280 e AL
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.845 139.71 ng 7553910 Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 1659 (11.845 min): BF125173.D\data.ms (-1654) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.0 227.2 ‘50 1900
M || vt 1851 | 2701 11.50 12.00
O L R T et B R m/z 86.95 73.92%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — o
43.0 11.50 12.00
143.0 m/z 43.00 35.67%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘H‘\‘H\“HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

¥

74.0
11.50 12.00
5000/ 43.0 m/z 55.00  33.51%
Ll Lo 189 1650 2270 o
“H‘W‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140 160 180200220 240 260
Abundance #126208: Methyl tetradecanoate = =T
74.0 11.50 12.00
m/z 41.00 26.61%
5000
43.0

1430 199.0
| oo 130, 1990 ez

o‘_‘u‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H,H‘W‘HW‘H‘_‘H‘H‘W
miz—> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.974 31.84 ng 1721380  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1681 (11.974 min): BF125173.D\data.ms (-1677) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
213.2 T
— m/z 59.95 96.08%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 73.00 92.66%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘\\‘H‘\‘\\‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75716: Dodecanoic acid
60.0 A
=
12.00
m/z 57.00 81.13%
5000 129.0 /
157.0
29.0 87.0
‘ L ‘ 200.0
0“ww‘wwﬁh”‘wm‘wuﬁwuuwu‘qukwu‘ﬂu‘wu‘wu‘wu
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #92063: Tridecanoic acid T
43.0 73.0 12.00
m/z 55.00 80.30%
5000 129.0
171.0
I R
0150\\\\\ww\\ I
m/z--> 20 40 60 80 100120140160 180200 220240 260 12.00

8270-BF081821.M Tue Aug 24 12:26:04 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.533 223.58 ng 12089200 Phenanthrene-di10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1776 (12 533 min): BF125173.D\data.ms (-1771) (1 m/z 67.00 100.00%
67.

- h
0.1 A |
12.50
263 1
ok ?"7‘})‘ o HHHH\ ‘H Hh M\ Hh H\ Ao 187 1 ?29? . ??4 1 m/z 81.05 85.08%
miz--> 50 15 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — :
12.50
09.0 m/z 55.80 69.78%
oL— LM “H‘ Il H“M‘h‘ H“\ ‘Hh : Hu‘ H ‘H T ‘26‘?‘0 ‘29“4‘(:
miz--> 50 150 200 250
Abundance  #191908: 10,13—Octadecad|enoic acid, methyl ester
67.0
—— ‘
12.50
5000 ITI/Z 95.05 56.48%
09.0 .
29.0 294.C
H 263.0
ol whmmhMthhmlalo 2299‘ ‘ﬂ‘ —L,
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — ‘
67.0 12.50
m/z 41.05 49.78%
5000
09.0 294.C
ol L0 om0 2207 ]
miz--> 50 150 200 250 12.50

8270-BF081821.M Tue Aug 24 12:26:05 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.563 258.84 ng 13995500 Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1781 (12.563 min): BF125173.D\data.ms (-1778) (- m/z 55.05 100.00%

e . .
5000
=7 \
‘ 12.50
ol m/z 69.10  78.56%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 iz%d
23.0 m/z 74.00 72.49%
‘ ‘ WA ‘ 180.0 222.0 264.02
0 2‘5“0“ 1 “ | il \‘ i H\\H‘ H\HU\ all ks ‘1 e 1“ T ‘H — ‘9\6‘0
miz-> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
T T
12.50
5000 ITI/Z 83.10 67 .69%
264.0
‘ ‘ ‘ 180.0 222.0 296.0
o“\‘ ‘“\“ ’
miz-> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester —— ‘
55.0 12.50
m/z 97.10 61.18%
5000
87.0
264.0
Ll e, amo 20 | o
ok, h‘ “ o I b4 M “d‘mu‘ HW N - 1“‘ . i —
m/z--> 50 100 150 200 250 300 12.50

8270-BF081821.M Tue Aug 24 12:26:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.757 13.24 ng 715825  Phenanthrene-die 11.451
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 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1814 (12.757 min): BF125173.D\data.ms (-1812) (- m/z 43.00 100.00%

5000
129.0
= =
H‘ ‘ 185 1 24‘1-2 284.3 12.50 13.00
0 b u bbb 314 m/z 60.00  84.20%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p 284.0 — ——
1850 241.0 12.50 13.00
m/z 73.00 81.67%
0 u‘mmwh\\ ML‘M‘ TN U —
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
— =4
12.50 13.00
5000 129.0 m/Z 57.00 79.85%
H 171.0 213.0 256.0
oL~ ‘ H‘M\MH\‘H‘MM \ ‘ ‘ ‘ \““\H“\HH‘HH“H
miz-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es U —
43.0 12.50 13.00
m/z 55.00 78.78%
5000 284.0
3.0 1290
) 1850 2410
mlz--> 100 150 200 250 300 350 12.50 13.00

8270-BF081821.M Tue Aug 24 12:26:06 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Methyl 5,11,14-eicosatrienoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.192 15.98 ng 657923 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1010336-40-2 91
2 Cis-4-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-2 81
3 Cyclooctene, 4-ethenyl- 136 C1@H1l6 001124-45-4 78
4 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 76
5 cis,cis-7,10, -Hexadecadienal 236 C16H280 056829-23-3 70

Abundance Scan 1888 (13.192 min): BF125173.D\data.ms (-1885) (- m/z 67.00 100.00%
67.0

5000
121.1
P o
4.1 205.2 13.00 13.50
0 w”m‘w““ ““ Muw by 122402880 s 81 00 79.56%
miz--> 50 100 150 200 250 300
Abundance #225036: Methyl 5,11,14-eicosatrienoate
67.0
5000 121.0 —— —
13.00 13.50
164.0 m/z 55.00 72.70%
0! ‘H \‘H‘ ol \‘m Hu M 38 (‘)2‘7‘1‘0‘ ‘3‘2‘01
miz--> 50 200 250 300
Abundance #27782: CIS 4- methyl exo-tricyclo[5.2.1.0(2.6)]decane
67.0
109.0 S o
13.00 13.50
5000 m/Z 41.00 65.03%
Tl H
o‘M‘U‘““““ L ,HH_‘H_‘H_H
miz--> 50 100 150 200 250 300
Abundance #18068: Cyclooctene, 4-ethenyl- T —
67.0 13.00 13.50
m/z 79.00 63.63%
5000
27.
o‘u‘““‘H“““‘ ,“‘ —— —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:26:07 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Methyl 5-(1-fluoroethenyl)-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.216 14.95 ng 615677 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5-(1-fluoroethenyl)-1-(4-... 292 C15H17FN203 1000387-65-6 55
2 trans-8-Ethyl-bicyclo[4.3.0]non-... 150 C11H18 1000145-84-8 50
3 Tricyclo[3.1.0.0(2,4)]hexane, 3,... 136 C1@H16 058987-01-2 50
4 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-54-0 47
5 4-(2-Hydroxymethyl-benzyloxy)-ph... 264 C16H12N202 1000295-96-7 41
Abundance Scan 1892 (13.215 min): BF125173.D\data.ms (-1890) (-  m/z 121.10 100.00%
121.1
79.0
5000
13.00 13.50
0° m/z 79.00 69.11%
miz-> 50 100 150 200 250 300
Abundance #188671: Methyl 5-(1-fluoroethenyl)-1-(4-methoxyphenyl)
121.0
292.0
5000 —— —
13.00 13.50
77.0 9
245.0 m/z 93.05 61.91%
29 L mea |
ol M\MM‘H‘ ‘ ‘MJM“M“‘ZPH‘WJ‘M ﬂ"“
miz--> 100 150 200 250 300
Abundance #27769. trans-8-Ethyl-bicyclo[4.3.0]non-3-ene
121.0
—— —
13.00 13.50
m/z 91.00 58.87%
5000 790
41.0
ot b
miz--> 50 100 150 200 250 300
Abundance #18263: Tricyclo[3.1.0.0(2,4)]hexane, 3,3,6,6-tetramethyl —— —
121.0 13.00 13.50
m/z 77.00  31.55%
5000 79.0
41.0
ol il S —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:26:08 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Palmitic acid vinyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.262 14.53 ng 598522 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 64
2 10-Methylnonadecane 282 C20H42 056862-62-5 58
3 Heptacosane 380 C27H56 000593-49-7 58
4 Hexatriacontane 507 C36H74 000630-06-8 58
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1900 (13.263 min): BF125173.D\data.ms (-1897) (- m/z 57.00 100.00%
57.0

P o
‘ 21 13.00 13.50
ol Al “ “‘M k “u‘“n g9l 29113363 L0 43,00 80.52%
mlz--> 50 100 150 200 250 300 350
Abundance #176225: Palmitic acid vinyl ester
57.0
239.0
5000 — e
13.00 13.50
m/z 55.00 58.49%
‘ #090
O\\“\“"H“HM\h\‘\‘\‘\\\\‘\\\\‘\2\8\2\.0‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #176388: 10-Methylnonadecane
57.0
P o
13.00 13.50
5000 m/Z 71.05 57.19%
9.0 154.0
SE 00U P S 7 S
miz-> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T —
57.0 13.00 13.50
m/z 41.00 47.18%
- UMMAMW
sd ||| 790150z 0amomme o
et e e —r —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF081821.M Tue Aug 24 12:26:08 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 11-Eicosenoic acid, methyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.280 23.80 ng 980177 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 98
2 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 86
3 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 83
4 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 60
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 58

Abundance Scan 1903 (13.280 min): BF125173.D\data.ms (-1901) (- m/z 55.00 100.00%
55.0

5

5000
167.1
‘ ‘ ‘ 208.1 502 2023 13.00 13.50
o1 ‘H‘ “J‘Hw u“‘ | “‘MN‘ m/z 69.00 59.81%
miz--> 100 150 200 250 300
Abundance #229553: 11-Eicosenoic acid, methyl ester
55.0
5000 —r— —

13.00 13.50
m/z 41.00 59.68%

°

208.0 250.0

39.0

0,
m/z--> 50 100 150 200 250 300
Abundance #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
— —
13.00 13.50
5000 97.0 m/Z 83.00 55.81%

166.0 208.0 290-0
h 284.0

o

miz--> 50 100 150 200 250 300
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0 13.00 13.50
m/z 97.10 50.60%
5000 97.0 292.0
38.0 208.0 250.0
050 e/ TR0 N O - - 1) R
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:26:09 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 Hexadecanoic acid, 14-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.357 18.73 ng 771480 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 97
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan1916(13357num BF125173.D\data.ms (-1910) (- m/z 74.00 100.00%

74.0
5000
4110
143.1
283.3 13.00 13.50
185.1 227.1 326.:
ol M ““ ﬁ‘??ml‘m“‘ e T Ll PR gz 86.95  76.21%
miz--> 100 150 200 250 300
Abundance #179166.Hexadecanmcacm,144nemyb,meﬂwleaer
74.0
5000 oy L
13.00 13.50
143.0 241.0 284.0 m/z 43.00 49.17%
‘ ‘ 199.0 ' ‘
ok h‘ “\‘ﬂ“ “ ‘\\‘%p%‘\\‘ \‘\H‘ . ‘L‘ ‘\‘\ Ly “\ ‘\\‘ L P
miz--> 100 150 200 250 300
Abundance #179165.Hexadecandcacm,154nemyL,meﬂwleﬁer
74.0
— —r
13.00 13.50
5000 m/z 55.00  41.43%
284.0
143.0 185.0 241.0 ‘
Miz--> 100 150 200 250 300
Abundance #179145:HeMadecanMCacm,meﬁwleﬁer P —
74.0 13.00 13.50
m/z 41.00 28.91%
5000
41,0
143.0
241.0 284.0
oLl dgoo T g o e L
mlz--> 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:26:10 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 13-Oxabicyclo[9.3.1]pentade... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.386 24.90 ng 1025290 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Oxabicyclo[9.3.1]pentadecane 210 C14H260 051547-45-6 50
2 13-Oxabicyclo[10.1.0]tridecane 182 C12H220 000286-99-7 46
3 2H-Benzocyclohepten-2-one, 1,4a,... 178 C12H180 017429-26-4 38
4 1,5-Cyclodecadiene, (E,Z)- 136 C10H16 001124-78-3 38
5 1,E-8,Z-10-Tridecatriene 178 C13H22 080625-30-5 38

Abundance Scan 1921 (13.386 min): BF125173.D\data.ms (-1918) (-]

m/z 55.00 100.00%

550 99,0
5000
136.1 — —
178.1 13.00 13.50
0! ”MWWNWWNNN“ I 2391‘27§%?¥3f m/z 99.00 85.52%
miz--> 50 100 150 200 250 300
Abundance #87568: 13-Oxabicyclo[9.3.1]pentadecane
41.0
5000 = —
81.0 13.00 13.50
m/z 43.00 71.50%
L e, geso 290
ol AL 1y "\“‘\“\1?5‘9”"\m_m_‘
miz-> 50 100 150 200 250 300
Abundance #56877: 13-Oxabicyclo[10.1.0]tridecane
55.0
P e
13.00 13.50
5000 m/z 81.60  66.33%
96.0
35.0
gae L ULl 0 s
miz-> 50 100 150 200 250 300
Abundance #52954: 2H-Benzocyclohepten-2-one, 1,4a,5,6,7,8,9,9a- — —
41.0 13.00 13.50
m/z 67.00 59.85%
5000 95.0 136.0
WL e
H‘ ‘h ‘ ‘\ i \ ! ‘
0 -t — e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 unknownl13.427 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.427 19.82 ng 816180 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 42
2 Benzene, 1-fluoro-2-methyl-4-nitro- 155 C7H6FNO2 000455-88-9 35
3 Cyclopentane, (2-methyl-1-propen... 124 C9H1l6 053366-57-7 35
4 2H-Quinolizin-1-0l, octahydro-, ... 155 C9H17NO 010447-20-8 30
5 Cyclooctene, 3-(2-propenyl)- 150 C11H18 061141-59-1 22

Abundance Scan 1928 (13.427 min): BF125173.D\data.ms (-1926) (- m/z 55.00 100.00%

g
55.0 155.1
5000 109.1
P
‘ 1350
207.1
ol “M‘MU‘M‘J‘ 207l 26303081 ) 15510 81.02%
miz--> 50 100 150 200 250 300
Abundance #12190: 1-Methylbicyclo[3.2.1]octane
67.0
109.0
5000 R
13.50
m/z 67.00 79.69%
O LI L‘ ‘hh T W ‘H \H‘ ‘ ‘U \““\ T ‘ L ‘ L ‘ L ‘ LI
miz-> 50 100 150 200 250 300
Abundance #32563: Benzene, 1-fluoro-2-methyl-4-nitro-
109.0 155.0
P
13.50
5000 m/Z 83.00 60.33%
57.0
ool gl i
miz-> 50 100 150 200 250 300
Abundance #1225%2: Cyclopentane, (2-methyl-1-propenyl)- T
67.0 13.50
m/z 41.00 57.16%
5000 109.0
27.
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 unknownl3.463 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.463 31.18 ng 1283850 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-1,2,4-Triazolo[4,3-b][1,2,4]t... 153 C6H11IN5 062170-16-5 27
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 20
3 1-(6-Aza-uracil-1-yl)-3-(5-methy... 279 C11H13N504 079936-27-9 14
4 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 14
5 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 11

Abundance Scan 1934 (13.463 min): BF125173.D\data.ms (-1931) (- m/z 55.00 100.00%

55.0
5000
97.1 1371
P
16‘9.1 211.1 ‘ 13.50
ol ‘HH‘ \“1 u!\‘ e ’\‘\ Al gt Lo 2‘5‘1‘2‘2‘87‘]" 326.. m/z 41.00 37.53%
miz--> 50 100 150 200 250 300
Abundance #30496: 5H-1,2,4-Triazolo[4,3-b][1,2,4]triazepine, 6,7,8,9-
53.0 153.0
5000 tT
97.0 13.50
m/z 43.00 31.57%
O ‘ T \‘ \H\“ !‘\‘\‘\ ’ T T T T ‘ T T T T ‘ L T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #29423: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
P
13.50
5000 m/Z 97.10 30.93%
95.0
‘ ‘ ‘ 152.0
ol g““““‘l“‘i“ bl § — ,‘w N
miz--> 50 100 150 200 250 300
Abundance #171530: 1-(6-Aza-uracil-1-yl)-3-(5-methyl-uracil-1-yl)-prc P
55.0 153.0 13.50
110.0 m/z 69.00 30.34%
5000 279.0 H\J\JWMJ\AM
ok “ ‘\“d‘h\ \“‘ ‘\“ ’H‘h‘\‘ !\ ‘2‘0§'(‘)‘ R “ P —r
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 unknownl13.527 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.527 17.68 ng 727918 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Amino-4-(2-thienyl)thieno[2,3-... 287 C12H5N3S3 1000266-35-9 44
2 7-Ethenyl-1,4a,7-trimethyl-3,4,6... 302 C20H3002 1000504-06-4 38
3 4H-Chromen-4-one, 7-hydroxy-6-me... 287 C15H13NO3S 069872-43-1 25
4 2-furancarboxaldehyde, 5-[2-[4-(... 241 C15H15NO2 1000396-52-3 25
5 5-Amino-2-(5-amino-1,3-benzoxazo... 241 C13H11N302 066401-81-8 15

Abundance Scan 1945 (13.527 min): BF125173.D\data.ms (-1941) (- m/z 91.00 100.00%
91.0

2412 o871
55.0 133.0

5000 173.1

2

- 13.50
0! iy m/z 105.05 88.33%

miz--> 50 100 150 200 250 300
Abundance #182222: 3-Amino-4-(2-thienyl)thieno[2,3-b]thiophene-2,E
287.0

5000 — :
13.50
m/z 241.15 79.69%
242.0
O 4\5‘0‘\ “84%.?‘ 1339 .:I.?%L(‘) Lo L ‘\ | ‘h \h\
T T T T ‘ LIl T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #202374: 7-Ethenyl-1,4a,7-trimethyl-3,4,6,8,8a,9,10,10a-
80.0 119.0 287.0
T \
13.50
5000 41.0 2410 m/z 287.15 76.20%

|

T

0,
miz--> 50 100 150 200 250 300
Abundance #182441: 4H-Chromen-4-one, 7-hydroxy-6-methyl-3-(2,4- e
287.0 13.50

m/z 133.00 62.72%

5000 151.0

N
o
=
o
N}
D
o
o

69.0 H
L1 \‘

11150

[ h“i‘“ “M\L by o ‘\u“ | Lol

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02

Operator : JU/CG

Sample : M3510-01

Misc

ALS vial : 17 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 19 unknownl3.574 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.574 24.00 ng 988481 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,10-Tetrahydroestra-10,17-d... 290 C18H2603 1000128-33-4 49
2 (Z,2,2)-6,12,15-Octadecatrienoic... 292 C19H3202 1010427-70-2 45
3 [3-(Aminomethyl)-5-methylcyclohe... 157 C9H19NO 498531-57-0 43
4 3,6-Nonadien-1-0l, (E,Z)- 140 C9H160 056805-23-3 38
5 1-(2-Propenyl)cyclopentene 108 C8H12 037689-19-3 38

Abundance

Scan 1953 (13.574 min): BF125173.D\data.ms (-1950) (-]

m/z 55.00 100.00%

55.0
99.1
5000
153.0 _— ‘
207.1 287.1 13.50
241.2
0. bbby bl LS8 TR 828 s 43,00 72.67%
miz--> 50 100 150 200 250 300
Abundance  #186768: 1,2,3,10-Tetrahydroestra-10,17-diol-3-one

.0 99.0

£

5000 262.0 U \
13.50
192.0 m/z 99.10 68.76%
0! L “\‘\\\u“\\“}‘m’\u %??XQ‘\‘ i ‘\ —
miz--> 50 100 150 200 250 300
Abundance #189437: (Z,Z,2)-6,12,15-Octadecatrienoic acid methyl e
67.0
T T
13.50
5000 ITI/Z 67.00 66.23%
121.0
177.0
h“ h ) 249.0 292.0
ol Al bk g 4y ERD SRS
miz--> 50 100 150 200 250 300
Abundance #34491: [3-(Aminomethyl)-5-methylcyclohexyllmethan-1- e ‘
30.0 13.50
m/z 41.00 60.10%
5000
67.0 122.0
A 1 R — —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS vial : 17 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 unknownl13.786 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.786 14.76 ng 607709 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2E,4E)-N-Isobutyl-N-methyldeca-... 237 C15H27NO 1472057-16-1 42
2 Ethanone, 1-(3-hydroxytricyclo[3... 194 C12H1802 039917-38-9 42
3 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 38
4 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 38
5 Bicyclo[2.2.1]heptane, 2-(2-meth... 150 C11H18 061142-27-6 30

Abundance Scan 1989 (13.786 min): BF125173.D\data.ms (-1984) (- m/z 81.00 100.00%

151.1
5000
308.1 1350 1400
230.1 - . .
0 Jpg']r o2l L8850 7 151,05 89.25%
m/z--> 50 100 150 200 250 300 350
Abundance #119889: (2E,4E)-N-Isobutyl-N-methyldeca-2,4-dienamid
151.0
5000 — —
81.0 13.50 14.00
m/z 95.00 74.50%
41.0 | 194.0 237.0
0 ‘\”“‘”\\‘\\‘\‘\V\“\\\‘\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #69137: Ethanone, 1-(3-hydroxytricyclo[3.3.1.1(3,7)]dec-:
151.0
— —
43.0 13.50 14.00
5000 ITI/Z 55.00 63.75%
93.0
194.0
) S 1 O NN S —
m/z--> 50 100 150 200 250 300 350
Abundance #209660: Methyl 2-octylcyclopropene-1-octanoate T —
81.0 13.50 14.00
m/z 67.00 54.46%
23.0 308.0
163.0
% Lk, 20902510 | |
0 NP W VY v\ D S — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125173.D

Acqg On : 24 Aug 2021 1:02
Operator : JU/CG

Sample : M3510-01

Misc :

ALS Vvial : 17 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... 2.210 20.1 ng 976497 1 6.922 970787 20.0
Heptadecane 10.857 15.9 ng 857892 4 11.451 1081410 20.0
Octadecane 11.310 10.4 ng 560134 4 11.451 1081410 20.0
9-Hexadecenoic ... 11.757 12.9 ng 697298 4 11.451 1081410 20.0
Hexadecanoic ac... 11.845 139.7 ng 7553910 4 11.451 1081410 20.0
n-Hexadecanoic ... 11.974 31.8 ng 1721380 4 11.451 1081410 20.0
9,12-Octadecadi... 12.533 223.6 ng 12089200 4 11.451 1081410 20.0
9-Octadecenoic ... 12.563 258.8 ng 13995500 4 11.451 1081410 20.0
Octadecanoic acid 12.757 13.2 ng 715825 4 11.451 1081410 20.0
Methyl 5,11,14-... 13.192 16.0 ng 657923 5 14.092 823583 20.0
Methyl 5-(1-flu... 13.216 14.9 ng 615677 5 14.092 823583 20.0
Palmitic acid v... 13.262 14.5 ng 598522 5 14.092 823583 20.0
11-Eicosenoic a... 13.280 23.8 ng 980177 5 14.092 823583 20.0
Hexadecanoic ac... 13.357 18.7 ng 771480 5 14.092 823583 20.0
13-Oxabicyclo[9... 13.386 24.9 ng 1025290 5 14.092 823583 20.0
unknown13.427 13.427 19.8 ng 816180 5 14.092 823583 20.0
unknown13.463 13.463 31.2 ng 1283850 5 14.092 823583 20.0
unknown13.527 13.527 17.7 ng 727918 5 14.092 823583 20.0
unknown13.574 13.574 24.0 ng 988481 5 14.092 823583 20.0
unknown13.786 13.786 14.8 ng 607709 5 14.092 823583 20.0
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