LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BF124365.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.404 561 564 577 rBV 399283 378712 16.98%  3.485%
2 6.428 735 738 745 rBV 438758 395461 17.73% 3.639%
3 6.781 795 798 802 rBV 275852 231307 10.37%  2.128%
4 7.345 891 894 899 rBV 278011 215605 9.67%  1.984%
5 7.980 998 1002 1007 rBV3 16388 28992 1.30% 0.267%
6 8.069 1013 1017 1020 rBV 363529 287415 12.89%  2.645%
7 9.145 1196 1200 1203 rBV 646175 511321 22.93% 4.705%
8 9.545 1263 1268 1270 rBv4 22828 25879 1.16% 0.238%
9 9.751 1301 1303 1307 rVB 32266 23978 1.08% 0.221%
10 9.821 1312 1315 1319 rVB 427433 335614 15.05%  3.088%
11 10.074 1355 1358 1362 rBV5 16518 24724  1.11% 0.227%
12 10.251 1386 1388 1391 rVB 51139 39968 1.79% 0.368%
13 10.474 1421 1426 1429 rBv4 26674 35103 1.57% 0.323%
14 10.616 1447 1450 1454 rVB 274828 251585 11.28%  2.315%
15 10.727 1466 1469 1477 rVB2 57855 82966 3.72% 0.763%
16 11.174 1541 1545 1548 rBV 56084 55408 2.48% 0.510%
17 11.204 1548 1550 1554 rVB2 32964 35038 1.57% 0.322%
18 11.310 1565 1568 1571 rBV 363207 312097 13.99% 2.872%
19 11.333 1571 1572 1575 rW 90523 65548 2.94% 0.603%
20 11.386 1579 1581 1584 rVB 24546 22435 1.01% 0.206%
21 11.604 1613 1618 1620 rBV 57930 59990 2.69% ©.552%
22 11.627 1620 1622 1631 rVB3 101132 86304 3.87% 0.794%
23 11.704 1631 1635 1638 rBV 1030462 818601 36.71% 7.532%
24 11.845 1656 1659 1662 rBV2 98107 94359 4.23% 0.868%
25 11.927 1671 1673 1675 rBV2 36930 29722 1.33% 0.273%
26 12.010 1683 1687 1692 rVB 49019 49709 2.23% 0.457%
27 12.110 1701 1704 1707 rBV3 27059 23057 1.03% 0.212%
28 12.363 1743 1747 1749 rBV3 23170 22316 1.00%  0.205%
29 12.392 1749 1752 1754 rVV 1450398 1421945 63.76% 13.084%

30 12.415 1754 1756 1762 rVB 2231125 2230085 100.00% 20.520%

31 12.498 1767 1770 1773 rBV 468314 379592 17.02%  3.493%
32 12.527 1773 1775 1778 rVW 183325 197021 8.83% 1.813%
33 12.551 1778 1779 1787 rVB 122395 145390 6.52%  1.338%
34 12.733 1808 1810 1812 rBV2 51472 59797 2.68% ©.550%
35 12.757 1812 1814 1821 rVV 182713 186754  8.37% 1.718%
36 12.810 1821 1823 1828 rVB6 18975 25248 1.13% 0.232%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.898 1834 1838 1841 rBV 532634 443784 19.90%  4.083%
38 13.057 1862 1865 1867 rBV3 73369 73588 3.30% ©.677%
39 13.086 1867 1870 1875 rVvv4 53914 80392 3.60% 0.740%
40 13.127 1875 1877 1878 rVV2 42384 35571 1.60% 0.327%
41 13.145 1878 1880 1883 rVB3 66595 67572 3.03% 0.622%
42 13.221 1891 1893 1897 rVB3 44728 37250 1.67% 0.343%
43 13.315 1906 1909 1910 rBV3 25945 22911 1.03% 0.211%
44 13.333 1910 1912 1917 rVB4 38623 45067 2.02% 0.415%
45 13.651 1963 1966 1970 rBV6 36666 47346 2.12% ©0.436%
46 13.798 1989 1991 1995 rBV5 22867 24792 1.11% 0.228%
47 13.898 2005 2008 2010 rBv4 30108 23079 1.03% 0.212%
48 13.957 2014 2018 2021 rVV2 285669 334868 15.02% 3.081%
49 13.986 2021 2023 2030 rVB 77327 76054  3.41% 0.700%
50 14.421 2095 2097 2099 rBV3 37131 34582 1.55% 0.318%
51 14.998 2192 2195 2202 rVB2 64896 97069 4.35% 0.893%
52 15.356 2254 2256 2261 rVB 58765 64226 2.88% 0.591%

53 15.421 2263 2267 2271 rVV2 151134 170709 7.65% 1.571%

Sum of corrected areas: 10867906
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Jun 2021 16:18
1 M2737-01 2X

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
BF124365.D

Ju/CaG

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF124365.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 1 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.251 2.38 ng 39968 Acenaphthene-die 9.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 68
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 59
3 Tetradecane 198 C14H30 000629-59-4 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 1388 (10.251 min): BF124365.D\data.ms (-1386) (1 m/z 57.05 100.00%
57.0

- i W
T —
L oot 52srss 00 e
O Frrrprrr i vp“W‘WW ”‘MW‘NM“H“‘H“‘ m/z 42.95 63.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38318: Dodecane
57.0
5000 T ——
85.0 10.00 10.50
29.0 m/z 71.05 55.49%
P L 50 a0 v
O\\\’\\\\’\\\\‘\\‘\\‘\\\\“\\}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163874: Tetradecane, 1-iodo-
e A
10.00 10.50
5000 m/z 41.05 45.,94%
29.0
85.0
155.0
O bl e HEO P 1970
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane T —
57.0 10.00 10.50
m/z 85.10 40.82%
5000 85.0
29.0
H‘,H‘W‘H“H‘w“H‘H‘w“u‘u“_‘u‘u“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 2 Pentadecane, 2,6,10,14-tetr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.474 2.09 ng 35103  Acenaphthene-die 9.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 53
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 50
3 Hentriacontane 437 C31H64 000630-04-6 50
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 50
5 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 50
Abundance Scan 1426 (10.474 min): BF124365.D\data.ms (-1421) (. m/z 57.10 100.00%
57.1
5000
—
‘ ‘ 131 169.0 10.50
ol I ‘“M pht 4 m/z 70.95  37.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 M@w i T
10.50
113.0 ITI/Z 43.10 36.87%
LT,
O \J\\‘ “‘\“\“‘\‘\“\\“‘\\\‘\‘\\\2\5‘3\10\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57.0
——
10.50
5000 m/z 55.05 24.50%
130 1690
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane —
57.0 10.50
m/z 41.10 24.14%
5000
0 A h‘ ‘\ ) ‘11690 225.0  309.0 365.0 436.
Al """"‘““““‘““““““““““ ——
m/z--> 50 100 150 200 250 300 350 400 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 3 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.727 5.32 ng 82966  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 (C24H50 000646-31-1 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1469 (10.727 min): BF124365.D\data.ms (-1466) (- m/z 57.05 100.00%
57.0
5000
01 — —
‘ ‘ | H 157.1 207.0 10.50 11.00 .
0 “wv“‘wu‘wwud‘w\‘u““““““““““ m/z 71.10 54.94%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 adt —
10.50 11.00

m/z 85.10 36.80%

ol \MMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
— —H

10.50 11.00
5000 m/z 43.05 32.13%

y % ‘1410183022502670 323.0 380.0

o

%

B B A e R
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

57.0 10.50 11.00

m/z 41.10 28.69%
5000
9.0
e e e — —

m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 4 10-Methylnonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.174 3.55 ng 55408 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 83
2 Nonadecane 268 C19H40 000629-92-5 81
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 1545 (11.174 min): BF124365.D\data.ms (-1541) (1  m/z 57.10 100.00%
57.1

-

5000
P e
H 971 1329 1671 11.00 11.50
o‘H‘MHM\Mw"M_AMNMMMNWmL‘mu_‘u_u‘_uw‘uwu“ m/z 42.95 61.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129494: 10-Methylnonadecane
57.0
5000 e —
11.00 11.50
99.0 154.0 m/z 71.10 60.90%
02‘\7‘}‘.\(\)“‘\‘\\‘ “\‘f‘h}\“H‘H\‘““HM\‘\H‘\H‘\H“\‘\\H‘HH‘\H\‘HH‘HH‘\H.\‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117637: Nonadecane
57.0
— b
11.00 11.50
5000 m/z 41.00 47.82%
99.0
270, | | )77, 1410 1830 268.0
o SRS RSt S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #185101: 1-Octadecanesulphonyl chloride — ——
57.0 11.00 11.50

m/z 85.10  45.20%

5000

0280 133.0 1750 288.(

] LA
m/z--> 20 40 60 80 100120140160180200220240260280

—
11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18

Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 Tridecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11204 2.25ng 35038  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 1328 000629-50-5 62

2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 53

3 Heptadecane 240 C17H36 000629-78-7 50
4 Octadecane 254 C18H38 000593-45-3 50
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 50
Abundance Scan 1550 (11.204 min): BF124365.D\data.ms (-1548) (1  m/z 57.05 100.00%
57.0
85.0
5000
184.1
113.2 R T
MH ‘ | 151.2 11.00 11.50
okl d M L b L wz 1.5 73.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48832: Tridecane
57.0
5000 o e
290 85.0 11. 11.5
m/z 85.05 62.35%
H\‘H\\‘H\ ‘HH‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
L r—
11.00 11.50
5000 ITI/Z 184.10 35.58%
85.0
29.0
9 e e
oHwH_m_m‘HH_m_m‘Hm_ww_ww,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #94345: Heptadecane I B e
57.0 11.00 11.50
m/z 43.00 35.03%
5000 85.0
29.
113.0
oH\_‘\‘\_\‘h,H»u,m_\H,‘&f‘&e‘l‘@%aeg\ee”_%%,Of R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 6 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.604 3.84 ng 59990 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Tetracosane 338 (C24H50 000646-31-1 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 74
4 Docosane 310 C22H46 000629-97-0 72
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 1618 (11.604 min): BF124365.D\data.ms (-1613) (- m/z 57.05 100.00%

57.0
5000

e —
6.0 203.0 11.50 12.00
0‘HmﬂJMWﬁHmeWHH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H m/z 71.00 57.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 Al ihiNha
11.50 12.00
m/z 43.00 55.86%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘\\H‘\\H‘\H!]WHT[HT\‘TFH}HH‘H\\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57.0
ety =2
11.50 12.00
5000 ITI/Z 41.00 36.40%

| 1 || 127-0197.0267.0 338.0

roH e e e e
m/z--> 6 Sb 160 11-‘30 260 25!0 360 35‘04(‘)0 45‘0 560 55‘0 660
Abundance #141431: Eicosane, 10-methyl- ey ‘
57.0 11.50 12.00
m/z 85.10 31.53%

5000
‘ 154.0
ol Al 2810

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.50 12.00

o

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 7 9-Hexadecenoic acid, methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.627 5.53 ng 86304  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 50
2 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 38
3 Cyclopropanenonanoic acid, methy... 212 C13H2402 010152-60-0 32
4 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 30
5 C1CH2(CH2)3C(0)O0CH3 150 C6H11C102 014273-86-0 22

Abundance Scan 1622 (11.627 min): BF124365.D\data.ms (-1620) (- m/z 55.10 100.00%
1

5000

-

= =
125.1152.0 1942 236.2 11.50 12.00

0 m/z 69.15 67.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #117511: 9-Hexadecenoic acid, methyl ester, (2)-
53.0

-

5000 et oy
11.50 12.00
m/z 43.00 48.61%
1520 1940 236.0
N 268.C
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
R =
11.50 12.00
5000 20 m/z 66.95 46.29%
10.0
152.0
Ohr i ey L 0 2360 268
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71100: Cyclopropanenonanoic acid, methyl ester T —
55.0 11.50 12.00
m/z 87.10 43.24%
5000 A
0 }H‘ — ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF060321.M Fri Jun 18 13:28:12 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18

Operator : JU/CG

Sample : M2737-01 2X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.704 52.46 ng 818601 Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1635 (11.704 min): BF124365.D\data.ms (-1631) (- m/z 74.10 100.00%

74.1
5000 43.0
P -
143.1 2273
\“ [k yp1s0 | 1714100277 270z Yy g
O e bbbt ey m/z 87.10 72.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — ——t
43.0 11.50 12.00
143.0 m/z 43.05  37.66%
il o, [ 1o 270 o
O\H‘HH“}H1‘H“\\‘}‘\H‘\\H‘\\H‘\\H‘\\‘H‘\‘\H‘HH‘HH‘\H\’H‘H’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
P =
11.50 12.00
m/z 55.10 36.68%
5000 43.0 270.C
1430 227.0
o, | o
YRRPN 1I ecwe  OPR  S OO
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95859: Methyl tetradecanoate P T
74.0 11.50 12.00
m/z 41.00 30.94%
5000
43.0 143.0
o, |0 2
0"WHMqu‘WH‘WM‘MH‘WHMwu‘ﬁu‘wm‘wuhwu‘wu‘wu‘w e Py
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF060321.M Fri Jun 18 13:28:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 9 Phenanthrene, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.845 6.05 ng 94359  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 72
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 50
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 44
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 42
Abundance Scan 1659 (11.845 min): BF124365.D\data.ms (-1656) (1  m/z 73.00 100.00%
73.0 192.1
43.0
5000
‘ T T ‘ /‘l‘flM‘MAI\‘A
11.50 12.00
(o] m/z 60.00 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54747: Phenanthrene, 3-methyl-
192.0
5000 &
1150 1200
m/z 192.10 84.63%
96.0 165.0
o270 630 | 1390190 |
‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54751: Phenanthrene, 4-methyl-
192.0
‘ LMK Apr
11.50 12.00
5000 m/z 43.00 76.72%
95.0 165.0
o 63.0 125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0 1150 1200
m/z 55.00 69.07%
5000 256.0
213.0
‘ ‘ ‘ . 157.0 185.0
N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11. 50 12 00

8270-BF060321.M Fri Jun 18 13:28:14 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.010 3.19 ng 49709  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
3 Pentadecane 212 C15H32 000629-62-9 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50

Abundance Scan 1687 (12.010 min): BF124365.D\data.ms (-1683) (- m/z 57.05 100.00%
57.0

- M
T \
‘ h 993 15191831 12.00
oL , \“\ “ I H\‘h Wh‘ H|‘ \‘M ‘M\‘ I \’\\\ o ‘\\ ‘H‘ 1 — ITI/Z 71.10 59.56%
m/z--> 50 100 150 200 250
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 e |
12.00
m/z 43.05 54.66%
27,0 99.0
O “\ ‘\‘ ‘H‘\ “‘ ‘M‘ \“ T %4}’0\ ‘\18\‘3\0‘ T \2\39(‘) L —
m/z--> 50 100 150 200 250
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T I
12.00
5000 m/Z 85.05 28.58%
113.0
169.0
oL Tl LUy L1 20 o zero
m/z--> 50 100 150 200 250
Abundance #71396: Pentadecane Y
57.0 12.00
m/z 41.10 27.31%
5000
ol ZOLL L LSy 2410 gepo®iz0 .
m/z--> 50 100 150 200 250 12.00

8270-BF060321.M Fri Jun 18 13:28:15 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13

Sample Multiplier: 1

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

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

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

Peak Number 11 9,12-Octadecadienoic acid,

Concentration Rank 2

R.T. EstConc Area Relative to ISTD
12.392 91.12 ng 1421950  Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

,12-Octadecadienoic acid, methy... 294 C19H3402
,15-0Octadecadienoic acid, methy... 294 C19H3402

ethyl 9-cis,11-trans-octadecadi... 294 C19H3402

19
29
3 9,12-Octadecadienoic acid, methy... 294 C19H3402
4 M
59

,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402

002566-97-4 98
017309-05-6 98
002462-85-3 96
1000336-44-0 95
000112-63-0 95

Abundance Scan 1752 (12.392 min): BF124365.D\data.ms (-1749) (- m/z 67.10 100.00%
67.1
09.1 T T
12.00 12.50
0 “hwy JWLm M‘M W\\;872%29?‘ ??%1?94] m/z 81.10 79.04%
miz--> 50 100 150 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — BVS
12.00 12.50
m/z 55.10 72.01%
o I 262.0 294.C
T T T ’
miz--> 50 100 150 200 250
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
— s
12.00 12.50
5000 m/Z 95.10 50.09%
.0 294.C
oL L Ly 2% om0z 220 ]
miz--> 50 150 200 250
Abundance  #139708: 9,12—Octadecadienoic acid, methyl ester == =
67.0 12.00 12.50
m/z 41.05 50.08%
5000
29.0 09.0
294.C
oL LIl ) il uh ‘\\HWH\\‘ m i, 2230 2030770 - Al
mlz--> 100 150 200 250 12.00 12.50

8270-BF060321.M Fri Jun 18 13:28:16 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 12 12-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.415 142.91 ng 2230090 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98

Abundance Scan 1756 (12.415 min): BF124365.D\data.ms (-1754) (- m/z 55.05 100.00%
.0

5000

—

37.1 180.2 222.3 2643 12.50

0 2963 /7 69.10 57.39%

miz--> 50 100 150 200 250 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
53.0
5000 1
8y7.0 264.0 12.50
m/z 41.05 54.70%
T(zs 0 1800 2220 2960
0! “ L ‘m‘u‘ \H\‘H o ‘\\ TR, ;‘L SR \‘
miz--> 50 100 150 200 250 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
55.0
e
12.50
5000 87.0 m/z 74.10  45.15%
264.0
23.0 222.0
T[ | 180.0 | ‘ 296.0
0! Al M‘ MH\“‘ \HU\ ‘H\ ly “L P - ke \‘
miz--> 50 100 150 200 250 300

Abundance #141286: 13-Octadecenoic acid, methyl ester
. 12 50

m/z 83.10 44.85%

264.0
23.0 180.0 222.0 296.0

m/z--> 50 100 150 200 250 300 12 50

5000

8270-BF060321.M Fri Jun 18 13:28:17 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 13 6,10-Dimethyl-3-(1-methylet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.057 4.40 ng 73588 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 64
2 Cyclododecyne 164 C12H20 001129-90-4 62
3 Hexadecahydro-benzo[de]anthracene 232 C17H28 1000371-48-1 60
4 Cyclooctene, 3-ethenyl- 136 C1OH16 002213-60-7 49
5 Cyclohexane, 1,2-propadienyl- 122 C9H14 005664-17-5 49

Abundance Scan 1865 (13.057 min): BF124365.D\data.ms (-1862) (1 m/z 67.10 100.00%

67.1
5000 06.9 216.0
T T
| ‘ ‘ 13.00
ol m/z 79.05  73.35%
miz--> 50 100 150 200 250 300
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodec
41.0 82.0
121.0
5000 — :
13.00
‘ 630 2060 m/z 41.16  60.79%
O T T T \“\H\ ’Fk \‘\ \‘ ’ T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #33727: Cyclododecyne
67.0
—r ‘
13.00
5000 ITI/Z 80.00 58.88%
121.0
ZTO‘ ‘
o‘kkNNM“L ’}640’ S
miz--> 50 100 150 200 250 300
Abundance #87791: Hexadecahydro-benzo[de]anthracene
67.0 13.00
m/z 55.00 56.73%
5000 1750 2320
135.0
ok 9401’ S —
m/z--> 50 100 150 200 250 300 13.00

8270-BF060321.M Fri Jun 18 13:28:18 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 14 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.086 4.80 ng 80392 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 58
3 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 50
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 50
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 50
Abundance Scan 1870 (13.086 min): BF124365.D\data.ms (-1867) (1  m/z 216.10 100.00%
216.1
5000
107.4
68.0 157.0 253.3 .
39,0 1860 202. 13.00
! m/z 215.10  74.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74420: 11H-Benzo[b]fluorene
216.0
108.0
5000
13.00
m/z 107.40  28.11%
63.0 ‘ 187.0
O I ‘ 1L ‘\ L 139.0 L M |
‘HH‘HH‘HH‘\\H‘HH‘HH’HH‘HH‘HH’H\ ‘HH‘HH‘HH‘HH’

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #74412: Pyrene, 1-methyl-
216.0

13.00
5000 m/z 214.00 22.64%
94.0
o270 630 |_1s00 1870 |
AR L e e s e e
m/z--> 20 40 60 80 100120140160180200220240260280 n A h
Abundance #73717: 1,3,5-Triazine-2,4,6-triamine, N-(4-methylphenyl ‘A R ﬂ ‘M
216.0 13.00
m/z 217.10 19.51%
5000
430 g5y 1320 17‘3'0
O“HW‘HWM‘MLMWM‘WHW,MHWHm_‘uw‘wwu‘wu‘wuw‘uw
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

8270-BF060321.M Fri Jun 18 13:28:19 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 15 unknownl3.127 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.127 2.12 ng 35571 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 38
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 35
3 Hentriacontane 437 C31H64 000630-04-6 35
4 Nonadecane 268 C19H40 000629-92-5 35
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 35

Abundance Scan 1877 (13.127 min): BF124365.D\data.ms (-1875) (- m/z 57.10 100.00%

57.1
5000
110.0 —— —
163.1 219.9 13.00 13.50
oHH‘u R o = SIS, m/z 43.05 70.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59881: Tetradecane
57.0
5000 T ——
13.00 13.50
m/z 71.10 59.61%
Lo ssso
O\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl-
57.0
— —
13.00 13.50
5000 ITI/Z 41.00 54.38%
1o w0
o‘MN"wmﬁM‘“_W““H““‘w““‘w“““
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T —
57.0 13.00 13.50
m/z 85.20 40.94%
5000
0 uh\ \‘hﬁ h‘ L 16\9\0\2\2\50 309.0 365.0 437.1
T B R L e —— ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 16 unknownl13.145 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.145 4.04 ng 67572 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6'-Dimethoxy-2,2"'-bipyridile 216 C12H12N202 039858-88-3 25
2 Acetamide, N-[4-(1,5-diazabicycl... 217 C12H15N30 1000277-16-5 25
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 25
4 4H-Thiazolo[5,4-b]indole, 2,5,7-... 216 C12H12N2S 1000304-43-7 22
5 Formamidine, N,N-dimethyl-N'-(.a... 216 C1@H11F3N2 029366-21-0 18
Abundance Scan 1880 (13.145 min): BF124365.D\data.ms (-1878) (-  m/z 215.05 100.00%
215.1
69.0
5000 292.4
250.2
13.00 13.50
0 m/z 216.10 83.12%
m/z--> 50 100 150 200 250 300
Abundance #73976: 6,6'-Dimethoxy-2,2'-bipyridile
215.0
5000
93.0 185.0 13.00 13.50
m/z 69.00 78.43%
51.0
0t \‘H ‘H\‘\\H\‘ \‘\ il wh‘m‘\\‘hu \MH ‘h Al “ “‘ ——————
miz--> 50 100 150 200 250 300
Abundance #74881: Acetamide, N-[4-(1,5- d|azab|cyclo[3.1.0]hex—6—y|
43.0 21
—— ——
13.00 13.50
5000 m/z 41.00 69.17%
119.0
77.0 ‘ ‘ 174.0
0 ‘\‘}H \hm H‘ H\ \H\ ‘\ dh “ n \‘\‘ I - I — —
miz--> 50 150 200 250 300
Abundance #74424.FMoramhene,24neﬂwL — —
216.0 13.00 13.50
m/z 55.00 66.84%
5000
108.0
. 163.0 ‘
0L— \\J‘W‘h — \\\“hidw\ — — —— ——
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\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 17 Eicosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.221 2.22 ng 37250 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 81
2 Methyl 8-methyl-nonanoate 186 C11H2202 1000336-43-6 64
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
4 Methyl 8-methyl-decanoate 200 C12H2402 1000336-49-1 64
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 64

Abundance Scan 1893 (13.221 min): BF124365.D\data.ms (-1891) (- m/z 74.05 100.00%
74.0

5000
13.00 13.50
0! m/z 86.95 77.69%
miz--> 50 100 150 200 250 300
Abundance #166218: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.50
29. 143.0 m/z 55.00 43.07%
‘ ‘ 283.0 326.(
O \‘\ h\ ‘\‘ ‘H\ \‘ ‘H‘ J‘Tpe \0‘\ \‘ ‘ L \;\9?.\0\‘2\4\1-.‘0\ T \‘ \.“ T \“\
miz--> 50 100 150 200 250 300
Abundance #50078: Methyl 8-methyl-nonanoate
74.0
e e
13.00 13.50
5000 m/Z 69.25 42.15%
143.0
b Al Lm0
miz--> 50 100 150 200 250 300
Abundance #95859: Methyl tetradecanoate —— T
74.0 13.00 13.50
m/z 41.00 33.65%
5000
143.0
39 1 lioso, | %77 220
oHH_H“MJ*HH‘HHJHJ‘HH_H —— ——
mlz--> 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\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 18 unknown13.333 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.333 2.69 ng 45067 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Nitrobutyryl)cyclooctanone 241 C12H19NO4 079630-93-6 11
2 2H-Pyran-5-carboxamide, 2-oxo-N-... 249 C12H8CINO3 339241-73-5 10
3 2-Methyl-E,E-3,13-octadecadien-1-0l1 280 C19H360 1000130-90-6 10
4 1,2-Cyclopropanedicarboxylic aci... 240 C13H2004 054221-12-4 9

5 Cyclohexene, 4-(4-ethylcyclohexy... 262 C19H34 301643-32-3 9

Abundance Scan 1912 (13.333 min): BF124365.D\data.ms (-1910) (- m/z 55.10 100.00%
55.1

5000
sy 1371
. ‘ T T ‘ T
n ‘ | 16710 2223 266.9 13.00 13.50
ol drtll B o ' m/z 137.05 28.03%
miz> 20 40 60 80 100120140160 180 200220240260 280
Abundance #94695: 2-(4-Nitrobutyryl)cyclooctanone
58.0
153.0
5000 AL L
97.0 13.00 13.50
m/z 123.20  27.97%
27.0‘ H‘ ‘ m ‘ 193.0 2410
O ’\H‘\\}\‘\“‘H“}\‘\‘”\‘ U\“i‘\‘\‘;\“”\‘\\‘U‘H\‘\h‘\‘\ \‘\\\“\‘\\“\‘\H\‘\‘\‘\\\\“\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101245: 2H-Pyran-5-carboxamide, 2-oxo-N-(3-chloropht

:

39.0
13.00 13.50
m/z 153.20 22.41%
5000 123.0 /
95.0

olyrdsh il ol g 15001700 22002490
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127749: 2-Methyl-E,E-3,13-octadecadien-1-ol

55.0 13.00 13.50
m/z 95.10 19.10%

5000

%

0 e ‘M\‘ ‘H‘i i
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 19 Diethyl allylphosphonate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.651 2.83 ng 47346 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl allylphosphonate 178 C7H1503P 001067-87-4 53
2 2(3H)-Benzofuranone, 6-ethenylhe... 232 C15H2002 028290-35-9 47
3 Methyl 2-hexynoate 126 C7H1002 1000340-59-2 38
4 Bicyclo[3.2.2]non-3-en-2-one, 6,... 150 C9H1002 1000155-95-4 35
5 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 35

Abundance Scan 1966 (13.651 min): BF124365.D\data.ms (-1963) (1  m/z 95.05 100.00%

95.0
55.1
166.0
5000 239.1
33,0 276.8 U L
| ‘ | 07, 13.50 14.00
ol AL LY m/z 109.10 80.91%
miz--> 50 100 150 200 250 300
Abundance #44350: Diethyl allylphosphonate
109.0
5000 —— —
13.50 14.00
65.0 1510 m/z 81.05 70.25%
ol ‘m“u‘ L ’ ‘\“h“‘”‘ \}‘ — ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #87725: 2(3H)-Benzofuranone, 6-ethenylhexahydro-6-me
81.0
—r —
a1 13.50 14.00
' m/z 55.10 65.86%
5000 23.0
r630 217.0
ol WWWMWNW‘UpML‘w‘ S
miz--> 50 100 150 200 250 300
Abundance #11151: Methyl 2-hexynoate — ——
95.0 13.50 14.00
m/z 67.00 60.19%
5000
39.0
0 L “H‘ ;“‘“‘u‘H‘u ey “, N — — —
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\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 20 unknownl4.421 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.421 2.07 ng 34582 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Valeric acid, 2-methyloct-5-yn-4... 224 C14H2402 1000292-48-8 22
2 Dodecane 170 C12H26 000112-40-3 14
3 Octadecane 254 C18H38 000593-45-3 14
4 4-Quinolinol, 1-[3-(dimethylamin... 240 C14H28N20 1000350-16-3 11

5 Benzene, 1-chlorodifluoromethoxy... 223 C7H4C1F2NO3 040750-71-8 11

Abundance Scan 2097 (14.421 min): BF124365.D\data.ms (-2095) (-  m/z 57.05 100.00%
57.0

5000 MMM
242.1
P
1068 106 004 302.1 340, 14.50
oLl I m/z 85.05 53.67%
miz--> 50 100 150 200 250 300
Abundance #81049: Valeric acid, 2-methyloct-5-yn-4-yl ester
85.0
5000 T
41.0 181.0 14.50
140.0 m/z 43.05 42.59%
ol 1 A1 O R | .
O T ‘\‘ ‘\ H\ \‘ “‘ \‘ \“\ ‘ \‘\ T ‘\22\4\()\ ‘ L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #38318: Dodecane
57.0
P
14.50
5000 ITI/Z 71.10 41.96%
99.0 170.0
0140 WWJ\WWW
miz--> 50 100 150 200 250 300
Abundance #105883: Octadecane —
57.0 14.50
m/z 41.10 34.33%
5000 WWWWMW
159 | || 90 1410 1830 0
oAt ded o e —
m/z--> 50 100 150 200 250 300 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124365.D

Acqg On : 17 Jun 2021 16:18
Operator : JU/CG

Sample : M2737-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dodecane 10.251 2.4 ng 39968 3 9.821 335614 20.0
Pentadecane, 2,... 10.474 2.1 ng 35103 3 9.821 335614 20.0
Octacosane 10.727 5.3 ng 82966 4 11.310 312097 20.0
10-Methylnonade... 11.174 3.5 ng 55408 4 11.310 312097 20.0
Tridecane 11.204 2.3 ng 35038 4 11.310 312097 20.0
Tetratetracontane 11.604 3.8 ng 59990 4 11.310 312097 20.0
9-Hexadecenoic ... 11.627 5.5 ng 86304 4 11.310 312097 20.0
Hexadecanoic ac... 11.704 52.5 ng 818601 4 11.310 312097 20.0
Phenanthrene, 3... 11.845 6.0 ng 94359 4 11.310 312097 20.0
Pentadecane, 2,... 12.010 3.2 ng 49709 4 11.310 312097 20.0
9,12-Octadecadi... 12.392 91.1 ng 1421950 4 11.310 312097 20.0
12-Octadecenoic... 12.415 142.9 ng 2230090 4 11.310 312097 20.0
6,10-Dimethyl-3... 13.057 4.4 ng 73588 5 13.957 334868 20.0
11H-Benzo[b]flu... 13.086 4.8 ng 80392 5 13.957 334868 20.0
unknown13.127 13.127 2.1 ng 35571 5 13.957 334868 20.0
unknown13.145 13.145 4.0 ng 67572 5 13.957 334868 20.0
Eicosanoic acid... 13.221 2.2 ng 37250 5 13.957 334868 20.0
unknownl13.333 13.333 2.7 ng 45067 5 13.957 334868 20.0
Diethyl allylph... 13.651 2.8 ng 47346 5 13.957 334868 20.0
unknownl14.421 14.421 2.1 ng 34582 5 13.957 334868 20.0
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