LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59 Instrument :
Operator : JU/CG BNA_F

Sample : M2628-01 5X ClientSampleld :
Misc : HD-02-060721

ALS Vvial : 16 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: BF124219.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.475 572 576 586 rBB 201533 184062 28.23% 3.517%
2 6.486 745 748 756 rBB 234297 193188 29.63% 3.691%
3 6.851 806 810 813 rBV 270327 235756 36.16% 4.504%
4 7.410 901 905 909 rBV 143522 129068 19.80%  2.466%
5 8.133 1024 1028 1031 rVB 387666 291399 44.70% 5.568%
6 9.204 1207 1210 1214 rBV 309763 239052 36.67% 4.567%
7 9.286 1220 1224 1227 rBV2 15325 14563 2.23% 0.278%
8 9.322 1227 1230 1233 rBV2 18698 18123 2.78% 0.346%
9 9.598 1274 1277 1281 rBv2 48219 49464 7.59% 0.945%
10 9.751 1298 1303 1306 rBv4 4439 7566 1.16% 0.145%
11  9.816 1311 1314 1318 rVWV 25969 23378 3.59% 0.447%
12 9.886 1322 1326 1330 rVB 399224 318669 48.88% 6.089%
13 10.057 1349 1355 1356 rBV6 5540 9758 1.50% 0.186%
14 10.139 1365 1369 1373 rBV2 9870 12354 1.89% 0.236%
15 10.316 1394 1399 1402 rBB 37809 28792 4.42% 0.550%
16 10.533 1432 1436 1441 rBV2 19881 26533 4.07% 0.507%
17 10.674 1457 1460 1465 rVB 136954 115831 17.77%  2.213%
18 10.751 1471 1473 1477 rBV4 6985 10247 1.57% 0.196%
19 10.786 1477 1479 1484 rVV3 47269 60629 9.30% 1.158%
20 11.239 1552 1556 1558 rBV2 35842 34683 5.32% 0.663%
21 11.268 1558 1561 1567 rVB3 21332 23214 3.56% 0.444%
22 11.374 1576 1579 1582 rBV 352512 271009 41.57% 5.178%
23 11.398 1582 1583 1587 rVB 20744 12085 1.85% 0.231%
24 11.551 1606 1609 1611 rBV4 6724 7908 1.21% 0.151%
25 11.616 1616 1620 1623 rBV5S 8302 10048 1.54% 0.192%
26 11.663 1625 1628 1630 rVV 33851 25246  3.87% 0.482%
27 11.686 1630 1632 1634 rVB2 14330 10425 1.60% 0.199%
28 11.763 1641 1645 1648 rBV 288507 213674 32.77% 4.082%
29 11.898 1666 1668 1671 rBV2 37334 33917 5.20% 0.648%
30 11.986 1679 1683 1685 rBV3 14048 15274 2.34% 0.292%
31 12.010 1685 1687 1691 rVB3 10932 11525 1.77% 0.220%
32 12.068 1694 1697 1702 rVB2 24679 20903 3.21% 0.399%
33 12.174 1711 1715 1716 rBV4 8972 9340 1.43% 0.178%
34 12.427 1755 1758 1759 rBV3 18067 20192 3.10% 0.386%
35 12.451 1759 1762 1764 rVV 734646 651971 100.00% 12.457%

36 12.474 1764 1766 1773 rVB 734465 641707 98.43% 12.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS Vvial : 16 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 12.527 1773 1775 1776 rVB2 11963 7363 1.13% 0.141%
38 12.557 1776 1780 1783 rBV 130453 109499 16.80% 2.092%
39 12.586 1783 1785 1788 rBV 49358 51685 7.93% 0.988%
40 12.686 1799 1802 1807 rVB6 19762 25104 3.85% 0.480%
41 12.792 1818 1820 1821 rBvV2 17233 14840 2.28% 0.284%
42 12.821 1822 1825 1832 rVV2 50917 75554 11.59% 1.444%
43 12.880 1832 1835 1837 rVB4 20109 20075 3.08% 0.384%
44 12.957 1842 1848 1851 rBV 263543 222764 34.17% 4.256%
45 13.039 1858 1862 1866 rBV7 13848 27729 4.25% 0.530%
46 13.115 1873 1875 1877 rBV3 27811 21647 3.32% 0.414%
47 13.139 1877 1879 1884 rVB6 17744 21946 3.37% 0.419%
48 13.192 1885 1888 1889 rBV2 224438 23289 3.57% 0.445%
49 13.257 1896 1899 1900 rBV3 15040 16431 2.52% 0.314%
50 13.280 1901 1903 1906 rVB3 18966 14604 2.24% 0.279%
51 13.345 1912 1914 1916 rBvV3 15981 11519 1.77% 0.220%
52 13.498 1938 1940 1941 rBV2 12789 8194 1.26% 0.157%
53 13.527 1943 1945 1947 rBV3 14897 12755 1.96% 0.244%
54 13.751 1981 1983 1984 rBV2 15359 8571 1.31% 0.164%
55 14.015 2025 2028 2032 rBV 277040 265255 40.69% 5.068%
56 14.280 2071 2073 2074 rBV2 20212 15451 2.37% 0.295%
57 15.498 2277 2280 2290 rVB2 139094 226327 34.71% 4.324%
58 16.856 2510 2511 2514 rBvV3 17644 14912 2.29% 0.285%
59 17.427 2606 2608 2612 rVB5 19917 20258 3.11% 0.387%
60 17.662 2644 2648 2649 rBV4 14888 16582 2.54% 0.317%
Sum of corrected areas: 5233907
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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

Abundance TIC: BF124219.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.786 4.47 ng 60629  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Hexatriacontane 507 C36H74 000630-06-8 78
3 Tritetracontane 605 C43H88 007098-21-7 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 1479 (10.786 min): BF124219.D\data.ms (-1477) (-] m/z 57.00 100.00%

57.0
5000
T —
%%7.2 10.50 11.00
ot e e e e e e e m/z 43.05 62.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 i r
10.50 11.00
m/z 71.10 60.56%
o ‘ ‘ J 1270197.0267.0337.0  463.0 5610
‘HH‘\H\‘\H\’H\\‘TH\‘HW\‘1\HT\H!‘1Hw\HY‘\T\wH\Y‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57.0 (\/WM
A\M ‘ T T T ‘ T
10.50 11.00
5000 m/z 41.05 46.57%
o || 1#70197.0 281.0351.0421.0 506.0
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T —
57.0 10.50 11.00
m/z 85.00 39.99%
5000
0 ] ‘ j 270197.0267.0337.0  463.0533.0 604.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.239 2.56 ng 34683  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Docosane 310 C22H46 000629-97-0 78
3 Hexacosane 366 C26H54 000630-01-3 72
4 Pentacosane 352 C25H52 000629-99-2 72
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 1556 (11.239 min): BF124219.D\data.ms (-1552) (1  m/z 57.05 100.00%
57.0

> W
—— —
‘ 41.2 183.1 11.00 11.50
owwu“‘“““‘W A Mz 43.00 66.79%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 F—— —
11.00 11.50
0.0 m/z 71.10 45.25%
‘\ | ) 34101830 254.0
O\‘\\‘\\‘H‘H\\‘\\"\\\\‘\\\\“\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
°1° Pl
e =
11.00 11.50
5000 m/z 85.15 31.45%
9.0
0 \‘ ‘\‘ ‘ H\ I h‘ u‘ } L 91\'830 225.0 267.0 310.0
e e A R T e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0 11.00 11.50
m/z 55.05 23.87%
5000
.0
b | | 140183.02250 267.0 3090 366
il e R B S B AR BUS AR e S A —— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.763 15.77 ng 213674  Phenanthrene-die 11.374
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 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1645 (11.763 min): BF124219.D\data.ms (-1641) (. m/z 74.00 100.00%
74.0
5000
41.0
—— —
143.1
‘H ‘ ‘ ‘ 101.0 ‘ 185.1 22‘7-2 270.% 11.50 12.00
L S S m/z 87.10 77.34%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 55.05 41.21%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270c
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
el faat
11.50 12.00
5000/ 43.0 m/z 40.95 33.66%
oo 180 g0 220 oo
\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #84485: Tridecanoic acid, methyl ester W“NW“ﬁ : -
74.0 11.50 12.00

m/z 43.05 32.23%

5000; 43.0

I L T
owHH_Hwmu‘::‘n‘mH_m‘HH_Hwmn_m‘wwww el e

m/z--> 20 40 60 80 100120140160 180200220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.50 ng 33917 Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 27

Abundance Scan 1668 (11.898 min): BF124219.D\data.ms (-1666) (1 m/z 43.00 100.00%

43.0 73.1
5000
129.0
156.9 185.2 o - 7
‘ “ F | ‘ H HH 256.1  11.50 12.00
owmHH‘H“w““1““”‘_‘”‘H‘HH”“_waml_ m/z 73.10  92.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
Il
5000 129.0 [ trT
11.50 12.00
85.0 o
157.0 15 o 2130 256.0 m/z 40.95 87.73%
O' “}\‘1“““\1“\“1‘\“\‘\\‘\\\\’\1‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0
DA 1
11.50 12.00
s000! 430 129.0 m/z 71.18  65.65%
185.0
228.0
%30 ps7o |
0! ‘wHJ“HM_umm‘,‘Hwwwwww
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 NWMM KWWAM
Abundance #61122: Dodecanoic acid Aas i
73.0 11.50 12.00
m/z 59.90 59.99%
5000
43.0 129.0
157.0
I i O . |
SN {110 I e R PR 11 I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 5 Methyl 9-cis,11-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.451 48.11 ng 651971  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97

Abundance Scan 1762 (12.451 min): BF124219.D\data.ms (-1759) (- m/z 67.10 100.00%

5000 A«\
09.1 e
‘ 2631 594, 12.50
0! HH\ H‘MM\ A H\ “\‘18‘9922‘04 it m/z 81.05 91.43%
miz--> 50 100 150 200 250
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 R
12.50
09.0 294( m/z 55.05 79.85%
262.0
o ‘\‘H\ i, uh 1 ‘Hu‘ Mh “\1‘&99 200 T L
miz--> 50 200 250
Abundance #139708: 9, 12 Octadecadlenoic acid, methyl ester
67.0
.
12.50
5000 m/Z 41.00 58.21%
29.0 09.0
294.(
0 o] !\ L, ‘Hn \h ‘w‘ 2230 ‘26“‘3"0‘ v
m/z--> 50 5 200 250
Abundance #139733: 9,12—Octadecad|en0ic acid, methyl ester, (E,E)- P
67.0 12.50
m/z 95.05 51.01%
5000
09.0
oLl \‘ L0 2620294
miz--> 50 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 trans-13-Octadecenoic acid,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.474 47.36 ng 641707  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 80
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 74

Abundance Scan 1766 (12.474 min): BF124219.D\data.ms (-1764) (-, m/z 55.10 100.00%

55.1
5000
8i7.0
P
2‘3 1 g0o 2221 26? ! 1250
0! iy oo pig [ “ ‘296‘ 1 m/z 69.10 63.96%
miz--> 50 100 150 200 250 300
Abundance  #141314: trans-13-Octadecenoic acid, methyl ester
55.0
5000 T
97.0 12.50
m/z 41.00 56.86%
264.0
38.0 180 0 222.0
01‘5 ‘0\\‘ H\‘H\ H‘HM\ alla \H\‘M U P “‘ ‘2‘96‘(:
miz-> 50 100 150 200 250 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 o m/z 83.10  43.09%
' 264.0
1(23'0 180.0 2220 2080
0! H“M ‘\‘HHWH‘H “m“ by ‘\\ - ;‘L el ‘\‘
miz-> 50 100 150 200 250 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)- o
55.0 12.50
m/z 74.00 38.24%
5000
O, T [ T
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\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 16 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 8 unknown13.039 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.039 2.09 ng 27729 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinamine, 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 32
2 Benzenamine, 2-chloro-N-(3-pyrid... 216 C12H9CIN2 041855-59-8 32
3 2,3,3-Trimethyl-5-selenoxo-pyrro... 216 C8H12N2Se 1000185-26-0 27
4 trans-p-(Trifluoromethyl)cinnami... 216 C1@OH7F302 016642-92-5 16
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 16

Abundance Scan 1862 (13.039 min): BF124219.D\data.ms (-1858) (1  m/z 216.10 100.00%
41.0 216.1

=

5000
13.00
0 m/z 215.20 86.91%
miz--> 50 100 150 200 250 300
Abundance #74157: 3-Pyridinamine, 6-chloro-N-(phenylmethylene)-
216.0
5000 1300
112.0 :
780 m/z 41.00  86.22%
(& H‘ 181.0
0 \4]\““ \“‘\“\“U ““\“\”}4\2.‘9\ T ‘\‘ T —r A
miz--> 50 100 150 200 250 300
Abundance #74163: Benzenamine, 2-chloro-N-(3-pyridinylmethylene)
75.0 215.0
T T
111.0 13.00
5000 ITI/Z 165.20 60.11%
il L=
oww““”_”l_‘H_H‘_Hw
miz--> 50 100 150 200 250 300
Abundance #74520: 2,3,3-Trimethyl-5-selenoxo-pyrrolidine-2-carboni i ‘
41.0 216.0 13.00
m/z 66.75 57.78%
5000 96.0
135.0
174.0
0 ey —r
m/z--> 50 100 150 200 250 300 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124219.D

Acqg On : 9 Jun 2021 20:59
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS Vvial : 16 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|
Tetratetracontane 10.786 4.5 ng 60629 4 11.374 271009 20.0
Octadecane 11.239 2.6 ng 34683 4 11.374 271009 20.0
Hexadecanoic ac... 11.763 15.8 ng 213674 4 11.374 271009 20.0
n-Hexadecanoic ... 11.898 2.5 ng 33917 4 11.374 271009 20.0
Methyl 9-cis,11... 12.451 48.1 ng 651971 4 11.374 271009 20.0
trans-13-Octade... 12.474 47.4 ng 641707 4 11.374 271009 20.0
unknown13.039 13.039 2.1 ng 27729 5 14.021 265255 20.0
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