LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42 Instrument :
Operator : JU/CG BNA_F

Sample : L4218-01 5X ClientSampleld :
Misc : HD-01-101520

ALS vial : 8 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122012.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.369 555 558 579 rBvV 167568 316834 15.34% 1.993%
2 6.392 730 732 755 rBV 179393 344794 16.70% 2.169%
3 6.739 788 791 807 rBV 663664 623813 30.21% 3.924%
4 7.310 885 888 904 rBV 183320 260546 12.62% 1.639%
5 8.028 1003 1010 1016 rBV 799205 840712 40.71% 5.289%
6 8.316 1054 1059 1065 rBV5 16737 28204 1.37% 0.177%
7 8.445 1077 1081 1083 rBV2 24994 22865 1.11% 0.144%
8 8.528 1092 1095 1098 rBV3 23761 22684 1.10% 0.143%
9 8.616 1107 1110 1114 rBV 78749 68484 3.32% 0.431%
10 8.845 1146 1149 1156 rBvV2 27584 29200 1.41% 0.184%
11  8.975 1168 1171 1176 rVB5 15314 24403 1.18% 0.154%
12 9.098 1189 1192 1202 rBV 514266 481241 23.30% 3.027%
13 9.180 1202 1206 1209 rBV 91085 81098 3.93% 0.510%
14  9.498 1255 1260 1263 rBV 82727 89849 4.35% 0.565%
15 9.704 1292 1295 1300 rVB 90752 78869 3.82% 0.496%
16 9.774 1303 1307 1311 rVW 953695 885905 42.90% 5.573%
17 9.810 1311 1313 1317 rVB2 27154 25315 1.23% 0.159%
18 10.027 1346 1350 1353 rBV3 22172 24218 1.17% 0.152%
19 10.204 1377 1380 1383 rVB 100366 76938 3.73% 0.484%
20 10.422 1412 1417 1422 rVB 28631 38952 1.89% 0.245%
21 10.574 1440 1443 1452 rVB 115510 145951 7.07% 0.918%
22 10.674 1457 1460 1468 rVB 96572 110423 5.35% 0.695%
23 10.780 1475 1478 1482 rVB 31647 30501 1.48% 0.192%
24 11.121 1533 1536 1539 rBV 78975 65243 3.16% 0.410%
25 11.151 1539 1541 1547 rVB2 36500 47060  2.28% 0.296%
26 11.263 1556 1560 1562 rBV 941407 814372 39.43% 5.123%
27 11.286 1562 1564 1571 rVV 165482 164570 7.97% 1.035%
28 11.339 1571 1573 1576 rVB 28632 25905 1.25% 0.163%
29 11.504 1597 1601 1606 rBV2 18841 26139 1.27% 0.164%
30 11.551 1606 1609 1611 rVvV 68595 57469 2.78% 0.362%
31 11.574 1611 1613 1615 rVB 49040 33015 1.60% ©0.208%
32 11.651 1623 1626 1630 rBV 1760091 1373660 66.52% 8.642%
33 11.792 1647 1650 1657 rVB 59562 62182 3.01% 0.391%
34 11.874 1661 1664 1667 rBV 28907 26350 1.28% 0.166%
35 11.957 1675 1678 1681 rBV 57218 51743 2.51% 0.326%
36 12.057 1692 1695 1699 rBV2 27826 26770 1.30% 0.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.339 1739 1743 1744 rBV 2215360 1994640 96.59% 12.548%
38 12.357 1744 1746 1753 rVV2 2228837 2065144 100.00% 12.992%
39 12.439 1757 1760 1763 rVV 459350 402399 19.49%  2.531%
40 12.474 1763 1766 1772 rVB 219931 191977 9.30%  1.208%

41 12.574 1780 1783 1789 rBv4 53248 67170 3.25% ©.423%
42 12.686 1798 1802 1803 rBV3 49614 54048 2.62% 0.340%
43 12.704 1803 1805 1812 rVB 186985 195688 9.48% 1.231%
44 12.839 1825 1828 1832 rBV 410871 377102 18.26% 2.372%
45 12.921 1839 1842 1847 rBV5 18865 38201 1.85% ©.240%
46 13.004 1853 1856 1857 rBV2 32114 32062 1.55% 0.202%
47 13.068 1865 1867 1869 rBV 44007 43223 2.09% 0.272%
48 13.163 1881 1883 1887 rVB2 37314 38675 1.87% ©.243%
49 13.410 1922 1925 1928 rBV2 38391 38786 1.88% 0.2447%
50 13.592 1954 1956 1962 rVB7 18082 25724 1.25% 0.162%
51 13.833 1995 1997 2001 rVB4 28550 30269 1.47%  ©.190%
52 13.904 2004 2009 2012 rVV 728904 765725 37.08% 4.817%
53 13.927 2012 2013 2020 rVB 98585 71549 3.46%  ©0.450%
54 14.057 2032 2035 2041 rBV2 45058 53809 2.61% ©.339%
55 14.362 2084 2087 2089 rBV 37440 34390 1.67% ©.216%
56 14.657 2134 2137 2150 rVB4 85988 207411 10.04%  1.305%
57 14.774 2155 2157 2163 rVWV2 29307 38041 1.84% ©.239%
58 14.933 2180 2184 2187 rBV 76891 114441 5.54% ©.720%
59 14.980 2190 2192 2199 rVB2 83800 96858 4.69% 0.609%
60 15.221 2230 2233 2239 rVB 60821 74978 3.63% 0.472%
61 15.280 2240 2243 2248 rW 70129 93042 4.51% 0.585%
62 15.339 2248 2253 2264 rVB 608106 824416 39.92% 5.186%
63 15.445 2269 2271 2280 rVB1e 25631 32364 1.57% ©0.204%
64 15.751 2319 2323 2328 rVB 78999 115512 5.59% ©.727%
65 15.974 2358 2361 2368 rVB2 45136 72984  3.53% 0.459%

66 16.221 2399 2403 2410 rVB 59977 100581 4.87% ©.633%
67 16.380 2428 2430 2436 rVB4 33204 53867 2.61% ©.339%
68 16.768 2491 2496 2505 rVB2 50380 124538 6.03% ©.783%

Sum of corrected areas: 15895891
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2000000

1500000

1000000

500000

0

: 16 Oct 2020 15:42

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
BF122012.D

Ju/CaG
L4218-01 5X

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF122012.D\data.ms

6.739

6.392 7.310

5.369

Time-->
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TIC: BF122012.D\data.ms
12857

11.651

9.774 11.263

8.028

120 0%9 20‘1‘0 42

ﬁ& 4}80

0

Time-->

Abundance

2000000

1500000

1000000

500000

e —T T
12.00 12.50 13.00

\
11.50
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TIC: BF122012.D\data.ms

13.904 15.339

445 15.7535 97416.224 380  16.768

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.674 2.71 ng 110423  Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1460 (10.674 min): BF122012.D\data.ms (-1457) (- m/z 57.05 100.00%
57.0
> i ﬁmwwﬂwa»Akaw¢A~JA
‘ 1050  11.00
13.1 169.1 : :
ot b L taar01091 s 4365 75.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
5000 — —
85.0 10.50 11.00
29.0 m/z 71.05 60.96%
0 \‘ L\ H \‘\ A \‘11\\30\14\101690 2120
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
— —
85.0 10.50 11.00
5000 m/z 85.10 41.81%
29.0
. Ll ‘1130141016901970 2400
‘H‘H‘W‘H‘_‘H‘H‘w“u‘u‘W‘H‘V‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48885: Decane, 2,4,6-trimethyl- —— =
43.0 10.50 11.00
m/z 41.05 32.46%
B T ﬁvwwﬂmvaﬁwﬂwwwAMJA
127.0
R Gl = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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.
11.651 33.74 ng 1373660  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1626 (11.651 min): BF122012.D\data.ms (-1623) (1 m/z 74.00 100.00%
74.0
5000 43.0
143.1 T1E0 1500
O‘MH‘_H‘_Nuwhﬁwu‘_L‘_H‘_H‘MH‘MH‘_H‘yH‘_H“ m/z 87.00 70.58%
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 43.05 37.43%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270c
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘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
e '
11.50 12.00
5000/ 43.0 m/z 55.10  29.66%
. Ll om0 190 sas0 zaro aro
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester — ==
74.0 11.50 12.00
m/z 41.05 27.99%
5000
43.0

14 30
101. 2130 2560
‘M L) ytor-o 171.0

0 P 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\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.339 48.99 ng 1994640  Phenanthrene-d10 11.263
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 1743 (12.339 min): BF122012.D\data.ms (-1739) (- m/z 67.05 100.00%

67.0
5000
09.1

12. 00 12 50
263 1
ob— H“hh ML ‘Hh H\ \ 1‘87‘]‘-2‘2‘02 ‘ L ??4‘1 m/z 81.10 85.10%
miz--> 50 100 15 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000
12. 00 12 50

m/z 55.05 71.03%

0 I : 262.0294.0

T T T ‘

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

Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

12. 00 12 50
5000 m/z 41.10  58.45%
09.0 294.0
29.0 ‘ 263.0
150.0 :
N i M g1 2200 [T |
miz--> 50 100 150 200 250 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

67.0 12. 00 12 50

m/z 95.10 57.18%

5000

09.0 294.0
‘ h ‘\H ‘H\‘ \h A 18702200 2630 ‘

ol
miz--> 50 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 16-Octadecenoic acid, methy... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.357 50.72 ng 2065140  Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 16-Octadecenoic
2 15-Octadecenoic
3 12-Octadecenoic
4 11-Octadecenoic
5 10-Octadecenoic

acid, methyl ester 296 C19H3602
acid, methyl ester 296 C19H3602
acid, methyl ester 296 C19H3602
acid, methyl est... 296 C19H3602
acid, methyl ester 296 C19H3602

056554-49-5 95
004764-72-1 95
056554-46-2 94
001937-63-9 94
013481-95-3 93

Abundance Scan 1746 (12.357 min): BF122012.D\data.ms (-1744) (-, m/z 55.10 100.00%

55.1
5000 97.1
— A
‘ ‘ ‘ &37_1 180.2 2222 2641 12.00 12.50
ok ‘de‘wﬂ WQAWHWNWW\”HA\“\\J\ H“2963 m/z 41.10 66.16%
miz--> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
5000 — SIRRBS
87.0 12.00 12.50
264.0 m/z 69.10 64.28%
LU0, 1000 220 " g
ok “ “u’ H 1w \ U ‘\mn‘ \H\‘H T - ;L‘ : “‘ = ‘ :
m/z--> 0 150 200 250 300
Abundance #141283. 15-Octadecenoic acid, methyl ester
55.0
— A
12.00 12.50
5000 87.0 m/z 74.00 60.18%
264.0
L e, w0 20 | s
O\M\‘U‘\AM‘Uﬂ“”H“M”W\” L“ “‘ —
miz--> 50 100 150 200 250 300
Abundance #141284: 12-Octadecenoic acid, methyl ester - e
55.0 12.00 12.50
m/z 83.10 52.66%
5000 87.0
' 264.0
LLLLe,, w00 220 | a0
Owhw “ o Mh\u\\ ‘\\“H\H‘\H\‘H \h‘\\\‘ !\ P }\‘\“‘ | N _— ‘\‘ , — Pl
m/z--> 50 0 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.656 5.03 ng 207411 Perylene-di2 15.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 53
2 Hexadecane 226 C16H34 000544-76-3 38
3 Heptacosane 380 C27H56 000593-49-7 38
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 38
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 38

Abundance Scan 2137 (14.657 min): BF122012.D\data.ms (-2134) (-, m/z 57.10 100.00%
57.1

5000 300.1 M
9.1 150.0 — —
14.50 15.00
207.
0L 1‘\“ i\ ‘H ‘u \‘ ‘\Mm‘lm‘ il ‘\?\\‘\‘0‘\\2‘5“3"\1"\‘\\1\ . ——— ITI/Z 71.05 71.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 T ——
14.50 15.00
9.0 m/z 43.10 57.54%
01\ \q ‘ H‘ \“‘\h“ \H‘ \]T\ “ “\178\3\0‘2\2\5\9‘ T \\29\6‘(\)\ T ‘ L
m/z--> 0 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
— —
14.50 15.00
5000 ITI/Z 85.05 42.38%
9.0
226.0
oisg L || 1L 10000
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T ——
57.0 14.50 15.00
m/z 300.10 42.13%
5000
ol il % ) 141013022502670 3230 01 L) WOV
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.980 2.35 ng 96858 Perylene-di2 15.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Octacosane 394 (C28H58 000630-02-4 53
3 2-methyloctacosane 408 C29H60 1000376-72-8 53
4 Tetradecane 198 C14H30 000629-59-4 53
5 1-Iodoundecane 282 C11H23I 004282-44-4 49

Abundance Scan 2192 (14.980 min): BF122012.D\data.ms (-2190) (- m/z 57.10 100.00%
57.1

5000 w
9.0 302.1 T
S e =
0Lty ‘WJMANWWNW\&WMJ‘u“WW"MNWU“““ m/z 71.10 63.48%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 T
15.00
m/z 43.10 59.66%
0 \‘ \L ‘ H\ I H‘ \‘ J\\-4%L 9183 0225 0 268 0
\\\‘ \\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—
15.00
5000 ITI/Z 85.10 54.29%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane 7
57.0 15.00
m/z 41.10 24.39%
5000 WWVﬁWJkWMJKmMMW¢J\M\
9.0
oLy | H\\ | |141-0183.0225. 0267.03090 3650
iy ““““““““‘ T T —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42

Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Nonadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.751 2.80 ng 115512 Perylene-di2 15.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2323 (15.751 min): BF122012.D\data.ms (-2319) (. m/z 57.05 100.00%
57.0
5000 L_L/\
13.1 1550  16.00
201.1 2531 3341 ' '
0 H‘LV‘LWHW“Ww‘wv“wuwuﬁNNWW“u““u““‘ m/z 71.10 68.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000 — ——
15.50 16.00
m/z 43.10 61.79%
O \\J\‘\“ “H‘\“\Jm’\“‘\‘\ \“\6\9\0\’\\\\?\6\8\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
—— —
15.50 16.00
5000 m/z 85.05 53.14%
ol LilL h u\ 4 «1?’?9,2%59_‘2‘?‘?9”‘_”‘_“
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T ——
57.0 15.50 16.00
m/z 55.00 24.54%
5000 M
0 uh\ \‘h]\.] h‘ L ? \0 s 2\2:5 0 309.0 365.0 437.!
e e e e ) — ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.221 2.44 ng 100581 Perylene-di2 15.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 86
3 Pentacosane 352 (C25H52 000629-99-2 58
4 Hexacosane 366 C26H54 000630-01-3 58
5 Hentriacontane 437 C31H64 000630-04-6 58

Abundance Scan 2403 (16.221 min): BF122012.D\data.ms (-2399) (- m/z 57.10 100.00%

57.1
5000

1600 1650
2451
[ m— }‘h‘ I Hh\ M\‘H \\H u\‘ %ﬁ H.H lu \‘193\2 HM‘ L \\287 1‘3‘30 ‘1 . m z 64. 37/
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000

1600 1650

m/z 43.00 58.38%
\‘ ‘\ |4 ‘Fg"o‘ 141.0 183.0 226.0

O\\\\‘ \\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
— —
16.00 16.50
5000 ITI/Z 85.10 46.99%
‘ 9.0
41.0
ols0 L LLLL 141018302250 2060
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane 7 —
57.0 16.00 16.50
m/z 55.10 23.53%
5000
9.0
ol L1t ) 1418302250 267.0 3090 352
el S R B BN — —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101620\
Data File : BF122012.D

Acqg On : 16 Oct 2020 15:42
Operator : JU/CG

Sample : L4218-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Pentadecane 10.674 2.7 ng 110423 4 11.263 814372 20.0
Hexadecanoic ac... 11.651 33.7 ng 1373660 4 11.263 814372 20.0
9,12-Octadecadi... 12.339 49.0 ng 1994640 4 11.263 814372 20.0
16-Octadecenoic... 12.357 50.7 ng 2065140 4 11.263 814372 20.0
Heneicosane 14.656 5.0 ng 207411 6 15.339 824416 20.0
Octacosane 14.980 2.4 ng 96858 6 15.339 824416 20.0
Nonadecane 15.751 2.8 ng 115512 6 15.339 824416 20.0
Hexadecane 16.221 2.4 ng 100581 6 15.339 824416 20.0
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