LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc :

ALS vial : 9 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 M\Methods\8270-BM121620.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28251.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.216 342 345 353 rVB 13721 22295 1.06% 0.110%
2 5.692 420 426 436 rBV 1071832 1623520 77.42% 7.988%
3  7.339 697 706 717 rBV 1018661 1690265 80.60% 8.317%
4 7.786 778 782 789 rBV2 19164 36457 1.74% 0.179%
5 8.198 841 852 859 rBV 544508 859197 40.97% 4.228%
6 9.369 1044 1051 1058 rBV 619648 1047030 49.93% 5.152%
7 10.974 1318 1324 1326 rBV 18918 27690 1.32% 0.136%
8 11.027 1326 1333 1339 rVB 644588 1108285 52.85% 5.453%
9 12.410 1563 1568 1573 rBV 28914 42282 2.02% 0.208%
10 13.451 1737 1745 1755 rBV 1399073 2009710 95.84% 9.888%
11 13.633 1764 1776 1784 rBV2 38014 76324 3.64% 0.376%
12 14.268 1876 1884 1890 rBV 92661 163791 7.81% 0.806%
13 14.551 1927 1932 1941 rBV 20888 41601 1.98% 0.205%
14 14.698 1953 1957 1961 rBV 35284 42980 2.05% ©0.211%
15 14.821 1968 1978 1985 rBV 850479 1262966 60.23% 6.214%
16 14.886 1985 1989 1995 rVB 16862 24727 1.18% 0.122%
17 15.209 2037 2044 2049 rBV4 12995 28672 1.37% 0.141%
18 15.639 2113 2117 2121 rVB 36709 42701 2.04% 0.210%
19 15.856 2149 2154 2167 rBV2 19083 42051 2.01% 0.207%
20 16.298 2223 2229 2237 rBV 903340 1299070 61.95% 6.392%
21 16.492 2258 2262 2264 rBV 36284 47634  2.27% 0.234%
22 16.515 2264 2266 2273 rVB4 39394 50925 2.43% 0.251%
23 17.274 2391 2395 2399 rBV 34087 43358 2.07% 0.213%
24 17.327 2400 2404 2408 rBV2 23605 36620 1.75% ©0.180%
25 17.545 2434 2441 2445 rBV 896850 1295910 61.80% 6.376%
26 17.586 2445 2448 2454 rVB 171667 227736 10.86% 1.121%
27 17.674 2459 2463 2467 rVB 37687 50389 2.40% 0.248%
28 17.933 2503 2507 2513 rBV2 22678 36301 1.73% 0.179%
29 18.009 2516 2520 2525 rVB 30254 38550 1.84% 0.190%
30 18.115 2535 2538 2545 rvB2 15283 24871 1.19% 0.122%
31 18.403 2582 2587 2592 rBV2 76489 143195 6.83% 0.705%
32 18.456 2592 2596 2601 rVB 51161 75824 3.62% 0.373%
33 18.539 2606 2610 2615 rVW3 16660 27930 1.33% 0.137%
34 18.597 2615 2620 2624 rVV3 44713 93955  4.48% 0.462%
35 18.633 2624 2626 2631 rVB2 28666 38787 1.85% 0.191%
36 18.692 2632 2636 2641 rBV 37710 48004 2.29% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc :

ALS vial : 9 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 M\Methods\8270-BM121620.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.892 2667 2670 2674 rBV2 25331 33929 1.62% 0.167%
38 18.945 2675 2679 2684 rVB3 29751 55872 2.66% 0.275%
39 19.186 2717 2720 2724 rBv2 23190 32231 1.54% 0.159%
40 19.309 2736 2741 2745 rBV 106795 152531 7.27% 0.751%
41 19.444 2761 2764 2769 rBvV2 33190 60576  2.89% 0.298%
42 19.568 2780 2785 2791 rBV 316929 416890 19.88% 2.051%
43 19.880 2835 2838 2842 rBV3 55366 97083 4.63% 0.478%
44 19.927 2842 2846 2852 rVB 316428 431998 20.60% 2.126%
45 20.115 2873 2878 2883 rVB 1734832 2097050 100.00% 10.318%
46 20.403 2924 2927 2932 rVB2 92999 120841 5.76% 0.595%
47 20.703 2976 2978 2982 rBV 45506 62540 2.98% ©0.308%
48 20.891 3007 3010 3013 rBvV 58052 59648 2.84% 0.293%
49 21.344 3084 3087 3093 rBV 280161 328312 15.66% 1.615%
50 21.656 3135 3140 3144 rBV 1072870 1385497 66.07% 6.817%

51 24.021 3537 3542 3549 rVB2 656596 1217243 58.05% 5.989%

Sum of corrected areas: 20323844
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM028251.D\data.ms
1500000
5.692 7339
1000000
9.369 11.027
8.198
500000
0 5.216 7.786 10.9v4
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM028251.D\data.ms
20.115
1500000 13.451
1000000
14821 16.298 17.545
500000
14.268
oL 12410 %.633 14185098865.209 15-63%856 4
R e e o e L L o B B e e B e e e e L B A B B B LA o
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM028251.D\data.ms
21.656
1500000 24.021
1000000
21.344
500000
28891
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53

Operator Ju/caG

Sample L5190-01 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 1 Anthracene, 1-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.403 2.21 ng 143195  Phenanthrene-die 17.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
2 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 64

5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64

Abundance Scan 2587 (18.403 min): BM028251.D\data.ms (-2582) (-  m/z 192.05 100.00%
P.1

192
5000
43.1 73.0
oL , H‘\ ‘m‘u“mw“\“m\‘\‘\uw‘\hh“\ W‘u“m m :’\LE‘E%‘\O‘ \HHH‘ \%2%"1‘2‘5\6‘.1‘ ITI/Z 191.05 56.08%
m/z--> 50 100 150 200 250
Abundance #54732: Anthracene, 1-methyl-
192.0
5000 T
18.50
83.0 m/z 43.10 39.47%
300 | 1150 1524 ‘H
O ‘”\“}”\‘\‘\\\‘\ ’”\‘\‘\”\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #54756: Naphtho[2,3-b]norbornadiene
192.0
——
18.50
5000 m/Z 73.05 35.00%
96.0
o 520800900 w0 |
m/z--> 50 100 150 200 250
Abundance #54750: Phenanthrene, 2-methyl- ——
192.0 18.50
m/z 57.10 33.43%
5000
94.0
0 27.0 630 | M \15\‘\2 L . MH
L e e e B B s S T ——
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Phenanthrene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.309 2.35 ng 152531  Phenanthrene-die 17.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 93
2 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 86
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 86
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 86
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 83

Abundance Scan 2741 (19.309 min): BM028251.D\data.ms (-2736) (-  m/z 206.10 100.00%

206.1
57.1
5000
FOIZ ‘ 19b6 iQEd
165.1 . .
ol— \;‘h ‘im“\\w“mh\ | HuHh a1 \‘HM ul HM ‘\\\‘\\“‘\“‘2‘3‘9‘1‘2‘8‘1‘0‘ ‘3‘27" m/z 57.10 74 .41%
miz--> 50 100 150 200 250 300
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
5000 — —
19.00 19.50
m/z 43.10 53.52%
89.0
SEETEENECES L ¥ I
miz--> 50 100 150 200 250 300
Abundance #66262: Phenanthrene, 2,7-dimethyl-
206.0
P P
19.00 19.50
5000 m/Z 191.05 44.02%
102.0 ‘
ob200 Ll ol
miz--> 50 100 150 200 250 300
Abundance #66257: Phenanthrene, 2,5-dimethyl- — —
206.0 19.00 19.50
m/z 71.10 40.93%
5000
ol. 650‘
o0 830 i MPON ) e e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 17-Pentatriacontene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.344 4.74 ng 328312 Chrysene-d12 21.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81
3 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 74
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 70
5 Cyclohexadecane 224 C16H32 000295-65-8 70

Abundance Scan 3087 (21.344 min): BM028251.D\data.ms (-3084) (- m/z 57.10 100.00%

57.1
5000
228.1 “ —
|‘lF51 ’ o7 1 21.00 21.50
ob bbb kg o L 29718542 4610 54, 43 19 92 45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43.0
5000 “ —
21.00 21.50
m/z 55.10 73.49%
0 ' ‘JH1680 267.0 490.0
TT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate
57.0
— —
21.00 21.50
5000 ITI/Z 83.10 57.08%
125.0
|‘ } I 238.0 3110
0‘iu‘u‘_jﬂﬁmu‘u‘u‘H‘_‘H_uu‘u‘w‘uw‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204512: Oxalic acid, octadecyl propyl ester “ —
43.0 21.00 21.50
m/z 69.10 53.01%
o M_JL“/\
} 297.0
o“‘J‘u"mmﬁh""""H""‘\"‘H_Wwwww - —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122320\
Data File : BM@28251.D

Acqg On : 23 Dec 2020 14:53
Operator : JU/CG

Sample : L5190-01 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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|
Anthracene, 1-m... 18.403 2.2 ng 143195 4 17.545 1295910 20.0
Phenanthrene, 2... 19.309 2.4 ng 152531 4 17.545 1295910 20.0
17-Pentatriacon... 21.344 4.7 ng 328312 5 21.656 1385500 20.0
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