LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN015882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15882.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.334 37 42 50 rvB 113603 169045 1.84% 0.169%
2 3.740 108 111 138 rBV 1200744 2003981 21.83% 2.006%
3 4.081 165 169 175 rBvV2 21067 31494 0.34% 0.032%
4 4,299 203 206 210 rBV6 8231 9712 0.11% 0.010%
5 7.058 667 675 686 rBV 1773220 2963698 32.29% 2.967%

6 7.234 698 705 716 rBV 1280794 2183546 23.79%
7 7.428 731 738 747 rBV 1807498 3054542 33.28%
8 7.905 811 819 826 rBV 1153938 1953127 21.28%
9 8.605 930 938 946 rBV 2205953 3558615 38.77%

9.063 1008 1016 1028 rBV 1693685 2909865 31.70%
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11  9.787 1131 1139 1149 rBV 1281434 2232233 24.32%
12 10.328 1223 1231 1245 rBV 2087205 3603571 39.26%
13 10.710 1288 1296 1305 rVB 1513544 2721771 29.65%
14 10.846 1311 1319 1330 rBV 1190839 2082844 22.69%
15 12.304 1561 1567 1572 rBV2 35047 60901 0.66%
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16 13.957 1840 1848 1858 rBV 3689625 5190286 56.55%
17 14.245 1889 1897 1908 rBV 3936432 6201043 67.56%
18 14.551 1940 1949 1957 rBV 2372567 3535771 38.52%
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19 14.728 1972 1979 1998 rBV 1685132 2550131 27.78% 553%
20 15.545 2110 2118 2127 rBV 4978767 7423573 80.88% 431%
21 15.651 2130 2136 2151 rVV 1448938 2138691 23.30% 2.141%
22 15.781 2154 2158 2168 rVB2 60855 98696 1.08% 0.099%
23 16.110 2211 2214 2220 rVB5 6866 11120 0.12% 0.011%
24 16.334 2243 2252 2256 rBV6 18901 33597 ©.37% ©0.034%
25 16.975 2358 2361 2366 rBV6 9219 13395 0.15% ©0.013%
26 17.069 2373 2377 2378 rBV3 9066 10970 0.12% 011%
27 17.086 2378 2380 2384 rVB4 10539 13177 0.14% 013%

28 17.298 2409 2416 2426 rBV 2781670 4085802 44.51%
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29 17.398 2426 2433 2441 rBV 5310726 7811868 85.11% 820%
30 17.969 2528 2530 2536 rVB6 7697 10035 0.11% 010%
31 18.263 2576 2580 2582 rBV5 9442 10978 ©0.12% 0.011%
32 18.498 2616 2620 2622 rBV5 15899 27632 0.30% 0.028%
33 18.522 2622 2624 2629 rVV6 13836 21939 0.24% 0.022%
34 19.086 2718 2720 2723 rBV3 9912 11450 ©0.12% 0.011%
35 19.328 2756 2761 2770 rVB 65402 111626 1.22% ©0.112%
36 19.580 2799 2804 2809 rBV 51648 78201 0.85% 0.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN015882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
37 19.628 2810 2812 2815 rvB3 11811 11287 0.12% 0.011%
38 19.692 2816 2823 2835 rVV2 6483038 9178556 100.00%  9.188%
39 20.698 2990 2994 2998 rBV 167290 197605 2.15% 0.198%
40 21.486 3122 3128 3135 rBV 3481575 4347186 47.36%  4.352%
41 22.621 3318 3321 3327 rVB 147174 214982  2.34% 0.215%
42 23.186 3412 3417 3423 rBV 269909 449981 4.90% 0.450%
43 23.757 3506 3514 3521 rBV2 4249950 8705388 94.84% 8.714%
44 23.821 3521 3525 3532 rVWW 456740 839419 9.15% 0.840%
45 23.910 3533 3540 3551 rVB2 1960368 4183410 45.58% 4.188%
46 24.557 3644 3650 3660 rVB 442604 963474 10.50%  0.964%
47 25.410 3790 3795 3805 rVB3 403539 1020323 11.12% 1.021%

48 26.421 3961 3967 3981 rVB5 278525 855162 9.32% ©0.856%

Sum of corrected areas: 99895699
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN015882.D\data.ms
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Abundance TIC: BN015882.D\data.ms

19.692
6000000

17.398

5000000 15.545

14.245
4000000 13.957
3000000 17.298

14.551
2000000 4.728

=

5.651

1000000

12,304 I 781618334 1A% 17.068. 758422 19065328

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN015882.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.186 2.15 ng/ul 449981  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane 254 C18H38 000593-45-3 89
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
4 Heneicosane 296 C21H44 000629-94-7 76
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 74

Abundance Scan 3417 (23.186 min): BN015882.D\data.ms (-3412) (- m/z 57.05 100.00%
57.0

5000 /\NMJ/N\MN*
207.0 éde 23%6
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ob MLLLPTE 2T0 2510 ass0 saramsnosss. "0 0s oo
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5000 e Sl
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O\\‘\"\J\‘\\I“\“\Z\‘O‘\\].\9\7‘\0\\\2‘6\\8\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #141057: Octadecane
57.0
P e
23.00 23.50
5000 m/z 85.10  52.85%
127.0
o P T dorozsa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- puocop s —
57.0 23.00 23.50
m/z 41.10 22.43%
5000
ol b fET0 2110 2980 gl Mg
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81621\
Data File : BN@15882.D

Acqg On : 16 Aug 2021 17:31

Operator : CG/JU

Sample : PB138362BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO©81621MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.821 4.01 ng/ul 839419 Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87

Abundance Scan 3525 (23.821 min): BN015882.D\data.ms (-3521) (- m/z 57.10 100.00%

57.1
5000
ﬂl 2350 2400
169.2 281.1
0 ML 00022252 2801 3431 4019 4610 1/ 7110 73.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000
2350 2400
m/z 43.10 59.69%
I u’l 169.0 240.0
O \\H‘!‘\\!‘\‘\\“\w“\\\\’\\\}‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246482: Tetracosane
57.0
2350 2400
|11 L28902250 2810 3980
0““‘“"“‘ T B T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0 2350 2400
m/z 55.10 24.63%
ob L9050 0
m/z--> 0 50 100 150 200 250 300 350 400 450 23 50 24 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.557 4.61 ng/ul 963474  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 90

Abundance Scan 3650 (24.557 min): BN015882.D\data.ms (-3644) (- m/z 57.10 100.00%
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R e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.410 4.88 ng/ul 1020320 Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3795 (25.410 min): BN015882.D\data.ms (-3790) (- m/z 57.10 100.00%
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I
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.421 4.09 ng/ul 855162  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 83
2 Hentriacontane 437 C31H64 000630-04-6 81
3 Heptacosane 380 C27H56 000593-49-7 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Triacontane 422 C30H62 000638-68-6 81

Abundance Scan 3967 (26.421 min): BN015882.D\data.ms (-3961) (- 57.10 100.00%
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o_Hu,‘}"J‘F‘ﬁm‘mw“mwm_3”4‘2‘9“19‘1‘9‘_499_1‘5?‘}?‘ m/z 71.10  65.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176395: Nonadecane, 2-methyl-
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5000 L
2650
61.98%
3.0 239.0
O‘\\\"\J\\\\‘1|\J\1“‘\‘1\\‘\\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320590: Hentriacontane
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5000 ITI/Z 85.10 48.53%
ol (LLLL[T0 1970 2670 3510 4360
e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane MRSV T ;
57.0 2650
m/z 55.0 31.19%
5000 /nywww
127.0
ol‘,ﬁwfwl?’?ozem%oo i) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81621\
Data File : BN©15882.D

Acqg On : 16 Aug 2021 17:31
Operator : CG/JU

Sample : PB138362BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 2.1 ng/ul 449981 6 23.910 4183410 20.0
(DEL) Alkane: S... 4.0 ng/ul 839419 6 23.910 4183410 20.0
(DEL) Alkane: S... 24.557 4.6 ng/ul 963474 6 23.910 4183410 20.0
(DEL) Alkane: S 4.9 ng/ul 1020320 6 23.910 4183410 20.0
(DEL) Alkane: S 4.1 ng/ul 855162 6 23.910 4183410 20.0
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