LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 ©00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS Vvial : 18 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@15913.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 98982 141857 1.57% 0.135%
2 3.746 108 112 129 rBV 1251061 2092347 23.09% 1.991%
3 4.081 165 169 172 rBv4 19828 26963 0.30% 0.026%
4 6.893 645 647 654 rVB5 4616 9479 0.10% 0.009%
5 7.063 668 676 685 rBv 1761851 2885508 31.85% 2.745%

6 7.228 696 704 715 rBV 1202855 2076037 22.91%
7 7.434 731 739 748 rVB 1750119 2963276 32.70%
8 7.905 810 819 827 rBV 1212259 2019527 22.29%
9 8.610 931 939 951 rBV 2097513 3523300 38.88%

9.063 1007 1016 1029 rBV 1685134 2853500 31.49%
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11 9.793 1130 1140 1149 rBV 1355281 2382745 26.30%
12 10.328 1223 1231 1248 rBV 2072774 3651551 40.30%
13 10.710 1289 1296 1304 rVB 1630209 2879348 31.78%
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14 10.846 1311 1319 1331 rBV 2013247 3541459 39.09% 369%
15 11.363 1401 1407 1413 rBVe 19781 34516 ©.38% 033%
16 12.304 1562 1567 1573 rVB2 39593 63102 0.70% 0607%
17 13.534 1770 1776 1779 rVB6 9611 17331  0.19% 016%

18 13.957 1841 1848 1862 rBV 3597216 5115539 56.46%
19 14.245 1887 1897 1908 rBV 4024130 6080048 67.10%
20 14.551 1942 1949 1959 rVB 2503764 3789915 41.83%
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21 14.740 1974 1981 1994 rBV 1609602 2567494 28.34%
22 15.545 2111 2118 2126 rBV 4880488 7240449 79.91%
23 15.657 2131 2137 2152 rBV 1472437 2052256 22.65%
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24 15.781 2152 2158 2163 rVB 62177 95740  1.06% 091%
25 16.216 2228 2232 2236 rBV4 7594 11487 0.13% 011%
26 16.334 2246 2252 2259 rVB5 18601 33018 0.36% 031%
27 17.081 2374 2379 2388 rVB7 12881 28331  0.31% 027%

28 17.298 2409 2416 2426 rBV 2997706 4429447 48.89%
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29 17.398 2426 2433 2446 rBV 5357620 7767989 85.73% 391%
30 18.522 2617 2624 2631 rBV5 52687 102188 1.13% 097%
31 18.675 2649 2650 2656 rVB5 8468 11103 0.12% ©0.011%
32 19.092 2719 2721 2725 rVB5 9839 10443 0.12% 0.010%
33 19.328 2756 2761 2765 rBV2 66619 93677 1.03% 0.089%
34 19.386 2767 2771 2779 rVB2 82565 108517 1.20% ©.103%
35 19.492 2785 2789 2790 rBV4 9884 11197 ©0.12% 0.011%
36 19.575 2799 2803 2807 rBV 53350 75786 ©.84% 0.072%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 ©00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS Vvial : 18 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 2807 2812 2816 rVV 148349 185493 2.05% 0.176%
38 19.692 2816 2823 2829 rVV 6483016 9060912 100.00%  8.621%
39 19.739 2829 2831 2839 rVB6 62087 86220 0.95% 0.082%
40 20.239 2913 2916 2921 rBV6 21071 29164 0.32% 0.028%
41 20.463 2951 2954 2960 rBV5 51690 73233 0.81% 0.070%
42 20.675 2986 2990 2991 rBV3 134627 157436 1.74% 0.150%
43 20.692 2991 2993 2997 rVwV 216100 236895 2.61% 0.225%
44 20.733 2998 3000 3003 rVB4 42202 46906 0.52% 0.045%
45 21.204 3076 3080 3082 rBV3 82894 118965 1.31% 0.113%
46 21.398 3110 3113 3117 rVB2 87561 107422 1.19% 0.102%
47 21.480 3122 3127 3134 rVV 3479870 4685483 51.71% 4.458%
48 21.645 3152 3155 3159 rVB3 83886 105464 1.16% 0.100%
49 22.110 3231 3234 3238 rVB2 104351 129077 1.42% 0.123%
50 22.616 3315 3320 3326 rVB 248972 388056 4.28% 0.369%
51 23.174 3410 3415 3423 rVB 369955 606651 6.70% 0.577%
52 23.751 3505 3513 3519 rBV2 4060005 8363175 92.30% 7.957%
53 23.810 3519 3523 3531 rVV 526153 1033696 11.41% 0.983%
54 23.904 3532 3539 3551 rVB2 2122783 4582906 50.58% 4.360%
55 24.545 3642 3648 3659 rVB 542758 1246499 13.76% 1.186%
56 25.398 3786 3793 3803 rVB2 555123 1460058 16.11% 1.389%
57 26.404 3957 3964 3976 rVB2 403337 1245031 13.74% 1.185%

58 27.586 4159 4165 4166 rBv2 245153 370936 4.09% ©.353%

Sum of corrected areas: 105106148
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Aug 2021 00:12
: CG/JU
: PB138366BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81721\
BN©15913.D

: 18 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

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN015913.D\data.ms

8.610 10.328 10.846
7.0637.434 9.063 10.7

3.746 7228  7.905 9.793

3.334 4.081 6.89 11.363

| N
L L B B L Y B LI L L B B B B

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BN015913.D\data.ms

19.592

17.398
15.545
14.245
13.957
17.298
14.551
12.304 13.534 781 16131334 17.08 18£R875109. B39 20.28B46°

o

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BN015913.D\data.ms

23.751
21.480
#3.904
Jy 11 22616 23_114/j8 0 24.545 25.398 26.404 7 586
21.204898.645 22-

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\

Library Search Compound Report

Data File : BN@15913.D

Acqg On : 18 Aug 2021 00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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

R.T. EstConc Area Relative to ISTD R.T.
23.174 2.65 ng/ul 606651 Perylene-d12 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane, 1-iodo- 520 (C28H57I 1000406-32-2 90
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3415 (23.174 min): BN015913.D\data.ms (-3410) (- m/z 57.10 100.00%
57.1

= —
‘ ]1‘1 169.2 225.3 282.0 341.0 474.9 2590 25:59
ow LL.G0P5225328203410 417.0 4749 /0 71 95 71.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 s e
23.00 23.50
m/z 43.05 60.31%
113.0
L pe00 2250 2620
\\\‘\\\\‘\\\!‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #340844: Octacosane, 1-iodo-
57.0
ot —
23.00 23.50
5000 m/z 85.05 54.41%
Al J’ || 1690225.0 2810 337.0 393
A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #330025: Tetracosane, 1-iodo- Py T
57.0 23.00 23.50
m/z 55.05 27.15%
»H\_"‘LMﬁm‘9‘%2‘5‘2?8‘1‘9?3‘7‘9”‘_m_m_ ) P
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50

SFAM-EPA-BN@81621MA.M Thu Aug 19 ©5:55:30 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS vial : 18 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.810 4.51 ng/ul 1033700 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
5 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 87

Abundance Scan 3523 (23.810 min): BN015913.D\data.ms (-3519) (- m/z 57.10 100.00%

57.1
5000

‘ \’1 23.50 24.00

281.1
mwm‘wz“l‘l‘?wH‘_"375‘7”9“”““?9?“‘?“‘?" m/z 71.10  67.50%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-

5000
23. 50 24 00

m/z 43.10 65.06%

239.0
\\‘\}\\\l‘l\ﬁ‘}\\l‘l\k\\‘\\\l\‘\\2\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0

23. 50 24 00
5000 m/z 85.18  48.93%
LAl gr0 aor0 2880 J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane ‘
57.0 23. 50 24. 00

m/z 55.00  24.32%

) /\fJL
LT[0 1970 2670 5370 4220

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 50 24. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS vial : 18 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.

24.545 5.44 ng/ul 1246500 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 89

Abundance Scan 3648 (24.545 min): BN015913.D\data.ms (-3642) (-  m/z 57.05 100.00%

57.0
5000

1 24 50
281.1
M aera 2elise0a01z asoases . g1 10 go7sy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320590: Hentriacontane
57.0

5000 \
24 50

43.10  59.96%

! 1..WFJ\14970 267.0 351.0 436.0
‘\\11’\f\\‘\\\1‘\1f\‘1\\1‘\\f\‘1\\\[\\1\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo-
57.0

2450
5000 m/z 85.10 50.46%
‘ Pf 1970 3090
\*“‘Hw**\**“*H‘***‘*\*Hw*H*\HH\HH\HH\HH\HHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane e ‘
57.0 24.50

55.05  23.68%

5000
“ |P%7ﬂ,;970 296.0

‘Huu‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS vial : 18 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.
25.398 6.37 ng/ul 1460060 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90

Abundance Scan 3793 (25.398 min): BN015913.D\data.ms (-3786) (-  m/z 57.10 100.00%

57.1
5000

| w 71 06 32532 414 ‘ 25.00 25.50
ob A MATLLL 196:3253-2 327.0 4148 490.0549. ./, 7116 70.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 T
25 00 25 50

43.05 60.03%

\\\f‘\T\\‘\\\T‘\11\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

2500 2550
5000 m/z 85.10 55.89%
\‘ | | 270 1970 267.0  367.0
R R B L R e S LAl o R R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane = I
57.0 2500 25.50

55.05  25.41%

5000
I J 717 197.0 2670 2380

m/z--> 50 100 150 200 250 300 350 400 450 500 550 25. 00 25 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 00:12
Operator : CG/JU

Sample : PB138366BL

Misc :

ALS vial : 18 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.
26.404 5.43 ng/ul 1245030 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91

Abundance Scan 3964 (26.404 min): BN015913.D\data.ms (-3957) (- m/z 57.10 100.00%
57.1

5000

&=

127 26.50
1 197.3 276.0 '
H Lig 870.04288 534 ./, 71.10  75.57%

_m_m‘m A S e T e T

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

Abundance #176386: Eicosane
57.0

%

5000
26.50

m/z 43.10 55.79%

}‘ | 1270 197.0 2820

‘\\\\‘\11\‘f\\T‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane

57.0

EEE

26.50
5000 m/z 85.10 52.69%

L A27-0 197.0 2810 394.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320594: Heneicosane, 11-decyl-
57.0 26.50
m/z 55.05 28.25%
5000
295.0
127.0 “
(IR L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15913.D

Acqg On : 18 Aug 2021 ©00:12
Operator : CG/JU

Sample : PB138366BL

Misc

ALS Vvial : 18 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 2.6 ng/ul 606651 6 23.904 4582910 20.0
(DEL) Alkane: S... 4.5 ng/ul 1033700 6 23.904 4582910 20.0
(DEL) Alkane: S... 24.545 5.4 ng/ul 1246500 6 23.904 4582910 20.0
(DEL) Alkane: S 6.4 ng/ul 1460060 6 23.904 4582910 20.0
(DEL) Alkane: S 5.4 ng/ul 1245030 6 23.904 4582910 20.0
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