LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23240.D

Acqg On : 16 Dec 2022 15:11
Operator : CG/JU

Sample : N6018-15

Misc :

ALS vial : 8 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-BN121522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23240.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.346 40 44 54 rVB 50560 78087 0.69% 0.085%
2 3.787 116 119 133 rBV 72358 142130 1.26% 0.154%
3 4.023 154 159 164 rVB 25593 40127 0.36% ©0.044%
4 4.117 171 175 182 rVB 19344 30877 ©0.27% 0.034%
5 5.070 334 337 344 rVB 18122 27584 ©0.25% 0.030%
6 7.158 683 692 704 rVB 270268 432356  3.85% 0.469%
7 7.328 713 721 737 rBV 969638 1509969 13.44% 1.640%
8 7.528 748 755 765 rBV 910734 1403068 12.48% 1.524%
9 7.999 827 835 842 rBV 1003476 1594379 14.19% 1.731%
10 8.711 948 956 969 rBvV 790479 1225246 10.90% 1.330%
11 9.169 1027 1034 1047 rBV 1212022 1935235 17.22% 2.101%
12 9.587 1100 1105 1113 rVB2 34850 55227 0.49% 0.060%
13 9.899 1149 1158 1171 rBV 942799 1481768 13.18% 1.609%
14 10.434 1242 1249 1265 rBV 1332650 2171633 19.32% 2.358%
15 10.822 1308 1315 1322 rBV 1567219 2566190 22.83% 2.787%
16 10.957 1330 1338 1353 rBV 1055122 1749765 15.57% 1.900%
17 11.481 1422 1427 1432 rBV2 15212 28309 0.25% 0.031%
18 12.093 1525 1531 1538 rVB 43453 67917 0.60% 0.074%
19 12.404 1578 1584 1590 rVB2 28915 46005 0.41% 0.050%
20 13.546 1771 1778 1784 rVB3 11615 17875 0.16% 0.019%
21 13.628 1784 1792 1798 rBV3 10831 17629 0.16% 019%

22 14.063 1858 1866 1880 rBV 3168179 4505660 40.09%
23 14.346 1907 1914 1929 rBV2 3565964 5157471 45.89%
24 14.651 1959 1966 1977 rBV 2676702 3810690 33.91%

ohrhupho
o))
®
=
R

25 14.834 1991 1997 2012 rBV 317929 493098 4.39% 535%
26 15.063 2031 2036 2042 rVB2 61237 82737 0.74% 090%
27 15.445 2093 2101 2107 rBV 26734 43922 0.39% 048%

28 15.640 2127 2134 2147 rBV 4787008 7053498 62.76%

ONNOO®
o))
(V)
o]
R

29 15.757 2147 2154 2169 rVV 1570341 2135623 19.00% 319%
30 15.881 2170 2175 2181 rVB 24951 39933  0.36% 043%
31 17.151 2386 2391 2393 rBV4 8175 11978 0.11% 013%

32 17.398 2426 2433 2443 rBV 3530062 4900472 43.60%
33 17.498 2443 2450 2461 rVV2 5892142 8331297 74.13%

[CECRGCETI)
®
B
N
R

34 17.581 2461 2464 2474 rVV4 40327 70308 0.63% 076%
35 18.063 2542 2546 2550 rVB5 19030 24141 0.21% 026%
36 18.286 2580 2584 2589 rBV3 27667 42707 0.38% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23240.D

Acqg On : 16 Dec 2022 15:11
Operator : CG/JU

Sample : N6018-15

Misc :

ALS vial : 8 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-BN121522.M
Title : SVOA CALIBRATION
37 18.363 2593 2597 2600 rBV 12904 19313 0.17% 0.021%
38 18.581 2631 2634 2638 rBV2 16165 19303 0.17% 0.021%
39 18.628 2639 2642 2650 rV4 22390 44014 0.39% 0.048%
40 19.286 2751 2754 2760 rVB6 15941 18211 0.16% 0.020%
41 19.351 2761 2765 2770 rBV 78544 104902 ©.93% 0.114%
42 19.422 2772 2777 2781 rBV 92125 124254 1.11% 0.135%
43 19.475 2782 2786 2792 rVB 269690 294870 2.62% 0.320%
44 19.563 2798 2801 2811 rBV8 25662 44033 0.39% 0.048%
45 19.710 2822 2826 2833 rBVY 587509 672066 5.98% 0.730%
46 19.792 2833 2840 2845 rBV2 7397843 10328332 91.90% 11.216%
47 19.828 2845 2846 2855 rVB2 125386 105155 ©.94% 0.114%
48 20.128 2894 2897 2903 rBV3 21870 35037 ©0.31% 0.038%
49 20.328 2927 2931 2934 rBV2 46365 53790 0.48% 0.058%
50 20.551 2966 2969 2975 rVB 149667 156607 1.39% 0.170%
51 20.757 3000 3004 3011 rBV 487575 568751 5.06% ©.618%
52 20.822 3011 3015 3018 rVV 141561 151213 1.35% 0.164%
53 20.857 3018 3021 3024 rVB4 51223 55123 ©0.49% 0.060%
54 21.286 3091 3094 3100 rBvV2 128017 140889 1.25% ©.153%
55 21.586 3139 3145 3154 rVB 4352581 5747405 51.14% 6.241%
56 21.733 3167 3170 3174 rVB 197223 203140 1.81% 0.221%
57 22.204 3247 3250 3254 rVB2 180030 209395 1.86% 0.227%
58 22.710 3332 3336 3343 rBV 344768 484747 4.31% 0.526%
59 23.280 3428 3433 3441 rVB 355207 546887 4.87% 0.594%
60 23.886 3527 3536 3550 rBV2 4892871 11239036 100.00% 12.205%

61 24.039 3555 3562 3572 rVB2 2789279 5668845 50.44% 6.156%
62 24.669 3663 3669 3675 rVB2 414075 812292 .23% 0.882%
63 25.533 3811 3816 3828 rVB 379676 916733 8.16% ©.995%

N

Sum of corrected areas: 92089254
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 16 Dec 2022 15:11
: CG/JU
: N6018-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
BN©23240.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23240.D

Acq On : 16 Dec 2022 15:11
Operator : CG/JU

Sample : N6018-15

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library
TIC Integration

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M

. SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
19.710  2.34 ng/ul 672066 Chryseme-di2 21.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91

2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 72
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 60
5 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 55
Abundance Scan 2826 (19.710 min): BN023240.D\data.ms (-2822) (- | m/z 56.00 100.00%
56.0
1290 2571 A —
213.2 19.50 20.00
ol t A h ‘H b ““M L v | ‘ L3123 4000 h/; 57.85  58.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214938: Hexadecanoic acid, butyl ester
56.0
5000 o —_
2570 19.50 20.00
1290 : m/z 41.08 46.01%
‘ h H‘ || 17102130 ‘ 312.0
O\\‘\‘\“ H\‘M‘\‘““\H‘\\\’\\‘\\‘\\\‘\\\\‘\‘\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
e =
19.50 20.00
5000 m/z 43.00 44.33%
257.0
| ‘ \H L \ T0171.02130 ‘ 3120
0“Wﬂ““””hwu‘q‘“M““MM““u““H“,‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester . —
57.0 19.50 20.00
m/z 54.95 33.31%
5000
239.0
REE R0 Wi NN . V
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
BN@©23240.D
: 16 Dec 2022 15:11
: CG/JU
: N6018-15
: 8 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
le : SVOA CALIBRATION
ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
24.669 2.87 ng/ul 812292  Perylene-di12 24.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3669 (24.669 min): BN023240.D\data.ms (-3663) (- m/z 57.05 100.00%

57.0
5000
—

—r—
‘ Hl 207.0 2820 24.50 25.00
(.Y ‘HMuumuwu“‘u“‘?ﬁ§9 420.0488.9549.  m/z 71.10  73.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 T
2450 25.00

43.05 61.59%

\‘ J‘ ﬁ |1 11970 28\20
‘\\\\’\\\\‘\\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

2450 2500
5000 m/z 85.05 53.39%

\‘ ‘.FF7P,4970 267.0 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane = —
57.0 24.50 25.00

55.00  21.71%

5000

o“H‘,‘H"H"_“‘_“w"H,‘H‘,‘H“H“_“‘_“w‘
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23240.D

Acq On : 16 Dec 2022 15:11
Operator : CG/JU

Sample : N6018-15

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
25.533 3.23 ng/ul 916733 Perylene-d12 24.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3816 (25.533 min): BN023240.D\data.ms (-3811) (- m/z 57.00 100.00%
57.0

5000

I

25.50
160.2
o""‘wkuﬁmmuu‘“‘2‘2‘4“2_2?‘1‘?”3““1‘9‘“““‘29‘?““?9‘9 m/z 71.10  75.31%

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

Abundance #176384: Eicosane
57.0
5000 s ‘
25.50
m/z 43.00 62.06%
] |Hﬁl 169.0 225 0 282.0
O\\‘\\‘\“\\‘\“\I\\}\‘A\'\\l\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #275537: Hexacosane
57.0
25.50
5000 ITI/Z 85.10 54.16%
et H““‘W‘H‘ R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287976: Heptacosane —
57.0 25.50
m/z 55.00 22.83%
5000
oL L[ 189020502810 3800
"H“H“H‘w“H“H‘_“w“u‘u“_“w‘u“‘ ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23240.D

Acqg On : 16 Dec 2022 15:11
Operator : CG/JU

Sample : N6018-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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|

Hexadecanoic ac... 19.710 2.3 ng/ul 672066 5 21.586 5747410 20.0
(DEL) Alkane: S... 24.669 2.9 ng/ul 812292 6 24.045 5668850 20.0
(DEL) Alkane: S... 25.533 3.2 ng/ul 916733 6 24.045 5668850 20.0
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