LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
Data File : BM@32352.D

Acqg On : 07 Oct 2021 11:46
Operator : CG/JU

Sample : PB139037BL

Misc :

ALS vial : 7 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_M\METHODS\SFAM-EPA-BM100521.M
Title : SVOA CALIBRATION

Signal : TIC: BM@32352.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.961 17 21 31 rVB 77947 110585 1.47% 0.139%
2 3.384 89 93 111 rBV 1036592 1592128 21.15% 2.000%
3 3.743 150 154 161 rVB2 16255 26276 ©0.35% 0.033%
4 4,778 325 330 336 rBV7 4046 7896 0.10% ©0.010%
5 6.807 668 675 689 rBV 1282536 1904680 25.31% 2.392%

6 6.949 692 699 711 rVB 997110 1534224 20.39%
7 7.160 728 735 755 rBV 1256345 1962464 26.08%
8 7.619 807 813 830 rBV 1084935 1689899 22.45%
9 8.348 929 937 953 rBV 1499511 2378670 31.61%

8.772 1001 1009 1025 rBV 1134099 1808752 24.03%
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11 9.495 1125 1132 1147 rBV 893999 1468104 19.51%
12 10.042 1217 1225 1240 rBV 1471065 2397094 31.85%
13 10.413 1280 1288 1302 rBV 1505082 2523655 33.53%
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14 10.542 1303 1310 1328 rVV 1540244 2501249 33.23% 142%
15 12.001 1552 1558 1565 rBV 22834 39071 0.52% 049%
16 13.236 1762 1768 1773 rVB5 4329 7784  0.10% 010%

17 13.672 1835 1842 1848 rBV 2730557 3647499 48.46%
18 13.960 1883 1891 1908 rBV 2975338 4336680 57.62%
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19 14.266 1937 1943 1952 rBV 2478359 3451013 45.85% 335%
20 14.472 1971 1978 1999 rBV 1272288 1771434 23.54% 225%
21 15.254 2105 2111 2125 rBV 3861109 5504746 73.14% 6.914%
22 15.372 2125 2131 2144 rVV 1159945 1585281 21.06% 1.991%
23 15.495 2148 2152 2160 rVB 29915 47548 0.63% 0.060%
24 16.036 2240 2244 2249 rBV4 5995 9118 0.12% 0.011%
25 16.783 2367 2371 2378 rBV2 9056 12215 0.16% ©0.015%
26 16.995 2400 2407 2417 rBV 2980204 4093771 54.39% 5.142%
27 17.089 2417 2423 2441 rVV 4376579 6012646 79.89%  7.552%
28 18.771 2706 2709 2714 rBV6 7156 9178 0.12% 0.012%
29 18.942 2734 2738 2743 rBV2 36902 51024 0.68% 0.064%
30 19.012 2746 2750 2757 rVWV 46483 63516 ©.84% 0.080%
31 19.265 2790 2793 2797 rVB2 11771 14617 ©.19% 018%
32 19.307 2797 2800 2802 rBv4 9103 11597 0.15% 015%

33 19.377 2806 2812 2824 rBV 5298187 7111484 94.49%
34 21.154 3109 3114 3123 rBV 3546585 4431311 58.88%
35 22.148 3280 3283 3288 rVB 177852 210135 2.79%
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36 22.618 3359 3363 3373 rVB 392507 589748 7.84% 0.741%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
Data File : BM@32352.D

Acqg On : 07 Oct 2021 11:46
Operator : CG/JU

Sample : PB139037BL

Misc :

ALS vial : 7 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_M\METHODS\SFAM-EPA-BM100521.M
Title : SVOA CALIBRATION

37 23.165 3448 3456 3471 rVB2 3868921 7526170 100.00%  9.453%
38 23.300 3473 3479 3491 rVB2 2490412 4397919 58.44% 5.524%
39 23.736 3548 3553 3560 rVB 493833 851710 11.32% 1.070%
40 24.412 3663 3668 3680 rVB 507958 1029901 13.68% 1.294%

41 25.206 3798 3803 3814 rVB 399099 894286 11.88% 1.123%

Sum of corrected areas: 79617078
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

5000000

4000000

3000000

2000000

1000000

o

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\

BM@32352.D
: @7 Oct 2021 11:46
: CG/JU
: PB139037BL
: 7 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M

: SVOA CALIBRATION

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

TIC: BM032352.D\data.ms

10.04201913342

8.348

6.8077.160 8.772

949 7.619

3.384 9.495

2.961 3.743 4.778

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

3.00 350 4.00

4.50

500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

TIC: BM032352.D\data.ms

19.377

17.089
15.254

13.960
13.672

16.9
14.266

4.472 L 372

12.001 13.236 t L 495 16.036 16.783 18 /4DAED

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM032352.D\data.ms

23.165

21.154

8.300

23.736 24412

22.618

25.206

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
Data File : BM@32352.D

Acqg On : @7 Oct 2021 11:46
Operator : CG/JU

Sample : PB139037BL

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.618 2.68 ng/ul 589748  Perylene-di12 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Docosane, 1-iodo- 436 C22H451 1000406-31-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3363 (22.618 min): BM032352.D\data.ms (-3359) - m/z 57.10 100.00%

57.1
5000 j\

‘ || ] 169.2221.1 281.1 399.0 2250 2200
0 H«umHJ St 05 34813990 4872 /7 71.10  70.43%
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 J\
2250 23.00

43.10  58.47%

113.0
LT ass0zzs0 2820
\\\‘\\\\‘\\\T‘\W\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0

o

22.50 23.00
5000 m/z 85.10 50.56%
oLl T 180022500810 3850 J\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320326: Docosane, 1-iodo- e = J
57.0 22.50 23.00

55.10  24.81%

B LL
309.0
oL 002250 2

m/z--> 50 100 150 200 250 300 350 400 450 500 22. 50 23. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
Data File : BM@32352.D

Acqg On : @7 Oct 2021 11:46
Operator : CG/JU

Sample : PB139037BL

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 3
R.T. EstConc Area Relative to ISTD R.T.

23.736 3.87 ng/ul 851710 Perylene-di12 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3553 (23.736 min): BM032352.D\data.ms (-3548) (- m/z 57.10 100.00%

57.1
5000
Hl 071 23.50 24.00
oH"_"‘_nw«W“?‘661““345‘1““9‘39“4‘7‘7‘1‘”5‘}?‘ m/z 71.10 72.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 —— —
2350 24.00
m/z 55.26%
. \‘ || 270 1970 267.0  367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
2350 2400
5000 ITIZ 53.27%
oL, |, 2270 197.0 281.0  394.0
H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H“‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- —
57.0 2350 24.00
m/z 23.11%
5000
0 1‘ \‘\1 \’1370 1970 267.0 3650
A A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2350 2400
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Data Path : Z:
Data File : BM

Acqg On . 07
Operator : CG
Sample : PB
Misc :

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
©032352.D

Oct 2021 11:46

/3U

139037BL

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.412 4.68 ng/ul 1029900 Perylene-di2 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Methylhexacosane 380 C27H56 001561-02-0 91
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3668 (24.412 min): BM032352.D\data.ms (-3663) (- m/z 57.10 100.00%

57.1
5000

‘ ‘1 1972 24.50
o_wwj_ww o, 281l 355.1415.1475.15348  nyz 71.10  71.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000
2450
m/z 43.10 57.60%
\“ \'J‘l ﬂlllg?o 2960
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #287978: 2-Methylhexacosane
57.0
=
24.50
5000 m/z 85.10 54.78%
0 ‘} H} ”.\Jn???o 267.0 337.0
e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #340844: Octacosane, 1-iodo- —
57.0 24.50
m/z 55.10 24.85%
5000
393.0
I i N T L
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_M\Data\BM100721\
Data File : BM@32352.D

Acqg On : @7 Oct 2021 11:46
Operator : CG/JU

Sample : PB139037BL

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 2
R.T. EstConc Area Relative to ISTD R.T.
25.206 4.07 ng/ul 894286  Perylene-d12 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane, 1-iodo- 464 C24H491I 1000406-32-0 87

Abundance Scan 3803 (25.206 min): BM032352.D\data.ms (-3798) (- m/z 57.10 100.00%
57.1

5000 ,/”\/\/\\
= —
‘ }‘w1&1169222522811 3551 25.00 25.50
oL A bl 20222522811 355 4171 805 47 71.10  73.00%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 =7 —
25.00 25.50
m/z 85.10 55.17%
O \“\l\"\uJ‘\“‘\I‘\‘L}\]‘-‘é?\‘g‘2\2\5\\0‘\2\8\‘2\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
== =
25.00 25.50
5000 m/z 43.10 51.46%
0 ‘ J\ ‘ H I‘ { d116‘9 0225 0 295 0 367 O
H‘,H‘ A L L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- T T
57.0 25.00 25.50
m/z 55.10 24.13%
B VJ,M»J\W/\MMWW”NNW
oL |77 189022502810 3650
H‘,H“_“‘_“‘“‘w“u“u“‘u“u“‘u“_‘ —= —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100721\
BM@32352.D

: 07 Oct 2021 11:46
: CG/JU
: PB139037BL

: 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:

| --Internal Standard---|

name RT EstConc Units Response |# RT Resp Conc|

S.. 22.618 2.7 ng/ul 589748 6 23.300 4397920 20.0
S.. 23.736 3.9 ng/ul 851710 6 23.300 4397920 20.0
S.. 24.412 4.7 ng/ul 1029900 6 23.300 4397920 20.0
S.. 25.206 4.1 ng/ul 894286 6 23.300 4397920 20.0
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