LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BP0O@6673.D

Acqg On ¢ 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390BL

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_P\METHODS\SFAM-EPA-BP081021.M
Title : SVOA CALIBRATION

Signal : TIC: BPOO6673.D

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

# min  scan scan scan TY height area % max. total
1 3.217 19 22 29 rVB2 74550 99749  2.11% 0.179%
2 3.622 87 91 105 rBvV 736767 1108559 23.44% 1.989%
3 6.887 640 646 660 rVB 1055013 1621398 34.28% 2.910%
4 7.052 669 674 685 rVB 785371 1260929 26.66% 2.263%
5 7.240 700 706 715 rVB 1106841 1686132 35.65%  3.026%
6 7.7106 779 786 793 rVB 652868 1022654 21.62% 1.835%
7 8.422 900 907 916 rBV 1253427 1966860 41.59%  3.530%
8 8.863 976 982 990 rVB 998413 1629551 34.46% 2.924%
9 9.581 1097 1104 1116 rBV 827514 1337786 28.29% 2.401%
10 10.116 1188 1195 1206 rBV 1177287 1924790 40.70% 3.454%
11 10.493 1252 1259 1267 rVB 924908 1478166 31.25% 2.653%
12 10.640 1276 1284 1298 rBV 818251 1366776 28.90% 2.453%
13 12.087 1524 1530 1539 rVB 21801 39569 0.84% 0.071%
14 12.304 1562 1567 1570 rBV7 2880 5249 0.11% 0.009%
15 13.075 1694 1698 1703 rVB8 3931 6834 0.14% 0.012%
16 13.316 1734 1739 1744 rVB6 4986 7938 0.17% 014%
17 13.775 1810 1817 1826 rBV 2109611 2865683 60.59% 143%
18 13.863 1826 1832 1839 rVB 2804 7415 0.16%

19 14.040 1855 1862 1871 rBV 2342782 3350475 70.84%
20 14.351 1905 1915 1924 rBV 1303409 1899960 40.17%
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21 14.563 1943 1951 1971 rBV 1046648 1611090 34.07%
22 15.351 2078 2085 2092 rBV 2814113 3949407 83.51%
23 15.475 2099 2106 2118 rBV 1062574 1403261 29.67%
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24 15.587 2120 2125 2134 rVB 33375 57348 1.21% 103%
25 15.916 2176 2181 2187 rVB9 3372 5364 ©0.11% 010%
26 16.034 2196 2201 2207 rBV1e 3874 8990 0.19% 0.016%
27 16.134 2213 2218 2224 rBV3 10160 14982 ©.32% 0.027%
28 16.786 2325 2329 2335 rVB7 6135 7233 0.15% ©0.013%
29 16.898 2341 2348 2354 rBV3 7567 13171 0.28% 0.024%
30 17.110 2374 2384 2393 rBV 1533924 2178336 46.06%  3.909%
31 17.210 2393 2401 2414 rBV 3056373 4203072 88.87% 7.543%
32 17.498 2446 2450 2455 rBV7 3654 5944 0.13% 0.011%
33 17.792 2497 2500 2504 rBV5 7862 9636 0.20% 0.017%
34 18.016 2534 2538 2544 rBV4 16652 26517 ©.56% ©0.048%
35 18.328 2585 2591 2595 rBVS8 8192 15441 0.33% 0.028%
36 19.098 2718 2722 2727 rBV 35229 52772 1.12% 0.095%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BP0O@6673.D

Acqg On ¢ 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390BL

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_P\METHODS\SFAM-EPA-BP081021.M
Title : SVOA CALIBRATION
37 19.263 2747 2750 2756 rBV7 7421 9152 0.19% 0.016%
38 19.345 2760 2764 2769 rBV 27555 38636 ©.82% 0.069%
39 19.457 2777 2783 2790 rBV2 3552172 4729425 100.00%  8.487%
40 21.216 3077 3082 3088 rBV 1887628 2309298 48.83% 4.144%
41 22.310 3266 3268 3275 rVB2 105634 138663 2.93% 0.249%
42 22.851 3356 3360 3368 rVB 200886 304824 6.45% 0.547%
43 23.386 3444 3451 3458 rBV2 2560096 4723417 99.87% 8.476%
44 23.457 3459 3463 3469 rVV 348334 570056 12.05% 1.023%
45 23.533 3470 3476 3486 rVB2 1266058 2437540 51.54% 4.374%
46 24.157 3576 3582 3594 rVvB2 379871 785087 16.60%  1.409%
47 24.968 3715 3720 3730 rVB 364491 818836 17.31% 1.469%

48 25.921 3878 3882 3893 rVB 239057 610119 12.90%  1.095%

Sum of corrected areas: 55724090
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

500000

0

: 13 Aug 2021 15:07
: CG/JU
: PB138390BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
BPO06673.D

: 9 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.M
: SVOA CALIBRATION

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

TIC: BP006673.D
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so22 6.887 8.863 10,493
: 9.581
7.710 240
3,017
I\

Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BPO@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390@BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.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 5
R.T. EstConc Area Relative to ISTD R.T.
22.850 2.50 ng/ul 304824  Perylene-di2 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 2-Methylheptacosane 394 (C28H58 001561-00-8 91
5 2-Methylpentacosane 366 C26H54 000629-87-8 91

Abundance Scan 3360 (22.851 min): BP006673.D\data.ms (-3356) (-  m/z 57.05 100.00%
57.0

5000 l
‘ 22.50 23.00
127.1 : :
208.0 281.0
obrt, utww (i bt oo A ALT04751 549 /7 71.05  81.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 = =
22.50 23.00
m/z 43.00 63.58%
‘ | 2270 2110 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
- =
22.50 23.00
5000 ITI/Z 85.10 59.22%
| ‘ || 1270 1970 267.0  367.0
R E B e R R e S RRSARRRRES
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- =0 =
57.0 22.50 23.00
m/z 55.00 23.80%
L1170 1970 2670 350
e o R e e e RERARERERARRRARE — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BPO@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390@BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.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.
23.460 4.68 ng/ul 570056  Perylene-di2 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 94
2 Octacosane 394 C28H58 000630-02-4 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Pentacosane 352 (C25H52 000629-99-2 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90

Abundance Scan 3463 (23.457 min): BP006673.D\data.ms (-3459) (-  m/z 57.10 100.00%

57.1
5000
2350
1 .
207.0
o_m‘,‘h‘H‘ﬁw"u_‘“‘2“‘3‘1‘?‘3"?“1‘9“‘999‘_“59‘3-‘1“_ m/z 71.10  82.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
5000
2350
309.0 43.05 63.12%
}’J‘JW\JillJl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
2350
5000 ITI/Z 85.10 58.01%
I111 2270 197.0 2810  394.0
‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane Y
57.0 23.50
55.10 24.43%
5000
1690
UL 248.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BPO@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390@BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.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.
24.160 6.44 ng/ul 785087  Perylene-d12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 2-methyl- 465 C33H68 001720-11-2 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Hentriacontane 437 C31He4 000630-04-6 91
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 87
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87

Abundance Scan 3582 (24.157 min): BP006673.D\data.ms (-3576) (- m/z 57.10 100.00%

57.1
5000
=

——
24.50

h 207.0 24.00
on LLULPFTL 2070 smtoasaamns 47625360 /s “ryie e r
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #330177: Dotriacontane, 2-methyl-
57.0
5000 —_— —
24.00 24.50

43.05 62.67%

421.0
‘\\‘1\‘\‘1\“\"\ﬁ‘t\““e‘\?z\?\\‘\\2%5‘\0\\\‘\\\\‘\l\\[\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0

24 00 24 50
5000 m/z 85.05 57.05%
169.0
\”QM‘L‘LMM\”‘W‘%4%Q”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane e e
57.0 24.00 24.50

55.00  24.75%

5000 MNMVWMMMM]\VWMMNANMf
“‘ 1270 197.0 2670 3510 436.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BPO@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390@BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.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 Triacontane, 1-bromo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

24.970 6.72 ng/ul 818836  Perylene-d12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3720 (24.968 min): BP006673.D\data.ms (-3715) (- m/z 57.10 100.00%

57.1 ‘
5000

' 2500

ﬁx‘;972 282.0341.0 415.9 488.8548.

0 iy ‘ H“_‘mwuu‘_‘H“H‘_‘H“H‘_‘H“H‘_ m/z 71.10 81.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338070: Triacontane, 1-bromo-
57.0
5000
25.00

43.10  59.48%

135.0
] ) “ 1], 2070 2670 3370 **} s00.0
iz 650 100 140 200 250 30 2L0 440 4% 540 S50
Abundance #132769: 2-Bromo dodecane
57.0

2500
5000 m/z 85.10 55.01%
169.0
"mk_JLLLMW‘H‘_%4%9H‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- P
57.0 25.00

55.00  22.71%

5000
F
L J J“‘1970 267.0 3650

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2500
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP081321\

Data File : BP@@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390@BL

Misc :

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.M

: SVOA CALIBRATION

¢ 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.
25.920 5.01 ng/ul 610119 Perylene-d12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3882 (25.921 min): BP006673.D\data.ms (-3878) (- m/z 57.10 100.00%
57.1

%

5000
271 207.0 26.00
355.1
o_uj_t‘u Lol 2801 955 14148477.05361 4, 71,05  83.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320591: Hentriacontane
57.0
5000 T

26.00
m/z 43.10 61.60%

1
L lﬁ 1, 197.0  309.0 379.0437.0

‘\\\\‘\\\\‘\\\1‘\1\\‘\\\1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

%

26.00
5000 m/z 85.10  58.26%

l‘ ‘H‘lF?,\,‘lw.o 296.0

S

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

Abundance #275537: Hexacosane
57.0 26.00

m/z 55.00 26.70%

i

5000

1RO 197.0 2670 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081321\
Data File : BPO@6673.D

Acqg On : 13 Aug 2021 15:07
Operator : CG/JU

Sample : PB138390BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP081021.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... 22.850 2.5 ng/ul 304824 6 23.533 2437540 20.0
(DEL) Alkane: S... 23.460 4.7 ng/ul 570056 6 23.533 2437540 20.0
(DEL) Alkane: S... 24.160 6.4 ng/ul 785087 6 23.533 2437540 20.0
Triacontane, 1-... 24.970 6.7 ng/ul 818836 6 23.533 2437540 20.0
(DEL) Alkane: S... 25.920 5.0 ng/ul 610119 6 23.533 2437540 20.0
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