LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  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-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7457.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.123 3 6 16 rVB 195297 245533  4.76% 0.472%
2 3.381 46 50 55 rvB 54935 70393 1.37% 0.135%
3  3.793 116 120 139 rBV 723815 1086455 21.08% 2.086%
4 4.134 174 178 184 rVB 12878 17770 0.34% 0.034%
5 7.116 677 685 694 rBV 837154 1286236 24.96% 2.470%

6 7.287 707 714 723 rVB 648974 1018251 19.76%
7 7.487 740 748 757 rBV 826827 1313012 25.47%
8 7.958 819 828 836 rBV 657582 1047943 20.33%
9 8.663 939 948 961 rBV 1018078 1617232 31.38%

9.116 1018 1025 1034 rBV 744377 1232971 23.92%
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11 9.840 1140 1148 1156 rBV 559768 919323 17.84%
12 10.381 1232 1240 1254 rBV 972746 1608132 31.20%
13 10.763 1297 1305 1313 rBV 868884 1487271 28.86%
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14 10.893 1318 1327 1340 rBV 943536 1617850 31.39% 107%
15 12.351 1568 1575 1583 rVB 22513 37612 0.73% 072%
16 12.981 1679 1682 1685 rBV5 3102 5594  0.11% 011%
17 13.569 1775 1782 1785 rBV9 3785 6565 0.13% 013%

18 14.004 1849 1856 1873 rBV 1830250 2527792 49.04%
19 14.287 1896 1904 1915 rBV 2074115 2989933 58.01%
20 14.598 1950 1957 1967 rBV 1303147 2038159 39.54%
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21 14.775 1980 1987 2004 rBV 848257 1229083 23.85%
22 15.593 2118 2126 2134 rBV 2474584 3694386 71.68%
23 15.698 2138 2144 2157 rVV 638064 872736 16.93%
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24 15.828 2161 2166 2173 rVB 31648 51886 1.01% 100%
25 16.157 2218 2222 2226 rBV7 3894 6357 0.12% 012%
26 16.257 2236 2239 2242 rBV5 4981 8142 0.16% 0.016%
27 16.381 2255 2260 2262 rBV6 4107 6938 0.13% 0.013%
28 17.028 2366 2370 2374 rBV7 4870 7294 0.14% 0.014%
29 17.134 2382 2388 2395 rVB2 8965 15900 0.31% 0.031%
30 17.351 2418 2425 2432 rBV 1752708 2508960 48.68% 4.818%
31 17.451 2434 2442 2453 rBV 2944505 4255092 82.56% 8.172%
32 17.716 2482 2487 2494 rVB4 4729 9856 ©0.19% 0.019%
33 18.022 2535 2539 2545 rBV9 7199 11849 0.23% 0.023%
34 18.239 2573 2576 2582 rVB7 8950 13407 ©.26% ©0.026%
35 18.545 2622 2628 2629 rBV6 6004 10561 0.20% 0.020%
36 19.257 2745 2749 2756 rBV2 41771 54431 1.06% ©.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  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-BP101421.M
Title : SVOA CALIBRATION
37 19.328 2756 2761 2765 rBV 45124 61379 1.19% ©0.118%
38 19.628 2809 2812 2815 rBV5 15375 19362 ©.38% 0.037%
39 19.681 2815 2821 2828 rVV 3729635 5050018 97.98% 9.698%
40 21.439 3115 3120 3127 rBV 2181893 2896757 56.20% 5.563%
41 23.180 3413 3416 3423 rVB 147017 234496  4.55% ©.450%
42 23.739 3503 3511 3522 rBV2 2602815 5154176 100.00%  9.898%
43 23.839 3524 3528 3531 rVW 180412 323383 6.27% 0.621%
44 23.898 3532 3538 3548 rVB2 1434679 3018902 58.57% 5.798%
45 24.604 3654 3658 3667 rVB 195085 381334 7.40% ©.732%

Sum of corrected areas: 52070712
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP@O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BPO07457.D\data.ms

3500000
3000000
2500000
2000000
1500000

8.663 10.38
1000000 2763 7116 7.487 0116 1 0196393
: 7287 7.958 : 0.840

500000
123
3.381 4.134

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP0O07457.D\data.ms

19.681
3500000

3000000 17.451

2500000 15.593

14.287

2000000 14.004 17.351

1500000 14.598

1000000 4.775

=

5.698

500000 J//
o 12.351  12.981 13.569 828aamEEIBl 1720284 ||17.7118.0823B.545 192378 628

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BPO07457.D\data.ms

3500000
3000000 23.139
2500000 21.439
2000000 43508

1500000

1000000

23.180 .839 24.604

500000 A A

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 21.00 2150 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP@O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.123 4.69 ng/ul 245533  1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance Scan 6 (3.123 min): BP007457.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 A\
ST
‘ ‘ 3.203.303.403.50
Obrrllich | 1349 221.22806 354.84166474.3 542.6 /7 43,95  31.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T[T [ rrri1
3.203.303.403.50
m/z 55.00 24.68%
O\\“\LU“M\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
R R AN RSN
3.203.303.403.50
5000 m/z 87.05 24.24%
0"\,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RARRRREEEE
73.0 3.203.303.403.50
m/z 41.05 10.08%
o\H’l R e A e e e A RO M S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP@O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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.
23.839 2.14 ng/ul 323383  Perylene-di2 23.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3528 (23.839 min): BP007457.D\data.ms (-3524) (-  m/z 57.10 100.00%
57.1

3

5000
23.50 24.00
267.0
o_m‘_‘.‘H}Fﬁh‘Mgf‘l‘u‘_H‘_3"““1_1"4‘1‘5‘9“499“1?4‘70 m/z 71.05 76.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 = —

2350 24.00
m/z 85.18  55.87%
I

L1 Fﬁ 1970  296.0

O‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
= T
23.50 24.00
5000 ITI/Z 43.10 55.37%
183.0
o by Dm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- T —
57.0 23.50 24.00
m/z 55.00 23.28%
5000

HWM\}WO 2810 3930

ot e 28t

m/z--> 0 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_P\Data\BP101821\
Data File : BP@O@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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.
24.604 2.53 ng/ul 381334  Perylene-di2 23.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexacosane, 1-iodo- 492 C26H531 1000406-32-1 87

Abundance Scan 3658 (24.604 min): BP007457.D\data.ms (-3654) (-  m/z 57.05 100.00%

57.0
5000

} ‘1?71 207.0 24i50 25.00

0 m_m“f Lt 287:0328.0 40094609 549 /7 71.10  75.48%

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

Abundance #176384: Eicosane »ﬂFMNNNWM/\WVMwMWM
57.0

5000 et e
24.50 25.00

m/z 85.10 57.76%
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m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0

T
24.50 25.00

o

5000 m/z 43.05 54.05%
} } i 365.0
ot b LTI gm0 26n0 350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- T T
57.0 24.50 25.00

m/z 55.05  23.47%
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m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BPO@7457.D

Acqg On : 18 Oct 2021 11:14
Operator : CG/JU

Sample : PB139922BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|

Butane, 2-metho... 3.123 4.7 ng/ul 245533 1 7.958 1047940 20.0
(DEL) Alkane: S... 23.839 2.1 ng/ul 323383 6 23.898 3018900 20.0
(DEL) Alkane: S... 24.604 2.5 ng/ul 381334 6 23.898 3018900 20.0
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