LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc :

ALS Vvial : 10 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-BN112221.M
Title : SVOA CALIBRATION

Signal : TIC: BN@17569.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.052 7 11 21 rVB 116476 159877 3.08% 0.243%
2 3.305 49 54 62 rvVB 81306 106801 2.05% 0.163%
3 3.705 118 122 140 rBV 1046985 1506329 28.98% 2.294%
4 4.046 176 180 186 rVB 16068 22803 0.44% 0.035%
5 7.005 674 683 696 rBV 1235917 1943170 37.39% 2.959%

6 7.169 704 711 721 rBV 970521 1558622 29.99%
7 7.375 738 746 754 rBV 1193123 1921462 36.97%
8 7.846 818 826 837 rVB 961738 1553907 29.90%
9 8.546 937 945 955 rBV 1470426 2415735 46.48%

8.993 1014 1021 1032 rBV 1185786 1910217 36.75%
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11 9.716 1136 1144 1155 rBV 934826 1539670 29.62%
12 10.258 1228 1236 1252 rBV 1409516 2418364 46.53%
13 10.640 1293 1301 1315 rVB 1406301 2388368 45.95%
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14 10.769 1315 1323 1339 rBV 1487417 2557416 49.20% 894%
15 12.228 1565 1571 1579 rBV 26846 41925 0.81% 0647%
16 13.446 1775 1778 1783 rBV3 3758 6549 0.13% 010%

17 13.887 1846 1853 1862 rBV 2539325 3531904 67.95%
18 14.169 1894 1901 1915 rBV 2978039 4361872 83.92%
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19 14.475 1946 1953 1966 rBV 2142820 3132474 60.27% 770%
20 14.657 1977 1984 2000 rBV 996053 1500416 28.87% 285%
21 15.469 2115 2122 2130 rBV 3531051 5069070 97.53% 7.718%
22 15.581 2135 2141 2156 rBV 896244 1235817 23.78%  1.882%
23 15.704 2159 2162 2168 rVB2 14704 21104 0.41% 0.032%
24 17.004 2376 2383 2388 rBV2 8406 13884 0.27% 0.021%
25 17.222 2413 2420 2428 rBV 2402350 3419475 65.79% 5.207%
26 17.316 2430 2436 2450 rVV2 3395951 5115631 98.42% 789%
27 19.181 2748 2753 2760 rBV2 37160 52289 1.01% 0807%
28 19.251 2760 2765 2769 rBV 38507 54823 1.05%

29 19.616 2820 2827 2839 rVV 3726265 5197707 100.00%
30 21.410 3126 3132 3144 rBV 2079884 2752901 52.96%
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31 22.039 3236 3239 3244 rVB3 33397 40699 ©
32 22.527 3319 3322 3330 rVB 69306 101338 1
33 23.075 3411 3415 3421 rVB 106252 168131 3.23%
34 23.622 3500 3508 3516 rBV 2020301 4031825 77
35 23.698 3517 3521 3526 rVV2 144955 252393  4.86%

OO0
N
Ul
o))
B

36 23.774 3527 3534 3548 rVB 1253233 2486070 47.83%  3.785%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 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-BN112221.M
Title : SVOA CALIBRATION

37 24.410 3636 3642 3649 rVB 136981 267570  5.15% 0.407%
38 25.239 3776 3783 3795 rVB2 135084 327215 6.30% ©.498%

39 26.216 3942 3949 3963 rVB3 90519 280768 5.40% 0.428%
40 27.368 4139 4145 4157 rVB3 69681 208558 4.01% ©.318%

Sum of corrected areas: 65675149
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN017569.D\data.ms
3500000

3000000
2500000

2000000

1500000 8.546 10.258101846°°
7.0057 375 8.993

3.705
1000000 7.169 7.846 9.716

500000

o 9°8.305 4.046
T T ‘ L ‘ T T ‘ L ‘ LB ‘ L ’ L ‘ L ‘ L ’ T T T ‘ L ‘ T T ’ L ‘ T ‘ L ’ T ‘ L ‘ T
Time—> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50

Abundance TIC: BN017569.D\data.ms

15.469 19.p16
3500000 17.316 i

3000000 14.169
13.887
2500000 17.222
14.475
2000000

1500000

4.657

1000000 15.581

500000

12.228 13.446 704 17.004|| | 1991851

Time--> 12.00 1250 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
Abundance TIC: BN017569.D\data.ms

3500000

3000000
2500000
21.410 23.622
2000000
1500000 3.774

1000000

500000

23.075 2 8 24.410 25.239 26.216
22039 22.527 SO ; 27.368

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

3.052 2.06 ng/ul 159877 1,4-Dichlorobenzene-d4 7.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 30
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
Abundance  Scan 11 (3.052 min): BN017569.D\data.ms (-7) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1

AR R R
| 570 ‘ 3.103.203.303.403.50
| .

Ol e by m/z 43.00 38.40%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 UL RN R RN RN R
43.0 3.103.203.303.403.50
87.0 m/z 55.00  28.42%
29.0 ‘ ‘
O\\\‘\\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R RARAGERE NN RO
3.103.203.303.403.50
m/z 87.10 26.02%
5000 550
87.0
0 Hw‘H‘_‘H_‘MMH‘WH‘W‘H‘_H‘N:H‘Hw‘H%R¥9‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2246: Silane, tetramethyl- R RaaaEs o
73.0 3.103.203.303.403.50

m/z 41.05 11.59%

5000
43.0
29.0
oL 20 180 290 || 500 | 8o P

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.698 2.03 ng/ul 252393  Perylene-di2 23.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3521 (23.698 min): BN017569.D\data.ms (-3517) (- m/z 57.05 100.00%
57.0
5000
9.0 = =
141.2 23.50 24.00
- ‘L “ Li ““ Lo i022 2832 3561 . 7118 66.71%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 = e
23.50 24.00
m/z 43.05 61.28%
NEX L‘ 9l M | 141-0183.0225.0267.0309.0 3800
\\\\[\ \\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
23.50 24.00
5000 m/z 85.05 47.67%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane o e sy ooagrd
57.0 23.50 24.00
m/z 55.00 21.17%
5000
ol ‘L‘ Iy M | 110183.0225.0267.0309.0_ 367.0
e S — —
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.410 2.15 ng/ul 267570  Perylene-di2 23.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3642 (24.410 min): BN017569.D\data.ms (-3636) (-  m/z 57.05 100.00%
57.0

5000
24.50
7.1 :
197.1 281.0
o‘H‘}‘I‘J‘HWH‘HH,HH_m_HwH““%5‘”1_m_m_mw m/z 71.05 69.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0
5000 A
24.50
m/z 43.10 56.43%
oL LU 197026703870 4220
‘HH‘\HFWWWT[\TH]W\H[HH‘T\\\‘\H\‘\FH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
—r—
24.50
5000 ITI/Z 85.05 48.94%
o 1111279197.0267.0 351.0 436.0
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane A Ly sy
57.0 24.50

m/z 55.05 20.85%

5000

£70197.0267.0337.0407.0 491.0562.0

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.239 2.63 ng/ul 327215  Perylene-d12 23.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3783 (25.239 min): BN017569.D\data.ms (-3776) (- m/z 57.05 100.00%
57.0
5000
9.1 e —F=
11 25.00 25.50
- \““ w‘h‘ L L 280 8L 3861 n/; 71.16 68.14%
mlz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 R 71
25.00 25.50
m/z 43.05 56.78%
0 L uh\ \\\ “ h %41 03783 0225 0267 0 33\8 0
\\\\‘\\\‘\\\\ T\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— T —
25.00 25.50
5000 m/z 85.05 54.11%
ol ‘\\ “\\ H | 141-0183.0225.0267.0309.0 3650
B i
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane P R
57.0 25.00 25.50
m/z 55.00 23.64%
5000
41.0
ssal LIl LOssoms0 260 o b W
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.215 2.26 ng/ul 280768  Perylene-di2 23.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Nonadecane 268 C19H40 000629-92-5 94
4 Eicosane 282 (C20H42 000112-95-8 93
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3949 (26.216 min): BN017569.D\data.ms (-3942) (- m/z 57.10 100.00%
57.1
2600  26.50
281.1 . :
0“‘h“‘m ”H‘kuﬂ“égiﬁgg%l“‘uuu ‘§??9‘u m/z 71.05 73.41%
m/z--> 0 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 o e
26.00 26.50
m/z 43.10 56.72%
\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
— —
26.00 26.50
5000 m/z 85.10 54.86%
99.0
oL Ll 100 050 220
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0 26.00 26.50
m/z 55.05 22.85%
- WJ\W‘W\N\
0 Il H\ A u‘ | :!'4; 0 183.0 268.0
el e B —— ——
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17569.D

Acqg On : 23 Nov 2021 16:45
Operator : CG/JU

Sample : PB140904BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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... 3.052 2.1 ng/ul 159877 1 7.840 1553910 20.0
(DEL) Alkane: S... 23.698 2.0 ng/ul 252393 6 23.775 2486070 20.0
(DEL) Alkane: S... 24.410 2.1 ng/ul 267570 6 23.775 2486070 20.0
(DEL) Alkane: S... 25.239 2.6 ng/ul 327215 6 23.775 2486070 20.0
(DEL) Alkane: S... 26.215 2.3 ng/ul 280768 6 23.775 2486070 20.0
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