LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO@58177.D

Acqg On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc :

ALS Vvial : 31 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BGO58177.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.142 5 9 20 rvB 31903 50412 2.95% 0.282%
2 3.306 35 37 43 rVB3 1905 2480 0.14% 0.014%
3  3.400 50 53 63 rvVB 15203 24272 1.42% 0.136%
4 3.811 118 123 136 rBV 206448 339627 19.85%  1.900%
5 4.152 177 181 185 rVvB2 2921 4102 0.24% 0.023%

6 7.131 681 688 702 rVB 238851 407893 23.84%
7 7.295 708 716 729 rBV 181440 305419 17.85%
8 7.501 744 751 759 rBV = 220239 373104 21.81%
9 7.971 824 831 840 rVB 182650 311224 18.19%

8.670 943 950 966 rBV = 279697 504425 29.48%
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11  9.134 1021 1029 1039 rBV 221466 401479 23.47%
12 9.857 1144 1152 1161 rBV 183304 331959 19.40%
13 10.392 1236 1243 1256 rBV 277863 511460 29.90%
14 10.774 1301 1308 1317 rBV 286938 515202 30.11%
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15 10.909 1322 1331 1345 rBV 292684 536306 31.35% 0007%
16 12.354 1572 1577 1584 rVB2 4238 6106 0.36% 034%
17 13.482 1765 1769 1779 rVB4 3884 6384 0.37% 036%

18 13.999 1851 1857 1865 rBV 538803 765361 44.74%
19 14.293 1900 1907 1919 rBV2 617030 976317 57.07%
20 14.599 1950 1959 1968 rBV 496639 767842 44.88%
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21 14.793 1986 1992 2010 rBV 184216 356202 20.82%
22 14.963 2019 2021 2025 rVB2 1818 2241 0.13%
23 15.586 2120 2127 2141 rBV 772330 1251019 73.13%
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24 15.703 2141 2147 2163 rVV 205159 320193 18.72% 791%
25 15.827 2163 2168 2172 rVB2 3560 5059 0.30% 028%
26 17.343 2419 2426 2435 rBV 650962 970299 56.72% 5.428%
27 17.442 2435 2443 2457 rVB 879277 1357857 79.37%  7.597%
28 18.864 2681 2685 2687 rBV3 1417 2201 0.13% 0.012%
29 18.929 2692 2696 2697 rBV4 1582 2371 0.14% 0.013%
30 18.999 2702 2708 2712 rBV7 2455 4905 0.29% 0.027%
31 19.058 2715 2718 2719 rBV2 1821 1932 0.11% 0.011%
32 19.152 2733 2734 2737 rVB3 2061 1882 0.11% 0.011%
33 19.287 2753 2757 2762 rVB4 12551 20210 1.18% 0.113%
34 19.358 2765 2769 2774 rVWV2 8756 12843 0.75% 0.072%
35 19.640 2813 2817 2819 rBV3 3161 4518 ©0.26% 0.025%

36 19.728 2825 2832 2842 rBV 1074630 1573793 91.99%  8.805%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO@58177.D

Acqg On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc :

ALS Vvial : 31 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 21.238 3086 3089 3091 rBV3 2745 2548 0.15% 0.014%
38 21.320 3101 3103 3107 rBV5 2670 3262 0.19% 0.018%
39 21.596 3143 3150 3165 rBV2 619574 1023126 59.80% 5.724%
49 21.767 3177 3179 3183 rBV5S 4279 4704 0.27% 0.026%
41 22.366 3278 3281 3289 rVB4 9556 15460 0.90% 0.086%
42 22.683 3321 3335 3346 rBVS 20864 112693 6.59% 0.630%
43 23.053 3391 3398 3404 rBV 25470 48752 2.85% 0.273%
44 23.847 3527 3533 3542 rVB3 34495 73196 4.28% 0.410%
45 24.105 3575 3577 3579 rBV3 2155 1782 0.10% 0.010%
46 24.569 3644 3656 3681 rBV2 564089 1710794 100.00% 9.571%
47 24.787 3683 3693 3714 rVB 420353 1255042 73.36% 7.021%
48 25.891 3872 3881 3893 rBV3 51399 151594 8.86% 0.848%
49 27.225 4099 4108 4122 rVB3 49436 180046 10.52% 1.007%
50 28.841 4374 4383 4394 rVB2 32828 121400 7.10% 0.679%
51 29.422 4481 4482 4483 rBV 3377 1803 0.11% 0.010%
52 30.233 4619 4620 4622 rBV 2789 1747 0.10% 0.010%
53 30.791 4706 4715 4731 rVB6 27652 134151 7.84% 0.751%
54 31.226 4788 4789 4791 rBV2 2459 1717 0.10% 0.010%
55 32.337 4976 4978 4979 rBV2 2334 1760 0.10% 0.010%
Sum of corrected areas: 17874476
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058177.D\data.ms
1000000

800000
600000

400000

8.670 10.3920107909

7.1317 501 9.134
200000 3811 lel: 7.971 9.857

k@ﬁ@o 4 152 12.354
L ‘ LI

Time--> 3.50 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG058177.D\data.ms

o

19.y28
1000000

17.442

800000 15.586

600000 13.999

14.599

400000

200000 4.793

13.482 LJL ﬂ@% 827 LEEERABERS98, 610 zmj@w

[T T L L L L L T L L B B B B B

j—v—v—v—v—’
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058177.D\data.ms

1000000

800000

600000 24.569

4.787

400000

200000

25.891 27.225
23053 2384/, 45 W 28841 59420 30233 3079% 906 32.337

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.142 3.24 ng/ul 50412 1,4-Dichlorobenzene-d4 7.971
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 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 9 (3.142 min): BG058177.D\data.ms (-5) (-) m/z 73.00 100.00%
73.0
5000 43.0 J\
87'0 \\\‘\\\\‘\\\\‘H\\‘\\\\‘\\
9.0 3.203.303.403.50
Obrerrrerrrentbbb 22 e m/z 42,95 38.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T[T T T T[T T T[T T[Tl
43.0 3.203.303.403.50
87.0 m/z 55.00  33.45%
90 oo |||
O H’\H\‘\H\‘Hf\‘f\\\‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R ama S
3.203.303.403.50
m/z 87.00 25.61%
5000 55.0
87.0
X W PP
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RaaEs R
3.0 3.203.303.403.50
87.0 m/z 71.00 12.92%
5000 41.0 55.0
27.0
0y H\ (i e ey 1%20\12?0 4
Cepr e H“‘H“‘H AR i A e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.683 2.20 ng/ul 112693  Chrysene-di12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Tetracosane 338 C24H50 000646-31-1 68
3 Eicosane 282 C20H42 000112-95-8 68
4 Heptacosane 380 C27H56 000593-49-7 64
5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 3335 (22.683 min): BG058177.D\data.ms (-3321) (- | m/z 57.00 100.00%
57.0
5000
99.0 M i
‘ ‘ ‘ 1410 2070 2820  gop 22.50 23.00
ol bbb LT L T s 710 65.83%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 M”M/\‘ — —
22.50 23.00
m/z 43.00 62.32%
0 \‘ ‘ H\ \h M‘ \\ ;!.4‘1(‘) 1830 225.0 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
—— —
22.50 23.00
5000 m/z 85.00 57.62%
990
41.0
oL L] 111018900250 50
m/z--> 50 lOO 150 200 250 300 350
Abundance #176384: Eicosane L ‘A‘ ‘ ‘
57.0 22.50 23.00
m/z 54.95 26.18%
5000
99.0
oLl b1t 0 220 WRWE T
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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.
25.891 2.42 ng/ul 151594  Perylene-di12 24.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 3881 (25.891 min): BG058177.D\data.ms (-3872) (- | m/z 57.00 100.00%
57.0
5000 \lﬂ
9.1 T A
25.50 26.00
0 ‘“¢‘MWJMWJMffﬁ9¥§%?“‘“‘%8?9““““ m/z 71.00 54.58%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 ple-pas e w
25.50 26.00
m/z 43.00 45.04%
9.0
0 \‘ “\ ‘H\ I M‘ | %4;(\) 1‘830 225.0 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
s —
25.50 26.00
5000 m/z 85.00 41.92%
9.0
0 ‘ w‘\ L uh\ \h\ “\‘ h‘ %4%9 17830 2250 2670 3090 367(
e B G LA A AR B LR ST TR S e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 25.50 26.00
m/z 55.00 24.23%
5000
‘ 9.0
41.0
o5 L |11 110m0zs0 2960 e o
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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 2
R.T. EstConc Area Relative to ISTD R.T.
27.225 2.87 ng/ul 180046  Perylene-di2 24.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane 268 C19H40 000629-92-5 74
4 Octadecane 254 C18H38 000593-45-3 72
5 Hexacosane 366 C26H54 000630-01-3 70

Abundance Scan 4108 (27.225 min): BG058177.D\data.ms (-4099) (- | m/z 57.00 100.00%

57.0
5000

] ‘ﬂ‘w‘h‘ ! H (AN N . -1 — m/z 71.00 62.83%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000

27.00 27.50
m/z 85.05 55.15%

ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

o

27.00 27.50
5000 m/z 43.00 46.92%
‘ 9.0
41.0
ot5O LI 10000 2900
m/z--> 0 100 150 200 250 300 350
Abundance #158597: Nonadecane T 7
57.0 27.00 27.50

m/z 54.95 21.32%

) wij\www»
| L |1 77 1410183 022502680

O v b s TSRS — —
miz--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58177.D

Acq On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

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 5

R.T. EstConc Area Relative to ISTD R.T.
30.791 2.14 ng/ul 134151  Perylene-di2 24.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 (C25H52 000629-99-2 87
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 4715 (30.791 min): BG058177.D\data.ms (-4706) (- | m/z 57.00 100.00%

57.0 '
5000
— —
‘ ‘ 41.1 2111 282.9 355.0 30.50 31.00
0 “ﬁﬂﬂ i M bl TR m/z 71.e0 61.52%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 W — i i
30.50 31.00
90 m/z 43.00 43.88%
0 | ‘H h H\ ‘h h‘ H‘ u‘ 4% ? ]\_8\3 0 225 0 267 0 309.0 366 '
T 1 ‘ T T T 1T ‘ \ \ T \ ‘ T 1T ‘ T T T ‘ T \

miz--> 100 150 200 250 300 350

%

Abundance #262011: Pentacosane
57.0
30.50 31.00
5000 ITI/Z 85.05 40.59%
9.0
ol L4y 34018302250 267.0 309.0 3520
““ A B e e e
m/z--> 100 150 200 250 300 350
Abundance #262013: Pentacosane Wy “ e fuf
57.0 30.50 31.00
m/z 55.00 18.72%
h MM
L h\ | 141018302050 2050 3520
i L R R B AR SRR B — —
m/z--> 50 100 150 200 250 300 350 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO@58177.D

Acqg On : 12 Jul 2023 6:49
Operator : CG/JU

Sample : PB153956BL

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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... 3.142 3.2 ng/ul 50412 1 7.971 311224 20.0
(DEL) Alkane: S... 22.683 2.2 ng/ul 112693 5 21.596 1023130 20.0
(DEL) Alkane: S... 25.891 2.4 ng/ul 151594 6 24.787 1255040 20.0
(DEL) Alkane: S... 27.225 2.9 ng/ul 180046 6 24.787 1255040 20.0
(DEL) Alkane: S... 30.791 2.1 ng/ul 134151 6 24.787 1255040 20.0
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