LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acqg On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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: BGO57974.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.373 44 48 54 rVB 16678 23090 1.46% 0.134%
2 3.784 113 118 130 rBV 218383 343775 21.78% 2.002%
3 4.125 171 176 183 rVB5 3480 7198 0.46% 0.042%
4 7.104 675 683 696 rBV 244846 415544 26.32% @ 2.420%
5 7.262 704 710 718 rVB 193172 311427 19.73% 1.814%

6 7.468 738 745 756 rBV 231944 398959 25.27%
7 7.938 818 825 837 rVB 155442 257081 16.28%
8 8.643 936 945 0959 rBV 304474 529338 33.53%
9 9.101 1015 1023 1032 rBV 228664 411146 26.04%

9.824 1139 1146 1155 rVB 186097 330199 20.92%

P NWEREN
[
)
N
R

11 10.359 1230 1237 1246 rBV 294603 527755 33.43%
12 10.741 1294 1302 1310 rBV 239359 430256 27.25%
13 10.876 1317 1325 1336 rBV 304224 553518 35.06%

OO wWNW
N
N
w
R

14 12.327 1567 1572 1578 rBV4 4644 7701  0.49% 045%
15 13.461 1760 1765 1770 rBV 9442 14732  0.93% 086%

16 13.972 1846 1852 1862 rBV 538103 774870 49.08%
17 14.266 1895 1902 1915 rBV 632806 998242 63.23%
18 14.572 1947 1954 1965 rBV 401956 621755 39.38%
19 14.771 1981 1988 2003 rBV 211831 375943 23.81%
20 15.565 2114 2123 2135 rBV 790068 1221521 77.37%

NN wup
(o)
N
[y
xR

21 15.676 2137 2142 2152 rBV 229953 333387 21.12%
22 15.800 2159 2163 2168 rVB2 2561 3697 0.23%
23 17.315 2415 2421 2430 rBV 501887 755087 47.83%

ONPOR
w
(o]
~N
3R

24 17.415 2431 2438 2450 rVB 841869 1296963 82.15% 553%
25 17.603 2467 2470 2474 rVB4 1160 1668 0.11% 010%
26 18.197 2567 2571 2579 rBV5 2037 5685 0.36% 0.033%
27 18.273 2580 2584 2589 rVVv2 2205 3172 0.20% 0.018%
28 18.543 2627 2630 2633 rVB5 2057 2462 0.16% 0.014%
29 19.119 2726 2728 2731 rVB4 1844 1600 0.10% 0.009%
30 19.154 2731 2734 2736 rBV5 1798 1969 0.12% 0.011%
31 19.260 2748 2752 2758 rBV2 11986 19657 1.25% ©.114%
32 19.337 2760 2765 2769 rVv2 10903 17057 1.08% 0.099%
33 19.378 2769 2772 2777 rVB6 3790 5038 ©.32% 0.029%
34 19.619 2809 2813 2816 rBV5 6064 6594 0.42% 0.038%
35 19.701 2820 2827 2834 rBV 1032269 1489265 94.33% 8.672%

36 21.563 3138 3144 3152 rBV 448576 751862 47.63% 4.378%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acqg On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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 21.751 3173 3176 3182 rVvB3 13971 20155 1.28% 0.117%
38 22.345 3275 3277 3282 rVB2 24963 30761 1.95% 0.179%
39 23.026 3388 3393 3398 rVB2 57932 98209 6.22% ©.572%
40 23.814 3521 3527 3534 rVB2 83550 168444 10.67%  0.981%
41 24.513 3636 3646 3657 rVB2 576124 1578708 100.00%  9.193%
42 24.736 3673 3684 3694 rBV2 376164 1120754 70.99% 6.526%
43 25.852 3866 3874 3886 rVB2 106601 321272 20.35% 1.871%
44 27.180 4092 4100 4112 rVB2 100070 347749 22.03%  2.025%
45 28.790 4368 4374 4387 rVB5 64583 237138 15.02%  1.381%

Sum of corrected areas: 17172403
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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: BG057974.D\data.ms
1000000

800000
600000

400000
8.643 10.359 10.876

3.784 7.1047 468 9.101 10.741
-26 9.824
200000 7938

3373 || 4.125 12.327

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057974.D\data.ms
1000000 19701

o

17.415

14.266

600000 13.972

17.315 21.563
400000 14.572

4.771 14.676
200000

1.751 22.345

13.461 Lrjk 800 Jzeos 1881973543 19 SRAAHG19

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: BG057974.D\data.ms
1000000

800000

24.513
600000

4.736
400000

200000 23.814 25.852 27.180

23.026 28.790

AN

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.026 2.61 ng/ul 98209  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 3393 (23.026 min): BG057974.D\data.ms (-3388) (- | m/z 57.00 100.00%
57.0
w0 M/Lw
30 23.00 |
- “H “ Lid 20D 1909 2871 2840 3371377, 0 5 b0 62.30%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 s :
23.00
m/z 85.10 53.57%
9.0
0 \‘ “ ‘H\ I M‘ | ]‘\'4;(\) 1‘830 2250 2820
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #194596: Pentadecane, 8-hexyl-
57.0
T \
23.00
5000 m/z 43.00 51.87%
9.0
196.0
41.0
b LLL 30 00 a0
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 23.00
m/z 55.00 19.84%
5000
9.0
ols8 | |11 om0 200 .
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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.
23.814 3.01 ng/ul 168444  Perylene-di2 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 (C24H50 000646-31-1 87
Abundance Scan 3527 (23.814 min): BG057974.D\data.ms (-3521) (- | m/z 57.00 100.00%
57.0
2350  24.00
1411 2070  281.0 : '
ol “M A w“hw‘ L WS S 320 0L s 71,00 63.01%
miz--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
5000 = g
23.50 24.00
9.0 140.0 m/z 43.00 56.85%
O T ‘\“‘“\“U‘ \h‘\“‘ \h‘\“\ \“ ‘ \1&8\3\0‘2\2\4\(\)‘2\67\\0\ ’ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
23.50 24.00
5000 m/z 85.00 52.14%
9.0
ol L, ”h‘ I 14}9183 0225.0267.0309.0 367.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #176387: Eicosane T T
57.0 23.50 24.00
m/z 54.95 24.19%
5000
282.0
| ‘ \ ](41018302250
ol L e I
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_G\Data\BGO70323\
Data File : BG®57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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 2
R.T. EstConc Area Relative to ISTD R.T.
25.852 5.73 ng/ul 321272  Perylene-d12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 87
3 Nonadecane 268 C19H40 000629-92-5 83
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 3874 (25.852 min): BG057974.D\data.ms (-3866) (- | m/z 57.00 100.00%
57.0
— ]
| ‘ \ 141.2 2109 265.9309.2 353.1 2550 26.00
ol bbb e, 2109 265930923531 0 7108 57.94%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 = P
25.50 26.00
m/z 43.00 46.79%
oL ‘L‘ || %?9 141.0183.0226.0
\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
25.50 26.00
5000 m/z 85.00 44 .57%
9.0
oL | ||, 141018302250267.0300.0 3670
e e
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T T
57.0 25.50 26.00
m/z 55.00 19.78%
- WJl\MW
oL 11150 101018302250 2680
A e P e
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG070323\

Data File : BG@57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 4 Sulfurous acid, butyl tride... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.180 6.21 ng/ul 347749  Perylene-d12 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87

2 Hexacosane 366 C26H54 000630-01-3 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 4100 (27.180 min): BG057974.D\data.ms (-4092) (- | m/z 57.00 100.00%

57.0
5000

==
3.1 2700  27.50
160.1 281.0
‘H‘ ““u Ly 2228 250 8661wz 71.e0  58.27%

miz--> 50 100 150 200 250 300 350 400
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0

5000 e oo
27.00 27.50

m/z 43.00 51.80%

130 1830 5359
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0

T
27.00 27.50
5000 m/z 85.05 44.52%

I h‘ \\ | 156\9 Q 225.0 295.0 367.0
B N A A B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane ]

57.0 27.00 27.50
m/z 55.00 17.81%

- vaNwNNWNJ/\VMNWAVWwNM
422.(

I ‘h‘ h\ “\ | 169.0 2250 281.0 337.0

o

o

o

T e s — ——
miz--> 50 100 150 200 250 300 350 400 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acq On : 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.790 4.23 ng/ul 237138  Perylene-di2 24.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
3 Heneicosane 296 C21H44 000629-94-7 50
4 Eicosane 282 C20H42 000112-95-8 49
5 Octadecane, 1,1'-[(1-methyl-1,2-... 581 C39H8002 035545-51-8 47

Abundance Scan 4374 (28.790 min): BG057974.D\data.ms (-4368) (1 m/z 57.00 100.00%
57.0
- i
2850  29.00
l 0 . .
— “‘ b u”‘u ol H“‘%z‘? 2 2911 3560 430 gs o5 47.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 e b
28.50 29.00
m/z 71.00 39.72%
LT aes0 200
O\\‘\‘T‘ \‘\‘\“\“1“‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— —
28.50 29.00
5000 m/z 43.00 29.03%
113.0
169.0
0 T N I R
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ——
57.0 28.50 29.00
m/z 99.05 16.44%
5000
ok u\ ‘ M | M 890 2250 2860
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57974.D

Acqg On 4 Jul 2023 4:57
Operator : CG/JU

Sample : PB153469BL

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|
(DEL) Alkane: S... 23.026 2.6 ng/ul 98209 5 21.563 751862 20.0
(DEL) Alkane: S... 23.814 3.0 ng/ul 168444 6 24.730 1120750 20.0
(DEL) Alkane: S... 25.852 5.7 ng/ul 321272 6 24.730 1120750 20.0
Sulfurous acid,... 27.180 6.2 ng/ul 347749 6 24.730 1120750 20.0
(DEL) Alkane: S... 28.790 4.2 ng/ul 237138 6 24.730 1120750 20.0
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