LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57959.D

Acqg On : 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc :

ALS Vvial : 15 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: BGO57959.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.370 44 48 55 rVB 15199 22180 1.36% 0.139%
2 3.734 106 110 113 rBV3 1081 1676 0.10% 0.011%
3 3.781 113 118 132 rBV 199471 323190 19.75% 2.032%
4 4.116 173 175 179 rvVvB2 2374 2700 0.16% 0.017%
5 7.095 675 682 697 rBV 209922 357128 21.82%  2.245%

6 7.259 704 710 721 rBV 172381 279165 17.06%
7 7.465 738 745 753 rBV 204768 348205 21.27%
8 7.935 818 825 833 rBV 130845 215459 13.16%
9 8.640 937 945 959 rBV = 262659 450813 27.54%

9.092 1013 1022 1031 rBV 202564 359059 21.94%
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11 9.815 1138 1145 1156 rVB 159039 278681 17.03%
12 10.356 1230 1237 1248 rBV 256048 439309 26.84%
13 10.738 1295 1302 1313 rVB 200828 353431 21.59%
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14 10.873 1317 1325 1340 rBV 260874 484121 29.58% 044%
15 12.318 1567 1571 1577 rBV3 3515 6233  0.38% 039%
16 13.540 1774 1779 1784 rBV3 881 1866 0.11% 012%

17 13.969 1846 1852 1865 rBV 482103 712617 43.54%
18 14.263 1894 1902 1917 rBV 570610 894375 54.64%
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19 14.568 1947 1954 1965 rBV 337840 531977 32.50% 345%
20 14.762 1981 1987 2007 rBV 228281 389775 23.81% 451%
21 15.555 2116 2122 2135 rVB 740528 1162172 71.00%  7.307%
22 15.673 2135 2142 2153 rBV = 236719 355635 21.73% 2.236%
23 15.796 2159 2163 2168 rBvV4 2357 3375 0.21% 0.021%
24 17.095 2378 2384 2389 rBV3 1069 2940 0.18% 0.018%
25 17.312 2414 2421 2428 rBV 471253 729399 44.56%  4.586%
26 17.406 2430 2437 2450 rVV2 871906 1350285 82.50%  8.490%
27 19.257 2746 2752 2757 rBV3 12505 19181 1.17% ©0.121%
28 19.328 2759 2764 2769 rBV2 9624 15926 ©.97% 0.100%
29 19.375 2769 2772 2776 rVV5 1879 2097 0.13% 0.013%
30 19.615 2809 2813 2816 rBV5 4857 6023 0.37% ©.038%

31 19.698 2820 2827 2837 rBV 1127705 1598482 97.66% 10.050%

32 20.168 2905 2907 2909 rBV2 1717 1851 0.11% 0.012%
33 20.655 2987 2990 2992 rBV3 5529 5504 ©.34% 0.035%
34 21.560 3138 3144 3151 rVB 472257 739336 45.17% 4.649%
35 21.748 3173 3176 3182 rVB3 11573 18241 1.11% ©.115%
36 22.342 3274 3277 3283 rVB3 17216 26073 1.59% 0.164%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57959.D

Acqg On : 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc

ALS Vvial : 15 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 23.023 3388 3393 3404 rVvB2 35839 70728 4.32%  0.445%

38 23.810 3520 3527 3534 rBV2 51922 111158 6.79% ©.699%
39 24.504 3634 3645 3655 rBV2 597253 1636808 100.00% 10.291%
40 24.721 3671 3682 3696 rVB2 327606 989022 60.42% 6.218%

41 25.843 3866 3873 3884 rVB2 68670 194481 11.88% 1.223%
42 27.171 4091 4099 4112 rVB2 64918 226299 13.83% 1.423%
43 28.764 4361 4370 4385 rVB4 44280 187809 11.47%  1.181%

Sum of corrected areas: 15904785

SFAM-EPA-BGO70123.MA.M Wed Jul 05 10:48:14 2023 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57959.D

Acq On 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc

ALS vial : 15 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: BG057959.D\data.ms

1000000
800000
600000

400000

8.640 10.356 10.873
3.781 7%95 465 9.092 10.738

200000 7.935 9.815

| 3.3703 7344.116 12.318

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057959.D\data.ms

o

19.698
1000000
17.406
800000 15.555

600000 14.263
13.969 17.312 21.560

400000 14.568

4.762 15.673
200000

1.748 22.342
13.540 796 17.005)/| 19838615 20.16820.655 it i

e e e —— e e

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: BG057959.D\data.ms

o

1000000

800000

24.504
600000

400000 4.721

200000

03023 23810 25.843 27.171 28.764
.\ o

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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®57959.D

Acq On 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc

ALS vial : 15 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 4
R.T. EstConc Area Relative to ISTD R.T.
23.811 2.25 ng/ul 111158 Perylene-di2 24.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 3527 (23.810 min): BG057959.D\data.ms (-3520) (- | m/z 57.00 100.00%
57.0
99.1 . AN
23.50 24.00
41 2 207 0 281 0
Y — “ A w‘w““ | 141217492070 24902810 71 00 53.30%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 e e
23.50 24.00
99.0 m/z 43.00 48.90%
0 T \al\ ‘ ‘ HH‘ \‘”‘\ h‘ \“ T ‘?\-41(‘)\ %8\3\0‘ \22\5\ 0\ ‘ T T \2\96’.(
miz--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
— —
23.50 24.00
5000 m/z 85.00 40.67%
99.0
155.0 225.0
oL 2800 h by g T
miz--> 50 100 150 200 250
Abundance #176387: Eicosane T =
57.0 23.50 24.00
m/z 55.00 21.40%
5000
‘ 99.0 o 282.0
183.0 2250
oL ‘GL A HH\ “H\‘ ‘H“ I ‘jl‘ \‘ \‘ [ ‘\\ Lo - L ’ — ——
m/z--> 50 100 150 200 250 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57959.D

Acq On 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
25.843 3.93 ng/ul 194481  Perylene-di2 24.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3873 (25.843 min): BG057959.D\data.ms (-3866) (- | m/z 57.00 100.00%
57.0
2550 26,00
14111831 : :
- \““‘ L “‘ L3208, 23912830 3861 4/, 71.e0  56.82%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = pver
25.50 26.00
m/z 43.00 54.40%
ok ‘L‘ Iy M | 141.0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
25.50 26.00
5000 m/z 85.00 48.07%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane P i
57.0 25.50 26.00
m/z 55.00 21.86%
- WWMMMW$MW/\NWWWWMWMM
SELIRN M (WOmoms0 20 T T
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
BGO57959.D

3 Jul 2023 17:40
: CG/IU
: PB153507BL

. 15

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.171 4.58 ng/ul 226299  Perylene-di2 24.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 4099 (27.171 min): BG057959.D\data.ms (-4091) (- | m/z 57.00 100.00%
57.0
2700 27550
ol ““M 9 “‘L pifi0lesl 2530 3410 n/z 71.00  60.75%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 e =
27.00 27.50
m/z 43.00 52.85%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—— —
27.00 27.50
5000 m/z 85.00 47 .57%
oLy | H\\ H | 141-0183.0225.0267.0300.0 365.0
iy “““‘“““‘““““““‘,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane e A
57.0 27.00 27.50
m/z 55.00  25.49%
5000
9.0
0 \‘ \‘\ A \“\ h\ h‘ H‘ 141 01783 0225 0267 o 338 o
N B L B —— —
m/z--> 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\BGO70323\
Data File : BG@57959.D

Acq On 3 Jul 2023 17:40

Operator : CG/JU

Sample : PB153507BL

Misc

ALS vial : 15 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.764 3.80 ng/ul 187809  Perylene-di2 24.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 86
4 Tetracontane 563 C40H82 004181-95-7 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 81

Abundance Scan 4370 (28.764 min): BG057959.D\data.ms (-4361) (- | m/z 57.00 100.00%

57.0
5000

T —
26?1 3550 28.50 29.00

“‘$wﬂuh“w JMM W‘”W\w\‘\\u‘\\\\‘\\\w\\\ m/z 71.00  66.87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0

5000 s Sl
28.50 29.00

m/z 43.00 52.26%

[ d 1 \1\690 225.0 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

T —
28.50 29.00

o

o

5000 m/z 85.10 50.14%
oLt h 1 ‘199‘0‘ C D ——
m/z--> 0 100 150 200 250 300 350 400
Abundance #314331: Triacontane = —
57.0 28.50 29.00

m/z 55.00 21.73%

- MWV/\MWW

0 | m‘h hl n‘ | \6\99 2.250 281.0 337.0 42|2(
L A e e MM ey e —

‘ T
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®57959.D

Acqg On 3 Jul 2023 17:40
Operator : CG/JU

Sample : PB153507BL

Misc

ALS Vvial : 15 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... 23.811 2.3 ng/ul 111158 6 24.715 989022 20.0
(DEL) Alkane: S... 25.843 3.9 ng/ul 194481 6 24.715 989022 20.0
(DEL) Alkane: S... 27.171 4.6 ng/ul 226299 6 24.715 989022 20.0
(DEL) Alkane: S... 28.764 3.8 ng/ul 187809 6 24.715 989022 20.0
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