LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57960.D

Acqg On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780BL

Misc :

ALS Vvial : 16 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: BGO57960.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.202 17 19 26 rVvB4 5137 7969 0.45% 0.045%
2 3.372 44 48 55 rVB2 15722 24300 1.36% 0.138%
3 3.778 113 117 130 rBV 206093 340191 19.04% 1.927%
4 4,118 173 175 180 rVB4 2996 4396 0.25% 0.025%
5 4.160 180 182 187 rvVvB3 1669 2415 0.14% 0.014%

6 7.097 675 682 691 rBV 224807 380098 21.28%
7 7.262 703 710 724 rVB 188257 306825 17.18%
8 7.467 738 745 757 rVB 221353 370578 20.75%
9 7.937 817 825 833 rVB 154412 264373 14.80%

8.637 937 944 952 rBV = 282153 491570 27.52%
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11  9.095 1015 1022 1031 rBV 226448 393596 22.03%
12 9.818 1136 1145 1154 rBV 174353 311510 17.44%
13 10.358 1229 1237 1247 rBV 281116 491456 27.51%
14 10.740 1294 1302 1313 rBV 248259 450993 25.25%
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15 10.869 1317 1324 1336 rBV ~ 289883 537093 30.07% 042%
16 12.321 1567 1571 1577 rBV4 4399 7045  0.39% 040%
17 13.455 1760 1764 1768 rBV3 2626 4430  0.25% 025%

18 13.972 1845 1852 1862 rBV 590903 828241 46.37%
19 14.259 1894 1901 1916 rVB2 629271 1022109 57.22%
20 14.565 1946 1953 1967 rBV 440285 701251 39.26%
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21 14.759 1980 1986 2001 rBV 249217 427448 23.93%
22 15.558 2115 2122 2135 rVB 883564 1329584 74.43%
23 15.670 2135 2141 2154 rVV 258935 379007 21.22%
24 15.793 2157 2162 2168 rVB3 3169 5229 0.29%
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25 17.309 2413 2420 2429 rBV 621837 927338 51.91% 253%
26 17.409 2430 2437 2447 rVVW 993779 1483569 83.05%  8.404%
27 17.691 2479 2485 2488 rBV3 1661 1805 ©0.10% 0.010%
28 18.513 2619 2625 2626 rBV5 1268 2296 0.13% 0.013%
29 18.601 2636 2640 2642 rBV4 1569 2448 0.14% 0.014%
30 19.259 2747 2752 2757 rBV3 14162 21076 1.18% 0.119%
31 19.330 2759 2764 2769 rBV 12023 17827 1.00% ©0.101%
32 19.383 2769 2773 2776 rVB5 1940 2954 0.17% 0.017%
33 19.612 2809 2812 2815 rBV5 5050 5806 ©.33% 0.033%
34 19.694 2820 2826 2835 rBV 1176615 1695416 94.91% 9.604%
35 19.841 2850 2851 2855 rVB4 2607 2058 0.12% 0.012%
36 19.876 2855 2857 2860 rBv4 2221 2661 0.15% ©0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57960.D

Acqg On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780BL

Misc

ALS Vvial : 16 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 20.252 2919 2921 2922 rBV2 1964 1807 0.10% 0.010%
38 20.299 2928 2929 2931 rBvV2 2623 2610 ©0.15% 0.015%
39 20.352 2936 2938 2940 rVvv3 2310 1905 0.11% 0.011%
40 20.493 2960 2962 2964 rBV3 3243 3020 0.17% 0.017%
41 20.599 2977 2980 2983 rBVS5 3044 4259 0.24% 0.024%
42 20.646 2986 2988 2992 rVVv4 3381 4630 0.26% 0.026%
43 20.869 3024 3026 3027 rBvV2 3852 1884 0.11% 0.011%
44 21.563 3137 3144 3154 rVB 578749 935571 52.37% 5.300%
45 21.745 3173 3175 3179 rVB4 8290 10104 ©.57% 0.057%
46 22.350 3273 3278 3285 rVB6 13700 24572  1.38% 0.139%
47 23.020 3388 3392 3399 rVB 28473 53981 3.02% 0.306%
48 23.813 3520 3527 3533 rVB3 39258 85754 4.80% 0.486%
49 24.506 3633 3645 3658 rBV2 643595 1786312 100.00% 10.119%
50 24.718 3669 3681 3695 rBV 399364 1173636 65.70% 6.648%

51 25.846 3864 3873 3883 rBV2 53135 156058 8.74% ©.884%
52 27.174 4091 4099 4110 rVB4 47126 160332 8.98%  0.908%

Sum of corrected areas: 17653396
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57960.D

Acq On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780@BL

Misc

ALS vial : 16 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: BG057960.D\data.ms
1000000
800000
600000
400000
8.637 10.35§019-8069
3.778 70?% 467 9.095 :
200000 : 7.937 9.818
0 372 241160 12.321
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057960.D\data.ms
19.694
1000000 17.409
15.558
800000
.259 17.3& 9
600000 13.97 21.563
14.565
400000
4.759 185.670
200000
oL 13455 || 793 17.691 185601 19530
R e e e L A L e o LI B o T B R e s s T T T
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: BG057960.D\data.ms
1000000
800000
24.506
600000
4.718
400000
200000
03.020 23.813 25.846 27.174
o A N AN e
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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®57960.D

Acq On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780@BL

Misc

ALS vial : 16 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 2
R.T. EstConc Area Relative to ISTD R.T.
25.846 2.66 ng/ul 156058 Perylene-di2 24.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 86
4 Docosane 310 C22H46 000629-97-0 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 3873 (25.846 min): BG057960.D\data.ms (-3864) (- | m/z 57.00 100.00%
57.0
- \"—AV/\
= —
‘ ‘ 13 0 253.2 340.8 25.50 26.00
obrdh 1Mm‘” LD 282 808 165 63.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 — i
25.50 26.00
m/z 43.00 58.61%
0 | H\ ‘h h‘ “‘ | \6\90 2250 281.0 337.0 422(
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
25.50 26.00
5000 m/z 85.00 51.06%
13.0 239.0
ol AL 3000 20 5040 ae20
m/z--> 50 100 150 200 250 300 350 400
Abundance #320326: Docosane, 1-iodo- T “
57.0 25.50 26.00
m/z 55.00 23.56%
5000
309.0
oLl LT gm0 azs0 3090 e
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57960.D

Acq On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780@BL

Misc

ALS vial : 16 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 1
R.T. EstConc Area Relative to ISTD R.T.
27.174 2.73 ng/ul 160332  Perylene-di2 24.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 4099 (27.174 min): BG057960.D\data.ms (-4091) (- | m/z 57.00 100.00%
57.0
5000
2700 2750
2 . .
AT RRNTES SR TR T RN
mlz--> 0 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 Py e
27.00 27.50
99.0 m/z 85.00  53.34%
oL LLhLi | F1 218302050 220
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
Sy e
27.00 27.50
5000 m/z 43.00 42.08%
9.0
o LWL om0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane 7 —
57.0 27.00 27.50
m/z 55.00 20.79%
5000
. U 77 1410 1630 225 0 2680
““ : A —— ——
m/z--> 100 150 200 250 300 350 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57960.D

Acqg On : 3 Jul 2023 18:23
Operator : CG/JU

Sample : PB153780BL

Misc

ALS Vvial : 16 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... 25.846 2.7 ng/ul 156058 6 24.718 1173640 20.0
(DEL) Alkane: S... 27.174 2.7 ng/ul 160332 6 24.718 1173640 20.0
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