LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57950.D

Acqg On : 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc :

ALS vial : 7 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: BGO57950.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 54 rVB3 11521 17685 1.22% 0.148%
2 3.482 65 67 71 rBV3 1247 1529 0.11% 0.013%
3 3.782 113 118 127 rBV 38904 66971 4.61% 0.559%
4 4.017 154 158 163 rBV4 2779 4687 ©0.32% 0.039%
5 4.116 172 175 180 rVvB3 2000 2407 0.17% 0.020%

6 7.095 672 682 690 rBV 32033 57651 3.97%
7 7.260 703 710 719 rBV = 119641 196260 13.51%
8 7.465 738 745 753 rVB 108183 180125 12.40%
9 7.930 818 824 833 rVB 105380 177282 12.20%

8.635 938 944 954 rBV 89887 156646 10.78%
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11  9.093 1015 1022 1034 rBV 139186 245824 16.92%
12 9.816 1138 1145 1152 rBV 92646 162939 11.22%
13 10.356 1230 1237 1245 rBV 141093 247903 17.06%
14 10.738 1293 1302 1309 rBV 157881 284238 19.56%
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15 10.867 1317 1324 1334 rBV 154369 294106 20.24% 454%
16 12.330 1568 1573 1576 rBV2 1967 3193  0.22% 027%
17 13.458 1758 1765 1770 rBV3 5142 8251 0.57% 069%

18 13.970 1846 1852 1864 rBV 369519 528799 36.40%
19 14.263 1894 1902 1915 rBV 385166 619754 42.66%
20 14.569 1947 1954 1964 rBV 264101 418636 28.82%
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21 14.763 1981 1987 2001 rBV2 22660 46690 3.21%
22 15.556 2115 2122 2132 rBV 548878 834395 57.43%
23 15.668 2134 2141 2149 rBV 145693 213480 14.69%
24 15.797 2159 2163 2168 rBV2 2040 2439  0.17%
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25 17.307 2414 2420 2431 rBV 386173 596259 41.04% 975%
26 17.407 2431 2437 2449 rVB 733564 1124107 77.38% 9.379%
27 17.589 2464 2468 2471 rBV3 1549 2677 0.18% 0.022%
28 17.689 2478 2485 2489 rBV2 1241 2663 0.18% 0.022%
29 18.200 2568 2572 2575 rBV2 9578 14857 1.02% 0.124%
30 18.881 2685 2688 2690 rBv4 1610 1902 0.13% 0.016%
31 19.052 2714 2717 2722 rBV5 2041 3695 0.25% ©0.031%
32 19.187 2737 2740 2741 rBV2 1232 1531 0.11% 0.013%
33 19.263 2748 2753 2760 rVB3 10963 15073 1.04% 0.126%
34 19.328 2760 2764 2769 rBV 8881 13263 0.91% 0.111%
35 19.381 2769 2773 2779 rVB5 2026 3021 0.21% 0.025%
36 19.475 2785 2789 2794 rBV6 5470 10487 ©.72% ©.088%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57950.D

Acqg On : 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc :

ALS vial : 7 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 19.616 2809 2813 2818 rBV5 4829 6838 0.47% 0.057%
38 19.698 2820 2827 2838 rVV 1005465 1449112 99.75% 12.091%
39 19.833 2847 2850 2853 rVB5 1801 2434 0.17% 0.020%
49 19.880 2853 2858 2859 rBv4 2004 2566 ©0.18% 0.021%
41 20.227 2914 2917 2919 rBV3 2634 2973 0.20% ©0.025%
42 20.391 2942 2945 2948 rBV4 1870 3201 0.22% 0.027%
43 20.450 2953 2955 2956 rBvV2 2127 1791 0.12% 0.015%
44 20.656 2987 2990 2993 rBV3 5980 8518 ©.59% 0.071%
45 20.721 2999 3001 3003 rVB3 5477 3606 0.25% 0.030%
46 21.214 3083 3085 3090 rVB3 8681 8107 ©.56% 0.068%
47 21.455 3122 3126 3130 rVB2 11660 15404 1.06% ©.129%
48 21.561 3138 3144 3153 rBV2 419858 684220 47.10% 5.709%
49 21.749 3173 3176 3181 rVB2 14098 19614 1.35% 0.164%
50 22.348 3274 3278 3283 rVB2 17332 25935 1.79% 0.216%
51 22.712 3337 3340 3345 rVB7 7097 11287 ©.78% ©.094%
52 23.024 3388 3393 3400 rVB 37045 67442 4.64% 0.563%
53 23.817 3520 3528 3536 rVvB2 47591 109799 7.56% ©0.916%
54 24.504 3635 3645 3657 rVB 551591 1452802 100.00% 12.122%
55 24.722 3672 3682 3696 rvB2 291813 908139 62.51% 7.577%
56 25.850 3865 3874 3886 rVB2 68773 193644 13.33% 1.616%
57 27.184 4090 4101 4113 rVB4 60046 214704 14.78% 1.791%
58 28.788 4364 4374 4387 rVB6 42226 174714 12.03% 1.458%
59 30.039 4585 4587 4590 rBvV4 3775 4792 0.33% 0.040%
60 30.709 4693 4701 4702 rBV5 26252 51937 3.57% ©.433%
Sum of corrected areas: 11985004

SFAM-EPA-BGO70123.MA.M Wed Jul 05 10:39:12 2023 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: CG/IU
: 03248-16

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
BGO57950.D
3 Jul 2023 11:26

Sample Multiplier: 1

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

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BG057950.D\data.ms
1000000
800000
600000
400000
200000 7.260, 9.093 10.35600857
w9465 7.930  gg35 9.816
o 33783 | Fa116 709 | 12.330
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\\\‘\\\\\\\7\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057950.D\data.ms
1000000 19.698
800000
17.407
600000 15.556
21.561
400000 13.9%6-263 17.307
200000 15.668
13.458 4.763 79 115889 18.200 : R ZDARISEE] 21 214485.749  22.348) 7:
"—v—v—v—r \\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\ \\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\
Time--> 13.00 13.50 1400 1450 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: BG057950.D\data.ms
1000000
800000
600000 24.504
400000
4.722
200000
p3.024 23.817 25.850 27.184 28.788 30.709
T A\ A 30.039 A
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®57950.D

Acq On 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc

ALS vial : 7 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 Tetradecane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.817 2.42 ng/ul 109799  Perylene-di2 24.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3528 (23.817 min): BG057950.D\data.ms (-3520) (- | m/z 57.00 100.00%
57.0
9.0 "0 5100
23.50 24.00
ol a‘u ‘ ‘“M‘“m““‘ L0297 2531 3881, 71.00  57.76%
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 7 oot
23.50 24.00
m/z 43.00 55.38%
9.0 155.0197.0
O\\“\‘\“‘ ‘H\“\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
— —
23.50 24.00
5000 m/z 85.00 42 .46%
gso Ll [0 mons0 200
m/z--> 50 lOO 150 200 250 300 350
Abundance #287977: Heptacosane
57.0 23.50 24.00
m/z 55.00 21.81%
- AWWJ\'\NWV\/V\W\
ol L L F ‘3}410183022502670 323.0 380.
L A B I e g L B i 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_G\Data\BGO70323\
Data File : BG®57950.D

Acq On 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc

ALS vial : 7 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.
25.850 4.26 ng/ul 193644  Perylene-di2 24.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3874 (25.850 min): BG057950.D\data.ms (-3865) (- | m/z 57.00 100.00%

57.0
5000
T

ol “‘ Ll ““‘ L1}1183202512668 3550 750 00 65.66%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 s e

25.50 26.00
m/z 43.00 55.32%

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

T
25.50 26.00

5000 m/z 85.00 50.22%
‘ 9.0
41.0
ot5O LI 10000 2900
m/z--> 0 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo- (e iy T
57.0 25.50 26.00

m/z 55.00 21.47%

B WJ\WM
“ ‘ 155.0, 4, ) 253.0

0"‘uu‘thw‘MﬁJ‘M\“““‘H“““““““ — —
miz--> 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\

BGO57950.D
3 Jul 2023 11:26
: CG/JU
: 03248-16
: 7 Sample Multiplier: 1

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

R.T. EstConc Area Relative to ISTD R.T.
27.183 4.73 ng/ul 214704  Perylene-di2 24.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 4101 (27.184 min): BG057950.D\data.ms (-4090) (- | m/z 57.00 100.00%
57.0
2700 27.50
13.0 . .
1691
ol L dd AL 1991 2251 2819 3849 7 7100 54.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 s e
27.00 27.50
m/z 43.00 44.43%
ol | \ h‘ | J ‘1690 2250  309.0 365.0 436.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
— —
27.00 27.50
5000 m/z 85.00 40.70%
0 I H\ \‘h h‘ ‘ ! 16\9 l() 225 0 281.0 337.0 422 0
ey A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0 27.00 27.50
m/z 55.00 19.18%
- wvmwwwwwﬁ/\»wmwwmwMu
ol “\\ 771690 2250 2810 3650
el ‘w"‘“H“““w““‘w““‘u““‘ —— ——
m/z--> 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®57950.D

Acq On 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc

ALS vial : 7 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 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.
28.788  3.85 ng/ul 174714 Peryleme-diz 24.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 91

2 Heneicosane 296 C21H44 000629-94-7 83
3 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 80
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 4374 (28.788 min): BG057950.D\data.ms (-4364) (- | m/z 57.00 100.00%
57.0
99.0 207.0 28%6 é&Od
155.1 . :
— w““ LAl 7P 2989 2950 3400 g0 a0 67.14%
miz--> 50 100 150 200 300
Abundance #176386: Eicosane
57.0
5000 e e,
28.50 29.00
m/z 43.00 52.38%
99.0
0 h ‘H\ \h M‘ | %419 1830 225.0 282.0
T \ \ ‘ T T ‘ T \ TT ‘ T T T L ‘ L
miz--> 100 150 200 300
Abundance #194590: Heneicosane
57.0
P e
28.50 2900
5000 ITI/Z 85.00 %
‘ 99.0
41.0
o590 || 1110130 2250 2060
miz-> 50 100 150 200 250 300
Abundance #212290: 6,6-Diethylhoctadecane AN
57.0 2850 2900
m/z 55.00 27.19%
5000
141.0
99.0
39,0 281.0
! h h \‘ ||, 1830 |
[o[RE e e R e —r— —r
m/z--> 50 100 150 200 250 300 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®57950.D

Acqg On 3 Jul 2023 11:26
Operator : CG/JU

Sample : 03248-16

Misc

ALS vial : 7 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|
Tetradecane, 1-... 23.817 2.4 ng/ul 109799 6 24.722 908139 20.0
(DEL) Alkane: S... 25.850 4.3 ng/ul 193644 6 24.722 908139 20.0
(DEL) Alkane: S... 27.183 4.7 ng/ul 214704 6 24.722 908139 20.0
(DEL) Alkane: S 28.788 3.9 ng/ul 174714 6 24.722 908139 20.0
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