LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acqg On : 18 Aug 2022 14:56
Operator : CG/JU

Sample : PB146658BL

Misc :

ALS vial : 6 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-BG081722.M
Title : SVOA CALIBRATION
Signal : TIC: BGO54653.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.358 10 12 15 rvB4 1626 1609 0.14% 0.013%
2 3.511 34 38 45 rVB 11750 18453 1.56% 0.149%
3 3.934 166 110 122 rBV 140969 233692 19.77% 1.893%
4 4.286 166 170 176 rVB4 2671 4623 0.39% 0.037%
5 7.300 676 683 691 rBV 173165 299499 25.34%  2.425%
6 7.482 706 714 723 rVB 141897 244327 20.67% 1.979%
7 7.688 742 749 757 rVB 165687 276565 23.40%  2.240%
8 8.164 823 830 838 rVB 155955 264592 22.39% 2.143%
9 8.857 940 948 956 rBvV 208700 359901 30.45% 2.915%
10 9.333 1021 1029 1037 rBV 151963 269045 22.76% 2.179%

11 10.062 1145 1153 1161 rVB 89856 162868 13.78%
12 10.596 1237 1244 1254 rVB 198434 340953 28.85%
13 10.990 1302 1311 1320 rBV 220684 400254 33.87%
14 11.119 1324 1333 1344 rVB 204293 377811 31.97%
15 12.565 1574 1579 1583 rVB2 3179 4946  0.42%
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16 14.192 1849 1856 1867 rBV 391486 556693 47.10%
17 14.492 1900 1907 1914 rBV 449800 696104 58.90%
18 14.797 1952 1959 1965 rBV 340680 553338 46.82%
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19 14.962 1980 1987 1997 rBV 166901 253597 21.46% 054%
20 15.784 2120 2127 2134 rVB 590886 880486 74.50% 131%
21 15.884 2138 2144 2150 rW 96472 136665 11.56% 1.107%
22 16.025 2163 2168 2172 rVB3 3972 5783 ©.49% 0.047%
23 16.566 2256 2260 2263 rBvV2 1213 1686 0.14% 0.014%
24 17.212 2367 2370 2375 rVB3 1152 1785 0.15% 0.014%
25 17.541 2419 2426 2433 rVB 455648 682251 57.73% 5.525%
26 17.641 2436 2443 2451 rVB 649483 975380 82.53%  7.899%
27 18.199 2535 2538 2540 rBV3 1024 1188 ©0.10% 0.010%
28 19.163 2698 2702 2704 rBV5 907 l646 0.14% ©0.013%
29 19.486 2753 2757 2763 rVB2 8901 12469 1.05% 0.101%
30 19.556 2765 2769 2774 rVB2 7667 10652 0.90% ©0.086%
31 19.598 2774 2776 2778 rBV3 1841 1607 0.14% 013%

32 19.921 2824 2831 2838 rBV 847387 1181898 100.00%
33 21.836 3150 3157 3165 rVB2 451310 753304 63.74%
34 23.417 3422 3426 3432 rVB2 19252 33787  2.86%
35 24.280 3568 3573 3580 rVB2 29603 61368 5.19%
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36 24.991 3683 3694 3705 rVB 401510 1151884 97.46%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acqg On : 18 Aug 2022 14:56
Operator : CG/JU

Sample : PB146658BL

Misc

ALS vial : 6 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-BG081722.M
Title : SVOA CALIBRATION

37 25.220 3722 3733 3742 rBV2 246023 735644 62.24% 5.958%
38 25.303 3742 3747 3759 rVB2 43389 117868 9.97% ©.955%

39 26.525 3947 3955 3966 rVB3 47130 136268 11.53% 1.104%
40 27.988 4198 4204 4218 rVB3 41594 145545 12.31% 1.179%

Sum of corrected areas: 12348034
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acq On : 18 Aug 2022 14:56
Operator : CG/JU

Sample : PB146658BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG054653.D\data.ms
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Abundance TIC: BG054653.D\data.ms
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Abundance TIC: BG054653.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\

Data File : B
Acq On 1
Operator : C
Sample : P
Misc

ALS vial : 6

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

G054653.D

8 Aug 2022 14:56
G/JU

B146658BL

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081722.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
25.303 3.20 ng/ul 117868 Perylene-di12 25.220
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 90
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 3747 (25.303 min): BG054653.D\data.ms (-3742) (- | m/z 57.10 100.00%
57.1
5000 /\
2500 2550
07.0 355.0
o‘Hu},‘l‘X‘We‘u‘uwHu,uu“‘2‘??‘9”wmwwwwwm‘w m/z 71.10  68.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
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o | ‘]mj\mmozmo 351.0421.0491.0 618
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Abundance #246483: Tetracosane
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25.00 2550
5000 m/z 85.15 .34%
27.
o Mo w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0 2500 2550
m/z 55.10 27.41%
5000
0 11| F27:0197.0 267.0337.0407.0 491.0562.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acq On : 18 Aug 2022 14:56
Operator : CG/JU

Sample : PB146658BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081722.M
. SVOA CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 2

Peak Number 2 Sulfurous acid, butyl tetra...

R.T EstConc Area Relative to ISTD R.T.
26.525 3.70 ng/ul 136268 Perylene-di12 25.220
Hit# of 5 Tentative ID MW MolForm CAS#

1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S

1010309-18-1 91
1000309-18-0 90

3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3955 (26.525 min): BG054653.D\data.ms (-3947) (- | m/z 57.10 100.00%
57.1
5000 /\&
131 207.0 2650
ol \““ w‘hhu“‘ Modep b o 280 m/z 43.10  59.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
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m/z 71.10 58.90%
O \“\ H“ \‘\ ]1\ﬁ3\‘c\)‘\‘ ‘ T \:\I-g\ﬁ\()\ ?\4?\0\ T ’ T T ‘ L ’ L
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Abundance #224370:Sumﬂousadd,bnyUMecylemer
57.0
2650
5000 ITI/Z 85.05 42 .86%
oL L IPD, 020
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0 2650
m/z 55.10 23.77%
5000
0 \‘ ‘L‘ g Hm L 183.0 231.0 287.0 343.0 414( |
———— e —4
m/z--> 50 100 150 200 250 300 350 400 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acq On : 18 Aug 2022 14:56

Operator : CG/JU

Sample : PB146658BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081722.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
27.988 3.96 ng/ul 145545 Perylene-d12 25.220
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 80

Abundance Scan 4204 (27.988 min): BG054653.D\data.ms (-4198) (- | m/z 57.10 100.00%
57.1
5000
28.00
7.1 208.0 :
o_m,“‘ﬂl““‘wm‘kuHE??‘l‘”wHH‘Hwa”wwm m/z 71.10  68.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
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0 H mﬁz ‘1970267033704070 491.0 562.0
P N e
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Abundance #275537: Hexacosane 7 ‘A/W?“
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081822\
Data File : BG@54653.D

Acqg On : 18 Aug 2022 14:56
Operator : CG/JU

Sample : PB146658BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081722.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... 25.303 3.2 ng/ul 117868 6 25.220 735644 20.0
Sulfurous acid,... 26.525 3.7 ng/ul 136268 6 25.220 735644 20.0
(DEL) Alkane: S... 27.988 4.0 ng/ul 145545 6 25.220 735644 20.0
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