LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acqg On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc :

ALS vial : 9 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22721.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.e81 14 16 24 rVB6 1563 3157 0.13% 0.016%
2 3.181 29 33 40 rBV 12517 17808 0.72% 0.093%
3 3.629 107 109 126 rBV 45035 85116 3.45% 0.443%
4 3.852 141 147 153 rBV 6672 11405 0.46% ©.059%
5 3.952 158 164 173 rBV 43116 64953  2.63% ©.338%
6 4.923 324 329 338 rBV 31712 50047 2.03% 0.260%
7 7.028 681 687 696 rBV 61333 101605 4.12% ©.528%
8 7.193 708 715 731 rVB 228237 369068 14.95%  1.919%
9 7.387 741 748 757 rBV 214760 349114 14.14% 1.815%
106 7.858 822 828 839 rBV 186309 298431 12.09%  1.552%
11 8.581 945 951 963 rBV 179936 302333 12.25% 1.572%
12 9.040 1021 1029 1044 rBV 288857 482218 19.53% 2.508%
13 9.763 1144 1152 1162 rBV 241495 398893 16.16% 2.074%
14 10.305 1237 1244 1255 rBV 311641 526399 21.32% 2.737%
15 10.675 1301 1307 1314 rBV 293544 484291 19.62%  2.518%
16 10.828 1325 1333 1350 rBV 339131 600485 24.32% 123%
17 12.281 1574 1580 1586 rvB2 3795 6800 0.28% 035%
18 13.416 1769 1773 1780 rBV 3981 5595  0.23%

19 13.946 1854 1863 1874 rBV 774445 1062327 43.03%
20 14.222 1903 1910 1923 rBV 791021 1151836 46.66%
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21 14.528 1956 1962 1973 rVB 495271 718283 29.09%
22 14.757 1996 2001 2020 rBV 57926 111979 4.54%
23 14.969 2034 2037 2040 rVB2 4944 5997 0.24%
24 15.528 2125 2132 2141 rVB 1059493 1520370 61.58%
25 15.657 2148 2154 2165 rBV 426522 574231 23.26%
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26 15.769 2168 2173 2177 rVB2 3530 4183 0.17%
27 17.287 2425 2431 2437 rBV 633412 886303 35.90%
28 17.387 2441 2448 2459 rVV 1293914 1833007 74.25%
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29 17.492 2463 2466 2471 rVB5 3491 4031 0.16% 021%
30 18.181 2578 2583 2588 rBV 30276 44049 1.78% 229%
31 19.251 2761 2765 2771 rVB3 14568 19443 0.79% 0.101%
32 19.322 2773 2777 2784 rBV 15798 23978 0.97% 0.125%
33 19.463 2797 2801 2810 rBV 28090 42776  1.73% ©.222%
34 19.616 2823 2827 2829 rBV3 3461 3809 0.15% ©0.020%
35 19.692 2834 2840 2852 rBV 1578716 2096170 84.91% 10.900%

36 21.492 3141 3146 3155 rVB 807618 1025822 41.55% 5.334%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acqg On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS vial : 9 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION
37 23.145 3424 3427 3434 rVB3 48877 74509 3.02% 0.387%

38 23.745 3521 3529 3542 rVB2 1215661 2468802 100.00% 12.838%
39 23.898 3548 3555 3567 rVB2 528275 1081290 43.80% 5.623%
40 24.498 3653 3657 3664 rVB2 77069 146551 5.94% ©0.762%

41 25.345 3796 3801 3808 rVB2 75896 173071 7.01% ©.900%

Sum of corrected areas: 19230535
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acq On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN022721.D\data.ms

1400000
1200000
1000000

800000

600000

400000 9.040 10.305 0 ¥%E28

7.193887 9.763
200000 7.858 8.581

3.6 7.02
o 3881 302852 4923 I

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BN022721.D\data.ms

19.692

1400000
17.387
1200000
15.528
1000000

800000 13.946.222

17.287
600000
14.528
15.657
400000

200000

12.281 13.416 %?969 15.769 492 18181 19998m%316

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN022721.D\data.ms

1400000 23.745
1200000
1000000

21.492
800000
23.898
600000
400000

200000 23_1iu 24.498 25.345

o \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acq On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Toluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.952 4.35 ng/ul 64953 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7H8 000108-88-3 93
2 Toluene 92 C7H8 000108-88-3 91
3 Toluene 92 C7H8 000108-88-3 90
4 Toluene 92 C7H8 000108-88-3 90
5 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 90
Abundance Scan 164 (3.952 min): BN022721.D\data.ms (-158) (-) m/z 91.10 100.00%
91.1
5000
T
39.0 650 3.60 3.80 4.00 4.20
Obrr bt bl 2070 o 9216 58.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2758: Toluene
91.0
5000 L L LA L LI BN B

3.60 3.80 4.00 4.20
m/z 65.00 12.75%

39.0 65.0
O\1\5\.(‘)\H\“‘\‘\MM““1“\\\‘\\M\‘H\\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2753: Toluene
91.0
T T T T T T T T
3.60 3.80 4.00 4.20
5000 ITI/Z 39.00 9.58%
39.0 65.0
o‘H"Hu‘_w‘up“‘”‘_M‘H"_m‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2756: Toluene M‘"‘N‘\Hwmuwuu_uﬂw
91.0 3.60 3.80 4.00 4.20
m/z 63.00 9.12%
5000
39.0
65.0
0m‘w‘uw‘i‘u‘““w“;“u‘H”“‘H‘Wm‘mwm‘mwm IR B
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acq On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.923 3.35 ng/ul 50047 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
Abundance Scan 329 (4.923 min): BN022721.D\data.ms (-324) (-) m/z 43.00 100.00%
3.0
5000
101.1 e A ea.
| 720 ‘ 4.60 4.80 5.00 5.20
Ol e 200l 200 myz 59010 57.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B

4.60 4.80 5.00 5.20
m/z 101.10  21.55%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“h{\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R RRRE
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.67%
101.0
o T S £ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- AR aRREE
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.81%
5000
101.0
S S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Data Path :
Data File
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
: BN@22721.D
: 17 Nov 2022 15:51

Operator : CG/JU

Sample
Misc
ALS vial : 9

Quant Method
Quant Title

TIC Library

¢ N5622-15

Sample Multiplier: 1

: C:\Database\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Eicosane, 1-iodo- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
24.498 2.71 ng/ul 146551  Perylene-di12 23.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 87
2 Hexacosane, 1l-iodo- 492 (C26H53I 1000406-32-1 83
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 83
4 Triacontane 422 (C30H62 000638-68-6 83
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 3657 (24.498 min): BN022721.D\data.ms (-3653) (- m/z 57.10 100.00%

57.1
5000
207.0 SRS
131 ‘ 24.50
2810 :
ol ] w\‘ }]‘“‘ LA BEOS. L. ST 3430 4160 0 9110 74.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 54%6
m/z 43.10 56.40%
281.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #336598: Hexacosane, 1-iodo-
57.0
R
24.50
5000 ITI/Z 85.10 52.68%
6 365.0
Lol II 11909 2250 g 3S0
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo- £
57.0 24.50
m/z 207.00 25.84%
5000
6
oL LTI 1999 2250 a1 ag 320 -
m/z--> 50 100 150 200 250 300 350 400 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acq On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.345 3.20 ng/ul 173071  Perylene-di12 23.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Heptacosane 380 C27H56 000593-49-7 81
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
Abundance Scan 3801 (25.345 min): BN022721.D\data.ms (-3796) (- m/z 57.10 100.00%
57.1
5000 J
207.1 = ——
||| |70 ‘ 281.1 475.1 25.00 2550
Ol ek bbby 2L AOLOATSL o m/z 71.10  69.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 = s
25.00 25.50
m/z 43.10 55.05%
0 H | }#70197.0 282.0
‘\HII\H\THT‘\\\\‘HH‘\H\‘HH‘\\\\‘HH‘\\H‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— —
25.00 25.50
5000 m/z 85.10 47 .96%
ol mﬁz ‘1970267033704070 491.0 562.0
P N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane [ T
57.0 25.00 25.50
m/z 55.05 23.51%
h VW/\W
ol U 1]227.0197.0 281.0  394.0
‘HH,HH‘H‘WH“H‘w‘HW‘HW‘HW‘H‘_H‘_H‘_‘H_“ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22721.D

Acqg On : 17 Nov 2022 15:51
Operator : CG/JU

Sample : N5622-15

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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|
Toluene 3.952 4.3 ng/ul 64953 1 7.858 298431 20.0
2-Pentanone, 4-... 4.923 3.4 ng/ul 50047 1 7.858 298431 20.0
Eicosane, 1-iodo- 24.498 2.7 ng/ul 146551 6 23.892 1081290 20.0
(DEL) Alkane: S... 25.345 3.2 ng/ul 173071 6 23.892 1081290 20.0
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