LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37693.D

Acqg On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM112322.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37693.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.434 5 8 16 rVB2 30752 45808 ©0.83% 0.107%
2 3.881 81 84 99 rBvV 142767 276630 5.02% 0.644%
3 4.116 119 124 133 rVB3 19271 36663 0.67% 0.085%
4 4.210 137 140 145 rVB3 10696 15122 ©0.27% ©.035%
5 7.257 650 658 668 rBV 200642 321207 5.83% 0.747%
6 7.434 681 688 699 rVB 638440 982197 17.82%  2.285%
7 7.640 714 723 732 rBV 375534 588329 10.67% 1.369%
8 8.116 795 804 811 rBV 498797 814009 14.77%  1.894%
9 8.816 916 923 932 rBV 398359 622622 11.30% 1.449%
10 9.287 995 1003 1012 rVV 829071 1360643 24.68% 3.166%
11  9.451 1027 1031 1038 rVB6 3877 6432 0.12% 0.015%
12 9.692 1069 1072 1079 rVBS5 7104 11409 0.21% 0.027%
13 10.010 1119 1126 1134 rBV 160929 263914 4.79% 0.614%
14 10.087 1136 1139 1143 rVB6 5876 7741 0.14% 0.018%
15 10.551 1210 1218 1229 rBV 415908 691889 12.55% 1.610%

16 10.704 1237 1244 1250 rBV2 11472 19058 ©0.35%
17 10.939 1276 1284 1291 rBV 741522 1227458 22.27%
18 11.069 1299 1306 1318 rBV 783851 1280678 23.23%
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19 11.728 1414 1418 1422 rBV5 13017 19223 0.35% 045%
20 12.186 1491 1496 1501 rVB8 5781 9632 0.17% 022%
21 12.322 1515 1519 1524 rVB6 9064 13395 0.24% 0.031%
22 12.510 1547 1551 1557 rVB2 16411 24807 ©0.45% 0.058%
23 14.051 1811 1813 1817 rBV5 4314 6381 0.12% 0.015%
24 14.145 1822 1829 1841 rBV 1779166 2394180 43.43% 5.571%
25 14.369 1862 1867 1872 rBV7 12302 21163 ©.38% 0.049%

26 14.433 1872 1878 1886 rVV 1882352 2760815 50.09%
27 14.622 1906 1910 1913 rVB6 4116 6609 0.12%
28 14.739 1923 1930 1938 rBV 1184752 1666378 30.23%
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29 14.916 1954 1960 1967 rBV 58526 105291 1.91% 245%
30 15.516 2056 2062 2064 rBV6 7568 12793  0.23% 030%
31 15.563 2068 2070 2075 rVB3 7859 7827 0.14% 0.018%
32 15.727 2090 2098 2109 rBV 2414937 3445696 62.51% 8.017%
33 15.963 2133 2138 2143 rVB6 15202 23545 0.43% 0.055%
34 16.121 2162 2165 2169 rVVé 6287 7939 0.14% 0.018%
35 16.180 2171 2175 2180 rVB7 3187 5632 0.10% ©0.013%
36 16.427 2214 2217 2223 rVV8 11542 21939 0.40% 0.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37693.D

Acqg On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM112322.M
Title : SVOA CALIBRATION
37 16.498 2227 2229 2233 rVB5 5028 5851 ©.11% 0.014%
38 16.604 2243 2247 2251 rBv4 7565 15913 0.29% 0.037%
39 16.674 2256 2259 2264 rVB 14712 17645 0.32% 0.041%
40 16.727 2264 2268 2272 rBV3 8778 12418 0.23% 0.029%
41 16.939 2300 2304 2310 rVBS 9486 16841 0.31% 0.039%
42 17.216 2347 2351 2356 rBV3 15992 22696 0.41% 0.053%
43 17.374 2375 2378 2383 rVB7 10505 12991 0.24% 0.030%
44 17.474 2389 2395 2403 rBV 1439249 2018470 36.62% 4.696%
45 17.574 2405 2412 2427 rVV 2934026 4050805 73.49% 9.425%
46 17.839 2455 2457 2461 rBv4 4684 7011 0.13% 0.016%
47 17.957 2473 2477 2480 rBV3 9814 10353 0.19% 0.024%
48 18.127 2502 2506 2510 rBV6 14722 19894 ©0.36% 0.046%
49 18.351 2540 2544 2549 rBV7 20674 32829 0.60% 0.076%
50 18.645 2592 2594 2598 rVB3 9689 11396 0.21% 0.027%
51 19.421 2722 2726 2729 rBV3 33034 42808 0.78% 0.100%
52 19.486 2734 2737 2741 rVB3 26184 36377 0.66% 0.085%
53 19.615 2756 2759 2764 rBV6 20167 31046 0.56% 0.072%
54 19.798 2788 2790 2793 rVB3 16523 15474 ©0.28% 0.036%
55 19.851 2793 2799 2808 rBV 3419473 4631057 84.02% 10.775%
56 20.827 2961 2965 2969 rBV 147935 155208 2.82% 0.361%
57 21.321 3046 3049 3054 rBv4 97871 134029 2.43% 0.312%
58 21.639 3097 3103 3110 rBV 1866668 2516185 45.65% 5.855%
59 22.768 3292 3295 3299 rVB 139677 164641 2.99% 0.383%
60 23.345 3389 3393 3400 rVB 235025 361444 6.56% 0.841%
61 23.968 3492 3499 3515 rVB2 2388481 5512175 100.00% 12.825%
62 24.133 3520 3527 3541 rVB2 1159557 2451713 44.48% 5.705%
63 24.750 3627 3632 3640 rVB 352626 710308 12.89% 1.653%
64 25.633 3777 3782 3792 rVB 346060 835911 15.16% 1.945%

Sum of corrected areas: 42978543
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37693.D

Acq On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

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

Ab%&o TIC: BM037693.D\data.ms

3000000
2500000
2000000
1500000

1000000 9.287
: 9
7.434 Lolddp
8.116

500000 7.640 8.816 10.551
7.25 J\

3.881 10.010

o224 44130 N 450.60210.087__10.704 11.728
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Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 10.50 11.00 11.50
Abtg]sdoadbcgo TIC: BM037693.D\data.ms

19.851

3000000 17.574
2500000 15.727

2000000 14'11%1.433

1500000 17.474
14.739
1000000

500000 L\’J
1782510 14.014@5. 67916 15 03 PROGIARROA57939 P16 b?lsmwsw 8
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Time--> 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Ab%&o TIC: BM037693.D\data.ms

3000000
23.968

2500000

21.639
2000000

)
1500000 14133
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99768 23:345
500000} 57 21,321 MV\JLJLW
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

24.750 25.633
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Data Path : z
Data File : B

Acq On : 2
Operator : C
Sample : N
Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
M@37693.D

5 Nov 2022 13:00

G/JU

5591-05

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

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

R.T EstConc Area Relative to ISTD R.T.
23.345  2.95 ng/ul 361444 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 CooHa2 000112-95-8 93

2 Heptacosane 380 C27H56 000593-49-7 90
3 10-Methylnonadecane 282 C20H42 056862-62-5 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 3393 (23.345 min): BM037693.D\data.ms (-3389) (- | m/z 57.10 100.00%
57.1
5000 /\m
2506 23%6
127.1 ‘ : .
ol ‘u-‘w | \L i L2001 2821 35514151 4912549, .., 4310  73.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 — e
23.00 23.50
m/z 71.10 63.48%
LS 2070 220
O\\‘\‘\“\l\\‘\‘\J\‘\T“A\‘%\‘l\“f\\1‘\\\l\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
== Py
23.00 23.50
5000 m/z 85.10 45, 89%
ol ||| 1270 197.0 2670 3800
LA B e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane s =
57.0 23.00 23.50
m/z 41.10 26.13%
5000
154.0
oLl Lo e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM112522\

Data File : BM@37693.D

Acq On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
24.750 5.79 ng/ul 710308  Perylene-di12 24.133
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 1-TIodo-2-methylundecane 296 C12H25I 073105-67-6 90
3 Heptadecane, 9-octyl- 352 (C25H52 007225-64-1 87
4 Eicosane, 3-methyl- 296 C21H44 006418-46-8 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 3632 (24.750 min): BM037693.D\data.ms (-3627) (- | m/z 57.10 100.00%

57.1
5000

‘ [IEA71 2090 309236014311 503.2 24 50 2500
0 H“H“_“w“u"H‘,H“_“w“u,‘u“u“_“w‘ m/z 69.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000
2450 2500
m/z 71.10 65.26%
O ‘ \‘\ ‘ ngll L \197 0 267 0 367 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

S

Abundance #193304: 1-lodo-2-methylundecane
57.0
= ‘
24.50 25.00
5000 m/z 85. 44.70%
olllllip 3090 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- ey
57.0 2450 2500
m/z 24.35%
5000
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2450 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37693.D

Acq On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

. SVOA CALIBRATION

: 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.
25.633 6.82 ng/ul 835911  Perylene-di12 24.133
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

Abundance Scan 3782 (25.633 min): BM037693.D\data.ms (-3777) (- | m/z 57.10 100.00%
57.1
5000 /\v
2550 éﬁbd
1 7.1 207.0
ow‘_!‘}‘kf‘u stripbroogd 3871 475.1535. 43.10  67.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000
2550 2600
m/z 71.10 66.78%
0 ” 1‘11?70 197.0 2820
‘\\\\[\!!![!\\!‘\\\\‘!\\\‘\\f\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
—
2550 26.00
5000 m/z 85.10 46.73%
i B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane =
57.0 2550 26.00
55.10 26.02%
5000
oL AR, 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2550 2600
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37693.D

Acqg On : 25 Nov 2022 13:00
Operator : CG/JU

Sample : N5591-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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... 23.345 3.0 ng/ul 361444 6 24.133 2451710 20.0
(DEL) Alkane: S... 24.750 5.8 ng/ul 710308 6 24.133 2451710 20.0
(DEL) Alkane: S... 25.633 6.8 ng/ul 835911 6 24.133 2451710 20.0
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