LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\
Data File : BNO08761.D

Aca On 27 Nov 2019 17:20

Operator :© JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN112719MA.M
Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.181 29 33 46 rVB 149280 246791 1.24% 0.124%

3.887 149 153 161 rVBS 19464 35246 0.18% 0.018%
198 rVB 65723 96577 0.49% 0.049%
4.499 252 257 263 rBV 45816 71975 0.36% 0.036%
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6.775 637 644 661 rBVY 2993698 4741531 23.88% 2.391%

6.934 663 671 683 rBvV 2317989 3610508 18.18% 1.821%
7.128 696 704 718 rBV 2894936 4495248 22.64% 2.267%
790 rBV 1938921 3078417 15.50% 1.552%
8.293 893 902 912 rBV 3761167 5782022 29.12% 2.916%
8.722 967 975 988 rBV 2970681 4837716 24.36% 2.440%
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11 9.440 1086 1097 1109 rBV 2467851 3997446 20.13% 2.016%
12 9.975 1181 1188 1202 rBV 3661460 5904797 29.73% 2.978%
13 10.346 1241 1251 1260 rBV 3022176 4954578 24 .95% 2.498%
14 10.481 1264 1274 1290 rBV 4032138 6678015 33.63% 3.368%
15 11.940 1516 1522 1531 rVB2 66338 110331 0.56% 0.056%

16 13.634 1803 1810 1819 rBV 7860563 10718216 53.97% 5.405%
17 13.904 1848 1856 1867 rBV 7927466 11798579 59.41% 5.950%
18 14.210 1901 1908 1916 rBV 5159470 7445952 37.49% 3.755%
19 14.422 1935 1944 1963 rBV 4400993 6234160 31.39% 3.144%
20 14.645 1976 1982 1988 rVB7 29551 54273 0.27% 0.027%

21 15.051 2047 2051 2057 rVB6 10921 19870 0.10% 0.010%
22 15.210 2070 2078 2086 rBV 10322706 14877026 74.91% 7.502%
23 15.328 2092 2098 2110 rBV 3978889 5490408 27.65% 2.769%
24 15.451 2113 2119 2124 rVB2 121053 190085 0.96% 0.096%

25 15.998 2208 2212 2217 rVB4 41275 58677 0.30% 0.030%
26 16.604 2310 2315 2318 rBvV4 25109 35727 0.18% 0.018%
27 16.639 2318 2321 2327 rVB5 22578 28383 0.14% 0.014%
28 16.739 2334 2338 2345 rVB 32610 55074 0.28% 0.028%
29 16.839 2351 2355 2360 rBv4 32538 50602 0.25% 0.026%

30 16.957 2368 2375 2384 rVB 6701750 9397718 47.32% 4_.739%

31 17.057 2384 2392 2405 rBV 11881488 16043244 80.79% 8.090%

32 17.333 2433 2439 2442 rBV3 12055 19917 0.10% 0.010%
33 18.180 2578 2583 2587 rBV5 45833 75137 0.38% 0.038%
34 18.339 2605 2610 2613 rBV6 18065 29661 0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\
Data File : BNO08761.D

Aca On 27 Nov 2019 17:20

Operator :© JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

35 18.757 2676 2681 2687 rBV5 85627 152752 0.77% 0.077%

36 18.910 2705 2707 2712 rBV5 16615 23845 0.12% 0.012%
37 18.986 2715 2720 2726 rBV2 169549 261775 1.32% 0.132%
38 19.239 2759 2763 2768 rBV 120987 154197 0.78% 0.078%
39 19.357 2776 2783 2793 rBV 14869699 19858762 100.00% 10.014%
40 20.380 2955 2957 2960 rBV4 56615 51997 0.26% 0.026%

41 21.157 3084 3089 3097 rBVY 8625200 10723545 54.00% 5.408%
42 21.774 3192 3194 3199 rVvB2 201015 224721 1.13% 0.113%
43 22.227 3268 3271 3277 rVB 438933 566115 2.85% 0.285%
44 22.716 3350 3354 3359 rVB2 604531 812350 4._.09% 0.410%
45 23.186 3427 3434 3442 rVV 10878256 19707702 99.24% 9.938%

46 23.257 3442 3446 3450 rVvVv 707756 1161173 5.85% 0.586%
47 23.321 3450 3457 3466 rVB2 5874726 10778819 54.28% 5.435%

48 23.874 3547 3551 3562 rVB 680027 1296339 6.53% 0.654%
49 24.580 3667 3671 3680 rVB2 603644 1266528 6.38% 0.639%

Sum of corrected areas: 198304527
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\

BNO0O8761.D

27 Nov 2019 17:20

Ju

PB124853BL

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07
1.2e+07

1le+07
8000000
6000000
4000000

2000000
3.18

TIC: BNO08761.D

10.48
10.3

8.29 9.98

9.44

)]

6.78 7.13 8.72
7.59

W1

Of—5—
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00 850

9.00 9.50 10.00 10.50

11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000
11.94

TIC: BNO08761.D
19.36

17.06

15.21

13.633.90
16.9

]

14.21

14.42 533

D

14.65 15.0§ 1545 16.00 TGB! 17.33 181834 1817&83999-41

20.38

O~
Time-->

12.00 1250 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

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

I

TIC: BNO08761.D

23.19

21.16

?3.32

26 23.87

2272 2 24.58
22.23 N

VAN

21.77

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\
Data File : BNO08761.D

Aca On : 27 Nov 2019 17:20

Operator :© JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.26 2.15 ng/ul 1161170 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3447 (23.263 min): BNO08761.D (-3442) (-) m/z 57.05 100.00%
57
5000 85 l
R e R R
113 141 23.00 23.20 23.40 23.60
oL ,J. WU M 169193 225 253 282 327 356 387 431 | n7y 43.10  54.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 BB DA AR
85 2300 23.20 23.40 23.60
29 m/z 71.10 51.33%
. | J 11}3‘141 169 197 225 253 282
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.05 37.87%
o J I LR 1‘?4.183 211239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 23.00 23.20 23.40 23.60
m/z 55.10 23.21%
29
ol ‘ ] i | ”113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\
Data File : BNO08761.D

Aca On : 27 Nov 2019 17:20

Operator :© JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.87 2.41 ng/ul 1296340 Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3550 (23.868 min): BNO08761.D (-3547) (-) m/z 57.10 100.00%
5000
113 141 23.60 23.80 24.00 24.20
0 169 207 239 284 343369 417 461489 n/z 43.10 52 18%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194500: Docosane, 11-butyl-
57
5000 85 RN
23 60 23. 80 24, oo 24 20
m/z 71.10 51.08%
0 lllﬁl‘,‘l 169 210 239267 309336 366
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #185533: Pentacosane
| 23.60 23.80 24.00 24.20
5000 m/z 85.10 38.87%
113
0 141169 211 239 267 295 323 352
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane R e A R R
23 60 23. 80 24, oo 24 20
m/z 55.10 22.38%
5000
‘ 141169197 225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 23.60 23.80 2400 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN112719\
Data File : BNO08761.D

Aca On : 27 Nov 2019 17:20

Operator :© JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .58 2.35 ng/ul 1266530 Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 83
4 2-methvloctacosane 408 C29H60 1000376-72-8 76
5 Hexacosane 366 C26H54 000630-01-3 76
Abundance Scan 3671 (24.580 min): BNO08761.D (-3667) (-) m/z 57.10 100.00%

5000

L

24.20 24.40 24.60 24.80

249281

341 393431

489

0 m/z 71.10 54 _.32%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 [Tr T[Tt rrrrrrprrrrm

24.20 24.40 24.60 24.80
m/z 43.10 52.87%

o 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141431: Eicosane, 10-methyl-
57

L B B B i i

24 20 24. 40 24.60 24.80
5000 m/z 85.10  39.89%

JQQ 154
o |, 711197 239 281
T L B e e L O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T T TR T TR T T

43 24.20 24.40 24.60 24.80

m/z 55.00 22.21%

‘ Ju 127169 225 295 337

N B At kal

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 20 24. 40 24 60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_N\DATA\BN112719\
Data File : BNO08761.D

Acq On : 27 Nov 2019 17:20

Operator : JU

Sample : PB124853BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN112719MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 23.26 2.1 ng/ul 1161170 6 23.32 10778800 20.0
(DEL) Alkane: Str... 23.87 2.4 ng/ul 1296340 6 23.32 10778800 20.0
(DEL) Alkane: Str... 24.58 2.4 ng/ul 1266530 6 23.32 10778800 20.0
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