LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 M\METHODS\8270-BM060520 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.022 356 363 379 rBVY 2516942 3755472 29.30% 6.936%
2 6.593 622 630 646 rBY 2796225 4256195 33.21% 7.861%
3 7.387 758 765 772 rBV 541557 823543 6.43% 1.521%
4 7.698 811 818 829 rBY 2262394 3470364 27 .08% 6.410%
5 8.534 952 960 973 rBVY 2029322 3209077 25.04% 5.927%

10.145 1226 1234 1250 rBV 742815 1244589 9.71% 2.299%
12.657 1653 1661 1680 rBVY 4877740 7266809 56.70% 13.421%
14.039 1890 1896 1909 rBV2 1189930 1811106 14.13% 3.345%
15.551 2146 2153 2178 rBV 4485025 6380093 49.78% 11.784%
16.798 2358 2365 2380 rBVY 1583360 2243756 17.51% 4.144%

=
QO ~NO®

11 19.462 2811 2818 2822 rBV 10452982 12816286 100.00% 23.671%
12 21.009 3076 3081 3090 rBV 1958998 2478115 19.34% 4._.577%
13 22.050 3254 3258 3265 rBV 174208 216575 1.69% 0.400%
14 22.515 3333 3337 3346 rVB 251010 335365 2.62% 0.619%
15 23.033 3421 3425 3430 rBvV 297184 411049 3.21% 0.759%

16 23.097 3430 3436 3451 rVB 1239971 2174338 16.97% 4.016%
17 23.615 3519 3524 3530 rVB 292981 459458 3.58% 0.849%

18 24.286 3633 3638 3646 rVB2 232640 450474 3.51% 0.832%
19 25.062 3766 3770 3779 rVB 163521 341312 2.66% 0.630%

Sum of corrected areas: 54143976

8270-BM060520.M Mon Jun 22 03:19:57 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM026478.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.52 3.08 ng 335365 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3338 (22.521 min): BM026478.D (-3333) (-) m/z 57.10 100.00%

57
5000 85

22.20 22.40 22.60 22.80

113141160107 239 283 341369 415 475

0 ”.,.n.n,ﬂ.”,....,..”,....,..”,....,.”.,.... m/z 43.10 70.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57
5000 85
22.20 22.40 22.60 22.80
113 m/z 71.10 60.99%
0 u‘\ \‘h \H h‘ u‘14\.1\169 197‘22‘5 253 281 309 337 365 437
I I i o o o o e B A LA B o o o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 45 _.27%
29
o 113 141 169 197 225 253 281 309 337 365 394
L o e o o e e B BN S o S S o e S o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl-
57 22.20 22.40 22.60 22.80
m/z 55.10 24.76%
5000 85
113
ol J ) J [ 141 182 513 95p 281 308 337
L I o e o o o LA B o e AL B e o o
m/z--> 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.03 3.78 ng 411049 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3425 (23.033 min): BM026478.D (-3421) (-) m/z 57.10 100.00%
57
5000 85
[ N
113 22.80 23.00 23.20 23.40
141
ol d il d L1 109107 239266203 341360399429 489 | nzuT 43 10 71.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57
L
5000 85 IR AU A
22. 80 23. 00 23 20 23. 40
13, m/z 71.10 64.28%
0 .“. I\ H\ “ H u‘ \‘ \ \];Ail'?gl\]:gjlzlzlslzlsf]’ll R L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
L U UM SRR BN BUR
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 44 .00%
. 29 113 141 169 107 205253 205323 367
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #194499: Eicosane, 7-hexyl-
57 22.80 23.00 23.20 23.40
m/z 55.10 25.69%
5000 85
ol y 113}41 182 211 252 281308 337
||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 4(')0 4&1;0 ' 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.62 4.23 ng 459458 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3525 (23.621 min): BM026478.D (-3519) (-) m/z 57.05 100.00%

57
5000 85

113 23. 40 23 60 23 80 24. 00
141169197
ol d b d L [ 741109197 230 281309 358 402 489 849 | o7 4305 66.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.29 4.14 ng 450474 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3639 (24.291 min): BM026478.D (-3633) (-) m/z 57.10 100.00%
57
5000 85 J\
1BM1 mmmmmmmm
ol l AL aee 207 263 282  ap7 357 402 431 7o A3 10 65.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 mmmmmmmm
29 m/z 71.10 60.84%
o | w | L J 13 141 160 197 225 253 282
m/z--> 55 100 1%0 260 2éo 360 3éo 460
Abundance
57
| 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 42 .29%
o3 113 141 169 197 225 253 2% 337 364 393 420
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #209566: Octacosane
57 24.00 24.20 24.40 24.60

m/z 55.10 24 .05%

29
\ ‘ ] | M2 141 169 197 225 253 281 309 337 365 394

o A e s e R e R e

m/z--> 50 100 150 200 250 300 350 400 24. OO 24 20 24. 40 24. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026478.D

Aca On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.06 3.14 ng 341312 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3770 (25.062 min): BM026478.D (-3766) (-) m/z 57.10 100.00%
57
5000 85
113 141 207 24.80 25.00 25.20 25.40
ol e .l, ML 389, 207 239267296 329355 416 489 |z mtu3 10 5. 12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 LU UL B BRI BIURE
mm%m%m%m
29 m/z 71.10 63.45%
0 \‘ A ‘ “\ h h‘ u‘ \ \11169 197 225 253 296
m/z--> 6 55 100 1éo 260 2éo 360 3éo 460 4%0
Abundance
57
24.80 25.00 25.20 25.40
5000 85 m/z 85.10 45 _.07%
29 253
L2 113141169197 905 281
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
24.80 25.00 25.20 25.40
m/z 55.10 24 _.97%
5000 85

| 113141160 197 225 253 281 309 338
mz-> 0 50 100 150 200 250 300 350 400 450 24,80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061920\
Data File : BM026478.D

Acq On 19 Jun 2020 22:42

Operator : JU/CG

Sample : PB129539BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_M
ASP BNA STANDARDS FOR 5 POINT 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]
Hentriacontane 22.52 3.1 ng 335365 6 23.10 2174340 20.0
Octadecane 23.03 3.8 ng 411049 6 23.10 2174340 20.0
Hexacosane 23.62 4.2 ng 459458 6 23.10 2174340 20.0
Eicosane 24 .29 4.1 ng 450474 6 23.10 2174340 20.0
Heneicosane 25.06 3.1 ng 341312 6 23.10 2174340 20.0
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