LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 5.022 356 363 380 rBVY 2527346 3671335 29.83% 6.954%
2 6.592 622 630 650 rBY 2666574 4146216 33.69% 7 .854%
3 7.386 758 765 774 rBV 532660 807545 6.56% 1.530%
4 7.698 811 818 827 rBVY 2186131 3373469 27.41% 6.390%
5 8.533 953 960 976 rBY 1886744 3103583 25.22% 5.879%

10.145 1227 1234 1253 rBVY 722586 1212944 9.86% 2.298%
12.657 1653 1661 1677 rBV 4905309 7123055 57.88% 13.493%
14.045 1890 1897 1911 rBV 1215857 1791904 14.56% 3.394%
4578656 6227652 50.61% 11.796%
16.798 2359 2365 2381 rBV 1578567 2204521 17.91% 4.176%
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11 19.462 2811 2818 2823 rBV 10228854 12305948 100.00% 23.310%
12 21.009 3076 3081 3091 rBV 1849541 2333690 18.96% 4.421%
13 22.050 3254 3258 3263 rBV 172351 199165 1.62% 0.377%
14 22.515 3333 3337 3341 rBV 256296 314654 2.56% 0.596%
15 23.033 3420 3425 3429 rBvV 302448 435126 3.54% 0.824%

16 23.097 3430 3436 3461 rvVB 1197983 2389238 19.42% 4._.526%
17 23.615 3519 3524 3530 rVB 266799 437262 3.55% 0.828%

18 24.285 3633 3638 3650 rVB 219221 417605 3.39% 0.791%
19 25.062 3766 3770 3780 rVB3 140762 297492 2.42% 0.564%

Sum of corrected areas: 52792404
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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

Abundance TIC: BM026474.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.51 2.63 ng 314654 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3336 (22.509 min): BM026474.D (-3333) (-) m/z 57.10 100.00%
57
5000 85
PRI U 1 Wi— ....'
113141 207 22.20 22.40 22.60 22.80
Ob b D109 ©17 239 282 323306 415 475 849 | /70 43.05  69.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
22.20 22.40 22.60 22.80
m/z 71.05 57 .47%
o4 i1 ‘3}3}41469197 239,67296323352
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
57
22.20 22.40 22.60 22.80
5000 P m/z 85.10 39.53%
29
o 113141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
22.20 22.40 22.60 22.80
m/z 55.05 23.80%
5000 85

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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 : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.03 3.64 ng 435126 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3425 (23.033 min): BM026474.D (-3420) (-) m/z 57.10 100.00%
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Abundance #185535: Heptadecane, 9-octyl- T T T
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m/z 55.10 23.67%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 Octadecane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.61 3.66 ng 437262 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3523 (23.609 min): BM026474.D (-3519) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 23.20 23.40 23.60 23.80 24.00
ob 3 LTI 160 210 230 281 300 355 399 430 | 7043705 68.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 ARSI
23:20 23.40 23.60 23.80 24.00
m/z 71.10 58.67%
. 29| h Li Hlﬁ3‘1ﬂ1‘169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
71 23.20 23.40 23.60 23.80 24.00
5000 m/z 85.10 40.72%
9
o 127 155 183 225 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #105894: Heptadecane, 2-methyl- REEREEEE RS S s
43 23.20 23.40 23.60 23.80 24.00
m/z 55.10 25.38%
5000
71
0 J .J \99 127 155 183 211 239
m/z--> 50 100 1&'30 200 250 300 350 400 23:20 23.40 23.60 23.80 24.00

8270-BM060520.M Mon Jun 22 03:19:38 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 4
R.T. EstConc Area Relative to ISTD R.T.

24 .29 3.50 ng 417605 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3639 (24.291 min): BM026474.D (-3633) (-) m/z 57.10 100.00%

5000 /\
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113141169 197 22553281 323 355 399 430 461 489

0! m/z 43.10 66.62%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
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29
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e i B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R ARBREREES L
57 24. OO 24 20 24. 40 24. 60

m/z 55.10 22 .13%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM061920\
Data File : BM026474.D

Aca On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.06 2.49 ng 297492 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Nonadecane 268 C19H40 000629-92-5 81
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 3770 (25.062 min): BM026474.D (-3766) (-) m/z 57.10 100.00%

5000

207 24.80 25.00 25.20 25.40

m/z 43.10 64 .34%

o 254283 323355 415 489 549
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #209566: Octacosane
57
5000 85 TT T[T T T[T I rrprrrrrrom
24, 80 25. 00 25 20 25. 40
- m/z 71.10 59.74%
0 “ |1 ﬂ 141169197225253281309337365394
|"'w"'w""""""""""""""w"'w"'w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
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24.80 25.00 25.20 25.40
5000 a5 m/z 85.10 46.46%
29 295
113141
o 169197225 266 | 323 435
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane
24.80 25.00 25.20 25.40
m/z 55.10 22 .40%
5000

13141169197295 254
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BM026474.D

Acq On 19 Jun 2020 20:17

Operator : JU/CG

Sample : PB129506BL

Misc :

ALS Vial : 12 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]
Heptadecane, 9-oc... 22.51 2.6 ng 314654 6 23.10 2389240 20.0
Hexacosane 23.03 3.6 ng 435126 6 23.10 2389240 20.0
Octadecane, 2-met... 23.61 3.7 ng 437262 6 23.10 2389240 20.0
Eicosane 24 .29 3.5 ng 417605 6 23.10 2389240 20.0
Octacosane 25.06 2.5 ng 297492 6 23.10 2389240 20.0
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