LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 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\HPCHEMI1I\BNA P\METHODS\8270-BP062920 .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 5.193 385 392 408 rBV 501460 847291 17.65% 2.876%
2 6.764 653 659 675 rVB 608601 1046386 21.80% 3.551%
3 7.569 790 796 807 rBV 193994 319634 6.66% 1.085%
4 7.887 843 850 861 rBV 545689 911025 18.98% 3.092%
5 8.716 984 991 1009 rBV 450940 791657 16.49% 2.687%
6 10.346 1260 1268 1279 rBV 293335 516841 10.77% 1.754%
7 12.834 1684 1691 1710 rBV 1349601 2090783 43.56% 7.096%
8 13.687 1830 1836 1848 rBV 164360 260107 5.42% 0.883%
9 14.222 1919 1927 1936 rBV 570477 866925 18.06% 2.942%
10 15.722 2175 2182 2195 rBVY 1281401 1900189 39.59% 6.449%

11 16.981 2390 2396 2407 rBvV 876838 1263283 26.32% 4._.287%
12 18.645 2675 2679 2683 rBV 40760 49390 1.03% 0.168%
13 19.486 2817 2822 2828 rVB 339772 417708 8.70% 1.418%
14 19.569 2830 2836 2848 rBV 3877778 4800114 100.00% 16.291%
15 20.404 2973 2978 2984 rVB 220474 274102 5.71% 0.930%

16 20.463 2984 2988 2991 rBV 52061 60450 1.26% 0.205%
17 20.657 3017 3021 3027 rBV 85922 100105 2.09% 0.340%
18 20.828 3046 3050 3058 rBV 391892 580143 12.09% 1.969%
19 21.086 3089 3094 3104 rBV 1578119 2011325 41.90% 6.826%
20 21.269 3121 3125 3130 rBV 99084 122277 2.55% 0.415%

21 21.704 3193 3199 3209 rBV2 409232 763264 15.90% 2.590%
22 21.992 3246 3248 3258 rVB3 61748 86775 1.81% 0.294%
23 22.151 3271 3275 3280 rBV 183565 236039 4.92% 0.801%
24 22.374 3309 3313 3320 rBV 128095 157480 3.28% 0.534%
25 22.657 3355 3361 3364 rBV 794764 1140046 23.75% 3.869%

26 22.692 3364 3367 3378 rVB 304043 536336 11.17% 1.820%
27 23.216 3451 3456 3461 rBV 208024 335978 7.00% 1.140%
28 23.280 3461 3467 3476 rVB2 1220801 2268073 47.25% 7.697%
29 23.521 3503 3508 3515 rVB 207031 337419 7.03% 1.145%
30 23.857 3559 3565 3573 rVB 823636 1588330 33.09% 5.391%

31 23.939 3574 3579 3591 rVB2 202151 433611 9.03% 1.472%
32 25.033 3759 3765 3777 rVB2 191286 445149 9.27% 1.511%
33 25.468 3832 3839 3851 rVB 261364 696818 14.52% 2.365%
34 26.310 3974 3982 4001 rVB4 372960 1210209 25.21% 4.107%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 29465262
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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: BP002575.D
3500000
3000000
2500000
2000000
1500000
1000000
5.19 6.76 7.89 8.72

500000 i ;
757 10.35

e

Time--> 3. OO 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10 00 10. 50 11. OO 11.50

Abundance TIC: BP002575.D
19,57

3500000
3000000
2500000
2000000

1500000 12.83 15.72

1000000 16.98

14.22

500000 19.49
13.69 20
: 18.65

O o e AL I o o o o LA e e e e B R e

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 TIC: BP002575.D

3500000

3000000

2500000

2000000

21.09

1500000

1000000

500000

O

Time--> 20. 50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 2- Chloropropionic acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.83 5.77 ng 580143 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 11-Tricosene 322 C23H46 052078-56-5 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 3050 (20.828 min): BP002575.D (-3046) (-) m/z 57.10 100.00%
57
97
5000
]125 20,60 20.80 21.00 21.20
153 207 : : :
ol AL LL 198 207 252280 313343373401430461 092522 | 17743 05 88. 80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 |97
5000 A U UM BN SR
20.60 20.80 21.00 21.20
125 m/z 55.10 87.67%
29 54 19224 269 o,
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
20,60 20.80 21.00 21.20
5000 m/z 83.10 85.85%
125
29 153
0 181210238266 308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163017: 11-Tricosene S N B B L B B N
43 20.60 20.80 21.00 21.20
m/z 69.10 77 .90%
5000 8
11
0 | 140168196224 266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.70 7.59 ng 763264 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Docosvl heptafFluorobutvrate 522 C26H45F702 1000351-83-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Eicosyl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 3198 (21.698 min): BP002575.D (-3193) (-) m/z 57.10 100.00%
57

5000 85

:

3 21.40 21.60 21.80 22.00
141169 281
Ol b A v Fro (224203231309 355383 417 461489520549 | "m/z 43.10  69.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83

-

21,40 21.60 21.80 22.00
m/z 71.10 65.95%

5000

0 al ” P 39167196 238266294

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

1

Abundance
57
97 IIIIIIIIIIIIIIIIIII
21.40 21.60 21.80 22.00
5000 m/z 85.10 45.24%
125
o 169 510233 280398 353 504
T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate R e R
57 97 21.40 21.60 21.80 22.00
m/z 55.05 41.17%
5000
125
29 53
0 | ) 153182210238266 311 412
“..w..”,.”.,”........” R B e o LB = S S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 Triacontane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
2215 2.35ng 236039  Chrysene-d12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Triacontane 422 c3oH62 000638-68-6 94

2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3275 (22.151 min): BP002575.D (-3271) (-) m/z 57.10 100.00%

5000 \

13 21.80 22.00 22.20 22.40
141169 207 533267095325 369 417 461 499 534

m/z 71.10 70.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane

57 ' ;
5000 85

21.80 22.00 22.20 22.40
m/z 43.10 64 .00%

13
0 29J f] 141169197225253281309337365393422
N i
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

21.80 22.00 22.20 22.40
5000 85 m/z 85.05 51.51%

0!

113 309

0 211239267 337 379
T T T T T T T e e T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\
Abundance #141426: Heneicosane

141 182

21.80 22.00 22.20 22.40
m/z 55.10 21.79%

50

‘ 141169197225253 296

100 150 200 250 300 350 400 450 500 550

21. 80 22. 00 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 7 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22 .66 10.05 ng 1140050 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 3362 (22.663 min): BP002575.D (-3355) (-) m/z 57.10 100.00%

5000 AA\

22. 40 22 60 22. 80 23. OO
(o} m/z 71.10 73 .34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

141169197225253281 323351379408436463491 524

5000 L s R
22. 40 22 60 22. 80 23. 00

m/z 43.10 59.94%

o 141169197225053 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43

71 22.40 22 60 22. 80 23.00
5000 m/z 85.10 53.44%
99 210
o 127155183 239267295323
Bt T i T e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane T T

22. 40 22 60 22. 80 23. OO
m/z 55.10 23.22%

B JLA,
| 13141 169197225253281309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 8 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.69 4.73 ng 536336 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 Cvclotetracosane 336 C24H48 000297-03-0 78
3 Cvclopentadecane 210 C15H30 000295-48-7 72
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 52
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 50
Abundance Scan 3367 (22.692 min): BP002575.D (-3364) (-) m/z 83.10 100.00%
55 83
o i J_Jh
LA DR R B
39 22.40 22.60 22.80 23.00
167 209
Ol AL Pl Lol i 2AT 282 336364 400430 477505 %49 | sz 97.10  94.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
55 83
5000 11 LRI BRI BN UGN B
22. 40 22 60 22. 80 23. oo
m/z 69.10 86.05%
ol 2 39168106 238266
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 5%0
Abundance
55 83
| 22.40 22,60 22.80 23.00
5000 111 336 m/z 55.10 84 .96%
o 27 139167195224251279308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane e
55 22.40 22.60 22.80 23.00
83 m/z 43.10 56.52%
5000
11
LA g e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22,40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 9 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.22 2.96 ng 335978 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 95
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87

Abundance Scan 3457 (23.221 min): BP002575.D (-3451) (-) m/z 57.10 100.00%

5000

-

23.00 23.20 23.40 23.60

141 183
o 211239267294323 355 401429 476 520549 m/z 71.10 70.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
5000 LA B L L L L L LB

23. OO 23 20 23. 40 23. 60
m/z 43.10 59.35%

13
141169197225253280309 351379407436

04
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
St s
23.00 23.20 23.40 23.60
5000 g5 m/z 85.10 51.89%
113
0 141169 210239267 399333366
e B L .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane S AABRE mEEE e
57 23.00 23.20 23.40 23.60
m/z 55.05 20.18%
5000 85
29
o1 f}3141169197225253 296
B e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2300 23.20 2340 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 10 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.52 2.98 ng 337419 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83
Abundance Scan 3508 (23.521 min): BP002575.D (-3503) (-) m/z 57.10 100.00%

g7 A

96
5000

23.20 23.40 23.60 23.80
m/z 82.05 81.69%

52180209 251281 334362390419 461 503 549

oh ok

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117606: Octadecanal
43| 82
5000 LA L L L L L L LB |
23.20 23.40 23.60 23.80
m/z 43.10 80.67%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82
T T
43 23.20 23.40 23.60 23.80
5000 m/z 55.10 58.12%
110
138
0 15 166 211 250
N B A B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene e
55 23.20 23.40 23.60 23.80
m/z 83.10 54 _.93%
96
5000
24
ol (24152180208 250278

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 11 Eicosane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.86 14.01 ng 1588330 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 95
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3566 (23.863 min): BP002575.D (-3559) (-) m/z 57.10 100.00%
5000 45
41 23.60 23.80 24.00 24.20
o 169197225253 295323351379408437463490 534 n/z 71.10 75 490
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
57
5000
85 23.60 23.80 24.00 24.20
13 m/z 43.10 58.37%
0 29 | i11§{1§9197225253280309 351379407436
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance
43
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
71 23.60 23.80 24.00 24.20
5000 m/z 85.10 53.79%
99 281
o 127155183211238 309336365304
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #194493: Hexacosane
57 23.60 23.80 24.00 24.20
m/z 55.10 22 .39%
- | JL__J\L»
. 29 ﬂ1}3141169197225253 295323 367
m/z--> éo 160 1éo 200 250 300 350 460 4%0 560 séo 2360 2380 2400 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 12 Triacontyl acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.94 3.82 ng 433611 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl acetate 480 C32H6402 041755-58-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Octacosvl acetate 452 C30H6002 018206-97-8 91
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 3579 (23.939 min): BP002575.D (-3574) (-) m/z 57.10 100.00%
57 197
5000
I”S J;é'éo' 23.80 24.00 24.20
53 : : :
ok A ALLLJ L Lo P0L, 201282 320357387 429461494 549 | n,57 83 10 97.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43
97
5000 AU LU IARRE
23.60 23.80 24.00 24.20
125 m/z 97.10 90.26%
ol 15, 53181209 250278306334362392420 462
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
23.60 23.80 24.00 24.20
5000 111 m/z 69.10 82 .35%
L7 139167196 238266294
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 B .
57 97 23.60 23.80 24.00 24.20
m/z 43.10 81.39%
5000
125
29 ‘ l 53
oh ik UL L L 21210088066 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 13 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.03 3.93 ng 445149 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
3 Tetradecanal 212 C14H280 000124-25-4 93
4 7Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 90
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
Abundance Scan 3764 (25.027 min): BP002575.D (-3759) (-) m/z 57.10 100.00%

5000

8

24.80 25.00 25.20 25.40
m/z 82.10 80.82%

23
152 193753750 283 327357 390419 459489517547
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #117604: Octadecanal

-

24,80 25.00 25.20 25.40
m/z 43.10 77.35%

5000

37166194222250

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
e e AR RS R
24.80 25.00 25.20 25.40
5000 m/z 83.10 54 .64%
110
o 138166 208 250
B B A B o B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71299: Tetradecanal e RS S S
57 24.80 25.00 25.20 25.40
m/z 96.10 54 _.27%
h I 1 J\/h‘w/kJ\M
24 168
N L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 80 25. OO 25. 20 25 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 14 Hexadecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.47 6.14 ng 696818 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 94
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3839 (25.468 min): BP002575.D (-3832) (-) m/z 57.10 100.00%
L DA SN SR SR
141169 207 25.20 25.40 25.60 25.80
ol 239 276 315 367 400429 476505 539 n/z 71.10 73 750
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 LR DA UL SR DO
%m%m%m%m
225 m/z 43.10 59.84Y%
29 113141169
o | [ %196 l 352
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance
43
o ' 25.20 25.40 25.60 25.80
5000 m/z 85.10 54 _.32%
224
99
0 127155183 253 P33 364
m/z--> 5b 160 1éo 200 250 300 350 460 4éo 560 séo
Abundance #194500: Docosane, 11-butyl- AR S S e
57 25.20 25.40 25.60 25.80
m/z 55.10 23.95%
b ff%1?1169 210239267 399336366
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 2520 2540 2560 2580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002575.D

Aca On : 30 Jun 2020 15:12

Operator : CG/JU

Sample : L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 15 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.31 10.67 ng 1210210 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 97
3 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 49
4 Campesterol 400 C28H480 000474-62-4 47
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 47
Abundance Scan 3982 (26.310 min): BP002575.D (-3974) (-) m/z 43.10 100.00%
a3
107
5000 7
255 303 281 414 SR
42 461490521549 26.00 26.20 26.40 26.60
O m/z 55.10 60.64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
a3
5000 UL AU
26.00 26,20 26.40 26.60
m/z 107.10 52 _.51%
O+,
m/z--> 0
Abundance
43
26.00 26,20 26.40 26.60
5000 81 m/z 57.10 50.76%
145
109 213 414
L1 173 255 5,329 381
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)- e A RERREEEES
43 26.00 26.20 26.40 26.60
m/z 105.05 50.05%
255 400
5000 muwuvnv~vhmwv}/\\mwﬁwAwaﬁxﬂv
0 R oo e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26,20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP063020\
Data File : BP002575.D

Acq On : 30 Jun 2020 15:12

Operator : CG/JU

Sample - L3153-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP062920_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]
2- Chloropropioni... 20.83 5.8 ng 580143 5 21.09 2011330 20.0
1-Heneicosanol 21.70 7.6 ng 763264 5 21.09 2011330 20.0
Triacontane 22.15 2.4 ng 236039 5 21.09 2011330 20.0
Heneicosane 22 .66 10.1 ng 1140050 6 23.28 2268070 20.0
n-Nonadecanol-1 22.69 4.7 ng 536336 6 23.28 2268070 20.0
Hentriacontane 23.22 3.0 ng 335978 6 23.28 2268070 20.0
Oxirane, hexadecyl- 23.52 3.0 ng 337419 6 23.28 2268070 20.0
Eicosane, 9-octyl- 23.86 14.0 ng 1588330 6 23.28 2268070 20.0
Triacontyl acetate 23.94 3.8 ng 433611 6 23.28 2268070 20.0
Octadecanal 25.03 3.9 ng 445149 6 23.28 2268070 20.0
Hexadecane, 1-iodo- 25.47 6.1 ng 696818 6 23.28 2268070 20.0
-.gamma.-Sitosterol 26.31 10.7 ng 1210210 6 23.28 2268070 20.0
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