LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample : L3308-20

Misc :

ALS Vial : 4 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 P\METHODS\8270-BP071020.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 4.716 305 311 321 rVB2 31955 52605 1.01% 0.143%
2 5.187 385 391 408 rBVY 2210742 3355824 64.68% 9.112%
3 6.763 651 659 676 rBY 2119759 3522717 67 .90% 9.565%
4 7.557 786 794 804 rBV 734560 1139455 21.96% 3.094%
5 8.704 981 989 1009 rBY 1333083 2289646 44.13% 6.217%
6 10.328 1257 1265 1284 rBV 932145 1621978 31.26% 4.404%
7 12.822 1682 1689 1706 rBVY 2875199 4489091 86.53% 12.189%
8 13.669 1828 1833 1847 rBV 397116 604489 11.65% 1.641%
9 14.210 1918 1925 1934 rBV 1386242 2095272 40.39% 5.689%
10 15.716 2174 2181 2192 rBVY 1988793 3133825 60.40% 8.509%
11 16.968 2388 2394 2404 rBVY 1565228 2310475 44.53% 6.273%
12 17.051 2404 2408 2412 rBV4 44717 78725 1.52% 0.214%
13 17.092 2412 2415 2420 rVB2 58714 82243 1.59% 0.223%
14 17.898 2548 2552 2558 rBvV 86275 127262 2.45% 0.346%
15 18.468 2645 2649 2654 rVB 62353 79419 1.53% 0.216%
16 18.633 2672 2677 2681 rBvV 353087 430734 8.30% 1.170%
17 18.721 2688 2692 2698 rBV 50195 78701 1.52% 0.214%
18 18.798 2700 2705 2711 rVB4 26666 71746 1.38% 0.195%
19 19.027 2740 2744 2747 rVB 99011 111992 2.16% 0.304%
20 19.251 2779 2782 2786 rBV 48755 54133 1.04% 0.147%

21 19.557 2829 2834 2842 rBV 3903009 5188056 100.00% 14.086%
22 20.192 2939 2942 2946 rVB2 118651 139114 2.68% 0.378%
23 20.239 2947 2950 2954 rVB4 48674 65206 1.26% 0.177%
24 20.815 3044 3048 3058 rBvV 740310 1071206 20.65% 2.908%
25 21.080 3088 3093 3098 rBV 1470406 1883367 36.30% 5.114%

26 21.692 3192 3197 3207 rVB2 231094 440242 8.49% 1.195%
27 22.627 3352 3356 3361 rBV 251973 352649 6.80% 0.957%

28 23.274 3460 3466 3473 rVB2 863910 1568507 30.23% 4_.259%
29 23.909 3570 3574 3585 rvB2 177791 391603 7.55% 1.063%

Sum of corrected areas: 36830282
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP071720\

BP002787.D

17 Jul 2020 12:22

CG/Ju

L3308-20

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : .
N TIC: BP002787.D
3000000
5.19 6.76
2000000
8.70
1000000 10.33
7.56
sz | i
O e L e o o o B 0 I B s o A [ s o o e o B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP002787.D
4000000 1d56
3000000 12.82
2000000 1572
16.97
14.21
1000000
13.67
) 17.90  18.43ggab’-0.25
Time--> 12.00 12,50 13.00 1350 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 : .
N TIC: BP002787.D
3000000
2000000
21.08
1000000
O e L e o o o e L o L i o e e o o I L o i i o o
Time--> 20.50 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 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\HPCHEMI1\BNA P\DATA\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample = L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 1 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.63 3.73 ng 430734 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 56
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 28
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
Abundance Scan 2676 (18.627 min): BP002787.D (-2672) (-) m/z 57.10 100.00%
57
5000 113 \
AR SR SN IR
5 169 18.40 18.60 18.80 19.00
- L% 00233 275 328356 405433461 498 535 m/z 113.15 48_50%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 e o
18.40 18.60 18.80 19.00
113 m/z 97.10 47 .04%
mqﬁll 168
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
" 18.40 18.60 18.80 19.00
m/z 55.10 26 .63%
5000 113 0
29
85 149
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate R e EEEms e
57 18.40 18.60 18.80 19.00
m/z 83.10 21.50%
5000
97
201, | | 147177 219 261

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 40 18. 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample = L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.82 11.38 ng 1071210 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3049 (20.821 min): BP002787.D (-3044) (-) m/z 57.10 100.00%
7
97
5000
fzg’ "' 20.60 20.80 21.00 21.20
154 : : :
oA A L1 184282 204252280 325 364 aoraziaer 503535 | hzz 4310 89.25W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
97
5000 LRI UL SRR UL R
20. 60 20 80 21. oo 21. 20
m/z 83.10 88.49Y%
2 25
. | 153181 308
m/z--> 6 55 160 150 200 250 300 3éo 400 4éo 560 séo
Abundance
55
o "' 20.60 20.80 21.00 21.20
5000 m/z 55.10 86.10%
of 111
139168196224252
m/z--> 6 55 160 150 200 250 300 3éo 400 4éo 560 séo
Abundance #175127: Trifluoroacetoxy hexadecane B e
57 20.60 20.80 21.00 21.20
97 m/z 97.10 77.01%
5000
29 25
| | 154 196224 269 320
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample = L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.69 4.68 ng 440242 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3197 (21.692 min): BP002787.D (-3192) (-) m/z 83.10 100.00%

g3

5000 11

58

N —

139 207 324 21.40 21.60 21.80 22.00
169 274

N .,..-E#,...A.,l...2‘.‘}....,..1..3,5?..???‘.‘?9?‘???.9????.,. m/z 55.10 93.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal
43
83
5000 LA L L L L L LB
21. 40 21 60 21. 80 22. 00
m/z 97.15 92.68%
1139168196224252
e A e e e e e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
R REREE R R
21.40 21.60 21.80 22.00
5000 111 m/z 57.10 89.47%
21 139167106 238266294 Nﬁ»ﬁJw»MMAAM[\VN%Amva%j\\
T [ T T T T T T T

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

Abundance #166292: Behenic alcohol I AEEREE TS
56 83 21.40 21.60 21.80 22.00
m/z 43.10 85.95%
139
2y | 167196224252280308
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample = L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.63 4_.50 ng 352649 Perylene-d12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3357 (22.633 min): BP002787.D (-3352) (-) m/z 57.10 100.00%

5000

=8

22.40 22.60 22.80 23.00

141169197225252 281
o 225 318 366 417 458486515 549 m/z 71.10 74 .59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane
5000 LA B L L L L LB

22. 40 22. 60 22. 80 23. OO
m/z 43.10 55.58%

113141169197995254
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
s A s S
71 22.40 22.60 22.80 23.00
5000 m/z 85.10 55.38%
99 182 309
127155" | 211 252281 336364
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane B
22.40 22.60 22.80 23.00
m/z 55.10 20.82%
e 8 W\J/\/M

113141169197225253281309337365394

m/z--> 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\BP071720\
Data File : BP002787.D

Aca On 17 Jul 2020 12:22

Operator : CG/JU

Sample = L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Cyclohexanone, 3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.91 4.99 ng 391603 Perylene-di12 23.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 68
2 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 58
3 Cvclotriacontane 420 C30H60 000297-35-8 53
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 53
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 49
Abundance Scan 3574 (23.909 min): BP002787.D (-3570) (-) m/z 83.10 100.00%
Fsie]
| JL\_/\AJL
5000
11
208 297 23.60 23.80 24.00 24.20
L L ST 295 T 341377 424 470 BO8S35 7, 5710  88.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
97
5000 AU UL R
Bmmmmmmm
m/z 97.20 78.71%
2 25
, | 153181 308
m/z--> 6 55 160 150 200 250 300 350 400 4%0 560 séo
Abundance
a B
23.|60 23.|80 24.'00 24.'20 '
5000 m/z 43.10 66.57%
126

%

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

Abundance #219330: Cyclotriacontane e A RERREEEEE

57 23.60 23.80 24.00 24.20
97 m/z 69.10 66.20%

420
5000
25
29| | l f53181209237265293 335363392
e b L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24. OO 24 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP0O71720\
Data File : BP002787.D

Acq On 17 Jul 2020 12:22

Operator : CG/JU

Sample - L3308-20

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
2,4,4,6,6,8,8-Hep... 18.63 3.7 ng 430734 4 16.97 2310480 20.0
1-Docosene 20.82 11.4 ng 1071210 5 21.08 1883370 20.0
E-15-Heptadecenal 21.69 4.7 ng 440242 5 21.08 1883370 20.0
Octadecane 22.63 4.5 ng 352649 6 23.27 1568510 20.0
Cyclohexanone, 3-... 23.91 5.0 ng 391603 6 23.27 1568510 20.0
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