LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 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 F\METHODS\8270-BF071620.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 4.998 491 495 503 rvB 43381 52066 1.80% 0.233%
2 5.416 562 566 580 rBY 1873661 1815776 62.91% 8.136%
3 6.434 735 739 752 rBVY 1918233 1855414 64.28% 8.313%
4 6.628 769 772 786 rVB2 26057 34290 1.19% 0.154%
5 6.798 797 801 804 rBV 948977 808537 28.01% 3.623%
6 7.357 891 896 899 rBVY 1393121 1313851 45.52% 5.887%
7 8.080 1014 1019 1026 rBvV 1269725 1093520 37.88% 4 _.900%
8 9.157 1197 1202 1205 rBvV 2774622 2559751 88.68% 11.469%
9 9.551 1265 1269 1273 rBV 275271 239968 8.31% 1.075%
10 9.792 1300 1310 1314 rBvV2 76214 221708 7.68% 0.993%
11 9.839 1314 1318 1321 rVB 1351797 1264157 43.80% 5.664%
12 10.269 1384 1391 1394 rBvV3 18564 31824 1.10% 0.143%
13 10.627 1447 1452 1464 rBVY 1607568 1551872 53.76% 6.953%
14 10.739 1468 1471 1476 rBvV2 27318 42939 1.49% 0.192%
15 11.327 1566 1571 1573 rBV 1402905 1367579 47.38% 6.127%
16 11.345 1573 1574 1578 rVB 76186 55085 1.91% 0.247%
17 11.716 1633 1637 1643 rVB2 21725 28901 1.00% 0.129%
18 11.857 1658 1661 1667 rBvV2 61594 66830 2.32% 0.299%
19 12.510 1768 1772 1774 rBV 34566 38599 1.34% 0.173%
20 12.539 1774 1777 1780 rVB 112054 99803 3.46% 0.447%
21 12.763 1812 1815 1818 rBV 87011 80765 2.80% 0.362%
22 12.915 1836 1841 1844 rBV 2716782 2886472 100.00% 12.933%
23 13.139 1874 1879 1882 rBV2 45514 53276 1.85% 0.239%
24 13.451 1929 1932 1934 rBV 49881 45107 1.56% 0.202%
25 13.480 1934 1937 1941 rVB2 61029 60684 2.10% 0.272%

26 13.810 1989 1993 2004 rBV 571261 706729 24.48% 3.167%
27 13.968 2014 2020 2023 rBV 1271581 1293222 44.80% 5.794%
28 14.127 2044 2047 2054 rVB 105336 110922 3.84% 0.497%
29 14.433 2096 2099 2108 rBV2 121061 230935 8.00% 1.035%

30 14.733 2147 2150 2154 rBV 90073 90289 3.13% 0.405%
31 14.809 2160 2163 2165 rBV 35658 36716 1.27% 0.165%
32 14.880 2172 2175 2180 rVB 110149 112149 3.89% 0.502%
33 14.998 2192 2195 2198 rBV 38564 46344 1.61% 0.208%

34 15.068 2203 2207 2210 rBV 166996 183663 6.36% 0.823%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.104 2210 2213 2218 rVB 91605 131585 4._.56% 0.590%

36 15.415 2261 2266 2277 rBV 830958 1178947 40.84% 5.282%
37 15.639 2301 2304 2308 rVB2 55871 70375 2.44% 0.315%
38 15.868 2338 2343 2347 rBV 151814 214105 7.42% 0.959%
39 15.933 2349 2354 2360 rBV3 78010 166443 5.77% 0.746%
40 16.356 2422 2426 2431 rBV2 48283 77606 2.69% 0.348%

Sum of corrected areas: 22318804
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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 F\DATA\BFO073120\

BF121153.D

31 Jul 2020 12:51

JU/CG

L3511-17

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.81 10.93 ng 706729 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1993 (13.810 min): BF121153.D (-1989) (-) m/z 57.10 100.00%

5000

.

13.40 13.60 13.80 14.00 14.20
m/z 43.10 86.93%

153 182200 230 252 280

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate
57

:

83

13.40 13.60 13.80 14.00 14.20
m/z 83.05 75.49%

5000

154169 195210 238 oo 553

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
A REE R L e S
M 13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.05 74 .24%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- L B o
13.40 13.60 13.80 14.00 14.20
m/z 97.05 67.97%
83
5000

:

T I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .43 3.57 ng 230935 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2098 (14.427 min): BF121153.D (-2096) (-) m/z 57.05 100.00%
57
5000
155 243 14.20 14.40 14.60 14.80
ob A e Zgor 28 30 | Wz 71.10  67.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
5000 LR B LR BRI B

14.20 14.40 14,60 14.80
m/z 43.00 63.05%

141 183 221254

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e B AL B
14.20 14.40 14.60 14.80
5000 m/z 85.05 55.27%
99
o 141 183 595 338
R T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane EEAEE RE e
57 14.20 14.40 14.60 14.80
m/z 55.00 24._.87%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.12 ng 183663 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2207 (15.068 min): BF121153.D (-2203) (-) m/z 57.05 100.00%
57
85
5000
13 14.80 15.00 15,20 15.40
141 169
ol 3 L LA 991000m 237 268 206 zm o tUR 0e T3 ey
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR BB BUELN UL B
Mmmmmmmm
m/z 43.05 58.34Y%
29 113
0 ] | LA 1] J 141,169 197 225 253 296
m/z--> 6 55 100 1%0 260 2%0 360 3éo
Abundance
57
14.80 15.00 15,20 15.40
5000 P m/z 85.10 54 _57%
29 253
L2 113 141 169 197 05 281
m/z--> 6 - "55' - ﬁéo" ' ﬁéo" ' 560" ' 550" "360" "350
Abundance #185533: Pentacosane i B
57 14.80 15.00 15.20 15.40
m/z 55.00 22.74%
5000 85
113
ol 20y J | M 169189 211 230 267 205 323 352
m/z--> c') 5'0 100 1%0 200 251;0 3(')0 3&'30 14I80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.10 2.23 ng 131585 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 90
2 E-7-Octadecene 252 C18H36 1000130-92-0 86
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 86
4 Cvclohexadecane 224 C16H32 000295-65-8 78
5 1-Nonadecene 266 C19H38 018435-45-5 70

Abundance Scan 2212 (15.098 min): BF121153.D (-2210) (-) m/z 83.10 100.00%

57

5000
3 14.80 15.00 15.20 15.40
(o} m/z 97.10 93.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane

55

14.80 15.00 15.20 15.40
m/z 57.10 88.10%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 UL RN PRI DR UM
97 14.80 15.00 15.20 15.40
5000 m/z 55.05 77 .23%

125 252

154 182 208224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104187: 9-Octadecene, (E)- R R e R
55 14.80 15.00 15.20 15.40
83 m/z 69.10 74.67%
5000
29
N J“ l 139 168 196 224 252
e s TSI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.63 ng 214105 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2343 (15.868 min): BF121153.D (-2338) (-) m/z 57.05 100.00%
57
85
5000
L DA SUNILS SR B
141 211 15.60 15.80 16.00 16.20
- .|, 1] ;l,.l L1090 103201285268 s m/z 71.05 74.59%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI BB BUGILN UL B
15 60 15. 80 16. oo 16 20
m/z 43.10 57 .44Y%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.05 55.49Y%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194500: Docosane, ll—butyl— LI L LB N N B
57 15.60 15.80 16.00 16.20
m/z 55.05 21.19%
5000 8 M\XNJ»M
oL 3 1} [ M3 14 a0 2}0“239 267 399 336 366
m/z--> 5'0 1(')0 1&1,0 200 250 3(')0 3&1;0 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121153.D

Aca On : 31 Jul 2020 12:51

Operator : JU/CG

Sample : L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Behenic alcohol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.93 2.82 ng 166443 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 Octacosvl acetate 452 C30H6002 018206-97-8 93
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 2354 (15.933 min): BF121153.D (-2349) (-) m/z 97.05 100.00%
57
5000
‘ 154 190 210231 268 15.60 15.80 16.00 16.20
ob—— i m/z 57.10 98.44%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
56
5000 111 LA L L L L B LB LB |
15.60 15.80 16.00 16.20
29 m/z 69.05 88.47%
139
ok, Liy ,1§7 196 224 252 280 308
el | — e T
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
i A
15.60 15.80 16.00 16.20
5000 m/z 55.00 85.21%
125
o 29 77 153 181 209 236 264 202 320 350 378
L Bl e L S e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L o o o e
8 15.60 15.80 16.00 16.20
m/z 83.10 83.83%
5000 i
29 139
ol LIl f ), 167 195 222 250 280 308 336
— T T e T T i A
m/z--> 50 100 150 200 250 300 350 15.60 1580 1600 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
Data File : BF121153.D

Acq On 31 Jul 2020 12:51

Operator : JU/CG

Sample - L3511-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
Heptadecyl heptaf... 13.81 10.9 ng 706729 5 13.97 1293220 20.0
Octadecane 14.43 3.6 ng 230935 5 13.97 1293220 20.0
Heneicosane 15.07 3.1 ng 183663 6 15.42 1178950 20.0
Cyclopentadecane 15.10 2.2 ng 131585 6 15.42 1178950 20.0
Hexacosane 15.87 3.6 ng 214105 6 15.42 1178950 20.0
Behenic alcohol 15.93 2.8 ng 166443 6 15.42 1178950 20.0
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