LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

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 F\METHODS\8270-BF091020.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_.975 488 491 506 rvB 29750 49337 1.86% 0.262%
2 5.387 557 561 575 rBVY 2434742 2358478 88.76% 12.537%
3 6.404 730 734 755 rBV 2343212 2409380 90.68% 12.807%
4 6.598 764 767 781 rBV 81720 119712 4_.51% 0.636%
5 6.763 791 795 804 rVB 897586 729072 27 .44% 3.875%
6 7.328 886 891 894 rBVY 1750339 1585146 59.66% 8.426%
7 8.045 1009 1013 1034 rVB 1026405 921791 34.69% 4 _.900%
8 9.122 1191 1196 1199 rBV 3012845 2657068 100.00% 14.124%
9 9.516 1259 1263 1276 rBV 409661 391106 14.72% 2.079%
10 9.798 1307 1311 1322 rVB 1076285 925635 34.84% 4.920%

11 10.586 1441 1445 1462 rBV 1148215 1150485 43.30% 6.115%
12 11.280 1559 1563 1571 rBV 807759 788384 29.67% 4.191%
13 12.868 1828 1833 1836 rBV 2091896 2063671 77.67% 10.970%
14 13.786 1983 1989 2002 rBV2 116861 279820 10.53% 1.487%
15 13.921 2006 2012 2023 rVB 807762 810578 30.51% 4 _.309%

16 14.433 2095 2099 2108 rBVS8 35514 78728 2.96% 0.418%
17 14.827 2162 2166 2169 rBV 50101 50795 1.91% 0.270%
18 14.945 2184 2186 2193 rVB 24930 37654 1.42% 0.200%
19 15.010 2194 2197 2202 rVB 51442 54729 2.06% 0.291%
20 15.086 2206 2210 2216 rVB6 28181 58249 2.19% 0.310%
21 15.357 2251 2256 2264 rBV 627618 840101 31.62% 4._.466%
22 15.562 2288 2291 2299 rBvV4 35323 52161 1.96% 0.277%
23 15.786 2325 2329 2334 rVB 67817 93549 3.52% 0.497%

24 16.545 2453 2458 2465 rBV2 56116 102524 3.86% 0.545%
25 17.068 2543 2547 2556 rVB3 65749 133188 5.01% 0.708%
26 18.274 2749 2752 2762 rVB10 28908 71283 2.68% 0.379%

Sum of corrected areas: 18812624
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3000000 TIC: BF121855.D

2500000 5.39 6.40
2000000
7.33
1500000

1000000 6.76

500000

4.97 6.60
0

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
3000000 TIC: BF121855.D

2500000

12.87
2000000

1500000

8.05 9.80 10.59

1000000 11.28

500000 9.52

|

o ————————

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
3000000 TIC: BF121855.D

2500000
2000000
1500000
1000000 13.92

15.36
500000

15.5615.79

14.83 99109 17.07 18.27

O e T

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.60 3.28 ng 119712 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 38

Abundance Scan 767 (6.598 min): BF121855.D (-764) (-) m/z 45.10 100.00%
45
5000
59
5 e&b"éﬁb"ééa"ééb"%bb'
103 : : : : :
.w”.w””“.”ﬁh.“th.wmnpﬁqpnwshw“.w””“.““”.“” m/z 59.10 33.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 NSRS SRS SRR
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 19.52%
I go 104 146
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
620 640 6.60 6.80 7.00
5000 59 72 m/z 42.95 15.05%
31
15 89 103 116
Wmﬁwwmwwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- REERE RS L
45 6.20 6.40 6.60 6.80 7.00

m/z 73.00 12.23%

5000

59
72 89

31
15 ‘ | 108 119 148

RS R L N R e AARARERR LR EREOE R e o o N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Pentafluoropropionic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.79 6.90 ng 279820  Chrysene-di2 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95

Abundance Scan 1990 (13.792 min): BF121855.D (-1983) (-) m/z 43.10 100.00%
R B e e e
139 167 208 281 13.40 13.60 13.80 14.00 14.20
A e S S m/z 55.05 99.54%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
97 g3
5000 111 LA L L L L L L L L LB
13. 40 13. 60 13. 80 14. OO 14. 20
29 m/z 57.10 96.35%
|[1ﬁ9 168 19 223241 342
T , T T
m/z--> 50 1 150 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.10 92.32%
29
140 182 210 937255 306
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I e e e
13.40 13.60 13.80 14.00 14.20
83 m/z 97.05 82.37%
5000 111
29
\‘h139 163182 210 537255 356
T T e  E  IREE e
m/z--> 50 1 150 200 250 300 350 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.23 ng 93549 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2330 (15.792 min): BF121855.D (-2325) (-) m/z 57.10 100.00%
57
113 LN DUREUAM AR S I
| I| W 155 197 225 253 pg; 15.40 15.60 15.80 16.00 16.20
,....i.”.H...Jﬂ.nﬂﬂr”.tl....,...w....,...., m/z 71.10 73.68%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
85
5000 L UL IR BRI I
mmmmmmmmmm
29 m/z 43.10 58.22%
L g A28 141 169 197 268
m/z--> 6 §0 160 1éo 260 2%0 360 3%0 460 !
Abundance
57
15,40 15,60 15.80 16.00 16.20
5000 g5 m/z 85.10 48 .65%
29 225
2 118 141 169 197 | 253
mz-> 0 50 100 150 200 250 300 350 400 |
Abundance #223852: Hentriacontane A B R e
57 15.40 15.60 15.80 16.00 16.20
m/z 55.10 24 .01%
5000 85
113
b L 109197 225 253 281 309 337 365 437 S
m/z--> 0 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.44 ng 102524 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 86
4 Tetradecanal 212 C14H280 000124-25-4 80
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 58
Abundance Scan 2457 (16.539 min): BF121855.D (-2453) (-) m/z 57.00 100.00%

5000

231245 282 16.20 16.40 16.60 16.80

m/z 43.05 80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
8P

123138152167 187 203

96

16!20 16.I4O 16!60 16.I80
110 m/z 82.05 74.73%

152166180194208222236250264 282

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 82
9% R R REE ey
16.20 16.40 16.60 16.80
5000 m/z 55.10 52.08%
111
27 125

152166180194208222236250 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117604: Octadecanal R e EEAER R
43 57 16.20 16.40 16.60 16.80
m/z 96.05  49.14%
5000 29
110124
15 | | 138152166180194208222 250 268
R RRAR R Ea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121855.D

Aca On : 6 Oct 2020 16:29

Operator : JU/CG

Sample : L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 _.delta.-Selinene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.07 3.17 ng 133188 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .delta.-Selinene 204 C15H24 028624-23-9 53
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 50
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 45
4 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 43
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 43

Abundance Scan 2547 (17.068 min): BF121855.D (-2543) (-) m/z 189.15 100.00%
9
95
5000 121
55 147 231 L e e
267 425 16.80 17.00 17.20 17.40
A — m/z 204.10 74.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64314: .delta.-Selinene
161 189
5000 91 LR SRR SO UL UL
41 133 16.80 17.00 17.20 17.40
67 m/z 177.10 59.46%
'JJ' [rrrrprrrr T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
133 16.80 17.00 17.20 17.40
5000 . g1 m/z 95.00 47 .65%
&7 161
miz-> 50 100 150 200 250 300 350 400
Abundance #64497: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... T
189 16.80 17.00 17.20 17.40
m/z 175.10 39.30%
133
5000 105 161
81
55
28 ‘
”lﬂJ"l"" U DAL PURE A S A AR SUNI SRR B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100620\
Data File : BF121855.D

Acq On : 6 Oct 2020 16:29

Operator : JU/CG

Sample - L4272-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-(2-eth... 6.60 3.3 ng 119712 1 6.76 729072 20.0
Pentafluoropropio... 13.79 6.9 ng 279820 5 13.92 810578 20.0
Nonadecane 15.79 2.2 ng 93549 6 15.36 840101 20.0
Oxirane, heptadecyl- 16.54 2.4 ng 102524 6 15.36 840101 20.0
.delta.-Selinene 17 .07 3.2 ng 133188 6 15.36 840101 20.0
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