LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58 Instrument :

Operator : JU/CG E?Afs el
- _ lentosampleld :

3?22'6 : L2890-03 72-11979-72-11969

ALS Vial : 10 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-BF052820.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 1.946 7 10 21 rvv 49137 72662 2.25% 0.239%
2 2.040 21 26 34 rvVB 822249 1056897 32.75% 3.475%
3 5.434 599 603 606 rBY 3320229 3226871 100.00% 10.609%
4 6.457 772 777 780 rBVY 2114728 2095446 64.94% 6.889%
5 6.816 834 838 841 rBV 952977 732694 22.71% 2.409%
6 6.975 861 865 868 rBY 2324569 1941096 60.15% 6.382%
7 7.381 928 934 937 rBVY 1721693 1489505 46.16% 4.897%
8 8.098 1052 1056 1059 rBv 1232189 952972 29.53% 3.133%
9 9.122 1227 1230 1233 rVB 73144 59054 1.83% 0.194%
10 9.175 1234 1239 1242 rBV 3344371 2781146 86.19% 9.144%
11 9.257 1249 1253 1257 rBv4 50636 90658 2.81% 0.298%
12 9.569 1302 1306 1310 rBV2 560234 640802 19.86% 2.107%
13 9.669 1321 1323 1328 rVB2 52912 58397 1.81% 0.192%

14 9.722 1328 1332 1334 rBV3 118201 142446 4.41% 0.468%
15 9.763 1336 1339 1342 rVB 178528 186995 5.79% 0.615%

16 9.851 1348 1354 1358 rBV 1195172 1161193 35.99% 3.818%

17 9.892 1358 1361 1363 rBV3 80363 91275 2.83% 0.300%
18 10.045 1385 1387 1391 rBV2 84505 94590 2.93% 0.311%
19 10.110 1395 1398 1401 rBV2 230659 241129 7.47% 0.793%
20 10.169 1406 1408 1409 rBV 85889 69577 2.16% 0.229%

21 10.228 1415 1418 1421 rBV2 124272 147177 4._.56% 0.484%
22 10.263 1421 1424 1428 rBV3 228144 269270 8.34% 0.885%
23 10.510 1463 1466 1470 rVB 947394 886569 27.47% 2.915%
24 10.645 1485 1489 1491 rBV 1347275 1219525 37.79% 4_.009%
25 10.780 1507 1512 1515 rBV 2255649 2491180 77.20% 8.190%

26 11.245 1587 1591 1597 rVB 2337600 2408711 74.65% 7.919%
27 11.345 1605 1608 1618 rBV2 1011176 1204771 37.34% 3.961%
28 11.592 1647 1650 1653 rBV 600024 564461 17.49% 1.856%
29 12.322 1772 1774 1779 rVB 316915 362068 11.22% 1.190%
30 12.780 1850 1852 1855 rVB 209618 158457 4.91% 0.521%

31 12.927 1873 1877 1880 rBV 2317628 2104096 65.21% 6.918%

32 13.980 2052 2056 2058 rBV2 740221 748192 23.19% 2.460%
33 15.427 2298 2302 2305 rBV 557205 666267 20.65% 2.191%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 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\HPCHEM1I\BNA F\METHODS\8270-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30416149
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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: BF120561.D

3500000 5.43

3000000

2500000 6.97

6.46
2000000

1500000

1000000{ 5 o4 6.82

500000

1.9
oy
2.00 2.50

I
4.50 5.00
TIC: BF120561.D

Time-->
Abundance

3500000 10.78

12.93
3000000

11.35

2500000

2000000

1500000

8.10
1000000

500000

12.00 12.50 13.00

10.00 10.50 11.00 11.50
TIC: BF120561.D

Or———
Time-->
Abundance

3500000

3000000

2500000

2000000

1500000 13.98

15.43
1000000

500000

0
Time-->

17.50 18.00 18.50

R
13.50 14.00 14.50 15.00

15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.04 28.85 ng 1056900 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 26 (2.040 min): BF120561.D (-21) (-) m/z 73.10 100.00%
73
5000 43
55 87
37111 49 &7 11 79 2.00 2.10 2.20 2.30 2.40
Ol b4 L ST v m/Z 43.05 38.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU AL IS UARAN AR
43 2.00 2.10 2.20 2.30 2.40
55 87 m/z 55.05 26.25%
Lo ®a | alm
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AL AR AN UARAN AR
2.00 2.10 2.20 2.30 2.40
5000 a1 55 m/z 87.10 25 .55%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 2.00 2.10 2.20 2.30 2.40
m/z 41.05 12_.57%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' B AR DA RS RARAE AR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Cetene Concentration Rank 12

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

9.72 2.45 ng 142446 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 55
2 4-Trifluoroacetoxvhexadecane 338 C18H33F302 1000215-97-5 53
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 50
4 3-Hexadecene. (2)- 224 C16H32 034303-81-6 50
5 Cyclohexadecane 224 C16H32 000295-65-8 50

Abundance Scan 1332 (9.722 min): BF120561.D (-1328) (-) m/z 69.05 100.00%
41 55 6
5000
123 137 173
152 207 rryrrrryrrrryrrrrroToTT
9.40 9.60 9.80 10.00
Ol e bl m/z 55.00 99.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81243: Cetene
41 55
69 83
5000 29 97 L L R R SR
9.40 9.60 9.80 10.00
111 m/z 41.10 89.77%
OHLNW“ h‘@mmmm 224
m/z--> ﬁo Jo 60 8 100 120 150 160 180 200 250
Abundance
43 55
69 '9.40 9.60 9.80 10.00
5000 83 m/z 83.10 76.02%
97
111
. 125 140 153 169 196 224
m/z--> ﬁo Jo eb 86 160 150 140 160 180 200 250
Abundance #25366: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... T
55 69 8 9.40 9.60 9.80 10.00
a1 m/z 57.10 T71.77%
5000 95
27 110 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.76 Concentration Rank 10

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

9.76 3.22 ng 186995 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 35
2 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 35
3 1-HexvIl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 35
4 Hexahvdro-1-oxa-cvclopropaldlind... 152 C9H1202 037643-23-5 30
5 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 25

Abundance Scan 1339 (9.763 min): BF120561.D (-1336) (-) m/z 193.15 100.00%
55 97 193
41 69
5000
208 940 9.60 9.80 10.00
0 m/z 97.10 86.62%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000 SRR SRS SRR SRR
9.40 9.60 980 10.00
69 m/z 55.05 81.48%
‘ ‘ 81 126
OI"”hw'hl'w”l"”“'yﬁlj'”l'"W"'W""P"'
m/z--> 60 80 100 120 140 160 180 200
Abundance
55 9 83
41 o1 AR SR U
9.40 9.60 9.80 10.00
5000 111 m/z 69.10 75.96%
167
125
R S U L B UL B L WAL LIS S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #71860: 1-Hexyl-2-nitrocyclohexane R B .
55 9.40 9.60 9.80 10.00
83 m/z 41.10 75.35%
41 69
97
5000
111
‘ ‘ “ 127 167
R L S L W L S B I I W AR SRR U AR
miz--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120561.D

Aca On : 5 Jun 2020 15:58

Operator : JU/CG

Sample = L2890-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tritetracontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.11 4_.15 ng 241129 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 1398 (10.110 min): BF120561.D (-1395) (-) m/z 57.10 100.00%
57
5000 vv&ﬁ,_ﬁ\ﬁ_ﬂ,,_AﬁvJL~f»-~Jk\/
97 a3 T T
173 9.80 10.00 10.20 10.40
ob1, Jl,fl“ e | M/Z 71.10  85.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
9.80 10.00 10.20 10.40
m/z 43.10 70.66%
ob| .‘JM “‘7 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 1%0 260 250 300 350 400 450 500 séo 660
Abundance
43
'9.80 10.00 10.20 10.40
5000 o m/z 85.10 62.09%
0 125155189219
m/z--> 50 160 150 200 250 300 3%0 460 4%0 560 séo 660
Abundance #194493: Hexacosane T[T T T T[T T T[T T T[T
57 9.80 10.00 10.20 10.40
m/z 41.10 46.61%
5000
99
0 | 141 183 225 267 309 367
m/z--> 50 160 1%0 260 250 300 350 460 4éo 560 séo 660 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.23 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.23 2.53 ng 147177 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 38
2 3H-3.l10a-Methano-1.2-benzodioxoc... 226 C13H2203 095906-83-5 27
3 1l-methvl-4-(prop-1-en-2-v)-7-o0ox... 166 C10H1402 1000365-66-7 14
4 2-Piperidinone. N-I4-bromo-n-but... 233 C9H16BrNO 195194-80-0 14
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 14
Abundance Scan 1418 (10.228 min): BF120561.D (-1415) (-) m/z 57.10 100.00%

41

5000 173 193

3

207218 232 10.00 10.20 10.40 10.60
0 m/z 41.10 58.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137
5000 it 109
95 IIIIIIIIIIIIIIIIIII
55 10.00 10.20 10.40 10.60
29 m/z 43.10 57.36%
O ety 152185070 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55 69 193
L A a
g1 95 111123 10.00 10.20 10.40 10.60
m/z 193.15 51.26%
5000 135 175
29
149161 209 226
O il M i R Ml e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34959: 1-methyl-4-(prop-1-en-2-yl)-7-oxabicyclo[4.1.0]hep... e
43 10.00 10.20 10.40 10.60
m/z 173.10 49_.97%
67
5000 8 123
i H .
o Ml Tt | e
m/z--> 20 40 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Fluorobenzoic acid, 3-pen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.26 4.64 ng 269270 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 53
2 3-Fluorobenzoic acid. N"-T1-(2-f... 345 C17H13F2N303 1000304-52-3 50
3 2-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-61-2 47
N-(4.6-Dimethvl-pvrimidin-2-vI)-... 393 C21H20FN502 1000300-88-4 47
5 1,3-Diazocin-2-one, perhydro-1-(... 250 C13H15FN202 1000267-45-2 47
Abundance Scan 1424 (10.263 min): BF120561.D (-1421) (-) m/z 123.10 100.00%
123
5000 55 95
207

10.00 10.20 10.40 10.60

3 7 151 179 236

0! m/z 55.10 43.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #184117: 4-Fluorobenzoic acid, 3-pentadecy! ester
123
5000 41 IIIIIIIIIIIIIIIIIIII
95 10.00 10.20 10.40 10.60
m/z 69.10 41 .45%
‘ 141 210
X T e ™ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
123
s R o
10.00 10.20 10.40 10.60
5000 95 m/z 95.10 38.64%
75
ol 3% 140158178 20253 553 345
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #162929: 2-Fluorobenzoic acid, 4-tridecyl ester  ERa
123 10.00 10.20 10.40 10.60
m/z 109.10 37.53%
5000 41
141
‘ | 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. OO 10 20 10. 40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.51 15.27 ng 886569 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1466 (10.510 min): BF120561.D (-1463) (-) m/z 57.10 100.00%
57
5000 NAHNV_A,_A‘NV\J\\,~»~«A\Aw~AA
J 65
113 10.20 10.40 10.60 10.80
169
ol 3l .l.ll, LML mhise a1l 230 "m/z 71.10 53.69%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
10.20 10.40 10.60 10.80
29 85 m/z 43.10 48.54%
ol B am 1w gy g
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 27 .70%
) 29 us . 169 197 226
m/z--> " s0 100 150 200 250 300 350
Abundance #202662: Heptacosane R e B AR R R mas e
57 10.20 10.40 10.60 10.80
m/z 41.10 23.73%
5000
85
o %9 | (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.78 41_.36 ng 2491180 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 80
3 Tetradecane. 4.l11-dimethvl- 226 C16H34 055045-12-0 72
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1512 (10.780 min): BF120561.D (-1507) (-) m/z 57.10 100.00%
57
71

5000

10.40 10.60 10.80 11.00
m/z 71.10 81.02%

99 113

o 127141155 169183 197 215 230253
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 [TTrr[rrrr[rrrryrrrorrm
8 10.40 10.60 10.80 11.00
> m/z 43.10 55.89%
99 112
o h‘ i “ 7127141154168 183197 226
.“.”,”.w.”.“.”,”.W.H.P.”,”...”......”.P.”,”
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 e T = o O
43 10.40 10.60 10.80 11.00
5000 m/z 85.10 32.11%
29 8 112
99 154
0 126 140 168 184
T T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83048: Tetradecane, 4,11-dimethyl- RS B
43 10 40 10. 60 10 80 11. 00

m/z 41.10 25.47%

71
57
5000
29 85
\‘ ‘\ ‘ ‘ % 13

I il 127141155 169 \ 197 211 226

L e et A R AR as B LA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.25 39.99 ng 2408710 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 87
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 83
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 81
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
Abundance Scan 1592 (11.251 min): BF120561.D (-1587) (-) m/z 57.10 100.00%
57 11
5000 43 85
99 113127 VAL U BN B
141155169183197 11.00 11.20 11.40 11.60
0 ...,....,'...| e L ISS16910897011005030258267 | 7271 10 83.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94344: Heptadecane
57
43 71
5000 85 LR UL BUULE UL S
11,00 11.20 11.40 11.60
29 % m/z 85.10 48 _44%
oLis L N 1}3127141155169183197211 240
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71 R I D B B
11.00 11.20 11.40 11.60
5000 m/z 43.10 46.97%

85
29

99 155
1131571417 7°169183 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105898: Heptadecane, 8-methyl- R RERREES RS
57 71 11.00 11.20 11.40 11.60

m/z 41.10 24.71%
43 85
5000
126
99 154
0 L Lo i ‘ 140 | 169183197211225239 254

I R AARAE RA L B e e e e AL R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060520\

Data File : BF120561.D

Aca On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le L2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.59 9.37 ng 564461 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1650 (11.592 min): BF120561.D (-1647) (-) m/z 57.10 100.00%

57
5000 ~mVA“4uﬁ,-ﬂ\Juk-~JAJL,

141 20 11.40 11.60 11.80 12.
157 183 211 241 260277 11.20 11.40 11.60 11.80 12.00

0! m/z 71.10 88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA B L L L L L L L LB
11. 20 11. 40 11. 60 11. 80 12. 00
4 m/z 43.10 72.24%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnulnnp.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R Ema s S
8 11.20 11.40 11.60 11.80 12.00
5000 41 > m/z 85.10 55.39%
o U3 a1 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane A o S
57 11.20 11.40 11.60 11.80 12.00
m/z 41.10 24 _.67%
R o e ama s s B s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120561.D

Aca On : 5 Jun 2020 15:58

Operator : JU/CG

Sample = L2890-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Bacchotricuneatin c Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.32 6.01 ng 362068 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 86
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
5 Dodecane 170 C12H26 000112-40-3 74

Abundance Scan 1774 (12.322 min): BF120561.D (-1772) (-) m/z 57.10 100.00%
57
5000
85
A 1] | 101 100000206 230200001 06 15100 1220 1540 1260
ol h b Ll T TEPAssT 239260281 306 m/z 71.10 57.42%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
1 112
9
5000 RN BN B
12.00 12.20 12.40 12.60
32 m/z 43.10 46 .52%
0 [T it o s 312 342
m/z--> 55 160 1éo 200 250 360 3%0
Abundance
57
12.00 12.20 12.40 12.60
5000 g5 m/z 85.10 32.21%
113
o 29 141 169 197 225 253 295 366
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #153222: Docosane L o o o o NIV
57 12.00 12.20 12.40 12.60
m/z 55.10 19.16%
5000 85
. 2901 | ] /M8 141 169 197 225 253 281 310
m/z--> 5'0 1(')0 150 200 250 3(')0 351;0 12.'00 12.'20 12.'40 12.|60

8270-BF052820.M Mon Jun 08 16:47:25 2020

72-11979-72-11969

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060520\

Data File : BF120561.D

Acq On 5 Jun 2020 15:58

Operator : JU/CG

3?22 le 1.2890-03 72-11979-72-11969
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Butane, 2-methoxy... 2.04 28.9 ng 1056900 1 6.82 732694 20.0
Cetene 9.72 2.5 ng 142446 3 9.85 1161190 20.0
unknown9.76 9.76 3.2 ng 186995 3 9.85 1161190 20.0
Tritetracontane 10.11 4.2 ng 241129 3 9.85 1161190 20.0
unknown10.23 10.23 2.5 ng 147177 3 9.85 1161190 20.0
4-Fluorobenzoic a... 10.26 4.6 ng 269270 3 9.85 1161190 20.0
Pentadecane, 2,6,... 10.51 15.3 ng 886569 3 9.85 1161190 20.0
Tridecane, 5-propyl- 10.78 41.4 ng 2491180 4 11.35 1204770 20.0
Heptadecane 11.25 40.0 ng 2408710 4 11.35 1204770 20.0
Heneicosane 11.59 9.4 ng 564461 4 11.35 1204770 20.0
Bacchotricuneatin c 12.32 6.0 ng 362068 4 11.35 1204770 20.0
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