LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 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-BF040820 .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 5.292 541 545 555 rBY 2703919 2751200 87.45% 11.152%
2 6.334 718 722 725 rBVY 2741010 2782667 88.45% 11.279%
3 6.692 779 783 786 rBVY 1091547 839652 26.69% 3.403%
4 6.851 805 810 813 rBVY 2654551 2247333 71.43% 9.109%
5 7.257 875 879 882 rBVY 1995012 1813587 57.64% 7.351%
6 7.981 998 1002 1005 rBVY 1236122 1070199 34.02% 4.338%
7 9.057 1181 1185 1188 rBVY 3560500 3146205 100.00% 12.753%
8 9.451 1249 1252 1256 rVB 433786 357296 11.36% 1.448%
9 9.733 1296 1300 1303 rBV 1348826 1032959 32.83% 4.187%
10 10.522 1430 1434 1437 rBVY 1757146 1424850 45.29% 5.776%

11 11.216 1549 1552 1556 rBV 929454 829309 26.36% 3.362%
12 11.757 1641 1644 1653 rBV 406802 377598 12.00% 1.531%
13 12.545 1774 1778 1789 rBV 189979 238548 7.58% 0.967%
14 12.692 1799 1803 1811 rVB 76378 92905 2.95% 0.377%
15 12.810 1819 1823 1826 rBV 2401684 2086599 66.32% 8.458%

16 13.392 1915 1922 1924 rBV4 25972 37758 1.20% 0.153%
17 13.715 1974 1977 1988 rBV 190698 275293 8.75% 1.116%
18 13.857 1997 2001 2005 rBV 914789 779753 24.78% 3.161%
19 14.033 2028 2031 2034 rBV 138467 128535 4._.09% 0.521%
20 14.339 2080 2083 2086 rBV 243195 221905 7.05% 0.899%

21 14.639 2130 2134 2137 rBV 321116 305119 9.70% 1.237%
22 14.957 2184 2188 2192 rVB 309882 339719 10.80% 1.377%
23 15.274 2237 2242 2245 rBV 627026 704829 22.40% 2.857%
24 15.309 2245 2248 2255 rVB 284701 354282 11.26% 1.436%
25 15.721 2313 2318 2322 rBV 182623 266213 8.46% 1.079%

26 16.192 2393 2398 2408 rVB2 86744 166105 5.28% 0.673%

Sum of corrected areas: 24670418
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120119.D
3500000

3000000
5.29 6.33 6.85

2500000

2000000 7.26

1500000
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1000000

500000
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Abundance TIC: BF120119.D
3500000 9/06

3000000
2500000 12.81

2000000
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1500000
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0..,....,....,....,....,.......................t*....
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Abundance TIC: BF120119.D
3500000

3000000
2500000
2000000
1500000

1000000 13.86

500000 1434 1464 14.96 31

13.72| 14.03 15.72

16.19
B.39

T

R I
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 9.11 ng 377598 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1645 (11.763 min): BF120119.D (-1641) (-) m/z 60.00 100.00%
48 73
5000 129
213
143157171185 o9 | 557 256 11.40 11.60 11.80 12.00
| M— m/z 43.00 99.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.40 11.60 11.80 12.00
m/z 73.00 92.15%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.'40 11.|60 11.|80 12.'00 '
5000 129 m/z 57.00 89.69%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 78.66%
29
5000
. “ ‘M 143 157171185 1%
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.55 6.12 ng 238548 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
Abundance Scan 1779 (12.551 min): BF120119.D (-1774) (-) m/z 43.10 100.00%
57 73
5000 129 “wwwwﬁwxﬁﬂ/-ﬂ\wmﬂmﬂ¢ww“wwf
185 24l N BUNISA BN B
143157171 | 199213227 12.20 12.40 12.60 12.80
01 m/z 73.00 89.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
57 73
5000 129
12.20 12.40 12.60 12.80
m/z 60.00 89.17%
143157171
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 5 12:20 12,40 12.60 12.80
5000 m/z 57.00 84 .38%
129
29 185 228

87
101115 143157171 199,14

:

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

Abundance #107549: n-Hexadecanoic acid S e e e

43 60 12.20 12.40 12.60 12.80
m/z 55.00 83.14%

5000
213
143157171185199

0 hdtacnat i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.38 ng 92905 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 64
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 59
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 53
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 49
Abundance Scan 1803 (12.692 min): BF120119.D (-1799) (-) m/z 213.05 100.00%
213
5000
o1 119 228 e  REAEE EE s e
39 51 65 77 107 | 135 152 169181 197 | | 12.40 12.60 12.80 13.00
O bt e el m/z 119.00 19.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

12.40 12.60 12.80 13.00
119 228 m/z 228.10 19.69%

27 39 51 65 77 %1‘107 135 152 165 181 197 |
MR QYRS SN T Rt S ot i S T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

213

A
LA L L L L L N B

12.40 12.60 12.80 13.00
5000 m/z 214.10 15.03%

185 228

28 39 51 69 92103114 128 149 157 171 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- R L R
213 12.40 12.60 12.80 13.00

m/z 91.00 13.54%

5000

185 228

51 63 77 gg101 128 | 100 |

Ol et e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tricosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.06 ng 275293 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 91
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
Abundance Scan 1978 (13.721 min): BF120119.D (-1974) (-) m/z 57.00 100.00%
57
ﬁlﬂ 1540 13,60 1380 1400
153 : : : :
0 ...,....,.l.i..,..l??,..z?l. | M/Z 43.00  72.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosyl trifluoroacetate
57
5000 SR R SRR RN SRR
1340 13.60 13.80 14.00
125 m/z 55.00 66 .20%
0 il M h h h ‘ \‘153 181210238264 204322 367 418
m/z--> 50 250 300 3%0 400 450 500
Abundance
57
o7 13.40 13.60 13.80 14.00
5000 m/z 83.05 43.60%
125
o 29 153181 222250278306 336364 409 510
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate e B e
57 13.40 13.60 13.80 14.00
m/z 97.10 41.91%
97
5000
125
o 2? ‘l 153181 224250280308 353 454
m/z--> 50 100 1&1;0 200 250 3c')o 350 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.03 3.30 ng 128535 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 76
Abundance Scan 2030 (14.027 min): BF120119.D (-2028) (-) m/z 57.00 100.00%
57
5000 85 N,,ﬁj&\wﬁ,wMMAb~hwﬂ,~/\-~u
127 "' 13:80 14.00 14.20 14.40
152172 213 249 281
ob e L o7 OB L0 A m/z 43.05 68.62%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LR BRI SURBLLS B B
85 1380 14.00 14.20 14.40
m/z 71.05 54 _12%

29
o h A L1}3‘141 169 197 225 253 281 309 337 365 394
S B At e P LB B L ST S
miz--> 50 100 150 200 250 300 350
Abundance
57

13 80 14.00 14.20 14.40

5000 m/z 85.00 47 .51%
85
29
o 113 141 169 197 225 253 282
i A
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane I e e S
57 13 80 14. OO 14. 20 14. 40

m/z 55.00 25.57%

5000 -
29
‘ | | 118 141 169 197 226

A i e

m/z--> 50 100 150 200 250 300 350 13 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.34 5.69 ng 221905 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2083 (14.339 min): BF120119.D (-2080) (-) m/z 57.00 100.00%
57
5000 85 LM
A U B SR
113 141 14.00 14.20 14.40 14.60
oL, |, | 160 197221240 267 205 | n/z 43.00  61.05%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 R SR S B AR
14. oo 14. 20 14. 40 14.60
29 m/z 71.05 56.33%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
14.00 14.20 14.40 1460
5000 m/z 85.05 38.82%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo
Abundance #94355: Hexadecane, 2-methyl- e ARRREa
57 14.00 14.20 14.40 14.60
m/z 55.00 21.84Y%
85
5000 197
113
‘ 141 25
m/z--> 50 100 150 200 250 300 350 14. oo 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 8.66 ng 305119 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Eicosane 282 C20H42 000112-95-8 83
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2134 (14.639 min): BF120119.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
ol ] ,I TR 109 197210239 279305 352 400 | 77 43 05 54.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LR B B L B
mmmmmmmm
113 m/z 71.10 53.16%
L2 L L ﬂ |1t 169189211 239 267 295 323 352
m/z--> 50 100 1%0 260 2éo 360 3%0 400
Abundance
57
" 14.40 14.60 14.80 15.00
5000 g5 m/z 85.05 40.68%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> Eb 160 150 260 2%0 360 3%0 460
Abundance #83030: Tridecane, 6-propy!- LR EE R
43 14. 40 14 60 14.80 15.00
71 m/z 55.00 20.59%
5000 /\}M
‘ 99 126 154 183
ol W h b4 26 —
m/z--> 50 100 150 200 250 300 350 400 14.40 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heneicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.96 9.64ng 339719 Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2189 (14.962 min): BF120119.D (-2184) (-) m/z 57.00 100.00%
57
5000 85
14.60 14.80 15.00 15.20
141 1169 197 253
ol A A ” ey 257 00, 238099278 300 381 m/z 43.00 56.63%
miz--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 LA L L L L L B
14.60 14.80 15.00 15.20
29 m/z 71.05 52.30%
. | “‘\ I ! 169 197 225 253 29
e T
miz--> 50 100 150 200 250 300 350
Abundance
57
A
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 39.91%
29
o 113 141 169 197 240
e L
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e a teaia e
57 14.60 14.80 15.00 15.20
m/z 55.00 21.67%
5000 85
29 113
0 ’ j J JJ [, 141 169 197 225 253 295 323 367
e . = = — A e
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF040820.M

Wed Apr 22 16:50:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Nonadecane, 9-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.72 7.55 ng 266213 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 2318 (15.721 min): BF120119.D (-2313) (-) m/z 57.00 100.00%
g7
UL AR BN IR B
113 141 169 15.40 15.60 15.80 16.00
ol S 80 197 230 259283304 357 | n7z 43.05  56.54%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 R DA B BN SRR
1540 15.60 15.80 16.00
140 m/z 71.10 46 .50%
i h 111 \ 197 239 267
0.“.‘.‘l.“l‘.‘h‘.“l.“‘. ‘|....|....|....|....|....l
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 36.96%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane R AR
57 15.40 15.60 15.80 16.00
m/z 55.00 20.20%
5000 85
29
oL Ly 118141 160 107 295 254
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120119.D

Aca On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample : L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.71 ng 166105 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 89
3 Pentadecane 212 C15H32 000629-62-9 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
Abundance Scan 2398 (16.192 min): BF120119.D (-2393) (-) m/z 57.00 100.00%
57
5000 31 f\whﬁﬂwwaAwqﬁkw\NquA~fv~ﬂ
85
LRI AR B B
113127 163 183 15.80 16.00 16.20 16.40 16.60
o...,....,|-...|,..":.,J!‘..-.",..'.'.,.'..??.1... i 222240 299 283 | "m/z  43.00  50.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
43
85
5000 AL SV UL B B

15. 80 16. OO 16. 20 16 40 16. 60

29 99 m/z 71.10 44.70%
s [ 4L | MP127141185160183197211 240
e i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
PRI A ot S e
85 15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 31.25%
953 M0 168

154 | 183197211225 253267282

F

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

Abundance #71393: Pentadecane .
57 15.80 16.00 16.20 16.40 16.60
43 m/z 55.05 18.01%

- T /\N/\/\A/\JW

29 99
0 15 \‘ ‘ \ \‘ L \‘ 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16 40 16. 60

8270-BF040820.M Wed Apr 22 16:50:51 2020 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042120\
Data File : BF120119.D

Acq On : 21 Apr 2020 22:56

Operator : MA/SJ

Sample - L2327-26

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
n-Hexadecanoic acid 11.76 9.1 ng 377598 4 11.22 829309 20.0
Octadecanoic acid 12.55 6.1 ng 238548 5 13.86 779753 20.0
Phenol, 4,4"-(1-m... 12.69 2.4 ng 92905 5 13.86 779753 20.0
Tricosyl trifluor... 13.72 7.1 ng 275293 5 13.86 779753 20.0
Eicosane 14.03 3.3 ng 128535 5 13.86 779753 20.0
Octacosane 14 .34 5.7 ng 221905 5 13.86 779753 20.0
Pentacosane 14_.64 8.7 ng 305119 6 15.27 704829 20.0
Heneicosane 14 .96 9.6 ng 339719 6 15.27 704829 20.0
Nonadecane, 9-met... 15.72 7.5 ng 266213 6 15.27 704829 20.0
Heptadecane 16.19 4.7 ng 166105 6 15.27 704829 20.0
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