LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample = L2405-09

Misc :

ALS Vial : 21 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 5.275 538 542 555 rBVY 1717257 1588947 35.26% 6.293%
2 6.310 715 718 730 rBVY 1054382 1027373 22.80% 4._.069%
3 6.498 747 750 757 rBV 66884 64845 1.44% 0.257%
4 6.663 774 778 781 rBV 822360 722029 16.02% 2.859%
5 6.816 800 804 808 rBY 2636158 2380212 52.82% 9.426%
6 7.234 869 875 877 rBVY 2134191 2290564 50.83% 9.071%
7 7.945 992 996 1000 rBVY 1180109 969796 21.52% 3.841%
8 9.028 1174 1180 1183 rBV 4195179 3727117 82.72% 14.760%
9 9.422 1243 1247 1250 rBV 368232 277704 6.16% 1.100%
10 9.698 1290 1294 1298 rBV 1175848 987618 21.92% 3.911%

11 10.492 1424 1429 1432 rBV 2980659 2729126 60.57% 10.808%
12 11.180 1542 1546 1550 rBV 1230170 1146998 25.46% 4.542%
13 11.722 1635 1638 1649 rBv2 259175 266098 5.91% 1.054%
14 12.510 1769 1772 1779 rBV 95328 115296 2.56% 0.457%
15 12.774 1812 1817 1821 rBV 4188239 4505973 100.00% 17.845%

16 13.674 1965 1970 1982 rBV 190076 254316 5.64% 1.007%
17 13.821 1991 1995 1999 rBV 1068372 908174 20.15% 3.597%

18 14.304 2073 2077 2081 rBV 65316 72665 1.61% 0.288%
19 14.598 2124 2127 2130 rVB 78442 71494 1.59% 0.283%
20 14.910 2176 2180 2184 rVB 83207 83071 1.84% 0.329%

21 15.227 2229 2234 2237 rBV 710282 812569 18.03% 3.218%
22 15.257 2237 2239 2246 rVB 97535 113400 2.52% 0.449%

23 15.657 2303 2307 2312 rBV 63919 82605 1.83% 0.327%
24 16.115 2381 2385 2390 rBV3 30001 53027 1.18% 0.210%
Sum of corrected areas: 25251017
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On - 27 Apor 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial : 21 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.
11.72 4.64 ng 266098 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1638 (11.722 min): BF120230.D (-1635) (-) m/z 43.00 100.00%
48 60 73
5000
129
97 213 U A U IR B
+ﬂ' 15 1 143197171185 100 “ 17 507 256 11.40 11.60 11.80 12.00
o/ M— m/z 60.00 98.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.40 11.60 11.80 12.00
m/z 56.95 93.75%
TJJ 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 73.00 91.99%
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 A e R
43 60 73 11.40 11.60 11.80 12.00
m/z 54.95 76.48%
29
5000
. “ ‘M 143 157171185 1%
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 ii 46 ii éd ii éd ié dd"
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial : 21 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.51 2.54 ng 115296 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 35
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1772 (12.510 min): BF120230.D (-1769) (-) m/z 43.00 100.00%
43 57
73
5000 129
Jﬁ 185 241 RN BN BN B
199213227 12.20 12.40 12.60 12.80
(o} m/z 57.00 98.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129

12.20 12.40 12.60 12.80
m/z 60.00 87.39%

14357171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.20 12.40 12.60 12.80
5000 129 m/z 72.95 80.36%
29 g7
115 | 143 199 242
101 157171185
oL15 213227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
3 12.20 12.40 12.60 12.80
43 m/z 55.00 74.18%
5000
29
0 15
- IIIIIIIIIIIIIIIIIIIII
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\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial : 21 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 4 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.60 ng 254316 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1969 (13.669 min): BF120230.D (-1965) (-) m/z 54.95 100.00%
[
83
5000
111
5 200 - 13.40 13.60 13.80 14.00
0 m/z 57.00 98.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000
29 13.40 13.60 13.80 14.00
195 m/z 43.00 94 .21%
oL 153 181 308
m/z--> 55 100 150 200 250 300 350 400
Abundance
57
97 SRR SUNIA SR B
13.40 13.60 13.80 14.00
5000 m/z 83.05 66.18%
29 125
0 154 182 210 238 283 334
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57 13.40 13.60 13.80 14.00
o7 m/z 69.10 63.47%
5000
oL [ i || 147 196224 969 420
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial : 21 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.04 ng 83071 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2180 (14.910 min): BF120230.D (-2176) (-) m/z 57.10 100.00%

57

5000 85

113 1460 14.80 15.00 15 20

3 141 169 101 211 : :

S .:'..,-!..!l....,....i'...~.,....,....,.... e e || M7z 43.05  62.09%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #141426: Heneicosane
57
85

o

5000 LA L L L L L LB L |
14.60 14.80 15.00 15.20
m/z 71.05 55_.10%
29 13 14
. I |77, 14 160 197 225 253 296
et b e e TR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
A
14.60 14.80 15.00 15.20
5000 o m/z 85.05 45.06%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane

5[7 14.60 14.80 15.00 15.20

m/z 55.00 23.96%
5000 85
29
0 M8 141 169 1906 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042720\
Data File : BF120230.D

Aca On 27 Apr 2020 20:21

Operator : MA/SJ

Sample : L2405-09

Misc :

ALS Vial : 21 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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.03 ng 82605 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2308 (15.662 min): BF120230.D (-2303) (-) m/z 57.00 100.00%
5000
11 191 596 15140 15,60 15,80 1600
(o} m/z 71.05 54 _.12%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 L U B S

15.40 15.60 15.80 16.00
m/z 43.05 50.21%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R E e o N REEa
15.40 15.60 15.80 16.00
5000 m/z 85.00 34.42%
99
ol 26 141 183 225 296
T T [ T T e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57 15.40 15.60 15.80 16.00
m/z 55.00 17.50%
5000
99
0l_26, | | 141 183 225 267 309 365
T P T e e T T e T e T R N REE
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042720\
Data File : BF120230.D

Acq On 27 Apr 2020 20:21

Operator : MA/SJ

Sample - L2405-09

Misc :

ALS Vial : 21 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 11.72 4.6 ng 266098 4 11.18 1147000 20.0
Octadecanoic acid 12.51 2.5 ng 115296 5 13.82 908174 20.0
1-Docosene 13.67 5.6 ng 254316 5 13.82 908174 20.0
Heneicosane 14.91 2.0 ng 83071 6 15.23 812569 20.0
Tetratetracontane 15.66 2.0 ng 82605 6 15.23 812569 20.0
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