LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 5.375 554 559 562 rBY 3121732 2850813 35.38% 6.066%
2 6.392 727 732 735 rBVY 2011137 1801662 22.36% 3.834%
3 6.763 791 795 799 rBVY 1274461 1064946 13.22% 2.266%
4 6.922 817 822 826 rBY 4907314 4952314 61.46% 10.538%
5 7.333 885 892 895 rBVY 3937339 4514268 56.02% 9.606%
6 8.051 1009 1014 1017 rBV 1633096 1481973 18.39% 3.153%
7 9.133 1192 1198 1201 rBVY 7563662 7954690 98.71% 16.926%
8 9.522 1260 1264 1267 rBV 505908 395294 4_.91% 0.841%
9 9.810 1307 1313 1316 rBV 1968663 1880465 23.34% 4._.001%
10 10.604 1441 1448 1451 rBVY 5140474 5537636 68.72% 11.783%

11 11.292 1560 1565 1569 rBV 2093658 1807506 22.43% 3.846%
12 11.827 1652 1656 1660 rBV 614615 547448 6.79% 1.165%
13 12.616 1786 1790 1795 rBV 325055 346400 4_30% 0.737%
14 12.892 1831 1837 1840 rBV 7144458 8058373 100.00% 17.147%
15 13.363 1915 1917 1922 rVB 114079 110382 1.37% 0.235%

16 13.792 1987 1990 2001 rVB 288828 379323 4.71% 0.807%
17 13.933 2010 2014 2018 rBV 1603800 1435217 17.81% 3.054%
18 14.110 2040 2044 2047 rBV 86843 82425 1.02% 0.175%
19 14.410 2092 2095 2098 rBV 114988 116307 1.44% 0.247%
20 14.715 2143 2147 2151 rVB 127184 133626 1.66% 0.284%

21 14.786 2155 2159 2164 rVB 93389 88621 1.10% 0.189%
22 15.039 2198 2202 2208 rBV 130553 143137 1.78% 0.305%
23 15.368 2253 2258 2262 rBV 869066 1083847 13.45% 2.306%
24 15.409 2262 2265 2270 rVB2 97062 130377 1.62% 0.277%
25 15.833 2332 2337 2342 rBV2 68242 98942 1.23% 0.211%

Sum of corrected areas: 46995992
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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

Abundance TIC: BF119858.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.83 6.06 ng 547448 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1656 (11.827 min): BF119858.D (-1652) (-) m/z 60.00 100.00%
4 6p 73
5000
129
97 213 L e ULALE B s
115 | 143157171185 199 | 507 256 11.60 11.80 12.00 12.20
Obrrr i m/z 43.05 97.85Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
48 60 73
5000 29 256 RN U SULBEN RN U
11.60 11.80 12.00 12 20
213 m/z 73.00 88.57%
. h L 143157171185 1 oo
m/z--> "éb“ 'ﬁb' I60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000 129 m/z 57.00 85.84%
29 87
115 @ 143 199 242
101 185
|15 157171 213226
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2é0
Abundance #72648: Tridecanoic acid
60 78 11.60 11.80 12.00 12.20
m/z 55.00 79.14%
43
5000
129
29 ‘ .15 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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.
12.62 4.83 ng 346400 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1791 (12.621 min): BF119858.D (-1786) (-) m/z 43.00 100.00%

4B 57

73

. w~¢~_,dAWw4duAL«\A&&¢\v“-J
185 241 284 IIIIIIIIIIIIIIIIIIIIIII
199213227 12.40 12.60 12.80 13.00
0 m/z 57.00 93.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
38
43 §
129
5000 28 284 LA B L L L L L L LB
12.40 12.60 12.80 13.00
m/z 59.95 89.85%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
3 SUURITS A,
12.40 12.60 12.80 13.00
5000 129 m/z 73.00 77.90%
83 97
115 ]_57171 213 256
143 185100 227041
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73 12.40 12.60 12.80 13.00
m/z 55.00 76.18%
129
- | ’—\L

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

T T I I
12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 Tricosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.29 ng 379323 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 1990 (13.792 min): BF119858.D (-1987) (-) m/z 57.00 100.00%
57
5000 ﬂ \
NS PN SR I
6 13.40 13.60 13.80 14.00 14.20
0....|.l..|.ll.?..‘|]f§?.29.5..2.‘}8....“...,....,....,....,....,...., m/z 43.05 72.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223732: Tricosy! trifluoroacetate
57
5000 SR SULILN BRI BN I
1340 13.60 13.80 14.00 14.20
m/z 55.00 66 .64%
N 1§8 210 250 292322 367 418
m/z--> 50 160 150 200 250 300 3%0 460 450 500 550
Abundance
57
o7 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.00 45_.13%
139
oL 27 169 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233557: Tricosy pentafluoropropionate R T R TR
57 13.40 13.60 13.80 14.00 14.20
m/z 41.00 41.85%
97
- J\"A—\/I\\AAJL
ol J le91§8 210 250279 322 367 468
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.47 ng 133626 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2148 (14.721 min): BF119858.D (-2143) (-) m/z 57.00 100.00%
5000
207 249282 1440 14'60 14.80 1500
(o} m/z 43.00 51.64%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57
5000 LR BN B S B

14.40 14.60 14,80 15.00
m/z 71.00 47.12%

99
26 | 141 183 225 267 309 351 393 436

m/z--> 0 5|0 1(|)O 1é0 200 250 300 350 400 450 5CI)O 55|O 6CI)O
Abundance
57
U AL R AR
14.40 14.60 14.80 15.00
5000 m/z 84.95 40.14%

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

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane T T T R R
57 14.40 14.60 14.80 15.00
m/z 55.00 22.49%
5000
99
oh i (41 183 225 261337 34
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119858.D

Aca On > 9 Apr 2020 7:11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.64 ng 143137 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87
5 Tritetracontane 605 C43H88 007098-21-7 87
Abundance Scan 2202 (15.039 min): BF119858.D (-2198) (-) m/z 57.10 100.00%
g7
5000 85
13 " 14.80 15.00 15.20 15.40
141 169 197
o A T 022t 288 m/z 43.00 52.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

5000

14.80 15.00 15.20 15.40
m/z 71.00 50.83%

113
141 169 197 225 253 280 309

351 379 407 436

04
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e aa
14.80 15.00 15.20 15.40
5000 . m/z 85.10 42.37%
29
o 113 141 169 197 225 253 281 309 337 365 394
A A A A R R
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane B e aant e e
57 14.80 15.00 15.20 15.40
m/z 55.00 24 _.12%
5000 85
29
Ll |13 141 160 197 225 253 205 323 367
e MM
miz--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040820\
Data File : BF119858.D

Acq On > 9 Apr 2020 7:-11

Operator : MA/SJ

Sample : L2151-10

Misc :

ALS Vial : 26 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 11.83 6.1 ng 547448 4 11.29 1807510 20.0
Octadecanoic acid 12.62 4.8 ng 346400 5 13.93 1435220 20.0
Tricosyl trifluor... 13.79 5.3 ng 379323 5 13.93 1435220 20.0
Hentriacontane 14.72 2.5 ng 133626 6 15.37 1083850 20.0
Octacosane 15.04 2.6 ng 143137 6 15.37 1083850 20.0
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