LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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 5.328 546 551 554 rBVY 3545161 3498313 67.07% 9.033%
2 6.363 721 727 730 rBVY 3408723 3617760 69.36% 9.341%
3 6.722 784 788 792 rBVY 1125292 936001 17.95% 2.417%
4 6.881 810 815 818 rBVY 3424490 3023118 57.96% 7 .806%
5 7.292 879 885 888 rBY 2503730 2514180 48.20% 6.492%
6 8.010 1002 1007 1010 rBV 1466565 1255710 24.07% 3.242%
7 9.092 1185 1191 1194 rBV 5110277 4645164 89.06% 11.994%
8 9.480 1253 1257 1261 rBV 395366 356756 6.84% 0.921%
9 9.763 1300 1305 1309 rBY 1531984 1419348 27.21% 3.665%
10 10.557 1434 1440 1443 rBVY 3439814 3319961 63.65% 8.572%

11 11.251 1554 1558 1561 rBV 2083062 1664968 31.92% 4._.299%
12 11.792 1645 1650 1671 rBV 909496 920902 17.66% 2.378%
13 12.574 1780 1783 1797 rBV 440262 448391 8.60% 1.158%
14 12.845 1824 1829 1832 rBV 4792864 5215891 100.00% 13.468%
15 13.080 1864 1869 1877 rBV 46286 66716 1.28% 0.172%

16 13.421 1920 1927 1930 rBV2 62376 64209 1.23% 0.166%
17 13.751 1979 1983 1998 rBV 622892 1094945 20.99% 2.827%
18 13.892 2003 2007 2011 rVvB 1588307 1466318 28.11% 3.786%
19 14.068 2033 2037 2040 rBV 123412 113924 2.18% 0.294%
20 14.374 2085 2089 2091 rBV 189395 164571 3.16% 0.425%

21 14.404 2091 2094 2101 rVB5 37653 78822 1.51% 0.204%
22 14.668 2136 2139 2143 rBV 217016 203122 3.89% 0.524%
23 14.739 2145 2151 2159 rVV8 22525 60978 1.17% 0.157%

24 14.992 2190 2194 2199 rBV 262569 277445 5.32% 0.716%
25 15.321 2244 2250 2253 rBV 1130309 1372465 26.31% 3.544%

26 15.357 2253 2256 2262 rVB 210317 255729 4_.90% 0.660%
27 15.768 2321 2326 2331 rBV 157169 227671 4_36% 0.588%
28 15.845 2334 2339 2341 rBV3 64564 108359 2.08% 0.280%
29 16.245 2401 2407 2412 rBV 80296 134564 2.58% 0.347%
30 16.404 2425 2434 2436 rBVS 53237 128705 2.47% 0.332%

31 16.804 2495 2502 2508 rVB3 34013 73048 1.40% 0.189%

Sum of corrected areas: 38728054
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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: BF120048.D
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4000000

5.33 6.36 6.88

3000000
7.29

2000000

6.72
1000000

e T € —

T
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Abundance TIC: BF120048.D
5000000 9/09 12.84

4000000
10.56

3000000

11.25
2000000

8.01 9.76

1000000 11.79
9.48 12,57
| I | EEX:

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

Abundance TIC: BF120048.D
5000000

4000000

3000000

2000000
13.89

15.32
1000000

1467, 14.99 36
3.42 1407 4% 8% 159864 1628640  16.80

ol e e e A

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\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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.
11.79 11.06 ng 920902 Phenanthrene-d10 11.25
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1650 (11.792 min): BF120048.D (-1645) (-) m/z 60.00 100.00%
60 73
5000
129
97 213
*ﬂ' 115 143157171185199 207 256 11.40 11.60 11.80 12.00 12.20
(o} m/z 73.00 97 .67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 BRI U Lr--- T
11. 40 11. 60 11. 80 12. oo 12. 20
m/z 43.05 95.12%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,40 11.60 11.80 12.00 12.20
5000 129 m/z 57.05 87.52%
29 B7 143 242
115
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 250 250 2éo
Abundance #72643: Tridecanoic acid L = I R
43 60 73 11. 40 11. 60 11. 80 12. oo 12. 20
m/z 54.95 77.07%
5000 129
29
oLs L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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

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 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 6.12 ng 448391 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1782 (12.568 min): BF120048.D (-1780) (-) m/z 43.00 100.00%
48 57
73
5000
143157171185199213 241, sg4 12.20 12.40 12.60 12.80
Ot m/z 57.00 90.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000
12.20 12.40 12.60 12.80
m/z 60.00 87 .31%
143,5,171
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12,20 12.40 12.60 12.80
5000 129 m/z 55.00 81.76%

83 97
115 ]_57171 213 256
o 143 185 227941

mmmmﬁwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
73 12.20 12.40 12.60 12.80

m/z 72.95 80.71%

5000

1
157171185

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\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.75 14.93 ng 1094950 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 96
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1983 (13.751 min): BF120048.D (-1979) (-) m/z 57.05 100.00%
57
83
5000
111
139 13.40 13.60 13.80 14.00
ol A J AnZ 107 196 248 280 m/z 43.10 79.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
56
5000
29 13.40 13.60 13.80 14.00
i m/z 54.95 73.53%
oL L 1139 168 196 224 252 280
m/z--> 55 100 150 200 250 300 350 400
Abundance
57 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.10 57 .62%
29
o 139 168 210 238 266 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57 13.40 13.60 13.80 14.00
m/z 69.05 49_.06%
83
5000
111
29
o ‘ L1130 1P 210238 63 434
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.37 2.24 ng 164571 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2088 (14.368 min): BF120048.D (-2085) (-) m/z 57.00 100.00%
57
14.00 14.20 14.40 14.60
113 141
o...J,.!.J.l!. Ckee AT % | | m/z 43.05 58.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane UQ
57
. L
5000 U DR DA BN SRS
mmmmmmmm
m/z 71.05 54 _12%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 '
Abundance
57
14.00 14.20 14.40 1460
5000 85 m/z 85.05 38.28%
29 13 141 169 197 225 267 295 365 393
s s L L (L W WL
m/z--> 50 100 150 200 250 300 350 k»«m,
Abundance #194493: Hexacosane
57 14.00 14.20 14.40 14.60
m/z 55.00 24 .31%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367 kmw““
m/z--> 55 160 1éo 260 250 360 350 ' 1400 1420 1440 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.96 ng 203122 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 2139 (14.668 min): BF120048.D (-2136) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00

141 169

211 239

0 m/z 43.05 55.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L L LB

14.40 14.60 14,80 15.00
m/z 71.05  48.25%

113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
S BALEE R e
14.40 14.60 14.80 15.00
5000 m/z 85.05 36.91%
85
29 118 141
0 169 197 225 253 280 309 351 379 407 436
L e I o o e LA B o e LB B o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane S B B L L B
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .30%
5000 85
29 113
oL |l | |777,241 169 197 225 253 295 323 367
L e L A e o o e AL A B B e o e o | R N  E ERmEEm
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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 2-methyloctacosane Concentration Rank 5

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

14 .99 4.04 ng 277445 Perylene-d12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Pentacosane 352 C25H52 000629-99-2 91

3 Hexatriacontane 507 C36H74 000630-06-8 91

4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91

5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2194 (14.992 min): BF120048.D (-2190) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20 15.40

141169197
o 225253283 m/z 43.05 54.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
5000 TT T T[T T T T [T T T T[T T T T [TT

T T T T T
14.60 14.80 15.00 15.20 15.40

m/z 71.10 50.09%

141169197225 267295 365393

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
e  AaEEEE s e e
14.60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 37.18%
113
o 2 141169 211239267295 323 352
o R B e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane T T T
14.60 14.80 15.00 15.20 15.40
m/z 55.00 20.78%
5000

113141169197 225253 281309337 379 421449477 506

T T T T T
14.60 14.80 15.00 15.20 15.40

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120048.D

Aca On : 17 Apr 2020 10:18

Operator : MA/SJ

Sample : L2283-04

Misc :

ALS Vial : 3 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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.32 ng 227671 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2326 (15.768 min): BF120048.D (-2321) (-) m/z 57.10 100.00%
57
5000 85
113 155 15.40 15.60 15.80 16.00
b A I AR08 200230267 | “m/z 43.05 56.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR A D B SRS B
15.40 15. 60 15. 80 16.00
m/z 71.05 54 _.60%
29
oL L. } J J J1§1I169 197 225 253 296
m/z--> éo 1éo 260 2éo 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 41 .67%
. 29 113 141 169 197 225 253 281 310
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane e B R me e e
57 15.40 15.60 15.80 16.00
m/z 55.00 20.48%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15'40 15. 60 15. 80 16. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041720\
Data File : BF120048.D

Acq On 17 Apr 2020 10:18

Operator : MA/SJ

Sample - L2283-04

Misc :

ALS Vial : 3 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 11.79 11.1 ng 920902 4 11.25 1664970 20.0
Octadecanoic acid 12.57 6.1 ng 448391 5 13.89 1466320 20.0
Cycloeicosane 13.75 14.9 ng 1094950 5 13.89 1466320 20.0
Heneicosane 14.37 2.2 ng 164571 5 13.89 1466320 20.0
Octacosane 14.67 3.0 ng 203122 6 15.32 1372470 20.0
2-methyloctacosane 14.99 4.0 ng 277445 6 15.32 1372470 20.0
Docosane 15.77 3.3 ng 227671 6 15.32 1372470 20.0
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