LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

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-BF031820.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

3.892 302 307 313 rVB 112429 141189 1.32% 0.218%
5.439 565 570 573 rBV 3399756 3102027 29.09% 4.801%
2351064 1970977 18.48% 3.050%
6.828 803 806 810 rBV 1995001 1766596 16.56% 2.734%
6.992 829 834 837 rVvB 7205882 7148410 67.03% 11.063%
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7.398 896 903 906 rBV 5585273 6178153 57.93% 9.561%
8.116 1020 1025 1028 rBV 2745860 2301338 21.58% 3.561%
10646785 10621137 99.59% 16.437%
9.586 1268 1275 1279 rBV 825518 669489 6.28% 1.036%
9.874 1320 1324 1327 rVB 3275608 2688423 25.21% 4._.160%
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11 10.663 1453 1458 1462 rBV 5633374 5379096 50.44% 8.324%
12 11.363 1573 1577 1580 rBV 3485373 2911859 27.30% 4._.506%
13 11.892 1663 1667 1680 rBV 958465 1046849 9.82% 1.620%
14 12.680 1797 1801 1813 rBV 503111 602335 5.65% 0.932%
15 12.957 1842 1848 1851 rBV 10044783 10665016 100.00% 16.505%

16 13.874 1998 2004 2021 rBV3 290256 766505 7.19% 1.186%
17 14.004 2021 2026 2029 rBV 2757095 2460732 23.07% 3.808%
18 14.174 2052 2055 2059 rVB 195121 157304 1.47% 0.243%
19 14.480 2103 2107 2111 rBV 328408 279841 2.62% 0.433%
20 14.786 2155 2159 2163 rBV 377129 364070 3.41% 0.563%

21 15.127 2213 2217 2225 rVB 367742 410391 3.85% 0.635%
22 15.462 2269 2274 2279 rBV 1594331 2079682 19.50% 3.218%
23 15.509 2279 2282 2291 rVB 324054 418645 3.93% 0.648%
24 15.945 2351 2356 2364 rBV 204592 319060 2.99% 0.494%
25 16.456 2437 2443 2450 rBV 100233 169172 1.59% 0.262%

Sum of corrected areas: 64618296
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119587.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.89 7.19 ng 1046850 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1667 (11.892 min): BF119587.D (-1663) (-) m/z 43.00 100.00%

73.0

5000
15711851 2132 o 0.8 11.60 11.80 12.00 12.20
0! . m/z 60.00 99.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43.0 | 730
5000 129.0 L L L L B
0 11.60 11.80 12.00 12.20
. m/z 73.00 95.39%
98.0 214.0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
e RN EARE R R
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 89.45%
157.0 185.0 213.0 256.0
Obrrrprrerprrerrys
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid I  EAREEEE S N
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 75.58%
5000 129.0

150“‘ “ l | \‘

Ol TR

1 I I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.68 4.14 ng 602335 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 1801 (12.680 min): BF119587.D (-1797) (-) m/z 43.00 100.00%
430 73.0
5000 L\Mwnw\,v_mwud
129.1
J&” 157.0 185.1 213.2 241.2 284.2 12.40 12.60 12.80 13.00
Ot ' m/z 57.00 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0 kw$bJ~”MJ
5000 129.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 73.00 86.28%
207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 86.16%
83.0
157.0 185.0 213.0 256.0
O.HP.HN”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #95851: Pentadecanoic acid I RREAEEE e
43.0 730 12.40 12.60 12.80 13.00
m/z 55.00 76.52%
5000 129.0
o501l wW,gjk”kw
TTT[TITr[ITT _l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.23 ng 766505 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 2003 (13.868 min): BF119587.D (-1998) (-) m/z 57.00 100.00%

57.0
83.1
5000

139.1 13 60 13.80 14.00 14.20
167.1
0 196.1 m/z 55.00 86.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0

5000 R I m e e i
13 60 13. 80 14. OO 14 20

m/z 43.05 80.47%

29.0 '
o l| | 154.0 182.0 210.0 238.0 283.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
53.0

97.0 13.60 13. 80 14. 00 14.20
5000 m/z 83.10 71.78%
29.0

125.0
L 153.0 181.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

55,0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 57.75%

5000 111.0
29.0
| ‘ | | | 190167.0 1060  238.0266.0294.0

_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.27 ng 279841 Chrysene-di12 14 .00
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 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2107 (14.480 min): BF119587.D (-2103) (-) m/z 57.05 100.00%
57.0
5000
I l Jgg 1411 1831 2304 s811 2073 14.20 14.40 14.60 14.80
ol b g 282 1831 2391 2811 8918 nzz 43.05  57.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L B B B B

14.20 14.40 14.60 14.80
m/z 71.05 51.94%

99.0
| ] | J1|‘ 141.0 183.0 2250 2810 337.0 394.0

ol A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.00 37.06%
99.0
o | || 1410 183.0 2250 267.0 3090 351.0 437.0
B A S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane D e e o
57.0 14.20 14.40 14.60 14.80
m/z 55.00 21.54%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
....,....,....,....,.... T R AR
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.50 ng 364070 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2160 (14.792 min): BF119587.D (-2155) (-) m/z 57.05 100.00%
57.0
5000

14.40 14.60 14.80 15.00 15.20
1 1411 183.2
ol, l' '1 i 832 22102832 2952 m/z 71.05 55.92%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000

14.40 14.60 14.80 15.00 15.20
m/z 43.05 54.30%

99.0
27r0| ] J |y 1410 1830 225.0 281.0 337.0 394.0

ol b i b g N !
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T T R
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05  41.45%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane REERSEEEE LS T
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 19.96%
5000
99.0
oL 270 L 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 7 2-methyloctacosane

R.T. EstConc Area Relative to ISTD R.T.
15.13 3.95 ng 410391 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2218 (15.133 min): BF119587.D (-2213) (-) m/z 57.10 100.00%
57.1
5000 l
141 2 14.80 15.00 15.20 15.40
ol A lll bty 901 2398 2620 ' "m/z 43.10 50.63%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
51.0
5000 R SRR BN AR BN
14.80 15.00 15.20 15.40
99.0 m/z 71.00 48.75%
o 27‘r0| |1y 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 39.56%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 19.56%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40

8270-BF031820.M Tue Mar 31 02:00:23 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119587.D

Aca On : 28 Mar 2020 00:32

Operator : CG/JU

Sample : L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.07 ng 319060 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2355 (15.939 min): BF119587.D (-2351) (-) m/z 57.00 100.00%
57.0
5000
ny 99.1 1411 1069 24892811 15.60 15.80 16.00 16.20
ol b h g £ 1909 24892811 "m/z 43.00 55.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LN U BN IUNRR
15.60 15.80 16.00 16.20
99.0 m/z 71.00 51.55%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 34.72%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #185533: Pentacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 .29%
5000
.0
o no‘lddlﬂomm2%0%m3mowm
m/z--> 55 100 150 260 250 360 3%0 ' 1560 1580 1600 1620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119587.D

Acq On : 28 Mar 2020 00:32

Operator : CG/JU

Sample - L2048-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Tridecanoic acid 11.89 7.2 ng 1046850 4 11.36 2911860 20.0
Octadecanoic acid 12.68 4.1 ng 602335 4 11.36 2911860 20.0
Heptadecyl triflu... 13.87 6.2 ng 766505 5 14.00 2460730 20.0
Octacosane 14.48 2.3 ng 279841 5 14.00 2460730 20.0
Heneicosane 14.79 3.5 ng 364070 6 15.47 2079680 20.0
2-methyloctacosane 15.13 4.0 ng 410391 6 15.47 2079680 20.0
Pentacosane 15.94 3.1 ng 319060 6 15.47 2079680 20.0
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