LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

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-BF040319.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 5.292 541 545 572 rBVY 3117222 3628268 80.52% 10.018%
2 6.328 717 721 737 rBVY 2976581 3793472 84.19% 10.474%
3 6.451 737 742 765 rVB 3524764 3758553 83.42% 10.377%
4 6.669 776 779 793 rBV 731029 737793 16.37% 2.037%
5 6.828 802 806 826 rVB 3145167 2941882 65.29% 8.122%
6 7.239 872 876 906 rBVY 2184243 2448819 54.35% 6.761%
7 7.951 994 997 1026 rBV 815901 935788 20.77% 2.584%
8 9.028 1176 1180 1191 rBV 4006933 4360390 96.77% 12.039%
9 9.428 1245 1248 1261 rBVY 151858 167336 3.71% 0.462%
10 9.704 1291 1295 1310 rVB 1137292 1064865 23.63% 2.940%

11 10.498 1425 1430 1447 rBV 2302851 2639347 58.58% 7.287%
12 11.186 1543 1547 1565 rBV 1178286 1177929 26.14% 3.252%

13 11.727 1635 1639 1646 rBv4 29405 55479 1.23% 0.153%
14 12.504 1767 1771 1784 rBV3 32494 69800 1.55% 0.193%
15 12.768 1811 1816 1819 rBV 4300096 4505804 100.00% 12.440%
16 13.339 1908 1913 1915 rBV2 59102 60675 1.35% 0.168%
17 13.663 1965 1968 1975 rBV 81346 81547 1.81% 0.225%
18 13.751 1975 1983 1989 rBV9 17805 61194 1.36% 0.169%

19 13.821 1991 1995 2005 rVB 906813 1052010 23.35% 2.905%
20 13.980 2017 2022 2026 rBV 156483 140319 3.11% 0.387%

21 14.280 2069 2073 2078 rBV 220409 213038 4.73% 0.588%
22 14.574 2117 2123 2129 rBV2 304971 374261 8.31% 1.033%
23 14.886 2171 2176 2184 rVB 266735 309010 6.86% 0.853%
24 15.227 2229 2234 2248 rBV 838273 1180634 26.20% 3.260%
25 15.621 2295 2301 2307 rVB 169513 244126 5.42% 0.674%

26 16.068 2371 2377 2384 rBV 88503 159387 3.54% 0.440%
27 16.598 2462 2467 2475 rVB2 30166 57545 1.28% 0.159%

Sum of corrected areas: 36219271
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Aor 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040319.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: BF113716.D
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Abundance TIC: BF113716.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 1 unknown6.45 Concentration Rank 1

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

6.45 101.89 ng 3758550 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF113716.D (-737) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTrTTTT T T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
N - - A - N || NS m/z 68.00 38.41%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IERSE NS AR LR A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.65%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132

6.20 6.40 6.60 6.80

5000 m/z 66.00 24 .94%
9 57 69 76
89 g7103 ‘
NN . L P . i |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R T Rmmmsnes
132 6.20 6.40 6.60 6.80
m/z 68.95 15.06%
5000 67
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L]y 89 | 103110 |, 124
e e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.67 ng 140319 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2022 (13.980 min): BF113716.D (-2017) (-) m/z 57.00 100.00%
57
5000 85
. L
113 13.60 13.80 14.00 14.20
141
o...,....,|'...|,..':.,-'...!l,..'.'.,.~'...,-...-.,???.,.1.9.1. 2 e m/z 70.95  65.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 \
5000
13.60 13.80 14.00 14.20
4 s m/z 43.00 60.18%
ol 26 | L i [ 1, 141 169 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 110 1éo 1éo 200 220 240 260 2éo 300
Abundance #100330: 2-Bromo dodecane
o L
13.60 13.80 14.00 1420
5000 85 m/z 84.95 47 .56%
169
0 ‘\‘ Jod | Pz 19 ) 248
IIII""I""I""I""IIIII I S B B B B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane
57 13.60 13.80 14.00 14.20
m/z 54.95 20.61%
85
5000
113 M&JL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.28 4_.05 ng 213038 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2073 (14.280 min): BF113716.D (-2069) (-) m/z 57.00 100.00%

5000 85

-

113 14.00 14.20 14.40 14.60
| 141 4169
. :‘.", Rt e~ 2 S— m/z 71.00 65.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

-

5000 85
14.00 14.20 14.40 14.60

m/z 42.95 63.72%

29 113
oL L. Il 77,241 169 197 225 253 295 323 367
e T e e L
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
e
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 47.44%
113
K ] Il 77,141 169 107 225 267 205 365 393
e e e T e T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane S e e e
57 14.00 14.20 14.40 14.60
m/z 54_.95 23.02%
5000 85
2 113 141
0 | | g J77, 141 169 197 225 253 281 309 338
] m e e e S B S
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .57 6.34 ng 374261 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2122 (14.568 min): BF113716.D (-2117) (-) m/z 56.95 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80
141
o PR taee 17 205 21 04300 63,350
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 DU B SRR IR B

14.20 14.40 14.60 14.80
m/z 71.00 63.30%

29 113
oL L. I 4141 169 197 225 253 205 323 367
s e S P e T e S
mz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
14.20 14.40 14.60 14.80
5000 o m/z 85.00 45.52%
29
oL ] | 8 141 169 197 225 253 281 309 337 365 394
o L
mz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 25.76%
5000 85
113
N ] L1 (141 169 197 225 267 205 365 393
T [ Y e o e SRR A ENANG M
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.23 ng 309010 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 2177 (14.892 min): BF113716.D (-2171) (-) m/z 57.00 100.00%
g7
85
5000

141 169 14.60 14.80 15.00 15.20
ol “]r,lJ,J,IJ T s s o Tm/z 71.00 73.11%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
14.60 14.80 15.00 15.20
- m/z 43.00 60.79%
oL | | (113 141 169 197 225 253 281 309 337 365 394
et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
I R R e REEE
85 14.60 14.80 15.00 15.20
5000 m/z 85.00 55.35%
29 113
oL L by J |, 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43 14.60 14.80 15.00 15.20
- m/z 55.00 22 .05%
5000
99 196
127
ol .‘,w.‘]. .J‘.d, b 2> | 425252 280 Skttt
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 4.14 ng 244126 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2301 (15.621 min): BF113716.D (-2295) (-) m/z 57.00 100.00%
g7 ﬂ
5000 85
13 " 1540 15.60 15.80 16.00
141 169 . . . .
ol AL ML 100 007 205 067 s 66, 87
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
15.40 15.60 15.80 16.00
- m/z 43.00 57 .90%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o " 1540 15.60 15.80 16.00
5000 m/z 85.00 51.81%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R e e e e e
57 15.40 15.60 15.80 16.00
m/z 55.00 21.49%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15h0 1560 15%0 1&50

8270-BF040319.M Fri Apr 12 15:07:06 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113716.D

Aca On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample : K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.70 ng 159387 Perylene-di12 15.23
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 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
Abundance Scan 2377 (16.068 min): BF113716.D (-2371) (-) m/z 57.00 100.00%
57
5000 85 \ ”
R DA SUNILR SN SRR
141 169 15.80 16.00 16.20 16.40
ol AL, || Ly Pt A+ m/z 70.95 71.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 I AR AR IR B
15.80 16.00 16.20 16.40
m/z 43.00 59.49%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
15,80 16.00 16.20 16.40
5000 85 m/z 84.95 49.71%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- e ABAEBARREEE e
57 15.80 16.00 16.20 16.40
m/z 54.90 23.29%
-~ T J\\M\/LM/
ol 3| 13 141 169 197 29 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041119\
Data File : BF113716.D

Acq On : 11 Apr 2019 13:15

Operator : JU/SJ

Sample - K2356-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 101.9 ng 3758550 1 6.67 737793 20.0
Heneicosane 13.98 2.7 ng 140319 5 13.82 1052010 20.0
Hexacosane 14.28 4.0 ng 213038 5 13.82 1052010 20.0
2-methyloctacosane 14 .57 6.3 ng 374261 6 15.23 1180630 20.0
Octacosane 14.89 5.2 ng 309010 6 15.23 1180630 20.0
Hentriacontane 15.62 4.1 ng 244126 6 15.23 1180630 20.0
Heptadecane, 9-oc... 16.07 2.7 ng 159387 6 15.23 1180630 20.0
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