LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 5.606 421 428 443 rBVY 743296 1240071 45.94% 7.306%
2 7.204 692 700 715 rBV 751487 1351650 50.07% 7.964%
3 7.574 756 763 779 rBV 727300 1301483 48.21% 7.668%
4 8.050 836 844 855 rBv 199005 354677 13.14% 2.090%
5 8.367 889 898 907 rBVY 552686 961915 35.63% 5.667%

9.225 1036 1044 1052 rBV 422510 788630 29.21% 4.646%
10.864 1314 1323 1336 rBVY 244493 479637 17.77% 2.826%
rBv4 14488 39761 1.47% 0.234%
13.297 1730 1737 1749 rBV 1048017 1706917 63.23% 10.057%
14.125 1869 1878 1891 rBV 102396 166449 6.17% 0.981%
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11 14.677 1966 1972 1983 rBV3 392365 661646 24.51% 3.898%
12 16.164 2219 2225 2240 rBV 798860 1331183 49.31% 7.843%
13 17.427 2433 2440 2454 rBV2 523995 869779 32.22% 5.125%
14 20.024 2875 2882 2891 rBV 2029325 2699459 100.00% 15.905%
15 20.294 2924 2928 2931 rBV 26285 30560 1.13% 0.180%

16 20.788 3008 3012 3016 rBV2 42294 48308 1.79% 0.285%
17 21.293 3093 3098 3105 rBV2 71358 126214 4.68% 0.744%
18 21.699 3159 3167 3179 rVB 626121 1065126 39.46% 6.276%
19 21.840 3186 3191 3195 rVB 65061 86158 3.19% 0.508%
20 22.445 3288 3294 3301 rBV 74374 112393 4.16% 0.662%

21 23.144 3406 3413 3420 rBvV 68887 129319 4._.79% 0.762%
22 23.949 3543 3550 3557 rVB2 59124 121750 4_.51% 0.717%
23 24.907 3705 3713 3716 rBV2 49858 112706 4.18% 0.664%
24 24.977 3716 3725 3743 rVB2 340490 1047141 38.79% 6.170%

25 26.041 3898 3906 3918 rVB2 34208 99952 3.70% 0.589%
26 27.410 4132 4139 4143 rBV7 15942 39694 1.47% 0.234%
Sum of corrected areas: 16972578
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG040919\

BG040399.D
9 Apr 2019 15:04
JussJ
K2317-16
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2000000

1500000

1000000

500000

L

TIC: BG040399.D

5.61 7.20 7,57

8.37

8.05 10.86

ﬂL 11,93
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Time-->
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TIC: BG040399.D
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Time-->
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1500000
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TIC: BG040399.D

24.98
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1 unknown7.57 Concentration Rank 1

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

7.57 73.39 ng 1301480 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 762 (7.568 min): BG040399.D (-756) (-) m/z 132.00 100.00%
132
5000 68 /\_
96 A R NI
40 362 720 7.40 7.60 7.80 8.00
o} I T S o A m/z 68.00 43.79%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RARAS REERANERAR
720 7.40 7.60 7.80 8.00
31 51 m/z 134.00 31.82%
0.‘H.‘lu.‘a“..l“....l....,....,....,....,..
m/z--> 50 100 150 200 250 300 350
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.64%
105
o5t 77 159178 222
m/z--> 50 100 150 200 250 300 350
Abundance #144009: (E)—3—Chloro—2—methy|—2—pentena| T l LIS B L L e e
132 720 7.40 7.60 7.80 8.00

m/z 69.00 16.57%

5000 67
41 97
m J“ .\‘\‘ 1y ‘L‘ 11@\
L S W S L WAL IS L B WL

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.37 ng 126214 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 90
Abundance Scan 3097 (21.287 min): BG040399.D (-3093) (-) m/z 57.00 100.00%
g7
. \PA/LAJL‘—/\W
0,0 s 5100 2120 2140 2160
I B P o e — m/z 43.05 61.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 L B B B B
21. oo 21. 20 21. 40 21 60
m/z 71.10 58.61%
0 H‘jh“141 183 225 267 309 351 393423 463 505 561 603
m/z--> 55 160 1éo 200 250 300 350 400 450 500 séo 660
Abundance
57
21,00 21.20 21,40 21.60
5000 o1 m/z 84.95 38.63%
o 133 175 288
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241174: Tritetracontane
57 21.00 21.20 21.40 21.60
m/z 54.95 24 _.37%
5000
97
0 L, 183 225 267 323 379 421 463 505 547 604
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660 21. oo 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 4 Tetradecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.44 2.11 ng 112393 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 3293 (22.439 min): BG040399.D (-3288) (-) m/z 57.00 100.00%
57
5000 85
113 141 385 22.20 22.40 22.60 22.80
ol B I b 50 M 263 102210 2m0267 295 3% | SR S
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 LR S BRI BN B
22.20 22.40 22.60 22.80
s 15 . m/z 71.00 57.91%
0 Il h“\ \\‘\ A n‘ \\137 \‘ 207225
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 46 .07%
113
L2 141 169 194211 239 267 205 323 352
m/z--> éo 160 1%0 260 2éo 300 3%0
Abundance #175557: Tetracosane
57 22.20 22.40 22.60 22.80
m/z 41.00 20.75%
5000 85
29 113
oL ‘ “J‘ 77,141 169 197 225 253 281 309 338
m/z--> éo 160 150 200 2éo 360 350 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 5 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.14 2.43 ng 129319 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 3412 (23.138 min): BG040399.D (-3406) (-) m/z 57.05 100.00%
7
5000 85
113 141 22.80 23.00 23.20 23.40
ol AT, 183207 240 295 sp7 416 i T 97 00 54.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 22.80 23.00 23.20 23.40
29 m/z 43.00 51.14%
ol Ly 8141 160 197 225 253 282
m/z--> éo 160 1%0 260 2%0 360 3éo 460
Abundance
57
o 22.80 23.00 23.20 23.40
5000 m/z 85.05 40.25%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance #175557: Tetracosane
57 22.80 23.00 23.20 23.40
m/z 41.00 19.81%
5000 85
29 3
ol iy Jll 141 169 197 225 253 281 309 338
m/z--> 5'0 100 1&1;0 2(')0 251,0 300 3éo 4(')0 22.80 23.00 23.20 23.40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 6 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.33 ng 121750 Perylene-di12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 3550 (23.949 min): BG040399.D (-3543) (-) m/z 57.05 100.00%
57
5000 85
113 1 2155 208 23.60 23.80 24.00 24.20
0 ...-.l,l. ATrasy o 182208 28 295 S m/z 71.10  65.39%
m/z--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
23.60 23.80 24.00 24.20
13 m/z 43.00 56.39%
oL 22 LM 1169 197 525 g67 205 365 303
m/z--> 0 50 100 150 200 250 300 350 '
Abundance
57
23.60 23.80 24.00 24.20
5000 m/z 85.10 48.04%
85
29
o 113 141 169 197 225 253 282
m'z--> 0 50 100 150 200 250 300 350 '
Abundance #141425: Heneicosane
57 23.60 23.80 24.00 24.20
m/z 41.00 21.22%
5000 85
29
o1 ‘ | ) M8 141 169 107 225 253 296
m'z--> 0 50 100 150 200 250 300 350 ' 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 7 Eicosane, 9-octyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24 .91 2.15 ng 112706 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 3714 (24.912 min): BG040399.D (-3705) (-) m/z 57.05 100.00%
57
5000
,| 207 264 355 24.60 24.80 25.00 25.20
Ol m/z 71.05 58.97%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85
29 24.60 24.80 25.00 25.20
m/z 43.10 55.44Y%
0 L“‘. b 113,141 169 107 225 253 282
m/z--> 55 100 1%0 260 250 300 3%0 '
Abundance
43
7 24.60 24.80 25.00 25.20
5000 m/z 85.10 36.54%
99 281
o 127 155 183 211 238 300 336 365 392
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #94346: Heptadecane
57 24.60 24.80 25.00 25.20
m/z 55.00 23.16%
85
5000
29
0 \‘ | I ] | 1:4I‘-3 { 141 . 169 197 240
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 3&1;0 ' 24.60 24.80 25 00 25. 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040399.D

Acq On : 9 Apr 2019 15:04

Operator : JU/SJ

Sample : K2317-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .57 7.57 73.4 ng 1301480 1 8.05 354677 20.0
Tetratetracontane 21.29 2.4 ng 126214 5 21.70 1065130 20.0
Tetradecane, 2,6,... 22.44 2.1 ng 112393 5 21.70 1065130 20.0
Eicosane 23.14 2.4 ng 129319 5 21.70 1065130 20.0
2-methyloctacosane 23.95 2.3 ng 121750 6 24.98 1047140 20.0
Eicosane, 9-octyl- 24.91 2.1 ng 112706 6 24.98 1047140 20.0
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