LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG092519 .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 3.177 9 15 24 rBvV 263166 579118 9.79% 2.057%
2 3.259 24 29 40 rVB 429279 717560 12.13% 2.549%
3 5.650 429 436 451 rBV 917760 1526575 25.82% 5.422%
4 7.237 698 706 718 rBV 697005 1264240 21.38% 4.491%
5 7.607 761 769 779 rBVY 1228466 2129494 36.01% 7 .564%

8.071 840 848 857 rBV 231060 407549 6.89% 1.448%
8.394 894 903 912 rBV 923785 1602646 27.10% 5.693%
9.228 1036 1045 1058 rBV 737550 1370268 23.17% 4.867%
1317 1325 1335 rBV 295672 534399 9.04% 1.898%
11.772 1471 1478 1490 rBV3 79543 181668 3.07% 0.645%

=
QOO ~NO®
=
o
0o
\l
w

11 13.312 1733 1740 1753 rBV 2075733 3299237 55.79% 11.719%
12 14.134 1873 1880 1886 rBV 112710 160391 2.71% 0.570%
13 14.687 1967 1974 1983 rVB2 487226 784643 13.27% 2.787%
14 16.173 2220 2227 2244 rBV 2074960 3128111 52.90% 11.111%
15 17.430 2434 2441 2450 rBV 662320 1025447 17.34% 3.642%

16 18.318 2585 2592 2598 rBV2 120458 179744 3.04% 0.638%
17 20.039 2879 2885 2894 rBV 4391880 5913235 100.00% 21.004%
18 21.355 3104 3109 3116 rBV5 70261 193061 3.26% 0.686%
19 21.702 3161 3168 3178 rBV 715103 1256220 21.24% 4.462%
20 21.896 3198 3201 3206 rVB3 40036 61922 1.05% 0.220%

21 22.507 3301 3305 3309 rBV3 54535 80187 1.36% 0.285%
22 23.206 3418 3424 3431 rBV2 75819 143311 2.42% 0.509%

23 24.011 3555 3561 3569 rVB2 76277 153928 2.60% 0.547%
24 24.922 3706 3716 3734 rVB2 441764 1460561 24.70% 5.188%

Sum of corrected areas: 28153515
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator : JU

Sample : K5154-06

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519 .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: BG042993.D
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1000000 9.23
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Time--> 3.50 4.00 450 5.00 550 600 650 7.00 7.50 8.00 8.50 900 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG042993.D
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3000000

13.31 16.17
2000000

1000000
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14.69
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG042993.D
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2000000
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24.92
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.18 28.42 ng 579118 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 95
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 53
4 1-Hexene 84 C6H12 000592-41-6 45
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 42

Abundance Scan 16 (3.183 min): BG042993.D (-9) (-) m/z 56.10 100.00%
56
84
41
5000
03 ) 3.20 3.30 3.40 3.50 3.60
ol L I m/z 84.05 63.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1455: Cyclohexane
% s
5000 a1
3.20 3.30 3.40 3.50 3.60
- m/z 41.10 55.34%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50 3.60
5000 a1 m/z 55.10 37 .94%
27
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1471: Cyclobutane, ethyl-
56 3.20 3.30 3.40 3.50 3.60
a1 m/z 39.10 24 .70%
5000
27
0 1 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.26 35.21 ng 717560 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 29 (3.259 min): BG042993.D (-24) (-) m/z 73.05 100.00%
73
5000 43
3.20 3.30 3.40 3.50 3.60 3.70
o 3 147 179 209 295 n/z 43.10 39.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

3.20 3.30 3.40 3.50 3.60 3.70
m/z 87.10 28 .99%

2( lL LS 48

,‘,,,,,,,, R L L R RN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

o

3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 55.10 28.23%

Al

| 8 112129

O.H,HHP.HPH.PHW.”.”.w””“.”“”..”..”.””,””“.”“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #734: N-Ethylformamide
3 3.20 3.30 3.40 3.50 3.60 3.70
3 m/z 41.10 10.97%
5000
58
1
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 3 unknown7.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.61 104.50 ng 2129490 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27

abrwNPE
RrO0bhw

-Aminoindole 132 C8H8N2 005192-03-0 22
-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 770 (7.613 min): BG042993.D (-761) (-) m/z 132.00 100.00%
132
5000 68
o | % v | IR
O yhihd LA m/z 68.10 43.93%

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

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69

104
5000 | ILNLINLILE LI LI L L LB L B
7.20 7.40 7.60 7.80 8.00

31 m/z 134.00 34_.32%
o,ujh!”i.,”

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

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
IR B e
9 7.20 7.40 7.60 7.80 8.00
5000 ! m/z 66.10 31.68%
31 70
o,HJJ}”..,”..,”..,”.. R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole Pt
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.21%
5000
104
66
391 | 4
O rr i e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.51 ng 179744 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 2592 (18.318 min): BG042993.D (-2585) (-) m/z 73.05 100.00%
78
43
5000
129
97 213 -
*““ 115 | 143157171185, 99 | 227 28 18.00 18.20 18.40 18.60
ol L m/z 60.10 78.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 UL N BN B B
83 18.00 18.20 18.40 18.60
157 213 m/z 43.10 76.18%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
43 57 18.00 18.20 18.40 18.60
5000 m/z 55.10 75.25%
129
29 ; 185 228
01115 | 143,:5171
OIHIIIHIII””IIIT :1- H‘ “:‘::l‘:::!-?ruuuu I‘“llgglg:ll'?“w” RRRRSREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78 18.00 18.20 18.40 18.60
57 m/z 57.10 59.70%
5000 129
29
199
‘ ‘ 143157171185 242
0 ..1.5,.‘a..‘i :‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Octadecene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.36 3.07 ng 193061 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 89
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 89
4 Cetene 224 C16H32 000629-73-2 89
5 1-Eicosene 280 C20H40 003452-07-1 89

Abundance ~ Scan 3110 (21.361 min): BG042993.D (-3104) (-) m/z 55.10 100.00%
5b a3
5000
LN BRI BN UL
147 281 21.00 21.20 21.40 21.60
167 195 224 251 329 355
Oy m/z 57.15 99.18%
m/z--> 50 100 150 200 250 300 350
Abundance #104182: 1-Octadecene
43
83
5000 N R BN UL
11 21.00 21.20 21.40 21.60
m/z 43.10 84.78%
Losl ULt 1L | o2 1o s e 22
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
g5
o 21.00 21,20 21.40 21.60
5000 m/z 83.05 80.79%
29 111
Lo I‘ | ) | 199 168 105 204 252
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55 21.00 21.20 21.40 21.60
m/z 69.05 70.56%
83
5000
29 111
oLt ] A | L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.21 2.28 ng 143311 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetracosane 338 C24H50 000646-31-1 81
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 3425 (23.212 min): BG042993.D (-3418) (-) m/z 57.10 100.00%
g7
265 22.80 23.00 23.20 23.40 23.60
oLk, L 39 3 m/z 71.10 68.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85
22.80 23.00 23.20 23.40 23.60
m/z 43.10 67 .25%
29 J 113 4
ol b b A i M2 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
o 22:80 23.00 23.20 23.40 23.60
5000 m/z 85.10 42 .12%
29
oLl A113 141 169 197 268
m/z--> éo 100 1%0 260 250 300 350 400
Abundance #175559: Tetracosane
57 22.80 23.00 23.20 23.40 23.60
m/z 55.05 33.69%
| MWMAMMVVW\
5000
29
ol ‘ ”1}341ﬁ1d169 197 225 253 338
m/z--> 5'0 100 150 2(')0 251;0 300 350 400 22. 80 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\
Data File : BG042993.D

Aca On : 2 Oct 2019 20:23

Operator :© JU

Sample : K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .01 2.11 ng 153928 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3561 (24.011 min): BG042993.D (-3555) (-) m/z 57.10 100.00%
57
5000

23.60 23.80 24.00 24.20 24.40

9
141 179 223 265295 341 415

of b b L 2f3, 228 200205 341 418 m/Z 43.05 56.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
5000 TTTT TTTT TT T T TTTT T

23. 60 23. 80 24. 00 24 20 24 40
m/z 71.10 52 .48%

141 183 225 282

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 42.03%

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

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7 23.60 23.80 24.00 24.20 24.40
m/z 55.05 24 _22%
5000

99
26) )1 141 183 225 267 309 380

e S M A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24. 00 24 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100219\
Data File : BG042993.D

Acq On : 2 Oct 2019 20:23

Operator : JU

Sample - K5154-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.18 28.4 ng 579118 1 8.07 407549 20.0
Butane, 2-methoxy... 3.26 35.2 ng 717560 1 8.07 407549 20.0
unknown7 .61 7.61 104.5 ng 2129490 1 8.07 407549 20.0
n-Hexadecanoic acid 18.32 3.5 ng 179744 4 17.43 1025450 20.0
1-Octadecene 21.36 3.1 ng 193061 5 21.70 1256220 20.0
Octacosane 23.21 2.3 ng 143311 5 21.70 1256220 20.0
Eicosane 24 .01 2.1 ng 153928 6 24.93 1460560 20.0
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