LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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

3.149 5 10 19 rBV2 63880 147741 4.61% 0.856%
3.231 19 24 36 rvB 120804 206437 6.45% 1.197%
rBv 39369 63535 1.98% 0.368%
5.634 425 433 456 rBvY 641476 1140795 35.63% 6.612%
7.221 695 703 717 rBV 692010 1317209 41.14% 7.635%
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7.591 758 766 777 rBV 706683 1285269 40.14% 7.450%
8.049 837 844 854 rBV 162438 287245 8.97% 1.665%
rBv 518239 959669 29.97% 5.563%
9.212 1034 1042 1054 rBV 375398 763593 23.85% 4.426%
10.858 1315 1322 1335 rBV2 177391 375135 11.72% 2.174%
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11 13.302 1729 1738 1755 rBV 1142262 1953587 61.02% 11.324%
12 14.124 1872 1878 1889 rBV 104525 187511 5.86% 1.087%
13 14.677 1964 1972 1989 rBV 360022 604182 18.87% 3.502%
14 16.163 2216 2225 2240 rBV 969195 1721436 53.76% 9.978%
15 17.420 2431 2439 2453 rBV 439518 761876 23.80% 4.416%

16 17.538 2455 2459 2467 rVB3 42037 65643 2.05% 0.380%
17 18.314 2586 2591 2602 rBV2 15233 34737 1.08% 0.201%
18 20.029 2877 2883 2897 rBV 2200696 3201806 100.00% 18.559%
19 21.334 3099 3105 3116 rBv4 60134 147753 4.61% 0.856%
20 21.692 3159 3166 3180 rBV 510964 958301 29.93% 5.555%

21 23.989 3553 3557 3564 rVB7 18285 32951 1.03% 0.191%
22 24.918 3701 3715 3729 rBV2 331281 1035935 32.35% 6.005%

Sum of corrected areas: 17252346
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator : JU

Sample : K5325-07

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043224.D
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Abundance TIC: BG043224.D
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Abundance TIC: BG043224.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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.

3.15 10.29 ng 147741 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 1-Hexene 84 C6H12 000592-41-6 59
4 1-Hexene. 3.4-dimethvl- 112 C8H16 016745-94-1 45
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 45

Abundance Scan 10 (3.149 min): BG043224.D (-5) (-) m/z 56.10 100.00%
96
84
41
5000
69
17 3.20 3.30 3.40 3.50 3.60
0 N B e m/z 84.05 69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1455: Cyclohexane
g6 84
5000 4t HA A U IS LU R
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.05 54 _.51%
0 2 I'I'"II'I"'I""I""I""IIIII [rrrrprrrT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 37 .44%
69 84
29 ‘
0"'wl"H'd RS SRS S AR RS SRS SRR REREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1452: 1-Hexene L L B BN LA I
41 56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 28.07%
5000
27 69 84
0'}?w"'w"w"'w"'w"'w"'w"'w"'""w""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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.

3.23 14.37 ng 206437 1,4-Dichlorobenzene-d4 8.05
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 24 (3.231 min): BG043224.D (-19) (-) m/z 73.10 100.00%
7B A
5000
| | 197 502 534 3.20 3.30 3.40 3.50 3.60
0 A e m/z 43.10 38.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LA RN U IR IS AR
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 27 .47%
G S B L AL I B B S S R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
3.20 3.30 3.40 3.50 3.60
50000 41 m/z 55.10 25.81%
ol 112
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 45.10 10.62%
5000
45
OuluLuuu}O]------------------------------------ ly——y—“—y——y—yv
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 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\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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 3 unknown5.16 Concentration Rank 5

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

5.16 4.42 ng 63535 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 36
4 3-0Octanol 130 C8H180 000589-98-0 23
5 5-Hydroxypentanehydroxylamine, N... 245 C11H19NO5 104556-13-0 17

Abundance Scan 352 (5.158 min): BG043224.D (-345) (-) m/z 43.10 100.00%

43
59
5000
101

| 480 500 520 5.40
|

Ok bt S X7 m/z 59.10  58.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31407: Propane, 1,1-dipropoxy-
43 59
5000 101 ENAEAR SRS VUL AR
31 4.80 5.00 5.20 5.40

89 131 m/z 101.10 25.95%

0 ! 75 | I‘ | 159
- T T I I T T I L I L I T T T I T T I T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-

43

4.80 5.00 5.20 5.40

5000 5o m/z 58.05 17 .39%
15 101
\?\1 1 " 83 \‘
obrebp el 22 .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.80 5.00 5.20 5.40

m/z 41.10 11.30%

5000 101

70 84
15 I ‘M [

0...‘a,....,....,....,....,....,....,....,....,....,....

m/z--> 20 40 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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 4 unknown7.59 Concentration Rank 1

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

7.59 89.49 ng 1285270 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 766 (7.591 min): BG043224.D (-758) (-) m/z 132.00 100.00%
32
5000 68
40 54 %6 7.20 7.40 7.60 7.80 8.00
78 : : : :
0 o e m/z 68.10 41.19%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
7.20 7.40 7.60 7.80 8.00
m/z 134.00 32.64%

0 LI o
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 B R e e e o
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.00%
31 51
‘ ] H | ‘*9 ‘
O A o o L B e i e o
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.62%
97
5000
70
31 60
0 ‘ 4\4 Lo 8\6 " 116 I
N L e e o e N e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 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\BG101519\
Data File : BG043224.D

Aca On : 15 Oct 2019 18:32

Operator :© JU

Sample = K5325-07

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 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.08 ng 147753 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 81
2 Octacosanol 410 C28H580 000557-61-9 68
3 Cvclotetracosane 336 C24H48 000297-03-0 68
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 62
Abundance Scan 3104 (21.328 min): BG043224.D (-3099) (-) m/z 57.05 100.00%
LA
5000
21.00 21.20 21.40 21.60
ob— i m/z 55.05 94 .50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
48
5000 83
21.00 21.20 21.40 21.60
M 111 m/z 43.05 87.67%
0 | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 250 300 350 460 4éo '
Abundance #215904: Octacosanol
57
o1 LN IR BRI UG
21.00 21.20 21.40 21.60
5000 m/z 97.10 81.30%
125
0 2?” ‘ ‘l)1§3}81209236264292322 364 392
m/z--> §0 160 1%0 260 250 300 350 460 4éo '
Abundance #174179: Cyclotetracosane
B oo 21.00 21.20 21.40 21.60
m/z 69.10 80.45%
5000
111
o “ ‘ | l 139 167 196 224250 279 308 336
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101519\
Data File : BG043224.D

Acq On : 15 Oct 2019 18:32

Operator : JU

Sample - K5325-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 3.15 10.3 ng 147741 1 8.05 287245 20.0
Butane, 2-methoxy... 3.23 14.4 ng 206437 1 8.05 287245 20.0
unknown5.16 5.16 4.4 ng 63535 1 8.05 287245 20.0
unknown7 .59 7.59 89.5 ng 1285270 1 8.05 287245 20.0
17-Pentatriacontene 21.33 3.1 ng 147753 5 21.69 958301 20.0
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