LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041437.D

Aca On : 25 Jun 2019 1:02

Operator : HP/JU

Sample = K3499-06

Misc :

ALS Vial : 13 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-BG061719.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

4.574 250 253 259 rvB2 11958 15663 1.03% 0.174%
5.584 418 425 434 rBvV 324242 550557 36.06% 6.101%
rvB 374887 675153 44.22% 7.482%
7.570 756 763 772 rBV 369219 649095 42.51% 7.193%
8.046 837 844 854 rBV 109633 199207 13.05% 2.208%
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8.369 892 899 911 rBV 276891 488638 32.00% 5.415%
9.227 1036 1045 1054 rBV 234697 440803 28.87% 4 _.885%
10.866 1317 1324 1334 rBV 150475 278697 18.25% 3.088%
13.305 1732 1739 1748 rBVY 686766 1043207 68.32% 11.560%
14.127 1872 1879 1892 rBV 136280 206324 13.51% 2.286%

=
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11 14.685 1967 1974 1983 rVB2 259588 422427 27.67% 4.681%
12 16.178 2221 2228 2242 rBV 532650 848114 55.55% 9.398%
13 17.429 2434 2441 2451 rBV 331744 521583 34.16% 5.780%
14 18.287 2583 2587 2593 rBV3 19450 31727 2.08% 0.352%
15 20.032 2877 2884 2895 rBV 1118089 1526836 100.00% 16.920%

16 20.796 3009 3014 3016 rBV5 13178 17742 1.16% 0.197%
17 21.295 3095 3099 3102 rBv4 13536 18054 1.18% 0.200%
18 21.701 3162 3168 3177 rBV2 313826 562370 36.83% 6.232%
19 21.842 3188 3192 3200 rVB4 19372 30899 2.02% 0.342%
20 22.447 3292 3295 3301 rVB3 20810 32974 2.16% 0.365%
21 23.146 3409 3414 3420 rVB4 23661 45256 2.96% 0.502%
22 23.957 3547 3552 3560 rVB4 19457 43015 2.82% 0.477%
23 24.909 3707 3714 3718 rBV7 14421 34598 2.27% 0.383%

24 24.997 3719 3729 3739 rVvV 113301 341140 22.34% 3.780%

Sum of corrected areas: 9024079
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062419\
Data File : BG041437.D

Aca On - 25 Jun 2019 1:02

Operator : HP/JU

Sample . K3499-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG041437.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041437.D

Aca On : 25 Jun 2019 1:02

Operator : HP/JU

Sample = K3499-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 65.17 ng 649095 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
Abundance Scan 763 (7.570 min): BG041437.D (-756) (-) m/z 132.00 100.00%
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5000 68
O 7% e | ™ ? 103 720 7.40 7.60 7.80 8.00
el AL S g 87 L 115 Ul Tm/z 68.00  46.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
0
- 51 78 m/z 66.00 35.03%
38
S SR | R NN | IS 1 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
7.20 7.40 7.60 7.80 8.00
5000 97 m/z 134.00 33.85%
70
31 60
. | 77 86 | 15 16 |
R A A B e  EAREmEEEae
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- R B
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 21.45%
5000
104
63
2 0T Lo W
w...n,...i“...;‘n.. il ,..",..“,W...,....“...,....,M.. -
m/z--> 20 30 50 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041437.D

Aca On : 25 Jun 2019 1:02

Operator : HP/JU

Sample = K3499-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 unknown23.96 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.96 2.52 ng 43015 Perylene-di12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 38
2 Tridecane 184 C13H28 000629-50-5 38
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 38
4 Docosane 310 C22H46 000629-97-0 38
5 Eicosane 282 C20H42 000112-95-8 38
Abundance Scan 3553 (23.963 min): BG041437.D (-3547) (-) m/z 57.05 100.00%
57
85

5000

29 267283 341 23.60 23.80 24.00 24.20
m/z 85.00 76 .04%

163 207

||
RRARRARARA R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57

5000
23.60 23.80 24.00 24.20
m/z 71.00 67.38%
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48833: Tridecane
57
23.60 23.80 24.00 24.20
0
5000 o5 m/z 43.05 64.77%
WL s a1
l | A |

Il i
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125656: Sulfurous acid, butyl decyl ester R e AR
57 23.60 23.80 24.00 24.20

m/z 99.10 28.93%

5000 85

29
|| |\ Ll 112 141 175193

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041437.D

Aca On : 25 Jun 2019 1:02

Operator : HP/JU

Sample = K3499-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .91 2.03 ng 34598 Perylene-d12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 64
2 Octadecane 254 C18H38 000593-45-3 64
3 Hentriacontane 437 C31H64 000630-04-6 64
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 59
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 3714 (24.909 min): BG041437.D (-3707) (-) m/z 57.00 100.00%
57
5000
24,60 24.80 25.00 25.20
i m/z 71.00 78.42%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85
24.60 24.80 25.00 25.20
- 113 m/z 43.00 61 .55%
| | l| 1 11411111?9.19.7.225 253 2?6
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 !
Abundance #105886: Octadecane
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.00 44 _80%
29
miz-> 0 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223852: Hentriacontane
57 24.60 24.80 25.00 25.20
m/z 55.10 28.27%
5000 85
113
e LT 109 197 225 258 281 309 337 365 437,
miz--> 0 50 100 150 200 250 300 350 400 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\BG062419\
Data File : BG041437.D

Acq On : 25 Jun 2019 1:02

Operator : HP/JU

Sample - K3499-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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]
unknown7 .57 7.57 65.2 ng 649095 1 8.05 199207 20.0
unknown23.96 23.96 2.5 ng 43015 6 25.00 341140 20.0
Heneicosane 24 .91 2.0 ng 34598 6 25.00 341140 20.0
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