LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092517\
Data File : BG028909.D

Aca On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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

5.382 299 305 312 rBV 42128 72686 2.19% 0.561%
5.847 377 384 400 rBV 541690 924988 27.93% 7.138%
rBv 495493 949907 28.68% 7.330%
7.815 710 719 728 rBV 505579 913616 27.58% 7 .050%
8.279 792 798 808 rvB2 95082 162356 4_.90% 1.253%
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8.602 845 853 862 rBvV 380497 693894 20.95% 5.355%
9.448 988 997 1010 rBV 287152 560096 16.91% 4.322%
11.099 1269 1278 1290 rBV 111302 220788 6.67% 1.704%
13.514 1682 1689 1699 rBV 909530 1445224 43.63% 11.152%
14.895 1917 1924 1936 rBV2 187096 329551 9.95% 2.543%

=
QO ~NO®

11 16.387 2171 2178 2199 rBV 866541 1387724 41.90% 10.709%
12 17.650 2386 2393 2403 rBV 323888 531136 16.04% 4_.099%
13 20.236 2827 2833 2843 rBV 2584874 3312334 100.00% 25.560%
14 21.017 2953 2966 2969 rBV6 32599 98995 2.99% 0.764%
15 21.969 3120 3128 3137 rBV 395393 717959 21.68% 5.540%

16 25.424 3706 3716 3729 rVB2 206847 637778 19.25% 4.921%

Sum of corrected areas: 12959032
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092517\
Data File : BG028909.D

Aca On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028909.D
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Abundance TIC: BG028909.D
2500000 20124
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Time--> 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: BG028909.D
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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:\HPCHEM1\BNA G\DATA\BG092517\
Data File : BG028909.D

Aca On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.38 8.95 ng 72686 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 16

Abundance Scan 305 (5.382 min): BG028909.D (-299) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0
5.00 520 540 5.60 5.80
...,....,....,....-,'.-.'..,..:I,....,....??:9.,...=,|....,....,....,.1?’.6.-?... m/z 59.10 66.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS N R R
59.0 500 520 540 560 5.80
0
150 4, 1010 m/z 101.00 22.61%
‘ \M‘. ' Il 83'0 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 560 5.80
5000 1010 m/z 58.10 16.62%
27.0 42.0 116.0
73.0 84.0
wmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4417: 3-Hexanol
54.0 5.00 520 5.40 5.60 5.80
m/z 41.20 10.62%
5000 310 430 730
“\ 1 \‘ : I 840 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092517\
Data File : BG028909.D

Aca On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.81 Concentration Rank 1

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

7.81 112.55 ng 913616 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 12

Abundance Scan 718 (7.809 min): BG028909.D (-710) (-) m/z 132.10 100.00%
13R.1
5000 68.1 /\
96.1 R LS UL AR
40.1 3797 740 7.60 7.80 8.00 8.20
b A m/z 68.10 47.46%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A
740 7.60 7.80 8.00 8.20
70.0 m/z 66.10 33.88%
31.0
‘ | ) ‘\

el i

L e e R s e sy o e N BRELAL B e e
m/z--> 50 100 150 200 250 300 350
Abundance

132.0

A
90 a0 740 7.60 7.80 8.00 8.20
5000 ' m/z 134.10 31.58%
31.0
—r T
m/z--> 50 100 150 200 250 300 350
Abundance #52379: Tranylcypromine-propionyl T
57.0 132.0 740 760 780 800 820

m/z 69.10 20.06%

5000 98.0
Lol L 1e001890
bl gLl 16001890

m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092517\
Data File : BG028909.D

Aca On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.
21.02 2.76 ng 98995 Chrysene-di12 21.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2967 (21.023 min): BG028909.D (-2953) (-) m/z 57.20 100.00%
51.2
5000 85.1
113.1 169.2 20.80 21.00 21.20 21.40
39.1 207.0 252 g . . . .
.,....,....,|l.. ,..|:.-,-|.'..!|I..'.I.,.'f.l.. e a2 | m/z 71.10  54.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
85.0
5000
20.80 21.00 21.20 21.40
m/z 85.10 48 .84%
29.0 113.0

b by 410169019702250 2530 2960

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
57.0
20.80 21.00 21.20 21.40
5000 650 m/z 43.10 46.83%
29.0 253.0
20 113.0 141.0 169.0 197.0 295 0 281.0
mmmﬁmwmmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57.0 20.80 21.00 21.20 21.40
m/z 55.10 24 _46%
85.0
5000
29.0
T T T e T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092517\
Data File : BG028909.D

Acq On : 25 Sep 2017 15:54

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
2-Pentanone, 4-hy... 5.38 8.9 ng 72686 1 8.28 162356 20.0
unknown7 .81 7.81 112.6 ng 913616 1 8.28 162356 20.0
Heneicosane 21.02 2.8 ng 98995 5 21.97 717959 20.0
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