LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108234.D

Aca On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF080818 .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 2.454 16 20 27 rVB 53814 78288 1.23% 0.164%
2 5.278 494 500 509 rBV 160995 229036 3.59% 0.480%
3 5.654 558 564 567 rBY 4325891 4532891 71.09% 9.499%
4 6.636 725 731 734 rBVY 4500454 4772320 74.85% 10.000%
5 6.789 751 757 760 rBVY 4342068 4722337 74.06% 9.896%

7.013 791 795 799 rBV 1379230 1166601 18.30% 2.445%
7.172 817 822 825 rBV 4110030 3744037 58.72% 7.846%
3052450 3174377 49.79% 6.652%
8.295 1008 1013 1017 rBV 1548460 1489654 23.36% 3.122%
9.372 1190 1196 1199 rBV 5794066 5790141 90.81% 12.133%
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11 10.060 1307 1313 1324 rBV 1939051 1776829 27.87% 3.723%
12 10.854 1443 1448 1470 rBV 3802750 3819683 59.91% 8.004%
13 11.554 1563 1567 1571 rBV 2061373 1939996 30.43% 4._.065%
14 13.148 1833 1838 1841 rBV 6335862 6376041 100.00% 13.361%
15 14.207 2014 2018 2022 rBV 2014895 1932107 30.30% 4.049%

16 15.342 2205 2211 2217 rBV 70226 88828 1.39% 0.186%
17 15.771 2275 2284 2295 rVB 1243026 1771932 27.79% 3.713%

18 16.236 2357 2363 2371 rVB 110868 186142 2.92% 0.390%
19 16.789 2452 2457 2465 rVB 68920 129919 2.04% 0.272%

Sum of corrected areas: 47721159
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108234.D

Aca On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108234.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108234.D

Aca On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.28 3.93 ng 229036 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 500 (5.278 min): BF108234.D (-494) (-) m/z 43.05 100.00%
43.0
5000 590
101.1 AN NARRS LALRS RARRE LR
| 83.0 | 5.00 520 5.40 5.60
S 1IN NS A S S m/z 59.00 50.10%
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 A AR LA IR AR
59.0 500 520 540 5.60
0
150 41, 1010 m/z 101.10 16.21%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
500 520 540 560
5000 410 m/z 58.00 15.31%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate R R
43.0 5.00 520 5.40 5.60
m/z 41.05 8.67%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108234.D

Aca On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 1

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

6.79 80.96 ng 4722340 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 757 (6.789 min): BF108234.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rprrrTyTTTTT T T T T T T
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 S0 T .2 | m/z 68.10 44._29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U I R LS

6.40 6.60 6.80 7.00 7.20
m/z 134.00 34 .29%

31.0 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R RRREREIE LR
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.27%
33.0 105.0
Lm0 ™o | ||
0....,..h.}u... e e e L e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R AR R L RS
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.91%
74.0
116.0
5000 98.0
XSS PR I T WY1 | | I
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108234.D

Aca On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.10 ng 186142 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2364 (16.242 min): BF108234.D (-2357) (-) m/z 57.10 100.00%
57.1
0 um/\
| %t "' 16.00 16.20 16.40 16.60
141.1 . ) 363.2 . . . .
ol ~,I. A 24 o3l . 282 2820 932 n/z 43.05 62.45%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L BRI BN BUULIL B
16. 00 16 20 16. 40 16. 60
99.0 m/z 71.05 57 .80%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane
57.0
"' 16.00 16.20 16.40 16.60
5000 m/z 85.05 45_.17%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 150 260 250 300 3éo
Abundance #94345: Heptadecane UL L L B LA B
57.0 16.00 16.20 16.40 16.60
m/z 41.10 22 .96%
- qwhAmmNWWﬂwv/\wuvwvw*4w4“¢w
99.0
o700 I {1, 2410 162021102400
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081718\
Data File : BF108234.D

Acq On : 17 Aug 2018 10:58

Operator : JU/SJ

Sample : PB112108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 3.9 ng 229036 1 7.01 1166600 20.0
unknown6.79 6.79 81.0 ng 4722340 1 7.01 1166600 20.0
Octacosane 16.24 2.1 ng 186142 6 15.77 1771930 20.0
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