LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109693.D

Aca On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

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-BF100818 .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 4.922 479 482 492 rBV 49760 72953 2.42% 0.304%
2 5.328 547 551 580 rBY 1579735 2016131 66.76% 8.410%
3 6.345 720 724 741 rBVY 1532731 2200671 72.87% 9.179%%
4 6.469 741 745 770 rVB 2024893 2376467 78.69% 9.913%
5 6.698 780 784 806 rvVv 390289 596548 19.75% 2.488%

6.851 806 810 848 rvB 1653035 1851589 61.31% 7.723%
7.257 875 879 923 rBV 945941 1539775 50.99% 6.423%
7.975 997 1001 1031 rBV 546332 810510 26.84% 3.381%
2543478 2990404 99.02% 12.473%
9.722 1292 1298 1318 rBV2 858421 960882 31.82% 4.008%
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11 10.510 1428 1432 1459 rBV 1443573 1910187 63.25% 7.968%
12 11.204 1546 1550 1575 rBV 871087 1052452 34.85% 4 _.390%
13 12.786 1814 1819 1834 rBV 2884164 3019866 100.00% 12.596%
14 13.827 1992 1996 2009 rBV 899868 995846 32.98% 4.154%
15 14.304 2071 2077 2081 rBV2 30016 35717 1.18% 0.149%

16 14.598 2120 2127 2131 rBV 75475 82162 2.72% 0.343%
17 14.910 2173 2180 2189 rBV 111593 136500 4._.52% 0.569%
18 15.227 2229 2234 2249 rBV 616261 1048391 34.72% 4_.373%
19 15.651 2299 2306 2312 rBV 111867 155964 5.16% 0.651%

20 16.109 2376 2384 2390 rBV 49924 89597 2.97% 0.374%
21 16.645 2469 2475 2480 rVB2 16422 31600 1.05% 0.132%
Sum of corrected areas: 23974212

8270-BF100818.M Wed Oct 10 13:16:59 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF100918\

BF109693.D

9 Oct 2018 14:22

JussJ

PB113605BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109693.D

Aca On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5

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

4.92 2.45 ng 72953 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 482 (4.922 min): BF109693.D (-479) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 SNBSS SRR AR
83.0 | 460 4.80 500 5.20
Obrr et et e || Mz 59.10  57.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN SRR AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 21.99%
0 210 Ll 690 830 920"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.00 15.60%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 41.00 11.51%
5000
101.0
15.0 27 71.0
| P 860
e S S S SULIULS SUS I I IULILS IULI LS SIS I ISR SR VR RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109693.D

Aca On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 79.67 ng 2376470 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF109693.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.20 6.40 6.60 6.80
0 B E e m/z 68.05 43.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.72%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5 ok ok
5000 ggo 1160 m/z 66.00 28.49%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine  RAa T e R RARE
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.17%
5000
s 0w | ||
0""l"'"”'ﬁ"""‘i""l"'"l""l""l""l"" IREBE ARSI S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109693.D

Aca On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.60 ng 136500 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2180 (14.910 min): BF109693.D (-2173) (-) m/z 57.05 100.00%
57.0
5000
99.1
41.2 14.60 14.80 15.00 15.20
ol ddL -‘| L85 1831 2252 ami0 0 L7771 10 78.05%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000
14.60 14.80 15.00 15.20
m/z 43.05 66 .25%
0 239.0
0 L Lh gy M0 1830 260.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
14.60 14.80 15.00 15,20
5000 m/z 85.10 58.39%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22 .49%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109693.D

Aca On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.65 2.98 ng 155964 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2306 (15.651 min): BF109693.D (-2299) (-) m/z 57.05 100.00%
57.0 ”
5000
st 15.40 15.60 15.80 16.00
141.1 . . . .
oJ, l| b 22 a8l 0 Tw/z 71.05  73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 43.05 59.45%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
" 15.40 15,60 15.80 16.00
5000 m/z 85.05 53.16%
99.0
0 27,00 | | | , 1410 183.0 225.0 281.0 337.0 394.0
IIIIIIIII""""""""I""I""I
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.53%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109693.D

Acq On : 9 Oct 2018 14:22

Operator : JU/SJ

Sample : PB113605BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 4.92 2.5 ng 72953 1 6.70 596548 20.0
unknown6 .47 6.47 79.7 ng 2376470 1 6.70 596548 20.0
Heptadecane, 9-oc... 14.91 2.6 ng 136500 6 15.23 1048390 20.0
2-methyloctacosane 15.65 3.0 ng 155964 6 15.23 1048390 20.0
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