LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052519\
Data File : BF114604.D

Aca On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

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-BF051019.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 5.434 565 569 596 rBY 3929356 4366996 83.70% 10.148%
2 6.451 737 742 759 rBVY 4175730 4595182 88.08% 10.679%
3 6.575 759 763 778 rVB 4638841 4444628 85.19% 10.329%
4 6.798 798 801 812 rVB 1190153 1053359 20.19% 2.448%
5 6.957 824 828 846 rBY 3753646 3538639 67.82% 8.223%

7.363 893 897 916 rBV 2716536 2934464 56.24% 6.819%
8.081 1016 1019 1040 rBV 1399458 1371665 26.29% 3.188%
9.157 1197 1202 1205 rBV 5487327 5217341 100.00% 12.124%
1549040 1537082 29.46% 3.572%
10.628 1448 1452 1475 rBV 3128055 3241908 62.14% 7.534%
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11 11.322 1567 1570 1580 rBV 1864242 1673864 32.08% 3.890%
12 12.910 1835 1840 1843 rBV 4916370 5164401 98.99% 12.001%
13 13.969 2016 2020 2031 rVB 1361760 1384460 26.54% 3.217%
14 14.416 2090 2096 2100 rBV2 49352 56445 1.08% 0.131%
15 14.716 2143 2147 2150 rBV 87507 90309 1.73% 0.210%

16 15.039 2197 2202 2206 rBV 142086 165751 3.18% 0.385%
17 15.421 2260 2267 2277 rBV 986733 1492243 28.60% 3.468%
18 15.827 2330 2336 2344 rBV 178646 266269 5.10% 0.619%
19 16.315 2413 2419 2426 rVB 129928 230304 4.41% 0.535%
20 16.886 2509 2516 2522 rBV3 58292 118349 2.27% 0.275%

21 17.557 2623 2630 2640 rVB4 32777 87958 1.69% 0.204%

Sum of corrected areas: 43031617
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052519\
Data File : BF114604.D

Aca On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114604.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052519\
Data File : BF114604.D

Aca On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.57 Concentration Rank 1

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

6.57 84.39 ng 4444630 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 762 (6.569 min): BF114604.D (-759) (-) m/z 132.00 100.00%
13%.0
5000 68.1
AR R SRR
400 40 ‘ 9.0 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...!,“.'...,!!..,::.-.|,..':~.,f.‘?.9,..!.,.’fﬂ7.,°....,...., - m/z 68.10 45.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0 .
5000 AR R SRR

620 6.40 6.60 6.80 7.00
m/z 134.00 31.92%

31.0 51.0
o | I “ I I
R L N O RELRRL SRR RESEE RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
B o e o R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 29.05%
41.0 53.0 97.0 1170
‘ 79.0 '
0 “ Ll \‘m‘ L]y L ‘ [l
R o B e N L o R AR NSRS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole R e R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.65%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
R e e R BRARARRE RS s e e e e e e AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052519\
Data File : BF114604.D

Aca On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.22 ng 165751 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2202 (15.039 min): BF114604.D (-2197) (-) m/z 57.05 100.00%
57.0
5000
99.1
141.0 207.0 14.80 15.00 15.20 15.40
oL .J.l|, Lk o 25192831 3632 Thyz 43.05 63.91%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B B I B
14.80 15.00 15.20 15.40
99.0 m/z 71.05 58.70%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 .86%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22.00%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052519\
Data File : BF114604.D

Aca On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.83 3.57 ng 266269 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2336 (15.827 min): BF114604.D (-2330) (-) m/z 57.10 100.00%

57.1
5000 8.1

15.60 15.80 16.00 16.20
14111691 225.2
0‘, ]["“ Wauth ] (] E—— m/z 43.05 64.70%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LI L L LR B TTT
15 60 15. 80 16. 00 16 20
m/z 71.10 60.32%
29.0 1
oL 1|]f|l 14}01690197022502530 205.0323.0  367.0
= f I LA B e e e e S e PR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 15.60 15.80 16.00 16.20
5000 ' m/z 85.10 49 _47%
29.0 130
ol L [ 141-0169.0197.0025.0253.0  296.0
, — AL B i e e e o e o
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.70%
5000 85.0
130 o 182.0 281.0
0 1, 141 211.0 252.0281.0309.0337.0
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052519\
Data File : BF114604.D

Acq On : 25 May 2019 15:27

Operator : JU/SJ

Sample : PB119810BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .57 6.57 84.4 ng 4444630 1 6.80 1053360 20.0
Heneicosane 15.04 2.2 ng 165751 6 15.42 1492240 20.0
Hexacosane 15.83 3.6 ng 266269 6 15.42 1492240 20.0
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