LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108333.D

Aca On : 21 Aug 2018 12:37 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

a?zgle : J4521-09 i

ALS Vial : 9 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 3.160 136 140 147 rVB 53816 78918 1.20% 0.181%
2 5.266 493 498 508 rvB 527979 675716 10.24% 1.553%
3 5.648 557 563 566 rBY 3933812 3930391 59.56% 9.034%
4 6.631 724 730 733 rBVY 3724185 3733278 56.57% 8.581%
5 6.778 750 755 759 rBVY 4398266 4460934 67.59% 10.253%

7.007 790 794 797 rBV 1178868 977887 14.82% 2.248%
7.166 816 821 824 rBV 3637875 3472235 52.61% 7.981%
7.572 884 890 893 rBV 2786525 3090384 46.83% 7.103%
1358732 1228197 18.61% 2.823%
9.366 1189 1195 1198 rBV 5487891 5541244 83.96% 12.736%
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11 10.048 1306 1311 1315 rBV 1581614 1460492 22.13% 3.357%
12 10.848 1441 1447 1450 rBV 3843473 3849308 58.33% 8.847%
13 11.548 1562 1566 1569 rBV 1826969 1624941 24.62% 3.735%
14 13.136 1831 1836 1839 rBV 6261225 6599584 100.00% 15.169%
15 14.201 2012 2017 2020 rBV 1578985 1441016 21.83% 3.312%

16 15.324 2204 2208 2214 rVB 66173 86415 1.31% 0.199%
17 15.754 2274 2281 2289 rBV 717150 1052044 15.94% 2.418%
18 16.218 2355 2360 2367 rVB2 58995 97396 1.48% 0.224%

19 16.771 2448 2454 2464 rVB2 51721 106919 1.62% 0.246%

Sum of corrected areas: 43507299
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

BF108333.D

21 Aug 2018 12:37

JussJ

J4521-09

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108333.D

Aca On : 21 Aug 2018 12:37

Operator : JU/SJ

Sample : J4521-09

Misc :

ALS Vial : 9 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.

5.27 13.82 ng 675716 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 53
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 499 (5.272 min): BF108333.D (-493) (-) m/z 43.10 100.00%
431
5000 591
101.1 HARNE S RS R LR
5.00 5.20 5.40 5.60
71.0 .
Obr et et 7RO 830 | 149 90 B1.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N LN UL UL IR
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.10 15.87%
: 83.0
0 Tl i . .
R S UL UL UL SO UL IULIUL UL IV S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4534: t-Butyl nitrite
30.0
430 500 520 540 560
5000 m/z 58.10 14.57%
57.0 88.0
15.0
0"W'J”I'”MM”'”L"W"”I'”'Z%Q'P"W"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- P
54.0 5.00 5.20 5.40 5.60
m/z 41.05 9.81%
5000
41.0
29.0 101.0
0"W"”I'”Hw”'JNM'W'““i'”'?%q'qupv"wt'”l'”'l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108333.D

Aca On : 21 Aug 2018 12:37

Operator : JU/SJ

Sample : J4521-09

Misc :

ALS Vial : 9 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 unknown6.78 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.78 91.24 ng 4460930 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
Abundance Scan 755 (6.778 min): BF108333.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 EAREDE NN SRR AR
40.0 540 J 6.40 6.60 6.80 7.00 7.20
0 S0 I .2 | m/z 68.10 47.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AREEE LD SRR

640 6.60 6.80 7.00 7.20
m/z 134.00 33.92%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R R b
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.56%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl A e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.47%
74.0
116.0
5000 98.0
SIS V| SO I A Y-S S| O
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\BF082118\
Data File : BF108333.D

Aca On : 21 Aug 2018 12:37

Operator : JU/SJ

Sample : J4521-09

Misc :

ALS Vial : 9 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 Nonadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.03 ng 106919 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2454 (16.771 min): BF108333.D (-2448) (-) m/z 57.10 100.00%
57.1
5000 MM\M/\"AA
99.1 NN AU SR
1412 1832 9911 265.0 16.40 16.60 16.80 17.00
oLy m/z 71.10 59.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129501: Nonadecane, 2-methyl-
43.0
5000 AU LA RS B
850 16.40 16,60 16.80 17.00
239.0 m/z 43.10 55.36%
0 Ly 2T 1s00 | 2820
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #194494: Hexacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 41.58%
9.0
oL i 4 i) 140 1830 2250 267.0 3090 3660
m/z--> 50 100 150 260 250 300 350 400 '
Abundance #223851: Hentriacontane R B e .
57.0 16.40 16.60 16.80 17.00
m/z 55.05 21.35%
o MWWW\'\M/LWMW
99.0
0 iy 1410 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 ' 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108333.D

Acq On : 21 Aug 2018 12:37

Operator : JU/SJ

Sample - J4521-09

Misc :

ALS Vial : 9 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... 5.27 13.8 ng 675716 1 7.01 977887 20.0
unknown6.78 6.78 91.2 ng 4460930 1 7.01 977887 20.0
Nonadecane, 2-met... 16.77 2.0 ng 106919 6 15.75 1052040 20.0
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