LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082218\
Data File : BF108382.D

Aca On 22 Aug 2018 14:49

Operator : JU/SJ

Sample : PB112238BL

Misc :

ALS Vial : 5 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 26 rvB 62510 86212 1.41% 0.191%
2 5.278 495 500 511 rvB 142108 208781 3.42% 0.463%
3 5.642 556 562 565 rBY 4255683 4499345 73.64% 9.988%
4 6.625 723 729 732 rBY 3880864 4751048 77.76% 10.547%
5 6.772 749 754 758 rBVY 4209710 4725428 77.34% 10.490%

7.001 789 793 796 rBV 1185997 1008454 16.50% 2.239%
7.160 815 820 823 rBvV 3808187 3734960 61.13% 8.291%
7.566 882 889 892 rBV 2746426 3165285 51.80% 7.027%
8.283 1006 1011 1014 rBV 1324738 1279272 20.94% 2.840%
9.360 1187 1194 1197 rBV 5751001 6060126 99.18% 13.453%

=
QO ~NO®

11 10.042 1305 1310 1314 rBV 1489283 1563143 25.58% 3.470%
12 10.842 1439 1446 1449 rBV 3886918 3930941 64.33% 8.726%
13 11.542 1559 1565 1568 rBV 1962490 1681183 27.51% 3.732%
14 13.130 1830 1835 1838 rBV 5693652 6110221 100.00% 13.564%
15 14.195 2012 2016 2022 rBV 1322361 1173847 19.21% 2.606%

16 15.747 2273 2280 2292 rVB 646718 897073 14.68% 1.991%

17 16.206 2353 2358 2365 rVB 54119 90862 1.49% 0.202%
18 16.759 2447 2452 2460 rVB3 45411 81595 1.34% 0.181%
Sum of corrected areas: 45047776
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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\BF082218\

BF108382.D

22 Aug 2018 14:49

JussJ

PB112238BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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\BF082218\
Data File : BF108382.D

Aca On 22 Aug 2018 14:49

Operator : JU/SJ

Sample : PB112238BL

Misc :

ALS Vial : 5 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 4.14 ng 208781 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.278 min): BF108382.D (-495) (-) m/z 43.10 100.00%
431
59.1
5000
| o O 500 520 540 Sh0
o} O NSO | . m/z 59.10 53.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L I R
5.00 5.20 5.40 5.60
59.0 m/z 101.10 15.63%
27|P| Ll 70.0 83.0 10
e RS R R A RS AR NN RN RS AL RARAS LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59.0
500 520 540 560
5000 41.0 m/z 58.00 14 .99%
29.
87.0
15.0 H Ll 700 98.0
e RN A R A RS AN AN RSN RS AL LR LS RARA RALRY
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 B L
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.82%
5000 41.0
o WLl 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108382.D

Aca On 22 Aug 2018 14:49

Operator : JU/SJ

Sample : PB112238BL

Misc :

ALS Vial : 5 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 unknown6.77 Concentration Rank 1

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

6.77 93.72 ng 4725430 1,4-Dichlorobenzene-d4 7.00
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 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108382.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 SRR SRR AN R
40.0 541 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....'I'!...,!.'..,-!.'.|,..7.5.‘,1....,..J.,%??.?.l.l.‘??...., b | m/z 68.10  47.57%
m/z--> 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 N
5000 RS NSRS SRR AR

640 6.60 6.80 7.00 7.20
m/z 134.00 33.18%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T e T T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.34%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.50%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R B e e o N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108382.D

Aca On 22 Aug 2018 14:49

Operator : JU/SJ

Sample : PB112238BL

Misc :

ALS Vial : 5 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 Triacontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.21 2.03 ng 90862 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Docosane 310 C22H46 000629-97-0 86
3 Nonacosane 408 C29H60 000630-03-5 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 2359 (16.212 min): BF108382.D (-2353) (-) m/z 57.10 100.00%
5000
99.0 LIRS B B
1411 1979 267.1 15.80 16.00 16.20 16.40 16.60
0! m/z 71.05 55.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR B B BN
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 43.10 53.69%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 360 3éo 460
Abundance #153222: Docosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 45 _.22%
9.0
ol2610) | Jl | , 1410 1830 225.0 2670 310.0
m/z--> éo 160 1éo 200 250 360 3éo 460
Abundance #215180: Nonacosane R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 21.56%
5000
99.0
. 260, |11 J14‘1q 1830 2250 2670 3000 3510 4080
m/z--> éo 160 150 260 250 360 3éo 460 1580 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082218\
Data File : BF108382.D

Acq On 22 Aug 2018 14:49

Operator : JU/SJ

Sample : PB112238BL

Misc :

ALS Vial : 5 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 4.1 ng 208781 1 7.00 1008450 20.0
unknown6 .77 6.77 93.7 ng 4725430 1 7.00 1008450 20.0
Triacontane 16.21 2.0 ng 90862 6 15.75 897073 20.0
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