LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091175.D

Aca On : 15 Nov 2016 13:02

Operator : UM/SJ

Sample : H5636-02

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF110316.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 1.744 3 5 60 rvB 2858512 8609833 100.00% 17.048%
2 4.761 267 269 282 rBV 373045 566203 6.58% 1.121%
3 5.219 307 309 331 rBVY 2134445 2512795 29.19% 4_.976%
4 6.282 400 402 410 rBV 1316843 1642575 19.08% 3.252%
5 6.407 410 413 415 rBV 3672635 4460226 51.80% 8.832%

6.636 431 433 444 rVB 853960 961724 11.17% 1.904%
6.784 444 446 449 rBV 3140301 4149962 48.20% 8.217%
7.207 480 483 485 rBV 3139609 3244743 37.69% 6.425%
7.916 543 545 548 rBV 1054012 1292746 15.01% 2.560%
8.339 579 582 589 rBvV 202905 324209 3.77% 0.642%

=
QO ~NO®

11 9.002 637 640 642 rBVY 5835932 5780507 67.14% 11.446%
12 9.402 673 675 677 rBvV 243661 219573 2.55% 0.435%
13 9.665 696 698 701 rBV 1509363 1581301 18.37% 3.131%
14 10.465 765 768 770 rBV 3314709 4075500 47 .34% 8.070%
15 11.151 826 828 830 rBV 1695159 1693660 19.67% 3.354%

16 12.739 964 967 969 rBV 5691474 6376650 74.06% 12.626%
17 13.779 1055 1058 1060 rBV 1338926 1530126 17.77% 3.030%
18 14.237 1096 1098 1103 rBV 92658 117219 1.36% 0.232%
19 15.140 1175 1177 1180 rBV 926007 1226068 14.24% 2.428%
20 16.614 1297 1306 1316 rVB4 21120 136941 1.59% 0.271%

Sum of corrected areas: 50502561
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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:\HPCHEMI\BNA F\DATA\BF111516\

BF091175.D

15 Nov 2016 13:02

UM/SsJ

H5636-02

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091175.D

Aca On : 15 Nov 2016 13:02

Operator : UM/SJ

Sample : H5636-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.76 11.77 ng 566203 1,4-Dichlorobenzene-d4 6.64
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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 269 (4.761 min): BF091175.D (-267) (-) m/z 43.10 100.00%
a3
59
5000
1 440 460 480 500
83 : :
o..,....,....,..?7.','....,??:.,...‘?9,....,....,....,|....,. m/z 59.10 59.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43 \
5000 LR LS S IR
440 460 480 5.00
59 m/z 101.10 18.36%
o 21 37 | 53 \‘ 67 778 o O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 41 m/z 58.05 17.38%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- aEaassummast ....,....,.
59 4.40 4.60 4.80 5.00
m/z 41.10 8.79%
5000
41
(U R JHN""“*‘”"l??ﬁli ""|??"|"8§'|""|M"' T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091175.D

Aca On : 15 Nov 2016 13:02

Operator : UM/SJ

Sample : H5636-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.41 Concentration Rank 2

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

6.41 92.75 ng 4460230 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 413 (6.407 min): BF091175.D (-410) (-) m/z 132.00 100.00%
5000
68
0 I 6 6.00 6.20 'éh%’ 6.60 6.80
4 54 104 . . . . .
O A8 2 2L o a7 | W s M w7z 68.10  37.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LI R R R
6.00 6.20 640 6.60 6.80
3 78 m/z 134.00 35.06%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 23.84%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 14 .99%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""Ih" T IREE NN SRS SRR
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091175.D

Aca On : 15 Nov 2016 13:02

Operator : UM/SJ

Sample : H5636-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Ethyl-4-n-propylthiazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.61 2.23 ng 136941 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-4-n-propvlthiazole 155 C8H13NS 035508-67-9 50
2 Octanoic acid. 2-propenvl ester 184 C11H2002 004230-97-1 47
3 3-Methvl-4-amino-5-methvlamino-1... 127 C4H9N5 065901-89-5 43
4 2-Cvclohexvl-3-isopropvl-pent-4-... 210 C14H260 1000194-91-7 38
5 2,3-Dimethyl-1,4-dioxa-spiro[4.7... 198 C12H2202 062406-91-1 38
Abundance Scan 1306 (16.614 min): BF091175.D (-1297) (-) m/z 57.10 100.00%
57 127
5000
83 155 LRI IR SN SRR B
3 mng 198 25 0 311 16.20 16.40 16.60 16.80 17.00
0 J«h-m.,'.'...,....',....',....,....,... m/z 127.10  96.20%
m/z--> 50 100 150 200 250 300 350
Abundance #26805: 5-Ethyl-4-n-propylthiazole
127
5000 43 71 RIS SN BRI B
155 16.20 16.40 16.60 16.80 17.00
98 m/z 43.10 25.18%
0< \ihml‘ﬂ‘lﬂ‘\l\‘l‘Hi I\‘hlw‘\l ‘:‘ |" T ——T —
m/z--> 50 100 150 200 250 300 350
Abundance
57 127
16.20 16.40 16.60 16.80 17.00
5000 100 m/z 155.10 24 .32%
39
0 8l 155 184
m/z--> " 50 100 150 200 250 300 350
Abundance #11342: 3-Methyl-4-amino-5-methylamino-1,2,4-triazole R A RARRREEEEE L
57 127 16.20 16.40 16.60 16.80 17.00
m/z 55.10 21.52%
5000
Ll 1]
0= |JUJ'h"“'|' UEREL UL S UL S LRI IR SN SRR B
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00

8270-BF110316.-M Wed Nov 16 16:55:59 2016 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091175.D

Acq On : 15 Nov 2016 13:02

Operator : UM/SJ

Sample - H5636-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.76 11.8 ng 566203 1 6.64 961724 20.0
unknown6 .41 6.41 92.8 ng 4460230 1 6.64 961724 20.0
5-Ethyl-4-n-propy... 16.61 2.2 ng 136941 6 15.14 1226070 20.0
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