LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076925.D

Aca On : 19 Jan 2015 12:29

Operator - 1Z / TP

Sample : 6G1101-03

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:\HPCHEM1I\BNA F\METHODS\8270-BF011415.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

1.453 31 32 43 rvVB2 32991 70736 5.48% 0.865%
4.104 262 264 272 rBV3 15317 37816 2.93% 0.462%
rBv 234976 457787 35.44% 5.596%
7.362 546 549 555 rBvV 162066 275672 21.34% 3.370%
7.465 555 558 563 rvB 535756 845700 65.47% 10.337%

abrwNPE
)]
o
w
o
w
IS
N
w
I
()]
w
[
(0}

7.968 599 602 606 rBvV 111366 193259 14.96% 2.362%
8.299 627 631 634 rBvY 469199 792403 61.34% 9.686%
9.271 712 716 719 rBV 437026 633112 49.01% 7.739%
10.882 853 857 862 rVB 184868 276058 21.37% 3.374%
13.534 1085 1089 1092 rBV 889805 1291747 100.00% 15.790%

=
QO ~NO®

11 15.008 1215 1218 1222 rBV 188304 298341 23.10% 3.647%
12 16.677 1361 1364 1367 rBV 593340 776028 60.08% 9.486%
13 17.774 1458 1460 1463 rBV 277767 314696 24 .36% 3.847%
14 20.003 1652 1655 1658 rBV 1144876 1285371 99.51% 15.712%
15 21.272 1761 1766 1769 rBV 318990 353398 27.36% 4._.320%

16 22.952 1910 1913 1916 rBV 236499 278817 21.58% 3.408%

Sum of corrected areas: 8180941
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076925.D

Aca On : 19 Jan 2015 12:29

Operator =: 1Z / TP

Sample : 6G1101-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076925.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076925.D

Aca On : 19 Jan 2015 12:29

Operator =: 1Z / TP

Sample : 6G1101-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Oxirane, [(1-methylethoxy)m... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.10 3.91 ng 37816 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 64

2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 9
3 Acetone 58 C3H60 000067-64-1 7
4 Guanidine 59 CH5N3 000113-00-8 5
5 Diacetamide 101 C4H7NO2 000625-77-4 5
Abundance Scan 264 (4.104 min): BF076925.D (-262) (-) m/z 43.00 100.00%
43
59
5000
101 380 400 420 440
LR R LR A L RS RN AR RARRN NARRA RS SARAN RN SRR SR m/z  59.00 76.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
29 59
5000 BRSNS RARSE RARE
3.80 4.00 4.20 4.40
7 101 m/z 58.00 19.68%
A 86
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
380 400 420 440
5000 m/z 101.10 17.92%
27 41
0 88 101
15 51 91 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #205: Acetone e
43 3.80 4.00 4.20 4.40
m/z 41.10 11.78%
5000
15
58
27
”W%”W“LW'JH”'ML'W””I””P'”P”'P”'P”W'”W”'W”” A L L R I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076925.D

Aca On : 19 Jan 2015 12:29

Operator =: 1Z / TP

Sample : 6G1101-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.46 Concentration Rank 1

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

7.46 87.52 ng 845700 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 558 (7.465 min): BF076925.D (-555) (-) m/z 132.00 100.00%
5000 68
5 ————
40 54 | 75 104 7.20 7.40 7.60 7.80
.,....,....-:'.'.‘.‘.7,:.l..?%:.-.',..':.,.f.“‘?.,....,.':..,....,...., Y| | m/z 68.10  37.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 U UL IR UL
7.20 7.40 7.60 7.80
33 44 0 g7 105 m/z 134.00 31.77%
miz> 20 % 4 0 8 76 8 % 10 10 1% 130 140
Abundance
132
89 o 720 7.40 7.60 7.80
5000 m/z 66.10 26 .89%
31 55 51 8
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 7.20 7.40 7.60 7.80
m/z 69.10 16.13%
117
5000
39 91
51 65 ‘
27 77 105
.,..N.,..”hu...HJ.?ﬁ.h..,..Jr,ﬁ%.ﬂ:.?ﬁ....,..ll 12 ‘t" T R LR I L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076925.D

Acq On : 19 Jan 2015 12:29

Operator - 1Z / TP

Sample - G1101-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
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]
Oxirane, [(1-meth... 4.10 3.9 ng 37816 1 7.98 193259 20.0
unknown? .46 7.46 87.5 ng 845700 1 7.98 193259 20.0
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