LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078286.D

Aca On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 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-BF040115.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 1.138 19 22 24 rBY 2177563 2382070 100.00% 24.969%
2 1.253 28 32 35 rvB 82005 131415 5.52% 1.377%
3 1.401 43 45 48 rVB 43863 47684 2.00% 0.500%
4 1.687 68 70 79 rBv 44333 70192 2.95% 0.736%
5 4.693 331 333 339 rBV 38816 63926 2.68% 0.670%
6 5.253 380 382 396 rBV 303518 476347 20.00% 4.993%
7 6.579 495 498 506 rBV 400264 497270 20.88% 5.212%
8 6.693 506 508 511 rBV 560396 533922 22.41% 5.597%
9 6.979 530 533 535 rBV 222148 212707 8.93% 2.230%
10 7.162 547 549 552 rBV 460063 408257 17.14% 4_.279%

11 7.676 592 594 596 rBV 339467 305883 12.84% 3.206%
12 8.556 669 671 673 rBvV 313215 297288 12.48% 3.116%
13 9.905 787 789 791 rBV 643612 635783 26.69% 6.664%
14 10.716 858 860 863 rvB 371673 344492 14.46% 3.611%
15 11.699 943 946 948 rBV2 262515 343176 14.41% 3.597%

16 12.545 1018 1020 1025 rBvV2 351983 424075 17.80% 4._.445%
17 14.042 1149 1151 1154 rBV 119367 120069 5.04% 1.259%
18 14.317 1173 1175 1178 rBV 109074 124170 5.21% 1.302%
19 14.545 1192 1195 1197 rBV 530139 739685 31.05% 7.753%

20 15.723 1295 1298 1303 rBV2 29693 54212 2.28% 0.568%
21 15.814 1303 1306 1311 rvv2 427291 562334 23.61% 5.894%
22 15.883 1311 1312 1315 rVB 28350 26475 1.11% 0.278%
23 17.083 1414 1417 1421 rBV 48338 107864 4_.53% 1.131%
24 17.380 1441 1443 1446 rBV 32170 45896 1.93% 0.481%
25 17.448 1446 1449 1452 rBV 42812 54259 2.28% 0.569%
26 17.506 1452 1454 1457 rBV 354093 446283 18.74% 4.678%
27 18.786 1563 1566 1571 rBV2 21246 47706 2.00% 0.500%
28 19.163 1596 1599 1602 rVB 21618 36765 1.54% 0.385%
Sum of corrected areas: 9540205
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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\BF040615\

BF078286.D

7 Apr 2015 6:33

TP/1Z

G1779-01

33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078286.D

Aca On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1 unknownl.14 Concentration Rank 1

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

1.14 223.98 ng 2382070 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 22 (1.138 min): BF078286.D (-19) (-) m/z 73.10 100.00%
73
5000 43
89
LA L T L B
1.00 120 140
55
Obr e e i e e e e || M/Z 43.05 48 43%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L A L B
1.00 120 140
31 89 m/z 89.10 30.27%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
L L I L B
1.00 120 140
5000 m/z 41.10 9.18%
41 57
29
15 50
e S I UL SULIURS SUSIILS IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid T ,/.\. T
73 1.00 120 140
43 m/z 45.10 7.46%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 ol 82 8\9 100
miz--> 10 20 30 40 50 60 70 8 90 100 110 100 120 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078286.D

Aca On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.40 4_.48 ng 47684 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 45 (1.401 min): BF078286.D (-43) (-) m/z 73.10 100.00%
7B
5000 43
55 87 I
| 1.00 1.20 1.40 1.60 1.80
b e e e s e b e e | M/z 43.100 37.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 U RS SRR
43 55 1.00 1.20 1.40 1.60 1.80
- 87 m/z 55.10 25 .44%
. U3 149 | 6167 101
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance
73
no g 87 100 1.20 140 160 1.80
5000 m/z 87.10 25.44%
29
15 67 97
e S S SR L UL IR SIS UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl- T e e
30 1.00 1.20 1.40 1.60 1.80
m/z 41.10 12.99%
5000 43 87
15 72
0 gl 37 | 52 99 ‘
miz--> 0 20 30 40 50 60 70 8 90 100 | | 100 1.20 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078286.D

Aca On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.69 6.01 ng 63926 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 333 (4.693 min): BF078286.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101 RS RN IR L
83 | 440 460 4.80 5.00
o} Y 1 ENNEEOVTY| UMMM m/z 59.10 57.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L R
440 4.60 4.80 5.00
59 m/z 101.10 21.83%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 16.95%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e e .
59 440 4.60 4.80 5.00
m/z 41.10 10.04%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I' R LN IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078286.D

Aca On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 6 unknown6.69 Concentration Rank 2

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

6.69 50.20 ng 533922 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 508 (6.693 min): BF078286.D (-506) (-) m/z 132.00 100.00%
32
5000 68
9 P ASEPYRALB SRR RS
40 4o 54 62|| [ | 104 6.40 6.60 6.80 7.00
OH.W.H:M.”,H.W:”.“Jh,”.w.”.“w”,”.w.”.,h”,” m/z 68.10 39.46%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 LR RN L S
a1 97 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 31.87%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
69 o 640 6.60 680 7.00
5000 m/z 66.10 25.17%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine ...,..../\,....,....,....
132 6.40 6.60 6.80 7.00
m/z 69.10 15.16%
5000
33 44 0 g7 105
0....,ﬂ..w....?%.”iQ...l..7?,.??,...L,.JJ. }}EI""I T RS RS L S
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF040115.M Tue Apr 07 13:44:12 2015 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078286.D

Acq On > 7 Apr 2015 6:33

Operator : TP/1Z

Sample : G1779-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknownl .14 1.14 224.0 ng 2382070 1 6.98 212707 20.0
Butane, 2-methoxy... 1.40 4.5 ng 47684 1 6.98 212707 20.0
2-Pentanone, 4-hy... 4.69 6.0 ng 63926 1 6.98 212707 20.0
unknown6 .69 6.69 50.2 ng 533922 1 6.98 212707 20.0
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