LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084269.D

Aca On : 5 Jan 2016 6:54

Operator : UM/SJ

3?22'6 : 64987-02 DRUM(116-142)COMPOSITE
ALS Vial : 36 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-BF123115.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 2.452 26 32 34 rvVB 531988 953893 10.97% 1.284%
2 2.510 34 37 39 rBv 88161 113837 1.31% 0.153%
3 2.772 58 60 64 rvB 240093 335383 3.86% 0.451%
4 5.104 261 264 272 rVB 1879048 2822375 32.46% 3.799%
5 5.527 297 301 303 rVB 6078541 8355031 96.08% 11.245%

6.544 387 390 392 rBV 7052456 7999671 92.00% 10.767%
6.670 398 401 403 rBV 8016684 8620673 99.14% 11.603%
6.887 418 420 423 rBV 1862853 1639913 18.86% 2.207%
7.047 432 434 436 rBV 6925495 6133046 70.53% 8.254%
7.459 467 470 472 rBV 5583274 5851129 67.29% 7.875%

=
QO ~NO®

11 8.179 530 533 537 rBv2 2138615 2892387 33.26% 3.893%
12 8.247 537 539 541 rBV 132161 113913 1.31% 0.153%
13 8.887 593 595 597 rVvB 170895 145219 1.67% 0.195%
14 9.253 624 627 630 rBV 8447993 8695694 100.00% 11.703%
15 9.927 684 686 688 rBVY 2263999 2305972 26.52% 3.104%

16 9.962 688 689 691 rvB 293602 214857 2.47% 0.289%
17 10.476 732 734 736 rVB 153105 135101 1.55% 0.182%
18 10.716 752 755 758 rBV2 3962910 5262575 60.52% 7.083%
19 11.413 814 816 820 rBV 2378604 2200749 25.31% 2.962%
20 12.831 937 940 941 rBV 103803 134585 1.55% 0.181%

21 13.002 952 0955 958 rBV 6469813 6399341 73.59% 8.613%
22 14.054 1044 1047 1049 rBV 1360787 1507804 17.34% 2.029%
23 15.494 1170 1173 1179 rBV 983357 1466925 16.87% 1.974%

Sum of corrected areas: 74300073

8270-BF123115.M Tue Jan 05 18:34:19 2016 Page: 1



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\BF010416\

BF084269.D

5 Jan 2016 6:54

UM/SJ

G4987-02

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

DRUM(116-142)COMPOSITE
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084269.D

Aca On : 5 Jan 2016 6:54

Operator : UM/SJ

ﬁ?ggle : 64987-02 DRUM(116-142)COMPOSITE
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 4

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

2.45 11.63 ng 953893 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2-dimethvl- 102 C5H1002 002916-31-6 83
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 50
3 2-0Oxazolidone 87 C3H5N02 000497-25-6 38
4 Ethanol. 2.2"-oxvbis-. diacetate 190 C8H1405 000628-68-2 33
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 32 (2.452 min): BF084269.D (-26) (-) m/z 43.05 100.00%
43
87
5000
72 Ty rT T T T
59 220 240 2.60 280
Sl 88 | m/z 87.00 71.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4219: 1,3-Dioxolane, 2,2-dimethyl-
43
87
5000 SRS S
220 240 2.60 280
o8 72 m/z 42.05 28.14%
A 87 50 59 | 101
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
30
87 SRS S
43 220 240 2.60 280
5000 m/z 72.10 13.57%
72
15 59
LA UL SU LI S UL S UL SULLS IR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1820: 2-Oxazolidone R S e .
87 220 240 2.60 280
m/z 41.10 12.41%
28
59
5000
42
15
'"w‘"|'““w"“i“h"w'*“l“'§?"“|"*lw"'|“"| T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084269.D

Aca On : 5 Jan 2016 6:54

Operator : UM/SJ

ﬁ?ggle : 64987-02 DRUM(116-142)COMPOSITE
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 n-Propyl acetate Concentration Rank 5

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

2.77 4.09 ng 335383 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid. l-methvlethvl ester 102 C5H1002 000108-21-4 38
3 Acetic acid. pentvl ester 130 C7H1402 000628-63-7 9
4 l1sobutvlamine 73 C4H11IN 000078-81-9 7
5 1-Butanamine 73 C4H11N 000109-73-9 7

Abundance Scan 60 (2.772 min): BF084269.D (-58) (-) %]1/2 43.10 100.00%
43
5000
61 SRR SRR A SRR
36 51 73 g7 2.40 2.60 2.80 3.00 3.20
et e o e ey || M7z 61.00 22 .42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4160: n-Propyl acetate
43
5000 USRS RS VAR
o1 240 2.60 280 3.00 3.20
73 m/z 42.05 10.33%
'W'%E'P'?ZI”"”l”'l"”l"'W'M"P'g?P"'I“"I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
AR BARSE AR RARSE Y
2.40 2.60 2.80 3.00 3.20
5000 m/z 73.00 9.71%
61
87
15 27 101
mmwmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13009: Acetic acid, pentyl ester e
43 2.40 2.60 2.80 3.00 3.20
m/z 41.05 8.49%
5000
61 1o
29
| 36/, 5 \ 87 94101 112 129
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 130 | 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084269.D

Aca On : 5 Jan 2016 6:54

Operator : UM/SJ

ﬁ?ggle : 64987-02 DRUM(116-142)COMPOSITE
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.10 34.42 ng 2822380 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 264 (5.104 min): BF084269.D (-261) (-) m/z 43.10 100.00%
43
59
5000
101 480 5.00 520 540
S sl momm e | T ee 0 7. 28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 R U S TR I
a1 4.80 5.00 5.20 5.40
101 m/z 101.10 16.87%
29
T |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"qq| ""J""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 5.00 520 540
5000 59 m/z 58.05 14 .44%
25 31 37 83 gz 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R R N Bmma s e
43 4.80 5.00 5.20 5.40
m/z 41.10 9.16%
57
5000
29 101
15 Y 51 ||| 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084269.D

Aca On : 5 Jan 2016 6:54

Operator : UM/SJ

Sample : 64987-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 unknown6.67 Concentration Rank 1

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

6.67 105.14 ng 8620670 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 401 (6.670 min): BF084269.D (-398) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 2 " 640 6.60 6.80 7.00
104 . . . .
.,....,....ll!.‘.‘?,!...,:1!.'.|,..':~.,..5.‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.10 42.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LR S L R UL
6.40 6.60 6.80 7.00
78 m/z 134.00 35.44%
31 g il
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
117 " 640 6.60 6.80 7.00
5000 m/z 66.10 28.43%
39 91
51 65
27 58 T g gg 105 125
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- R RABEE mam s e

132 6.40 6.60 6.80 7.00

m/z 69.10 18.35%

5000
104
63

3‘9 51 7‘7 920 117 I
| 1 | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\

Data File : BF084269.D

Acq On : 5 Jan 2016 6:54

Operator : UM/SJ

ﬁ?ggle : 64987-02 DRUM(116-142)COMPOSITE
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
1,3-Dioxolane, 2,... 2.45 11.6 ng 953893 1 6.89 1639910 20.0
n-Propyl acetate 2.77 4.1 ng 335383 1 6.89 1639910 20.0
Propane, 2-methyl. .. 5.10 34.4 ng 2822380 1 6.89 1639910 20.0
unknown6.67 6.67 105.1 ng 8620670 1 6.89 1639910 20.0
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