LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088134.D

Aca On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample : H3501-07

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-BF060716.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 1.667 5 7 12 rvv 59015 87955 4_.41% 0.500%
2 1.781 15 17 25 rv 457823 653600 32.80% 3.712%
3 1.884 25 26 49 rVB2 59559 169085 8.49% 0.960%
4 4.856 284 286 292 rBV 75648 122858 6.17% 0.698%
5 5.290 322 324 327 rBVY 1684591 1683680 84.49% 9.562%
6 6.342 413 416 419 rBV2 1329129 1992714 100.00% 11.317%
7 6.456 424 426 429 rBV 1569166 1702959 85.46% 9.671%
8 6.684 444 446 449 rBV 673327 568300 28.52% 3.227%
9 6.844 457 460 462 rBV 1713508 1663153 83.46% 9.445%
10 7.256 493 496 498 rBVY 1005298 974971 48.93% 5.537%

11 7.976 556 559 561 rBvV 653733 701312 35.19% 3.983%
12 8.982 645 647 650 rBvV 39355 38095 1.91% 0.216%
13 9.050 650 653 655 rBV 2172669 1987669 99.75% 11.288%
14 9.450 685 688 690 rBvV 189024 158611 7.96% 0.901%
15 9.542 691 696 699 rBvV 19564 37946 1.90% 0.216%

16 9.725 709 712 714 rBV 722787 696483 34.95% 3.955%
17 10.513 778 781 783 rBV 587420 729488 36.61% 4.143%

18 10.628 789 791 796 rVB 17113 30425 1.53% 0.173%
19 11.199 839 841 844 rBV 707968 596129 29.92% 3.386%
20 11.771 890 891 896 rvB2 9154 22054 1.11% 0.125%
21 12.411 945 947 948 rBV 27105 24836 1.25% 0.141%
22 12.639 963 967 968 rBV 20062 30653 1.54% 0.174%
23 12.674 968 970 974 rVB 23340 27501 1.38% 0.156%
24 12.788 977 980 982 rBV 1558748 1676024 84.11% 9.518%
25 13.028 997 1001 1003 rBv4 11712 34737 1.74% 0.197%
26 13.257 1020 1021 1024 rVB 22734 24132 1.21% 0.137%
27 13.634 1052 1054 1056 rBV 20605 31189 1.57% 0.177%
28 13.691 1057 1059 1062 rVVv2 40930 55842 2.80% 0.317%
29 13.828 1069 1071 1076 rVB 623045 619500 31.09% 3.518%
30 13.931 1078 1080 1082 rVB 26260 30554 1.53% 0.174%

31 15.211 1190 1192 1197 rBV 367537 435760 21.87% 2.475%

Sum of corrected areas: 17608215
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088134.D

Aca On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample : H3501-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088134.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088134.D

Aca On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample : H3501-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.88 5.95 ng 169085 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro02 005267-73-2 10
4 Glycine 75 C2H5NO2 000056-40-6 9
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 26 (1.884 min): BF088134.D (-25) (-) m/z 75.05 100.00%
74.0
5000 45.1
| w0 180 200 220
) 1 m/z 73.05 73.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
so00] 229 4s0 L L RN L
1.80 2.00 220
m/z 45.10 37.91%
0 \Mw \J‘ 590 || 88.0 103.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
73.0
180 200 220
5000 m/z 41.05 24 .18%
45.0
29.0
e R 'égiq L '%0}30" L R DAL DAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- B IS e o e s
73.0 1.80 2.00 220
m/z 47.05 18.63%
5000 450
27.0
0 L, ) 580 | 890 107.0121.0135.0 179.0
m/z--> 20 40 60 80 100 120 140 160 180 180 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088134.D

Aca On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample : H3501-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 4.32 ng 122858 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 286 (4.856 min): BF088134.D (-284) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S I S
| 83.0 460 4.80 5.00 5.20
o | vt m/z 59.10 64.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "k 4k Sk sk
0
150 4, ‘ 1010 m/z 101.10 25.57%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.00 16.80%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— L L L L L LB N
43.0 460 4.80 5.00 5.20
m/z 41.10 9.95%
5000
101.0
71.0
15.0
0"'vJ'w'ﬁ%?“'w“l“lﬁqﬂ"”i'“'lﬁqﬂ"“k“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088134.D

Aca On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample : H3501-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 unknown6.46 Concentration Rank 1

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

6.46 59.93 ng 1702960 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 426 (6.456 min): BF088134.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 51 || g0t s a5 gho ok 6k
O T G L R . (e m/z 68.10 41.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN AR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.62%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 26.47%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine RN EREETEEE S
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.80%
97.0
5000 0.0
31.0 52.0
0 ‘ 1 86.0 ! 11\6 0 |
m/z--> 10 20 30 40 55 éo fo 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088134.D

Acq On : 18 Jun 2016 15:14

Operator : UM/SJ

Sample - H3501-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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]
Propane, 1,l1-dime... 1.88 6.0 ng 169085 1 6.68 568300 20.0
2-Pentanone, 4-hy... 4.86 4.3 ng 122858 1 6.68 568300 20.0
unknown6 .46 6.46 59.9 ng 1702960 1 6.68 568300 20.0
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