LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062816\

Data File : BF088494.D

Aca On : 28 Jun 2016 22:33 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22Ie : H3728-01 10X e s

ALS Vial : 11 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 1.678 6 8 60 rvB 758621 1978043 100.00% 31.196%
2 5.119 307 309 333 rBV 23404 85672 4.33% 1.351%
3 6.205 402 404 411 rBV 41267 86234 4 .36% 1.360%
4 6.296 411 412 424 rVB 92912 143847 7.27% 2.269%
5 6.513 430 431 441 rBV2 360491 466689 23.59% 7 .360%
6 6.673 443 445 454 rVB 102205 114564 5.79% 1.807%
7 7.107 481 483 497 rBV 24079 59830 3.02% 0.944%
8 7.805 542 544 564 rBV 706016 650767 32.90% 10.263%
9 8.891 637 639 641 rBV 114841 153751 7.77% 2.425%
10 9.553 695 697 699 rBV 719789 635465 32.13% 10.022%
11 10.342 765 766 772 rBB 40716 49439 2.50% 0.780%
12 11.028 824 826 831 rBV 551476 531795 26.88% 8.387%
13 12.468 948 952 954 rBV 17485 29756 1.50% 0.469%
14 12.605 963 964 967 rBV 103850 124382 6.29% 1.962%
15 12.788 976 980 982 rVvv3 10813 22799 1.15% 0.360%
16 13.040 998 1002 1005 rVB5 10383 24989 1.26% 0.394%

17 13.657 1054 1056 1062 rBV 436387 518048 26.19% 8.170%
18 15.005 1172 1174 1179 rVB 246198 407403 20.60% 6.425%
19 15.531 1218 1220 1229 rVB2 67895 155848 7.88% 2.458%
20 15.886 1249 1251 1256 rVB 55752 101345 5.12% 1.598%

Sum of corrected areas: 6340666
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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:\HPCHEM1\BNA F\DATA\BF062816\
BF088494.D

28 Jun 2016 22:33

UM/SsJ

H3728-01 10X

11 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TEC-COMP-PAV-2
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062816\
Data File : BF088494.D

Aca On : 28 Jun 2016 22:33

Operator : UM/SJ

Sample : H3728-01 10X

Misc :

ALS Vial : 11 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

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 unknown6.30 Concentration Rank 3

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

6.30 6.16 ng 143847 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 412 (6.296 min): BF088494.D (-411) (-) m/z 132.00 100.00%
5000
68
96
40 54 75 104 6.00 6.20 6.40 6.60
B L T e m/z 68.10 34 .78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RS A R
6.00 6.20 6.40 6.60
3 78 m/z 134.00 30.79%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 22.59%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole NS LS S e T
132 6.00 6.20 6.40 6.60

m/z 69.10 14 _.52%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062816\

Data File : BF088494.D

Aca On : 28 Jun 2016 22:33

Operator : UM/SJ

ﬁ?ggle ; H3728-01 10X e s
ALS Vial : 11 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

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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 6

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

8.89 4.84 ng 153751 Acenaphthene-d10 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 95
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-(2-HvdroxvohenvD)pvrimidine 172 C10H8N20 068535-55-7 42
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
5 peri-Naphtho-1,3-dioxin 172 C11H802 000204-11-5 40

Abundance Scan 639 (8.891 min): BF088494.D (-637) (-) m/z 172.10 100.00%
172
5000

8.60 8.80 9.00 9.20
m/z 171.10 35.38%

o 39 51 63 75 85 g9 120 133 146 157

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #39868: 1,1'-Biphenyl, 2-fluoro-

172

5000 S
8.60 8.80 9.00 9.20

m/z 170.10 21.93%

27 30 51 63 75 O g4 1g7 120 133 146 157 |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance

172

8.60 8.80 9.00 9.20
5000 m/z 173.10 12.01%

28 30 51 63 73 % g4 105 120 133 151

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine R EEmaa

172 8.60 8.80 9.00 9.20
m/z 146.00 5.30%

5000
0 39 52 63 72 8‘6 104 118 14‘15

T e e e e A EEmaa

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 8.60 8.80 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062816\

Data File : BF088494.D

Aca On : 28 Jun 2016 22:33

Operator : UM/SJ

ﬁ?ggle ; H3728-01 10X e s
ALS Vial : 11 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

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 _beta.-iso-Methyl ionone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.53 7.65 ng 155848 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
3 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 30
4 1-(3-Nitro-phenvD)-pvrrolidine 192 C10H12N202 1000300-34-7 18
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 14
Abundance Scan 1220 (15.531 min): BF088494.D (-1218) (-) m/z 191.15 100.00%
1
5000
41 R s RRA
306 15.20 15.40 15.60 15.80
o 222, 32 m/z 95.10 59.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 UL DU BN B
15.20 15.40 15.60 15.80
135 163 m/z 177.10 49 _59%
|2 Tl
0....l‘.“..‘.“l“‘.‘.i‘.“.‘i..“. ‘........|....|....|.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.20 15.40 15.60 15.80
5000 m/z 69.10 47 .03%
43 60 91 123 149
L L L L I L L WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #172144: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)-1... R ERRmma T B
191 15.20 15.40 15.60 15.80
m/z 123.10 46.00%
5000 163
143
oL 22 5677 1077 L | 215 240 266 299 334
m/z--> 50 100 150 200 250 300 350 400 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062816\

Data File : BF088494.D

Aca On : 28 Jun 2016 22:33

Operator : UM/SJ

ﬁ?ggle ; H3728-01 10X e s
ALS Vial : 11 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

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 unknownl15.89 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.98 ng 101345 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 43
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 42
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
4 2-Fluoro-5-trifluoromethvlbenzoi... 236 C10H8F402 1000338-95-4 35
5 4-Fluoro-2-trifluoromethylbenzoi... 236 C10H8F402 1000338-81-9 35
Abundance Scan 1251 (15.886 min): BF088494.D (-1249) (-) m/z 191.20 100.00%
1

5000

:

15.60 15.80 16.00 16.20

236 563 292 325 g5 376397

0! m/z 95.10 39.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172144: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)-1...
191
5000 163 LA L L B L L L LB L
15.60 15.80 16.00 16.20
m/z 81.10 36.17%
28 107 143
ol 27 567 0 4l | | 215240266 299 334
S e L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
Al Bmma s B
43 15.60 15.80 16.00 16.20
5000 67 m/z 123.10 29.18%
135
0 161 | | 212236 264 303
T T e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone Al Bmma s B
191 15.60 15.80 16.00 16.20
m/z 69.10 27 .43%
5000] 28
135 163
® Tl
o L . N —
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF062816\
BF088494.D

28 Jun 2016 22:33

UM/SJ
H3728-01 10X

11

Sample Multiplier: 1

TEC-COMP-PAV-2

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

unknown6.30 6.30
1,1"-Biphenyl, 2-.._. 8.89
-beta.-iso-Methyl.._. 15.53
unknownl15.89 15.89

8270-BF060716.M Wed Jun 29 15:52:16 2016

ng
ng
ng
ng

143847
153751
155848
101345

6.51 466689 20.0
9.55 635465 20.0
15.02 407403 20.0
15.02 407403 20.0
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