LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076973.D

Aca On : 20 Jan 2015 21:21

Operator - 1Z / TP

Sample : G1l110-10

Misc oW

ALS Vial : 14 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 1.361 23 24 29 rBv 78827 132069 7.29% 1.445%
2 1.441 29 31 54 rvB 950194 1810657 100.00% 19.810%
3 4.024 254 257 262 rBV 13626 29390 1.62% 0.322%
4 4.962 336 339 352 rBV 155065 301895 16.67% 3.303%
5 7.305 541 544 549 rBV 85189 163915 9.05% 1.793%

7.396 549 552 560 rVvB 404399 686116 37.89% 7.507%
7.910 594 597 601 rBV 105469 166464 9.19% 1.821%
8.231 621 625 628 rBvV 448379 690829 38.15% 7.558%
9.202 707 710 720 rVB 326578 550337 30.39% 6.021%
10.814 848 851 855 rBvV 148405 232813 12.86% 2.547%

=
QO ~NO®

11 13.477 1080 1084 1087 rVB 700281 1137177 62.80% 12.442%
12 14.951 1209 1213 1216 rVB 149881 264027 14.58% 2.889%

13 15.877 1290 1294 1300 rBV 32100 57233 3.16% 0.626%
14 16.631 1357 1360 1363 rBV 564862 727084 40.16% 7.955%
15 17.511 1434 1437 1441 rBV3 11666 19063 1.05% 0.209%
16 17.729 1454 1456 1459 rVB 216759 281122 15.53% 3.076%
17 18.723 1541 1543 1547 rBV2 20232 26537 1.47% 0.290%
18 19.420 1601 1604 1606 rBV 19872 26993 1.49% 0.295%

19 19.969 1649 1652 1654 rBV 1031884 1178707 65.10% 12.896%
20 21.226 1758 1762 1765 rBV 234584 372711 20.58% 4.078%

21 22.906 1906 1909 1912 rBV 195220 265588 14.67% 2.906%
22 23.901 1992 1996 1998 rBV3 9598 19349 1.07% 0.212%

Sum of corrected areas: 9140076
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076973.D

Aca On : 20 Jan 2015 21:21

Operator =: 1Z / TP

Sample : G1l110-10

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO76973.D
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Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO76973.D
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13.48
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Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO76973.D
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Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076973.D

Aca On : 20 Jan 2015 21:21

Operator =: 1Z / TP

Sample : G1l110-10

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.40 Concentration Rank 3

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

7.40 82.43 ng 686116 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 552 (7.396 min): BF076973.D (-549) (-) m/z 132.00 100.00%
5000 68
96 T LT T
40 4o .5|4 62 | 7|5 87 104 7.00 7.20 7.40 7.60 7.80
bbb S bbb e b e b e e p e m/z 68.10 40.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 IR R UL L
7.00 7.20 7.40 7.60 7.80
33 44 o g7 105 m/z 134.00 32.12%
NI S NN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 97 m/z 66.00 29.16%
70
31
. 44 51 60 77 g6 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R mmAE
132 7.00 7.20 7.40 7.60 7.80
o7 m/z 69.05 16.72%
5000 0
31 52
M % 7B ss | 105 M6
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076973.D

Aca On : 20 Jan 2015 21:21

Operator =: 1Z / TP

Sample : G1l110-10

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.88 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.88 4.34 ng 57233 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 43
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 32
3 Octanoic Acid 144 C8H1602 000124-07-2 25
4 Methvl-_.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 25
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 23
Abundance Scan 1294 (15.877 min): BF076973.D (-1290) (-) m/z 73.00 100.00%
60 7B
43
5000
- 129
115 157 I I W
I | | 97 143 15.60 15.80 16.00 16.20
Y SR 1 m/z 60.00 97.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60 73
41
5000 L PSR UL BN B
15.60 15.80 16.00 16.20
H 87 o3 115 159 m/z 57.10 63.99%
0,,|,1,?,|,,,,|,,,,,,\,,5}‘ ol -‘=-‘----‘l.‘----.--‘--.----‘----.----.--15’?----.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60 73
15,60 15.80 16.00 16.20
5000 29 m/z 43.10 61.69%
43 101
85 131
ol 51 111119 143 161
R R R R R SRS AR LR AR RS LR RS LA LARAN LRSS EARA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19985: Octanoic Acid
60 15.60 15.80 16.00 16.20
m/z 41.00 58.78%
73
5000 27
85 101
. Il 51 Wk U5 159 144
m/z--> 1'0 2'0 3'0 4'0 50 60 70 80 9'0 1(')0 ﬁo 12'0 130 14'10 1&1,0 1('30 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012015\
Data File : BF076973.D

Acq On : 20 Jan 2015 21:21

Operator - 1Z / TP

Sample : G1110-10

Misc W

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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]
unknown? .40 7.40 82.4 ng 686116 1 7.91 166464 20.0
unknownl15.88 15.88 4.3 ng 57233 3 14.95 264027 20.0
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