LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.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 4.994 248 250 260 rBV 326747 371139 13.69% 2.257%
2 5.417 285 287 290 rBV 717856 749342 27.63% 4 _557%
3 6.457 377 378 381 rBV 369447 451728 16.66% 2.747%
4 6.594 388 390 393 rBVY 1480359 1448585 53.42% 8.809%
5 6.834 409 411 413 rBV 309300 347086 12.80% 2.111%
6 6.983 422 424 427 rBV 1365920 1462243 53.93% 8.892%
7 7.406 458 461 463 rBVY 1009008 1219350 44.97% 7.415%
8 8.115 521 523 526 rBV 502607 481950 17.77% 2.931%
9 9.200 615 618 620 rBY 2618418 2569040 94.74% 15.623%
10 9.589 650 652 654 rBV 126231 123950 4_.57% 0.754%
11 9.875 674 677 679 rBV 677418 601745 22.19% 3.659%
12 10.252 708 710 713 rBV2 51715 68996 2.54% 0.420%
13 10.663 744 746 749 rBVY 1418422 1486768 54.83% 9.041%
14 10.778 754 756 760 rVB 21994 36800 1.36% 0.224%
15 10.881 763 765 766 rvv2 21154 28844 1.06% 0.175%
16 10.915 766 768 771 rVB 18797 31739 1.17% 0.193%
17 11.018 776 777 779 rVB2 28482 32188 1.19% 0.196%
18 11.063 779 781 783 rBV 21799 27316 1.01% 0.166%
19 11.361 805 807 809 rBV 669670 604371 22.29% 3.675%
20 11.886 850 853 855 rBV 31202 33583 1.24% 0.204%
21 12.949 943 946 949 rBVY 2394971 2711612 100.00% 16.490%
22 13.784 1016 1019 1020 rBV 59079 91971 3.39% 0.559%
23 13.807 1020 1021 1023 rVVv 236877 190037 7.01% 1.156%
24 13.841 1023 1024 1031 rVB 33927 43560 1.61% 0.265%

25 14.001 1034 1038 1048 rBV 669545 708402 26.12% 4_.308%
26 15.430 1160 1163 1169 rBV 308348 492860 18.18% 2.997%
27 16.104 1219 1222 1226 rVB 17186 28947 1.07% 0.176%

Sum of corrected areas: 16444152
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082230.D
2500000

2000000

6.59
1500000 6.98

1000000 [

5.42

500000 4.99 6.46

e M

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082230.D

2500000 9120 12.95

2000000

1500000 10.66

1000000

9.87 11.36 14.00
500000

9.59 13.81
> 10.25 0176481026 11.89 13784

o e e e e e e e e e e e e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082230.D

2500000

2000000

1500000

1000000

500000
15.43

16.10

T B B P i La

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 21.39 ng 371139 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (4.994 min): BF082230.D (-248) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 SRR SRS S RS
510 | 831 | 4.60 4.80 500 5.20 5.40
ot e e m/z 59.10 63.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRS S R L
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 20.40%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 5.00 520 5.40
5000 m/z 58.10 16.32%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.84%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ 510“‘ . . 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.59 83.47 ng 1448590 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.594 min): BF082230.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sy || i oo 50 ok 7hy
o T N N 1 W PO B £ I | N m/z 68.10 43.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR LA SRR A R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.93%
0'W'”'P'”I”J“'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
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.85%
33.0 44.0 105.0
. 560 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.87%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3 1,4-Dichlorobenzene-D4 Concentration Rank 1

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

6.98 84.26 ng 1462240 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 95
2 1.2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 94
3 But-2-vne-1.4-diol. 0.0"-bis(3-n... 384 C18H12N208 055709-58-5 10
4 3-(4-Nitrobenzovl)-2-thioxo-4-th... 431 C17H9N307S2 329218-74-8 10
5 2-Bromo-2T"-nitroacetophenone 243 C8H6BrNO3 006851-99-6 10

Abundance Scan 424 (6.%83 min): BF082230.D (-422) (-) m/z 150.00 100.00%
150.0
5000 115.0
78.1
38.1 6.60 6.80 7.00 7.20 7.40
] A B B St B et o e m/z 152.00 62.66%
miz--> 0 50 100 150 200 250 300 350
Abundance #23063: 1,4-Dichlorobenzene-D4
150.0
5000 115.0
78.0 6.60 6.80 7.00 7.20 7.40
m/z 115.00 42 .83%
0 |
O||‘|\l“||“‘|‘|||‘|||“::::luuuu||||||||||||||
miz--> 0 50 100 150 200 250 300 350
Abundance
150.0
115.0 6.60 6.80 7.00 7.20 7.40
5000 52.0 m/z 78.10 28.11%
120 85.0
e S s L L L I B B
miz--> 0 50 100 150 200 250 300 350
Abundance #152334: But-2-yne-1,4-diol, 0,0'-bis(3-nitrobenzoyl)-
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.10 23.65%
5000
0.0 104.0
0 N 189.0218.0  270.0 384.0
miz--> 0 55 160 150 260 2%0 360 350 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.29 ng 68996 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 94
2 m-Toluvlic acid. 2-methviphenvl ... 226 C15H1402 021121-93-7 59
3 Benzoic acid. 3-methvl-. methvl ... 150 C9H1002 000099-36-5 59
4 N-Isopropvl-p-toluamide 177 C11H15NO 002144-17-4 59
5 p-Toluylic acid, 3,5-difluorophe... 248 C14H10F202 1000292-64-0 59
Abundance Scan 710 (10.252 min): BF082230.D (-708) (-) m/z 119.10 100.00%
119.1
5000 91.1
190.1
w1 o1 " 10/00 10,20 1040 10160
Ot et e e e M/z 91.10 41.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49806: Diethyltoluamide
119.0
5000 91.0 190.0

10.00 10.20 10.40 10.60

65.0 m/z 190.10 30.33%
390 ) 14501620
O o . o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
119.0
R
10.00 10.20 10.40 10.60
5000 m/z 65.10 15.71%
91.0
o 390 &0 136.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23427: Benzoic acid, 3-methyl-, methy! ester A R R
119.0 10.00 10.20 10.40 10.60
m/z 191.10 9.87%
5000 91.0 150.0
39.0 65.0 | ‘
LA I B I B A A RARREE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1,3,5-Triazin-2(1H)-one, 4,... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.78 2.60 ng 91971 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3.5-Triazin-2(1H)-one. 4.6-bis... 155 C5H9N50 055702-52-8 59
2 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 52
3 4-Pvrimidinamine. 5-methvl-2-(me... 155 C6H9N3S 054308-64-4 40
4 3-Pvridinol. 6-methvl-2-(methvlt... 155 C7H9NOS 023003-25-0 40
5 6-Amino-1,3-dimethyluracil 155 C6HIN302 006642-31-5 40
Abundance Scan 1019 (13.784 min): BF082230.D (-1016) (-) m/z 155.10 100.00%

155.1
5000
57.0
81.1 109.1 LRI PRI SRR B
13.40 13.60 13.80 14.00 14.20
oty 330 T2 05 27, 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26623: 1,3,5-Triazin-2(1H)-one, 4,6-bis(methylamino)-
57.0 155.0
126.0
5000 83.0

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
13.40 13.60 13.80 14.00 14.20
m/z 71.10 16.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
83.0 109.0 155.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 109.10 15.29%
57.0
30.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26663: 4-Pyrimidinamine, 5-methyl-2-(methylthio)-
155.0 13.40 13.60 13.80 14.00 14.20
m/z 70.10 14 .13%
109.0
5000
82.0
54.0
O.H,H.WWJH.Nmﬂnwwuhw.”.P.”‘”...”..”...”,”.w.”. RS AR RS R mma S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082230.D

Aca On : 12 Oct 2015 20:13

Operator : UM/I1Z

Sample : 6G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2-Amino-4,6-dimethoxypyrimi... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.81 5.37 ng 190037 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4.6-dimethoxvpvrimidine 155 C6HIN302 036315-01-2 50
2 4-Pvrimidinamine. 5-methvl-2-(me... 155 C6HON3S 054308-64-4 47
3 1.2-Cvclohexanedicarboxvlic acid... 396 C24H4404 000084-71-9 40
4 Butanal. dibutvlhvdrazone 198 C12H26N2 067660-51-9 38
5 2,3,4-Trimethylpentan-2-ol decan... 284 C18H3602 1000130-74-2 38

Abundance Scan 1021 (13.807 min): BF082230.D (-1020) (-) m/z 155.10 100.00%
155.1
5000 57.1
113.1 I L. U
13.40 13.60 13.80 14.00 14.20
o ol 2382 2852 m/z 57.10 44.22%
m/z--> 50 100 150 200 250 300 350
Abundance #26650: 2-Amino-4,6-dimethoxypyrimidine
155.0
68.0
13.40 13.60 13.80 14.00 14.20
125.0 m/z 71.10 29.04%
0 ...“lm.“‘l.h‘.mlL‘.‘“.llHuuuuluuuu....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance
155.0
109.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 113.10 23.35%
54.0
L L [ WL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #155557: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhexy... A
155.0 13.40 13.60 13.80 14.00 14.20
m/z 43.10 22 .82%
5000 57.0
113.0
0 27&9‘ Dbl | om0 230 250 a0 oo
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101215\
Data File : BF082230.D

Acq On : 12 Oct 2015 20:13

Operator : UM/1Z

Sample - G3990-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
2-Pentanone, 4-hy... 4.99 21.4 ng 371139 1 6.83 347086 20.0
3-Chloro-6-fluoro. .. 6.59 83.5 ng 1448590 1 6.83 347086 20.0
1,4-Dichlorobenze. .. 6.98 84.3 ng 1462240 1 6.83 347086 20.0
Diethyltoluamide 10.25 2.3 ng 68996 3 9.87 601745 20.0
1,3,5-Triazin-2(1... 13.78 2.6 ng 91971 5 14.00 708402 20.0
2-Amino-4,6-dimet... 13.81 5.4 ng 190037 5 14.00 708402 20.0
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