LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084436.D

Aca On : 13 Jan 2016 3:47

Operator : SJ/UM

Sample : H1078-13

Misc :

ALS Vial : 23 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 5.013 253 256 266 rVB 1121327 1198331 15.47% 2.220%
2 5.447 292 294 296 rBVY 4042993 3535672 45.65% 6.550%
3 5.847 327 329 331 rBV 115822 105484 1.36% 0.195%
4 6.476 382 384 387 rBVY 1882895 2083787 26.90% 3.860%
5 6.613 393 396 398 rBVY 6394575 5985308 77.27% 11.088%

6.842 413 416 418 rBV 1944702 1690350 21.82% 3.131%
7.002 427 430 432 rBV 4913688 5409686 69.84% 10.022%
7.402 462 465 468 rBV 3247666 4702700 60.71% 8.712%
1819279 2102976 27.15% 3.896%
9.208 620 623 625 rBV 8114685 7745892 100.00% 14.350%
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11 9.813 674 676 679 rBvV 93788 92881 1.20% 0.172%
12 9.882 679 682 684 rBV 2755869 2445292 31.57% 4 _530%
13 10.316 716 720 722 rBvV2 135627 149019 1.92% 0.276%
14 10.671 748 751 754 rBV 4619064 4522524 58.39% 8.378%
15 10.785 760 761 763 rBV 72008 96095 1.24% 0.178%

16 10.831 763 765 768 rVB 330664 388216 5.01% 0.719%
17 11.368 809 812 814 rBV 2409419 2317181 29.91% 4._.293%
18 12.957 948 951 953 rBV 6240217 6284839 81.14% 11.643%
19 13.448 992 994 996 rVB 99277 79557 1.03% 0.147%
20 13.997 1040 1042 1045 rBV 1453708 1604697 20.72% 2.973%

21 15.425 1164 1167 1170 rBV 1111071 1349057 17.42% 2.499%
22 16.111 1224 1227 1230 rBv4 48328 90537 1.17% 0.168%

Sum of corrected areas: 53980081
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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:\HPCHEMI\BNA F\DATA\BF011216\

BF084436.D

13 Jan 2016  3:47

SJ/UM

H1078-13

23 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084436.D

Aca On : 13 Jan 2016 3:47

Operator : SJ/UM

Sample : H1078-13

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 14.18 ng 1198330 1,4-Dichlorobenzene-d4 6.84
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 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 256 (5.013 min): BF084436.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
ot 460 480 5.00 520 5.40
ol eea w0 | e5 10 57 56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 4k Sbo Sk Sk
0
150 a0 1010 m/z 101.10 17.91%
0'"|“t'|“'W”“'“N“"l“*'l“"l“"F%q'|“'*J“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.00 15.98%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B .
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.34%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ 510“‘ “ ‘ 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084436.D

Aca On : 13 Jan 2016 3:47

Operator : SJ/UM

Sample : H1078-13

Misc :

ALS Vial : 23 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 unknown6.61 Concentration Rank 1

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

6.61 70.82 ng 5985310 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 396 (6.613 min): BF084436.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 | %1 620 6.40 6.60 6.80 7.00
54.0 . . . . )
o..,....,....l'.'..:,:!..,:.'.'.|,..7.8.,1....,..!.,’.1?‘?.?.1.1.7.,0....,~'...,.. m/z 68.10 42.39%
m/z--> 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 I L UL
620 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .35%
0'w'“'m'J\J'WH“'V'J|“?%9“'|“'w'“'w'“|“'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .27%
63.0 81.0
S SO PR I . Lot )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.64%
5000
63.0 81.0
31 0 50.0 ‘ 101.0 11? .0
O R o A R L e e e
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084436.D

Aca On : 13 Jan 2016 3:47

Operator : SJ/UM

Sample : H1078-13

Misc :

ALS Vial : 23 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 unknownl10.83 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.35 ng 388216 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 47
2 1H-Imidazole. 4-methvl-5-nitro- 127 C4H5N302 014003-66-8 38
3 Isopropvlphoshonic acid. fluoroa... 222 C10H20FO02P 1000273-48-8 27
4 1-Dimethvl(ethenvD)silvloxv-2-pr... 142 C7H140Si 1000278-80-3 27
5 1-(4-Fluoro-benzenesulfonyl)-pip... 286 C12H15FN203S 1000295-13-0 25
Abundance Scan 765 (10.831 min): BF084436.D (-763) (-) m/z 127.00 100.00%
127.0
5000 84.0
et 153.1
: 10.60 10.80 11.00 11.20
Ol et e bres e 20 3288 77 8405 39.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11317: 4-Amino-2,6-dihydroxypyrimidine
127.0
43.0 IR AR AR AR
5000 68.0 10|60 10|80 11. 00 11'20
m/z 110.00 27 .25%
99.0
014.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
127.0
10.60 10.80 11.00 11.20
5000 m/z 42.10 23.73%
42.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70345: Isopropylphoshonic acid, fluoroanhydride, 4-methyl...
127.0 10.60 10.80 11.00 11.20
m/z 153.05 14.14%
5000
430 81.0
0 ], ) 165.0 221.0
IIIII""I""I""IIIII DR DA B S SN DA D B A SR BN B rrrrprTrTr T T ET T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084436.D

Acq On : 13 Jan 2016 3:47

Operator : SJ/UM

Sample : H1078-13

Misc :

ALS Vial : 23 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 14.2 ng 1198330 1 6.84 1690350 20.0
unknown6 .61 6.61 70.8 ng 5985310 1 6.84 1690350 20.0
unknown10.83 10.83 3.4 ng 388216 4 11.37 2317180 20.0
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