LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024743.D

Aca On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample : H5543-04

Misc :

ALS Vial : 13 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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3.122 42 48 69 rvB 6699397 11258296 100.00% 23.241%
2 5.325 416 423 431 rVB 307743 504067 4._.48% 1.041%
3 5.795 495 503 510 rBVY 1461296 2452661 21.79% 5.063%
4 7.399 769 776 787 rBVY 1586101 2722605 24.18% 5.620%
5 7.787 831 842 851 rBVY 1453763 2593016 23.03% 5.353%

8.257 915 922 930 rBV 342340 602216 5.35% 1.243%
8.586 971 978 986 rVB 1050958 1882375 16.72% 3.886%
9.438 1112 1123 1133 rBV 902794 1686875 14.98% 3.482%
11.089 1397 1404 1411 rVB 469673 830915 7.38% 1.715%
13.503 1804 1815 1823 rBVY 2332533 3790055 33.66% 7.824%

=
QO ~NO®

11 14.314 1947 1953 1960 rBV 551690 817796 7.26% 1.688%
12 14.878 2041 2049 2059 rBV 759562 1227305 10.90% 2.534%
13 16.359 2295 2301 2308 rBV 2441029 3782010 33.59% 7.807%
14 17.622 2508 2516 2524 rBV2 1021886 1653564 14.69% 3.414%
15 18.462 2654 2659 2664 rBV3 115324 148440 1.32% 0.306%

16 20.201 2949 2955 2961 rBV 5478127 7218809 64.12% 14.902%
17 21.494 3170 3175 3181 rBv4 114065 194444 1.73% 0.401%

18 21.917 3239 3247 3254 rVB 1477208 2500188 22.21% 5.161%
19 25.343 3818 3830 3842 rvB2 808199 2575293 22.87% 5.316%

Sum of corrected areas: 48440930
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024743.D

Aca On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample : H5543-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.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: BG024743.D
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Abundance TIC: BG024743.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024743.D

Aca On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample : H5543-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 1 unknown3.12 Concentration Rank 1

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

3.12 373.90 ng 11258300 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 28
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 16
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 10
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 48 (3.122 min): BG024743.D (-42) (-) m/z 73.05 100.00%
7B
43
5000
300 320 340
0 gl fOL134 178 221 265 47380 418 228 m/z 43.10 69.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4787: Propane, 2,2-dimethoxy-
73
43
5000 L L R RN
15 300 320 3.40 '
m/z 89.10 49.37%
ol 104
m/z--> 0 §0 100 150 200 250 300 350 400 450 500
Abundance
73
43 A A L
3.00 320 3.40
5000 m/z 41.10 15.02%
o 15 100
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #739: Acetamide, N-methy!l- T
43 7 3.00 320 3.40
m/z 45.10 13.48%
5000
15
e L L A L S B B L L B WL A LA UL ISR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40

8270-BG102516.M Tue Nov 08 16:54:02 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024743.D

Aca On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample : H5543-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.32 16.74 ng 504067 1,4-Dichlorobenzene-d4 8.26
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Tetraalvme 222 C10H2205 000143-24-8 28
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 422 (5.319 min): BG024743.D (-416) (-) m/z 43.10 100.00%
43
5000
ot 500 520 540 560
Ol 72, ,I L 187 226 265 303 345 401 46 S0 "m/z 59.10 63.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R UL

5.00 5.20 5.40 5.60
m/z 101.10 19.49%

15 ‘ 101
0 ‘ - \‘
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R EE R RRREE R
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.62%
101
15 73
o ts e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 5.00 5.20 5.40 5.60
m/z 41.10 10.06%
5000
\ 126
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60

8270-BG102516.M Tue Nov 08 16:54:02 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024743.D

Aca On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample : H5543-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3 unknown7.79 Concentration Rank 2

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

7.79 86.12 ng 2593020 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 843 (7.793 min): BG024743.D (-831) (-) m/z 132.10 100.00%
132
5000 68
96 UL LR R R L
? I 171 221248274 355 417 471 527 740 7.60 7.80 8.00 8.20
(o} e e L e Lt m/z 68.10 49 _.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o P
7.40 7.60 7.80 8.00 8.20
3 70 m/z 66.10 33.31%
O'JJ{M'“I'”'I"”I""'"'I”"I"”I"'W""I”"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69 USRS LR R R L
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.61%
31
G R S L B I B I S B W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine T T
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22 .39%
5000
105
O'JJrl“”hM"'l”"l""'"'I'”'I""P"'I'”'I"" RS LR R R L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\
Data File : BG024743.D

Acq On : 8 Nov 2016 00:15

Operator : UM/SJ

Sample - H5543-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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]
unknown3.12 3.12 373.9 ng 11258300 1 8.26 602216 20.0
2-Pentanone, 4-hy... 5.32 16.7 ng 504067 1 8.26 602216 20.0
unknown7 .79 7.79 86.1 ng 2593020 1 8.26 602216 20.0
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