LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030116\
Data File : BG021201.D

Aca On : 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG022916.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

3.063 33 38 51 rvB 250010 364534 100.00% 16.701%

1

2 3.216 59 64 69 rvB5 2606 4071 1.12% 0.187%
3 5.237 401 408 414 rBV 11839 17639 4._.84% 0.808%
4 5.702 481 487 495 rBvV 49565 79022 21.68% 3.620%
5 7.294 751 758 767 rBB 54026 92585 25.40% 4.242%
6 7.676 816 823 830 rBB 53026 88174 24.19%% 4.040%
7 8.146 896 903 911 rBB 53359 88616 24.31% 4 _.060%
8 8.475 952 959 965 rBB 33836 58137 15.95% 2.663%
9 9.309 1093 1101 1108 rVB 35023 60357 16.56% 2.765%
10 10.960 1374 1382 1389 rBB 78273 141314 38.77% 6.474%
11 13.381 1788 1794 1801 rVB 68537 99985 27.43% 4_.581%
12 14.197 1929 1933 1938 rVB2 9223 11222 3.08% 0.514%
13 14.756 2022 2028 2036 rVB2 112398 175699 48.20% 8.049%
14 15.578 2164 2168 2172 rVB 3984 5088 1.40% 0.233%
15 16.230 2274 2279 2285 rVB3 51054 71683 19.66% 3.284%
16 16.436 2309 2314 2326 rVB2 4259 8003 2.20% 0.367%
17 17.488 2487 2493 2499 rBV2 124812 194247 53.29% 8.899%
18 19.527 2836 2840 2844 rVB2 14563 18543 5.09% 0.850%
19 19.885 2897 2901 2907 rVB 11435 16781 4._.60% 0.769%
20 20.079 2929 2934 2938 rBV 98439 123665 33.92% 5.666%
21 21.366 3151 3153 3159 rVB6 4615 5756 1.58% 0.264%
22 21.753 3212 3219 3224 rBV 139389 243126 66.70% 11.139%
23 21.794 3224 3226 3234 rVB3 12344 18134 4.97% 0.831%

24 25.026 3767 3776 3786 rBv4 65717 196353 53.86% 8.996%

Sum of corrected areas: 2182734
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030116\
Data File : BG021201.D

Aca On : 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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: BG021201.D
2500001 3|06

200000
150000

100000
10.96

5.70 7.29 7.68 8.15

T =T TIT7 1
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Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG021201.D
250000

200000

21.75

150000
17.49

14.76 20.08

100000

13.38

50000 16,23
21.79

19.5319.8 2137 N ermcnremen
14.20 15.58 16.44
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Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG021201.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030116\
Data File : BG021201.D

Aca On : 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.06 82.27 ng 364534 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrC1302 1000115-31-4 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 37 (3.058 min): BG021201.D (-33) (-) m/z 73.00 100.00%
73.0
5000 430
89.0
| 55.0 ‘ 300 320  3.40
ot e e e e m/z 43.00 50.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 T T T
300 320  3.40
310 89.0 m/z 89.00 29.90%
‘ 57.0 \

o.w.”.,”ﬂﬁh.nhn..“.”,.”.,u.w..”,”..“.”,.”.“.
m/z--> 10 20 30 70 80 90 100 110 120
Abundance
73.0

3 OO 3. 20 3.40

5000 m/z 41.00 9.20%
45.0
36.0 55.0 109.0
| SRS et S SMRLTS UMM S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2103: Propane, 2-methoxy-2-methyl- S ——
73.0 300 320 3.40

m/z 45.00 7.33%

5000
57.0
41.0
29.0
0 150 \‘ “\ 1l ! 870

m/z--> 10 20 30 50 60 70 80 90 100 110 120 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030116\
Data File : BG021201.D

Aca On : 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.24 3.98 ng 17639 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Nonanone 142 C9H180 000821-55-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 408 (5.237 min): BG021201.D (-401) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| | 83.0 | 5.00 5.20 5.40 5.60
O o B LI L m/z 59.00 56.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN UL UL IR I
59.0 500 5.20 540 560
0
150 a0 1010 m/z 101.00 18.87%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 500 520 540 560
5000 m/z 58.00 13.70%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R EREas mEa e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 11.06%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030116\
Data File : BG021201.D

Aca On : 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 3 unknown7.68 Concentration Rank 2

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

7.68 19.90 ng 88174 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 824 (7.682 min): BG021201.D (-816) (-) m/z 131.90 100.00%
131.9
68.0
5000
90 g ‘ | o0 TR 7R 7k b
Obrrrrrrr el M el i e el M/Z 68.00 54.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.40 7.60 7.80 8.00
70.0 m/z 66.00 40.31%
310 440
I 0 0 S S I i
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 133.90 33.02%
69.0
57.0
390 89.0 103.0
ol 115.0
wwmmwmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- e R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 23.57%
5000
. 502”)w05?o§f 770 9201040 1,0
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 130 140 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030116\
Data File : BG021201.D

Acq On > 2 Mar 2016 2:22

Operator : UM/SJ

Sample : H1577-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916 .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]
Propane, 2,2-dime... 3.06 82.3 ng 364534 1 8.15 88616 20.0
2-Pentanone, 4-hy... 5.24 4.0 ng 17639 1 8.15 88616 20.0
unknown? .68 7.68 19.9 ng 88174 1 8.15 88616 20.0
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