LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71416\
Data File : BG023107.D
Aca On : 14 Jul 2016 18:54 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : H4006-02 LOCATION-23A-9-11-DEEP
ALS Vial : 16 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-BG070816.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 3.040 29 34 57 rBY 3691743 5602143 83.41% 12.261%
2 5.225 400 406 412 rBV 185406 281417 4_.19% 0.616%
3 5.701 480 487 499 rVB 1417224 2296747 34.19% 5.027%
4 7.311 753 761 771 rBV 1614716 2842221 42.32% 6.221%
5 7.681 817 824 832 rBVY 1451861 2601674 38.73% 5.694%
6 8.157 896 905 917 rBV 385876 702125 10.45% 1.537%
7 8.480 948 960 968 rBY 1046768 1820146 27.10% 3.984%
8 9.326 1095 1104 1114 rBV 1028958 1857106 27.65% 4 _.065%
9 10.983 1377 1386 1394 rBV 595993 1103182 16.42% 2.414%
10 13.422 1791 1801 1811 rBVY 2669976 4304249 64.08% 9.420%

11 14.244 1934 1941 1948 rBV 483188 702345 10.46% 1.537%
12 14.802 2028 2036 2045 rBV2 1063378 1798697 26.78% 3.937%
13 16.295 2283 2290 2302 rBV 2488012 4074096 60.66% 8.917%
14 17.276 2452 2457 2462 rBV2 85989 121113 1.80% 0.265%
15 17.552 2497 2504 2518 rBV 1409695 2367865 35.25% 5.182%

16 18.022 2579 2584 2589 rVB2 77686 102853 1.53% 0.225%
17 18.157 2601 2607 2611 rBv4 61564 89218 1.33% 0.195%
18 18.422 2646 2652 2659 rBV2 145223 227862 3.39% 0.499%
19 20.155 2941 2947 2955 rBV 5126796 6716761 100.00% 14.701%
20 21.471 3166 3171 3177 rBV5 99397 223439 3.33% 0.489%

21 21.683 3203 3207 3208 rBV 130481 147747 2.20% 0.323%
22 21.706 3208 3211 3218 rVB4 177103 317984 4.73% 0.696%
23 21.859 3230 3237 3252 rVB 1607443 2737703 40.76% 5.992%
24 24.227 3637 3640 3651 rVB 41833 103148 1.54% 0.226%
25 25.237 3800 3812 3822 rBV2 806644 2548489 37.94% 5.578%

Sum of corrected areas: 45690330
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\

Data File : BG023107.D

Aca On 14 Jul 2016 18:54

Operator : UM/SJ

ﬁ?ggle - H4006-02 LOCATION-23A-9-11-DEEP
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG023107.D
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Library Search Compound Report

8270-BG070816.-M Fri

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023107.D

Aca On 14 Jul 2016 18:54

Operator : UM/SJ

Sample = H4006-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown3.04 Concentration Rank 1

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

3.04 159.58 ng 5602140 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 38
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 34 (3.040 min): BG023107.D (-29) (-) m/z 73.10 100.00%
7B
5000
300 320 340
Ol A 148173 221247 281 345 404 442 %08 | "m/z 43.10 52.86%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L LA NI R
3.00 320 340
m/z 89.10 37.47%
OI”'JI'”'I"”I"'W""I”"I'”'I"”I""P"'I”
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
89 300 320 340
5000{ 18 m/z 41.10 10.35%
L L L L U S L B WL B WAL B /\‘
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #837: 1-Propanol, 2-methyl- —r e
43 3.00 320 340
m/z 45.10 9.58%
5000
74
OP"“%'”I'”'I”"P"W"”I'”'I”"P"W"”I" L L
m/z-> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 340
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8270-BG070816.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023107.D

Aca On 14 Jul 2016 18:54

Operator : UM/SJ

Sample = H4006-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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.

5.23 8.02 ng 281417 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 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 10

Abundance Scan 407 (5.231 min): BG023107.D (-400) (-) m/z 43.10 100.00%
48
5000
101 SRS A S
4.80 5.00 5.20 5.40 5.60
b A 470 | 133 181 285 295322 485 516 "m/z 59.10 88.29%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S U
480 5.00 520 5.40 5.60
m/z 101.10 24 .45Y%
101
s B R R R LA R R R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540 5.60
5000 101 m/z 58.10 16.92%
27
i S U L U L LA UL LIS I LI L S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3955: 2,3-Butanedione, monooxime
4 480 5.00 520 5.40 5.60
m/z 41.05 9.46%
5000
101
ol 2. | 169
m/z--> c') 5'0 1(')0 1&1;0 260 2&1;0 3(')0 3&1;0 4(')0 4&'30 5(')0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023107.D

Aca On 14 Jul 2016 18:54

Operator : UM/SJ

Sample = H4006-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 74.11 ng 2601670 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 824 (7.681 min): BG023107.D (-817) (-) m/z 132.00 100.00%
132
68
5000
40 96 R EREEESEeEEs s
7.40 7.60 7.80 8.00
0 L h 165 197225249 261 334 366392 486 | /7 68.10  61.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I L I IR
7.40 7.60 7.80 8.00
31 m/z 66.10 40.34%
O'MMWVL'J'”“l""w"'l"'w""|"”|""|'”'|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 33.53%
g1 10
e R L A UL U UL UL B UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R R A e
132 7.40 7.60 7.80 8.00
m/z 69.10 29.27%
5000
67
91
0"ﬁﬁwMMLw““J'I""P"'I""I""I""I”"I""I U I UL LR R
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00

8270-BG070816.-M Fri

Jul 15 17:49:44 2016

LOCATION-23A-9-11-DEEP

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71416\

Data File : BG023107.D

Acq On : 14 Jul 2016 18:54

Operator : UM/SJ

ﬁ?gg'e - H4006-02 LOCATION-23A-9-11-DEEP
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 159.6 ng 5602140 1 8.15 702125 20.0
2-Pentanone, 4-hy... 5.23 8.0 ng 281417 1 8.15 702125 20.0
unknown? .68 7.68 74.1 ng 2601670 1 8.15 702125 20.0
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