LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG080116.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 height area % max. total
1 2.984 19 25 46 rBvY 6550737 11164147 100.00% 16.885%
2 5.169 390 397 407 rBVY 767209 1213471 10.87% 1.835%
3 5.651 471 479 488 rBV 2913646 4850928 43.45% 7.337%
4 7.267 745 754 766 rBV 2997568 5348112 47.90% 8.089%
5 7.637 809 817 832 rBV 3030519 5256773 47.09% 7.951%

8.107 888 897 905 rBV 509405 886145 7.94% 1.340%
8.430 944 952 961 rBV 2089667 3717083 33.29% 5.622%
9.287 1089 1098 1108 rBV 1894835 3451394 30.91% 5.220%
10.944 1372 1380 1390 rBV 708418 1301482 11.66% 1.968%
13.394 1789 1797 1804 rBV 4022845 6463341 57.89% 9.775%

=
QO ~NO®

11 14.222 1931 1938 1944 rBV 1222213 1789823 16.03% 2.707%
12 14.780 2026 2033 2042 rBvV2 987557 1606077 14.39%% 2.429%
13 15.602 2168 2173 2178 rVB 91988 122138 1.09% 0.185%
14 16.284 2282 2289 2306 rBV 2833930 4987892 44.68% 7.544%
15 16.466 2316 2320 2330 rVB 109113 206543 1.85% 0.312%

16 17.547 2496 2504 2509 rBV 1091433 1694945 15.18% 2.564%
17 17.588 2509 2511 2518 rVB 84094 122612 1.10% 0.185%
18 19.609 2848 2855 2860 rBV 221649 323238 2.90% 0.489%
19 19.973 2907 2917 2922 rVB 200928 334635 3.00% 0.506%
20 20.161 2943 2949 2955 rBV 5295026 6971920 62.45% 10.545%

21 21.483 3169 3174 3180 rBVS 85075 182885 1.64% 0.277%
22 21.876 3233 3241 3247 rBV 1146879 2180400 19.53% 3.298%
23 25.283 3811 3821 3833 rBV3 616529 1942367 17.40% 2.938%

Sum of corrected areas: 66118351
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023721.D
2|98
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Abundance TIC: BG023721.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.98 Concentration Rank 1

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

2.98 251.97 ng 11164100 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 47
2 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 28
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 12
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 24 (2.978 min): BG023721.D (-19) (-) m/z 73.05 100.00%
7B
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
ol 4 91 112135 203 232 255276 330 35 ' "n/z 43.05 61.95%
m/z--> 50 100 150 200 250 300 350
Abundance #2183: Methanethioamide, N,N-dimethyl-
89
44
5000
2.90 3.00 3.10 3.20 3.30 3.40
15 m/z 89.05 44 _67%
.‘.‘.ﬁ““.79.”|....|....|............|.
m/z--> 50 100 150 200 250 300 350
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 43 m/z 41.05 12.94%
25 91
m/z--> 50 100 150 200 250 300 350
Abundance #715: Methane, isothiocyanato-
7 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 11.41%
5000
45
5 1
m/z--> 50 100 150 200 250 300 350 2.90 3.00 3.10 3.20 3.30 3.40

8270-BG080116.M Tue Aug 16 15:55:32 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

5.17 27.39 ng 1213470 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 397 (5.169 min): BG023721.D (-390) (-) m/z 43.05 100.00%
43

5000

480 5.00 520 5.40 5.60
m/z 59.05 68.93%

240 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L LB L
480 5.00 520 5.40 5.60
m/z 101.05 22_.72%
26 | g 83'%
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R e e R R
4.80 5.00 520 5.40 5.60
s000{ 18 4, m/z 58.05 16.33%

mmmmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R RRRnE s
59 480 5.00 5.20 5.40 5.60
m/z 41.05 8.38%
5000
41
101
e NSNS & S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.64 Concentration Rank 2

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

7.64 118.64 ng 5256770 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 818 (7.643 min): BG023721.D (-809) (-) m/z 132.00 100.00%
132
68
5000
w0 || %P 740 7.60 7.80 8.00
1-..1,.. 207 254281 876401 503 | 77768 05  55.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL IR UL L
7.40 7.60 7.80 8.00
5 70 m/z 66.05 35.58%
[ighdn b
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 740 7.60 7.80 8.00
5000 m/z 134.05 34.68%
31
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- T
132 7.40 7.60 7.80 8.00
m/z 69.05 24 .42%
5000
104
39 8 \
‘Lﬂﬁl!l" L UARLELINS UARLELEL SR UL RS DAL SR U U UL L L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.44 ng 206543 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64
Abundance Scan 2321 (16.472 min): BG023721.D (-2316) (-) m/z 57.05 100.00%
57
e T /\/WV\L
m mmmmmmmm
3 ,l.l! Aoy iflA7T168 207 241 288 334 378 | n7; 43.15  61.10%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 IR SRR SRR RN AR
mmmmmmmm
183 m/z 71.05 55.14%
i l‘.“.“ll}?‘..lls‘.s..‘.|.... ....3].-0...|....|
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.20 16,40 16.60 16.80
5000 g5 m/z 85.05 41 .66%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #140552: Dodecane, 1-iodo- O o AT
57 16.20 16.40 16.60 16.80
m/z 55.05 21.54%
5000 85
29 113 155
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081516\
Data File : BG023721.D

Acq On : 15 Aug 2016 14:43

Operator : UM/SJ

Sample - H4452-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.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]
unknown?2 .98 2.98 252.0 ng 11164100 1 8.11 886145 20.0
2-Pentanone, 4-hy... 5.17 27.4 ng 1213470 1 8.11 886145 20.0
unknown? .64 7.64 118.6 ng 5256770 1 8.11 886145 20.0
Tridecane, l1l-iodo- 16.47 2.4 ng 206543 4 17.55 1694950 20.0
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