LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033394.D

Aca On : 28 Mar 2018 20:13

Operator : SJ/JU

Sample : J2097-01

Misc :

ALS Vial : 9 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-BG031918.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

3.484 27 33 43 rBvV 126840 276176 7.13% 1.511%
3.572 43 48 56 rvB 98430 157469 4_.07% 0.861%
rBv 353158 674870 17.42% 3.692%
7.991 793 800 817 rBV 218603 482191 12.45% 2.638%
8.384 859 867 883 rBvV 699590 1357369 35.04% 7.425%
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6 8.866 942 949 962 rBV 138398 269036 6.95% 1.472%
7 9.201 998 1006 1020 rBV 643287 1224425 31.61% 6.698%
8 10.065 1143 1153 1176 rBV 503591 1098975 28.37% 6.012%
9 11.751 1432 1440 1448 rBV 206592 407541 10.52% 2.229%
10 14.113 1835 1842 1852 rBV 1734589 2792974 72.10% 15.279%
11 15.435 2062 2067 2070 rBV3 24868 39742 1.03% 0.217%

12 15.482 2070 2075 2084 rVB2 364342 642894 16.60% 3.517%
13 16.962 2319 2327 2340 rBV 1295478 2225246 57.45% 12.173%
14 18.214 2533 2540 2551 rBV 474178 810963 20.94% 4._.436%
15 19.013 2672 2676 2684 rBV6 36827 65812 1.70% 0.360%

16 20.735 2963 2969 2979 rBV 2912952 3873546 100.00% 21.190%
17 21.645 3120 3124 3134 rVB 87020 135916 3.51% 0.744%

18 22.562 3273 3280 3289 rBV2 460863 874315 22.57% 4._.783%
19 26.328 3911 3921 3935 rVB2 258146 870814 22.48% 4.764%

Sum of corrected areas: 18280274
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033394.D

Aca On - 28 Mar 2018 20:13

Operator : SJ/JU

Sample : J2097-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033394.D
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Abundance TIC: BG033394.D
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Abundance TIC: BG033394.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033394.D

Aca On : 28 Mar 2018 20:13

Operator : SJ/JU

Sample : J2097-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 11.71 ng 157469 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 48 (3.572 min): BG033394.D (-43) (-) m/z 73.00 100.00%
7B
5000 43
55 87
| | 147 340 360 380  4.00
0'“P“W“”P”W”Jm”W”“T“WJ”P”W””P”W””P“W””P”W”' m/z 43.00 42.41%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl- VJL
73
5000 L LA N R
43 340 360 3.80 4.00
87 m/z 55.00 28.87%

o

27
"'I""I""I""l‘l‘*""l‘l""l""'I(??"N'l"I""I"':!-IO']'-"I""I""I""I""I"'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30
73

340 360 3.80 4.00

5000 m/z 87.00 25.92%
44 S8
18
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1996: Silane, tetramethyl- e
73 340 360 3.80 4.00
m/z 71.00 10.05%
5000
43
oLo2 15 2 || 53 65 | g8 A Y
R ARAaa Ba E R B A e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033394.D

Aca On : 28 Mar 2018 20:13

Operator : SJ/JU

Sample : J2097-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 1

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

8.38 100.91 ng 1357370 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 866 (8.378 min): BG033394.D (-859) (-) m/z 132.00 100.00%
132
5000 68 /\kg
96 SRR AR R
40 | 402 8.00 8.20 8.40 8.60 8.80
0 R . m/z 67.95 48.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AR LS R
800 820 840 8.60 8.80
m/z 66.00 32.30%
o \uﬁPIILIIL -
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 29.66%
69
39 89
0"I""I"""""""" rrrrTrTTTTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 21.38%
5000
105
0 \\H ’................|....|.....
m/z--> 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033394.D

Aca On : 28 Mar 2018 20:13

Operator : SJ/JU

Sample : J2097-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 5 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.65 3.11 ng 135916 Chrysene-di12 22 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 93
2 1-Methvl-(6-ethvl-3-decvloxv)-1-._.. 298 C18H380Si 1000245-80-3 39
3 2-Methvlamino-5-thiazolvl thiocv... 171 C5H5N3S2 088511-70-0 36
4 4(1H)-Pvrimidinone. 5-methoxv-1-... 186 C7H10N202S 1000319-15-6 36
5 Glutaric acid, di(1-methoxydec-4... 472 C27H5206 1000358-48-0 36
Abundance Scan 3125 (21.651 min): BG033394.D (-3120) (-) m/z 171.00 100.00%
171
5000
83
44 128 o0 2160 9180 9900 |
21.40 21.60 21.80 22.00
ottty L ) 201 237 260205325 475 | psotTga06" 30,870
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171
5000
21.40 21.60 21.80 22.00
m/z 71.00 16.21%
83 128
56 ‘ 207 252
OI”"Iuwﬁﬂ"t'l'M'I""h"'l"”l""l”"l'"W
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
109 171
" 21140 21,60 21.80 22,00
5000 m/z 44.00 14.63%
83 269
57
199 227
L S L L L WL L B L L
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #39154: 2-Methylamino-5-thiazolyl thiocyanate R REEms L
171 21.40 21.60 21.80 22.00
m/z 128.00 13.68%
5000
113
42 g9 h 144
0‘15 'h#J'P'I'L'I""I'”'I""I"”I""I'"'
mz--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033394.D

Acq On : 28 Mar 2018 20:13

Operator : SJ/JU

Sample - J2097-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 11.7 ng 157469 1 8.87 269036 20.0
unknown8 .38 8.38 100.9 ng 1357370 1 8.87 269036 20.0
1,3,5-Triazine-2,... 21.65 3.1 ng 135916 5 22.56 874315 20.0
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