LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091177.D

Aca On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

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 F\METHODS\8270-BF110316.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 1.744 3 5 57 rVB 3214970 10454282 100.00% 19.805%
2 4.761 268 269 282 rBV 323809 574317 5.49% 1.088%
3 5.219 307 309 328 rBVY 2250520 2695146 25.78% 5.106%
4 6.282 400 402 410 rBV 1403906 1683796 16.11% 3.190%
5 6.407 410 413 415 rBV 3762632 4612532 44.12% 8.738%

6.636 431 433 438 rBvV 892366 982875 9.40% 1.862%
6.716 438 440 444 rVB 159649 184541 1.77% 0.350%
6.784 444 446 449 rBV 3264410 4108404 39.30% 7.783%
7.207 480 483 485 rBV 3135299 3403647 32.56% 6.448%
7.916 543 545 548 rBV 1086109 1340270 12.82% 2.539%

=
QO ~NO®

11 9.002 637 640 642 rBV 5714526 5972662 57.13% 11.315%
12 9.665 696 698 701 rBV 1455228 1614025 15.44% 3.058%
13 10.465 765 768 770 rBV 3379426 4095369 39.17% 7.758%
14 11.151 825 828 830 rBV 1657526 1660751 15.89% 3.146%
15 11.539 860 862 865 rvB 226465 219474 2.10% 0.416%

16 12.739 964 967 969 rBV 5814715 6361385 60.85% 12.051%
17 13.779 1055 1058 1060 rBV 1445342 1557693 14.90% 2.951%
18 15.140 1175 1177 1180 rBV 889675 1265810 12.11% 2.398%

Sum of corrected areas: 52786979
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091177.D

Aca On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091177.D

Aca On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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.

4.76 11.69 ng 574317 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 269 (4.761 min): BF091177.D (-268) (-) m/z 43.10 100.00%
43
59
5000
10 440 460 480 500
o Bl S8 | h/7 89.10  56.16W
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LS LS IR
4.40 4.60 4.80 5.00
59 m/z 58.10 16.71%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 16.57%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-  REam e R
59 4.40 4.60 4.80 5.00
m/z 41.10 8.24%
5000
101
31 A 69 83
0"w%§'w'”ﬁ“"WMJ“|?%Mi"”\"“l”'“l"”l"“l' SR L |“"w'7ﬁk
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091177.D

Aca On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.41 Concentration Rank 2

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

6.41 93.86 ng 4612530 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 413 (6.407 min): BF091177.D (-410) (-) m/z 132.00 100.00%
5000
68
0 I 6 6.00 6.20 'éh%’ 6.60 6.80
4 54 104 : . . . .
O a8 2 G2L| o a7 | 0 s M w7z 68.10  36.75%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U LR UL I
6.00 6.0 640 6.60 6.80
31 78 m/z 134.00 34.42%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 97 m/z 66.05 23.61%
70
31
. 44 51 €0 7 g6 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 14.92%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""Ih" T IREE NN SRS SRR
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF111516\
BF091177.D

15 Nov 2016 14:16

UM/SJ

H5636-04

12 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number

4 1-Hexanol, 2-ethyl-

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

6.72 3.76 ng 184541 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 50
4 dl1-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 50
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43

Abundance Scan 440 (6.716 min): BF091177.D (-438) (-) m/z 57.10 100.00%
5000
41
v '6.40 6.60 6.80 7.00
98 - - - -
0 ,..||-..,~|!...',..1?2],..1.3?,....,...., m/z 41.10 32.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000
29 41 6.40 6.60 6.80 7.00
70 83 m/z 43.10 28.85%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.40 6.60 6.80 7.00 |
5000 m/z 55.10 25 .44%
43 70
29 98
o2 ol il 83 107117 135 148 @ 171
m/z--> 20 40 60 80 100 120 140 160
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl-
57 6.40 6.60 6.80 7.00
m/z 56.10 20.57%
5000 43
29 69 83
0....1?....,...,....,...?E,;..ll.z.,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091177.D

Aca On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 6 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.64 ng 219474 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 52
2 3.5-Cvclohexadiene-1.2-dione. 3.... 220 C14H2002 003383-21-9 22
3 2.2-Dimethvl-N-phenethvlpropiona... 205 C13H19NO 062056-54-6 20
4 Silane. trichlorodecvl- 274 C10H21CI3Si 013829-21-5 17
5 2(5H)-Furanone, 4-methyl-3,5,5-t... 260 C17H2402 089902-28-3 10
Abundance Scan 862 (11.539 min): BF091177.D (-860) (-) m/z 57.10 100.00%
g7
5000
11.20 11.40 11.60 11.80
of m/z 55.10 51.02%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000
177 2 ;1.20 11.40 11.60 11.80
m 41.10 45 .36%
77 91 100 435, 40161 ‘ 101 033 261 z |
o le,MIM,\”MI”\MIm,\II1le,qh”“\\mml”dl, 1 e O
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a1 205
11.20 11.40 11.60 11.80
5000 108 149 m/z 205.10 38.19%
91 164 192
77 11 136 177 220
Ob e T T T e T e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59458: 2,2-Dimethyl-N-phenethylpropionamide B e R
57 11.20 11.40 11.60 11.80
104 m/z 91.10 27 .65%
5000 85
30 205
0 l \3 Ll \7\0\\\ A ‘\ \‘ h19132 148 162 190 |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11/20 1140 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091177.D

Acq On : 15 Nov 2016 14:16

Operator : UM/SJ

Sample : H5636-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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]
2-Pentanone, 4-hy... 4.76 11.7 ng 574317 1 6.64 982875 20.0
unknown6 .41 6.41 93.9 ng 4612530 1 6.64 982875 20.0
1-Hexanol, 2-ethyl- 6.72 3.8 ng 184541 1 6.64 982875 20.0
7,9-Di-tert-butyl... 11.54 2.6 ng 219474 4 11.15 1660750 20.0
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