LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100425.D

Aca On - 11 Nov 2017 7:04 Instrument :
Operator : SJ/JU BNA_F

Sample - 16355-15 ClientSampleld :
Misc - 110317-SIDI-E-D-B
ALS Vial : 43 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-BF110817.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 2.205 16 20 30 rvB 68876 109008 2.51% 0.397%
2 5.122 512 516 524 rBV 293849 298485 6.87% 1.086%
3 5.516 579 583 586 rBY 1636085 1409954 32.47% 5.132%
4 6.516 749 753 756 rBVY 1142811 927200 21.35% 3.375%
5 6.545 756 758 763 rVB 59804 48724 1.12% 0.177%

6.669 774 779 782 rBV 2706668 2416188 55.65% 8.795%
6.898 815 818 822 rBV 1177301 1002459 23.09% 3.649%
7.057 841 845 849 rvB 3335185 3146870 72.47% 11.454%
7.463 909 914 917 rBV 2411162 2700078 62.18% 9.828%
8.181 1032 1036 1040 rBV 1450092 1233993 28.42% 4.492%

=
QO ~NO®

11 8.734 1126 1130 1134 rBV 225576 174797 4._.03% 0.636%
12 9.257 1214 1219 1223 rBV 4143584 4342066 100.00% 15.805%

13 9.645 1282 1285 1289 rBV 68126 52692 1.21% 0.192%
14 9.939 1329 1335 1342 rVB 1348190 1266415 29.17% 4.610%
15 10.604 1445 1448 1452 rBV 111600 78653 1.81% 0.286%

16 10.651 1452 1456 1459 rBV 706644 634701 14.62% 2.310%
17 10.722 1464 1468 1472 rBV 1545183 1488940 34.29% 5.420%
18 11.422 1583 1587 1591 rVB 1179323 1045292 24.07% 3.805%
19 13.010 1852 1857 1860 rBV 3423883 3371554 77.65% 12.272%
20 13.892 2004 2007 2013 rBV2 64721 73176 1.69% 0.266%

21 14.063 2032 2036 2043 rVB 988038 928993 21.40% 3.381%
22 15.545 2282 2288 2298 rBV 545651 722694 16.64% 2.631%

Sum of corrected areas: 27472932
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

BF100425.D

11 Nov 2017 7:04

SJ/Ju

16355-15

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

110317-SIDI-E-D-B
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100425.D

Aca On : 11 Nov 2017 7:04

Operator : SJ/JU

a?ggle i 16355-15 110317-SIDI-E-D-B
ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.20 2.17 ng 109008 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 19 (2.199 min): BF100425.D (-16) (-) m/z 73.10 100.00%
5000 43.0
' 55.1 87.1
/| | 2.0 2.30 2.40 2.50 2.60
0“m“W“W”W“W“W“W“W“W“N“L“W“W”W“W“W'W“W“W“W“W m/z 43.00 38.36%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- J\“‘f\”
73.0
5000 LN AR VNS IR UM U
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 29.35%
0 29\0350 L, ‘ 670\ . 80.0
miz--> 5T 15 %0 % % 3 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 25.46%
43.0
0 2.0 15.0 29035 9 53.0 60.066.0 81.0 88.0
ARy LA ) LAY ML) L) KA AL LARLY KAL) RS LAAE) ML) RARLA AL LARSY AL AR RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol AR B ARa R
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 40.95 15.58%
43.0
5000
27.0
0 150 AN ek
m/z--> 0 5 10 15 20 25 30 35 4'0 4'5 50 5'5 60 6|5 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100425.D

Aca On : 11 Nov 2017 7:04

Operator : SJ/JU

a?ggle i 16355-15 110317-SIDI-E-D-B
ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 5.96 ng 298485 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 516 (5.122 min): BF100425.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IR U L AR
| 83.0 | 480 5.00 5.20 5.40
N 1 1 TN | NS P S SN m/z 59.00 55.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 480 500 520 540
0,
150 4, 1010 m/z 101.10 16.84%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 15.03%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- s R ma
54.0 480 5.00 5.20 5.40
31.0 m/z 41.10 8.83%
5000
3.0 73.0
0 15\'0 A‘ 11HR 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100425.D

Aca On : 11 Nov 2017 7:04

Operator : SJ/JU

a?ggle i 16355-15 110317-SIDI-E-D-B
ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 2

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

6.67 48.21 ng 2416190 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF100425.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 540 | 6.40 6.60 6.80 7.00
O bbbl 780 L age0 W n/z 68.10  40.33%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBEAAREE RS L S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.03%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.57%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine A R RARE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.67%
5000
104.0
390 51\\0 6\5\0 7?\0 91.0 117.0
OIIIIIIIIIIII‘IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIII ||||| —TT e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

BF100425.D

11 Nov 2017 7:04

SJ/Ju

16355-15

43 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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

Peak Number

5 2-Hydroxy-iso-butyrophenone

Concentration Rank 5

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

8.73 2.83 ng 174797 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1129 (8.728 min): BF100425.D (-1126) (-) m/z 59.10 100.00%
59.1
5000
43.0 77.0 105.0  EBAREAEEaaE me
8.40 8.60 8.80 9.00
0 ,....-,'|..'|..;....',.91:0.,...1.2,1'.0...,....,....,.. m/z 77.00 24.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 AT
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 105.00 23.29%
oL 290 dor 91.0 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
. USRS SR R
8.40 8.60 8.80 9.00
5000 m/z 43.00 20.31%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester
59.0 8.40 8.60 8.80 9.00
m/z 51.00 16.96%
5000
29.0 43.0
oL il 740 870 1030116.0 .
m/z--> 20 40 60 80 100 120 140 160 180 840 860 8.80 9.00

8270-BF110817.M Mon Nov
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100425.D

Aca On : 11 Nov 2017 7:04

Operator : SJ/JU

a?ggle i 16355-15 110317-SIDI-E-D-B
ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 6 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 10.02 ng 634701 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 47
3 Benzopinacol 366 C26H2202 000464-72-2 47
4 N-(1-Cvanovinvl)benzamide 172 C10H8N20 1000186-19-1 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1456 (10.651 min): BF100425.D (-1452) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 RN |
1521 10.40 10.60 10.80 11.00
| Jl m | 0
O B e A S o o B A B B e ey m/z 77.00 59.82%
m/z--> 50 100 150 200 250 300 350
Abundance #47241: Benzophenone
105.0
77.0
5000 LN I BN B SRR
182.0 10,40 10.60 10.80 11.00
510 m/z 182.10 57.57%
0 18.0 | 1] 15?0 [}
m/z--> 50 100 150 200 250 300 350
Abundance
105.0 {
10,40 1060 10.80 11.00
5000 77.0 m/z 51.00 24.77%
51.0
b3 ———————
m/z--> 50 100 150 200 250 300 350
Abundance #194481: Benzopinacol e R BEa
105.0 183.0 10.40 10.60 10.80 11.00
m/z 181.10 9.41%
77.0
5000
51.0
o | 1520 | 243.0271.0 349.0
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111017\

Data File : BF100425.D

Acq On : 11 Nov 2017 7:04

Operator : SJ/JU

a?ggle i 16355-15 110317-SIDI-E-D-B
ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.20 2.2 ng 109008 1 6.90 1002460 20.0
2-Pentanone, 4-hy... 5.12 6.0 ng 298485 1 6.90 1002460 20.0
unknown6 .67 6.67 48.2 ng 2416190 1 6.90 1002460 20.0
2-Hydroxy-iso-but. .. 8.73 2.8 ng 174797 2 8.18 1233990 20.0
Benzophenone 10.65 10.0 ng 634701 3 9.94 1266420 20.0
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