LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\
Data File : BF100557.D
Aca On - 14 Nov 2017 21:50 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
a‘?zgle - 16427-01 2X 277-216-156-343-350-342
ALS Vial : 22 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 5.098 509 512 520 rVB 233237 236093 17.33% 1.747%
2 5.498 575 580 583 rBVY 1480935 1312630 96.33% 9.711%
3 6.504 746 751 764 rBY 1487047 1362675 100.00% 10.082%
4 6.651 772 776 779 rBVY 1566563 1315617 96.55% 9.734%
5 6.887 812 816 819 rVB 843083 703973 51.66% 5.208%

7.040 838 842 845 rBV 1274845 1016325 74.58% 7.519%
7.445 906 911 914 rBV 836445 762153 55.93% 5.639%
8.169 1030 1034 1037 rBvV 986133 834847 61.27% 6.177%
8.716 1124 1127 1131 rBV 76439 58622 4_30% 0.434%
9.239 1212 1216 1219 rVB 1546166 1246480 91.47% 9.222%

=
QO ~NO®

11 9.628 1279 1282 1285 rVB 143359 102021 7.49% 0.755%
12 9.922 1328 1332 1336 rBvV 847873 729999 53.57% 5.401%
13 10.628 1449 1452 1455 rBV 169632 124907 9.17% 0.924%
14 10.704 1461 1465 1469 rBvV 712654 595767 43.72% 4.408%
15 11.404 1581 1584 1588 rBV 804541 677973 49.75% 5.016%

16 12.986 1849 1853 1857 rBV 1292823 1095642 80.40% 8.106%
17 13.874 2001 2004 2008 rBV3 28296 36960 2.71% 0.273%

18 14.045 2029 2033 2036 rBvV 822648 770533 56.55% 5.701%
19 15.515 2279 2283 2294 rVB 397310 533163 39.13% 3.945%

Sum of corrected areas: 13516380

8270-BF110817.M Wed Nov 15 12:22:44 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100557.D

Aca On : 14 Nov 2017 21:50

Operator : SJ/JU

3?22 le 16427-01 2X 77-216-156-343-350-342
ALS Vial : 22 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

Abundance TIC: BF100557.D
5.50 6.5(®|65

1400000
7.04

1200000

1000000

6.89 7.45
800000

600000
400000

5.10
200000

: J\ L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100557.D
9124

1400000 12.99

1200000

1000000 8.17

9.92 11.40

800000 10.70
600000
400000

200000 9.63 10.

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100557.D

1400000
1200000
1000000
14.04
800000
600000 15.52
400000

200000

13.87

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100557.D

Aca On : 14 Nov 2017 21:50

Operator : SJ/JU

3?22 le 16427-01 2X 77-216-156-343-350-342
ALS Vial : 22 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 6.71 ng 236093 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.098 min): BF100557.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IR L L R L
| 83.0 | 4.80 5.00 5.20 5.40
o 1 NI | RS MM A m/z 59.00 54.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L UL
4.80 5.00 5.20 5.40
59.0 m/z 101.10 18.02%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.81%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.91%
5000 41.0
0 I L 730 1260 1420
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\BF111417\

Data File : BF100557.D

Aca On : 14 Nov 2017 21:50

Operator : SJ/JU

3?22 le 16427-01 2X 77-216-156-343-350-342
ALS Vial : 22 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 unknown6.65 Concentration Rank 1

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

6.65 37.38 ng 1315620 1,4-Dichlorobenzene-d4 6.89
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 776 (6.651 min): BF100557.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSP AARBE SRR R
400 540 6.40 6.60 6.80 7.00
o N S N | RO B M. A B N m/z 68.10 38.62%
m/z--> 10 20 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 N
5000 IR IS U R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.50%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.42%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .66%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100557.D

Aca On : 14 Nov 2017 21:50

Operator : SJ/JU

3?22 le 16427-01 2X 77-216-156-343-350-342
ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.63 3.42 ng 124907 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 50
3 Benzopinacol 366 C26H2202 000464-72-2 47
4 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1452 (10.628 min): BF100557.D (-1449) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 N | SO
1521 10.40 10.60 10.80 11.00
ot oo o - b o m/z 77.00 58.13%
m/z--> 50 100 150 200 250 300 350
Abundance #47241: Benzophenone
105.0
77.0
5000 LI IR UL B B
182.0 10,40 10,60 10.80 11.00
510 m/z 182.10 51.32%
0 18.0 | 1] 15?0 [}
m/z--> 50 100 150 200 250 300 350
Abundance
105.0
770 183.0 10,40 10.60 10.80 11.00
5000 51.0 m/z 51.00 25.13%
154.0
e TN L s L B WL W L WL
m/z--> 50 100 150 200 250 300 350
Abundance #194481: Benzopinacol A B o N maa
105.0 183.0 10.40 10.60 10.80 11.00
m/z 106.00 8.00%
77.0
5000
51.0
0 | 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\BF111417\

Data File : BF100557.D

Acq On : 14 Nov 2017 21:50

Operator : SJ/JU

3?22 le - 16427-01 2X 277-216-156-343-350-342
ALS Vial : 22 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]
2-Pentanone, 4-hy... 5.10 6.7 ng 236093 1 6.89 703973 20.0
unknown6 .65 6.65 37.4 ng 1315620 1 6.89 703973 20.0
Benzophenone 10.63 3.4 ng 124907 3 9.92 729999 20.0
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