LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111517\

Data File : BF100615.D

Acq On - 16 Nov 2017 4:20 Instrument :
Operator : SJ/JU BNA_F

Sample - 16465-01 ClientSampleld :
Misc : 111017-TDO-E-D-M
ALS Vial : 37 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_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 height area % max. total

2.187 14 17 34 rvB2 48122 100671 2.69% 0.459%
5.098 509 512 521 rBV 224942 248949 6.64% 1.135%
rBV 1245753 1142753 30.49% 5.212%
6.498 746 750 759 rBB 912693 758183 20.23% 3.458%
6.651 771 776 779 rBV 2020090 1946414 51.93% 8.877%
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6.880 811 815 819 rBB 893430 701260 18.71% 3.198%
7.039 837 842 845 rBV 2796800 2569655 68.56% 11.719%
7.445 905 911 914 rBV 2020237 2142285 57.15% 9.770%
8.163 1028 1033 1036 rBV 1086986 922756 24.62% 4._.208%
8.716 1123 1127 1130 rBV 70474 58246 1.55% 0.266%

=
QO ~NO®

11 9.239 1210 1216 1219 rBV 3721658 3748232 100.00% 17.094%
12 9.916 1325 1331 1335 rBV 1146913 1014237 27.06% 4.626%
13 10.627 1448 1452 1455 rBV 150345 115263 3.08% 0.526%
14 10.704 1461 1465 1468 rBV 1611311 1466382 39.12% 6.688%
15 11.404 1580 1584 1587 rBV 1040317 924094 24.65% 4.214%

16 12.986 1848 1853 1857 rBV 2678714 2832288 75.56% 12.917%
17 14.039 2028 2032 2035 rBV 642646 598995 15.98% 2.732%
18 15.509 2277 2282 2291 rVB2 518802 636190 16.97% 2.901%

Sum of corrected areas: 21926853

8270-BF110817.M Thu Nov 16 11:52:17 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111517\

BF100615.D

16 Nov 2017 4:20

SJ/Ju

16465-01

37 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
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100615.D

Acq On : 16 Nov 2017 4:20

Operator : SJ/JU

Sample - 16465-01

Misc :

ALS Vial : 37 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

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 4

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

2.19 2.87 ng 100671 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 38
3 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 7

Abundance Scan 18 (2.193 min): BF100615.D (-14) (-) m/z 73.05 100.00%
3
5000
43
55 87 N
6 50 | 2.20 2.30 2.40 2.50 2.60
Ol SO L 80 L Tm/z 43.00 35.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 32.04%
o ‘%9 35 ‘M‘\ 50 ‘ 67 ||, 80
UL AL S UL UL UL SRR SUL LI SRR SURLLIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 25.35%
43
0 15 21 38 50 67 83 98
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 2.20 2.30 2.40 2.50 2.60
55 m/z 40.95 12.60%
43
5000
27 ‘
o .,.}é., ....,%%.3§,....,.. B — ..?%...,. T
m/z--> 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100615.D

Acq On : 16 Nov 2017 4:20

Operator : SJ/JU

Sample - 16465-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

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

2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

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

5.10 7.10 ng 248949 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 512 (5.098 min): BF100615.D (-509) (-) m/z 43.00 100.00%
43
59
5000
10 480 500 520 540
Ol et B 8 "m/z 59.00 54.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L L A
59 480 500 520 540
m/z 101.10 16.56%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 31 43 73 m/z 58.00 13.56%
0 25 37 53 67 84 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.33%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100615.D

Acq On : 16 Nov 2017 4:20

Operator : SJ/JU

Sample - 16465-01

Misc :

ALS Vial : 37 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

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 unknown6.65 Concentration Rank 2

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

6.65 55.51 ng 1946410 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF100615.D (-771) (-) m/z 132.00 100.00%
132
5000 68
5 L B
40 54 75 104 6.40 6.60 6.80 7.00
o....,...:I'!..“?,::..Fﬁl-.',..'..??.f.‘?,..!.,.':..,.1.1.5.,....,-'...,... m/z 68.10 37.99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR R R L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.61%
31 35 ,, 5t
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 23.21%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R R T
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .33%
5000
63 81
ol 3137 4480 57 | 75 | 88 g, 101 112 |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100615.D

Acq On : 16 Nov 2017 4:20

Operator : SJ/JU

Sample - 16465-01

Misc :

ALS Vial : 37 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

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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.27 ng 115263 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
3 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
4 _.alpha.,.alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1452 (10.627 min): gFlOOGlS.D (-1448) () m/z 105.00 100.00%
105
77
5000 182
51 I | O
152 10.40 10.60 10.80 11.00
Ol i, .'|. SN T AN R B ol LI m/z 77.00 56.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 U BRI UL BN B
51 10.40 10.60 10.80 11.00
m/z 182.10 51.97%
o 27 39 | 63 | 126 152 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
1040 10,60 10,80 11.00
5000 7 m/z 51.00 23.38%
51
0 27 39 93 117 136 155 167 183
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- A R
105 10.40 10.60 10.80 11.00
m/z 181.10 8.85%
77
5000
51
o 1827 39 | 65 | 1 | 120 154
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100615.D

Acq On : 16 Nov 2017 4:20

Operator : SJ/JU

Sample - 16465-01

Misc :

ALS Vial : 37 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... 2.19 2.9 ng 100671 1 6.88 701260 20.0
2-Pentanone, 4-hy... 5.10 7.1 ng 248949 1 6.88 701260 20.0
unknown6 .65 6.65 55.5 ng 1946410 1 6.88 701260 20.0
Benzophenone 10.63 2.3 ng 115263 3 9.92 1014240 20.0
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