LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100691.D

Aca On : 17 Nov 2017 23:18

Operator : SJ/JU

Sample : 16478-05

Misc :

ALS Vial : 13 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 2.169 12 14 28 rvVB5 11482 24497 1.30% 0.145%
2 5.110 510 514 521 rBV 91469 116310 6.16% 0.688%
3 5.498 575 580 583 rBY 1819451 1671691 88.54% 9.888%
4 6.504 746 751 760 rBVY 1739701 1794728 95.06% 10.616%
5 6.651 771 776 779 rBVY 1879149 1744125 92.38% 10.317%

6 6.881 811 815 819 rBB 743506 594266 31.47% 3.515%
7 7.039 838 842 845 rVB 1404059 1249598 66.18% 7.392%
8 7.445 905 911 914 rBV 1081793 1084939 57.46% 6.418%
9 8.163 1029 1033 1036 rBV 1009458 803171 42.54% 4._.751%
10 8.716 1123 1127 1130 rBV 37569 30897 1.64% 0.183%
11 9.239 1211 1216 1219 rBV 2018343 1888082 100.00% 11.168%
12 9.627 1277 1282 1285 rBV 58837 49990 2.65% 0.296%
13 9.839 1314 1318 1321 rBV 25941 20440 1.08% 0.121%
14 9.916 1327 1331 1335 rBV2 1040031 906975 48.04% 5.365%
15 10.627 1448 1452 1458 rVB 128278 99691 5.28% 0.590%
16 10.704 1461 1465 1468 rBV 1351931 1175582 62.26% 6.954%
17 10.810 1480 1483 1489 rBvV 19609 22065 1.17% 0.131%
18 11.404 1580 1584 1587 rBV 1001824 867645 45.95% 5.132%
19 11.916 1667 1671 1676 rBV2 36659 33220 1.76% 0.196%

20 12.986 1848 1853 1856 rBV 1647174 1424400 75.44% 8.425%

21 13.868 2001 2003 2013 rBV3 32227 40933 2.17% 0.242%
22 14.039 2028 2032 2035 rBV 732375 637414 33.76% 3.770%
23 15.515 2277 2283 2290 rBV 488064 625205 33.11% 3.698%

Sum of corrected areas: 16905864
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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

Z:\HPCHEMIN\BNA F\DATA\BF111717\

BF100691.D

17 Nov 2017 23:18

SJ/JuU

16478-05

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100691.D

Aca On : 17 Nov 2017 23:18

Operator : SJ/JU

Sample : 16478-05

Misc :

ALS Vial : 13 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.

5.11 3.91 ng 116310 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF100691.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR LS LR LR SRR
| 83.0 | 4.80 500 5.20 5.40
Obrrr el e e m/z 59.00 53.67%
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 L IR L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.51%
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
43.0
570 480 500 520 540
5000 m/z 58.10 15.94%
20.0 101.0
ol 20 73.0 85.0
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 A mama
59.0 4.80 500 5.20 5.40
m/z 41.10 9.05%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100691.D

Aca On : 17 Nov 2017 23:18

Operator : SJ/JU

Sample : 16478-05

Misc :

ALS Vial : 13 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 58.70 ng 1744130 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF100691.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP SARNE SRR
40.1 54.0 J 6.40 6.60 6.80 7.00
0 .::'.,:|-.|.'.8,1-.1..!,-:.1.1“?-?..~.,....,....,.... m/z 68.10 37.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IR IS R R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.38%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.98%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R E A
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14.63%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| AR EE e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100691.D

Aca On : 17 Nov 2017 23:18

Operator : SJ/JU

Sample : 16478-05

Misc :

ALS Vial : 13 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 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.20 ng 99691 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Vinvl benzoate 148 C9H802 000769-78-8 47
3 Benzovl bromide 184 C7H5BroO 000618-32-6 47
4 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
Abundance Scan 1452 (10.627 min): BF100691.D (-1448) (-) m/z 105.00 100.00%
105.0
7.0 182.1
5000
T 040 1050 1080 1166,
152.0 : : : :
Ol e el el 228 Tm/z 77.00  57.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LI IR UM SN B
182.0 10,40 10,60 10.80 11.00
510 m/z 182.10 52.67%
0 27.0 ‘ 4, 910 | 1260 152.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 10,40 10.60 10.80 11.00
5000 m/z 51.00 22.88%
51.0
15.0 590 91.0 148.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #49084: Benzoyl bromide —
105.0 10.40 10.60 10.80 11.00
770 m/z 181.10 9.25%
5000
51.0
0"'%""I'ﬂ”l"”wl"”I'M"I”"I""I”"I"' U BRI SO DU B
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\BF111717\
Data File : BF100691.D

Acq On : 17 Nov 2017 23:18

Operator : SJ/JU

Sample : 16478-05

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 3.9 ng 116310 1 6.88 594266 20.0
unknown6 .65 6.65 58.7 ng 1744130 1 6.88 594266 20.0
Benzophenone 10.63 2.2 ng 99691 3 9.92 906975 20.0
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