LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100446.D

Aca On : 11 Nov 2017 17:44 Instrument :
Operator : SJ/JU BNA_F

Sample - 16409-08 ClientSampleld :

Misc - MH=110917-02-FREEZE-PIT
ALS Vial : 19 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 2.216 18 22 36 rvB 115712 203811 5.30% 0.789%
2 5.128 513 517 524 rBV 320383 339925 8.84% 1.316%
3 5.522 579 584 587 rBVY 1846961 1628521 42.33% 6.307%
4 6.522 750 754 758 rBVY 1227717 1062708 27.63% 4.115%
5 6.675 775 780 783 rBVY 2935300 2827296 73.50% 10.949%
6 6.904 815 819 822 rBVY 1167431 899784 23.39% 3.485%
7 7.063 841 846 849 rVB 3414936 3107645 80.79% 12.035%
8 7.469 909 915 918 rBVY 2512179 2491524 64.77% 9.649%
9 8.186 1033 1037 1040 rBV 1290676 1062110 27.61% 4.113%
10 9.263 1215 1220 1223 rBV 4112550 3846759 100.00% 14.897%
11 9.651 1282 1286 1289 rBV 74339 61436 1.60% 0.238%
12 9.939 1331 1335 1345 rVvB2 1094726 947633 24.63% 3.670%
13 10.651 1452 1456 1465 rBvV 78142 63598 1.65% 0.246%

14 10.727 1465 1469 1480 rVV 1764687 1637728 42.57% 6.342%
15 11.427 1584 1588 1592 rBV 1008586 831311 21.61% 3.219%

16 11.939 1672 1675 1681 rBvV2 41527 43143 1.12% 0.167%
17 13.015 1853 1858 1861 rBVY 3192477 3084125 80.17% 11.944%
18 13.898 2004 2008 2014 rBvV 60200 72994 1.90% 0.283%
19 14.062 2033 2036 2040 rBvV 866401 856861 22.27% 3.318%
20 15.180 2223 2226 2230 rVB 43037 45494 1.18% 0.176%
21 15.551 2284 2289 2297 rBV 492085 633899 16.48% 2.455%
22 16.015 2364 2368 2373 rVB 53317 73886 1.92% 0.286%
Sum of corrected areas: 25822191
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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\BF111117\

BF100446.D

11 Nov 2017 17:44

SJ/Ju

16409-08 MH=110917-02-FREEZE-PIT
19 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100446.D

Aca On : 11 Nov 2017 17:44

Operator : SJ/JU

ﬁ?ggle : 16409-08 MH=110917-02-FREEZE-PIT
ALS Vial : 19 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 4

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

2.22 4.53 ng 203811 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 74
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 23 (2.222 min): BF100446.D (-18) (-) m/z 73.05 100.00%
73.
5000 43.0
55.0 87.0
2.20 2.30 2.40 2.50 2.60
37. 66.9
Obrrrrprrrrprrrrrrrrrerrerrs b bt Gt bk || M7z 43.00  38.92%
m/z-> 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- M’/\«/‘\
73.0
5000 LRIV IURURE UG IUAAE RARR
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.05 30.73%
0 %D%OM\ ‘ NO\‘WO
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
450 55.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.00 23.95%
27.0
15.0 81.0
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.34%
5000 43.0
58.0
29.0 8.0
0””P”W““P”WJJP“W”“P”W”“P”W“”P“W””"'”“P”WJ”P“W“
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 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\BF111117\

Data File : BF100446.D

Aca On : 11 Nov 2017 17:44

Operator : SJ/JU

ﬁ?ggle : 16409-08 MH=110917-02-FREEZE-PIT
ALS Vial : 19 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 3

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

5.13 7.56 ng 339925 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 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF100446.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 LA R N R
| 83.0 | 480 5.00 5.20 5.40
Obrrrprrrr e el e e m/z 59.00 55.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS UL UL A
59.0 480 500 520 540
m/z 101.10 18.31%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
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 58.00 14 _.45%
20.0 101.0
0 15.0 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 O EAmEE e e R
54.0 480 5.00 5.20 5.40
m/z 41.00 8.92%
5000 41.0
0 I 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\BF111117\

Data File : BF100446.D

Aca On : 11 Nov 2017 17:44

Operator : SJ/JU

ﬁ?ggle : 16409-08 MH=110917-02-FREEZE-PIT
ALS Vial : 19 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 62.84 ng 2827300 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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF100446.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 | 9.1 " 640 6.60 6.80 7.00
0 ..,....,....,...:,“.'...,:!..,::.-.|,..':.,??.9,..!.,}97.,0....,...., I m/z 68.10 41.42%
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
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.12%
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 66.10 26.32%
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 e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.35%
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

8270-BF110817.M Mon Nov 13 13:52:48 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100446.D

Aca On : 11 Nov 2017 17:44

Operator : SJ/JU

ﬁ?ggle : 16409-08 MH=110917-02-FREEZE-PIT
ALS Vial : 19 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 5 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.33 ng 73886 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Pentacosane 352 C25H52 000629-99-2 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 2369 (16.021 min): BF100446.D (-2364) (-) m/z 57.10 100.00%

57.1
5000

15.80 16.00 16.20 16.40

(o} m/z 71.05 65.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LA B L L L L L LB
15.80 16.00 16.20 16.40
99.0 m/z 43.00 59.46%
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
N B B !
15.80 16.00 16.20 16.40
5000 m/z 85.10 53.51%
99.0
o 141.0 183.0 225.0 267.0 309.0  366.0
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane N e e !
57.0 15.80 16.00 16.20 16.40
m/z 55.05 24.71%
5000 WMMWW
99.0
0l15.0] ] | ‘]\J 141.0 183.0 225.0 296.0
= e A N B B !
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\

Data File : BF100446.D

Acq On > 11 Nov 2017 17:44

Operator : SJ/JU

ﬁ?ggle : 16409-08 MH=110917-02-FREEZE-PIT
ALS Vial : 19 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... 2.22 4.5 ng 203811 1 6.90 899784 20.0
2-Pentanone, 4-hy... 5.13 7.6 ng 339925 1 6.90 899784 20.0
unknown6.67 6.67 62.8 ng 2827300 1 6.90 899784 20.0
Hentriacontane 16.02 2.3 ng 73886 6 15.55 633899 20.0
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