LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096035.D

Aca On - 20 Jun 2017 9:02 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
a?ggle ; 13688-05 5X reagibgs p
ALS Vial : 35 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-BF060517.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 1.563 10 13 53 rvB 755121 1539718 100.00% 27.325%
2 4.463 503 506 520 rBV2 13202 38716 2.51% 0.687%
3 5.263 638 642 659 rBV2 26067 100868 6.55% 1.790%
4 6.939 923 927 933 rBV2 44694 111412 7.24% 1.977%
5 6.998 933 937 952 rVB 98362 270699 17 .58% 4 .804%
6 7.304 985 989 1008 rVB 277533 373503 24.26% 6.628%
7 7.545 1026 1030 1039 rBV 140487 205215 13.33% 3.642%
8 8.251 1147 1150 1160 rBV 33921 85041 5.52% 1.509%
9 9.339 1331 1335 1351 rBV 338141 464471 30.17% 8.243%
10 11.116 1633 1637 1660 rBB 208702 284786 18.50% 5.054%
11 11.821 1753 1757 1763 rBvV 30685 45736 2.97% 0.812%
12 12.163 1810 1815 1821 rBV2 315643 425754 27 .65% 7 .556%
13 13.727 2077 2081 2085 rBv2 8548 17687 1.15% 0.314%
14 14.557 2218 2222 2228 rVV 284995 401076 26.05% 7.118%
15 14.598 2228 2229 2236 rVB2 16949 16990 1.10% 0.302%
16 16.386 2531 2533 2538 rVB 30307 35242 2.29% 0.625%
17 16.692 2581 2585 2589 rBvV 41164 46767 3.04% 0.830%
18 16.845 2606 2611 2613 rBvV2 22252 33966 2.21% 0.603%
19 16.933 2622 2626 2634 rVB 247375 270917 17.60% 4 .808%
20 17.303 2685 2689 2691 rBV4 10958 16191 1.05% 0.287%
21 17.486 2718 2720 2725 rBV4 10943 15543 1.01% 0.276%
22 18.209 2839 2843 2848 rBV4 25826 41413 2.69% 0.735%
23 18.286 2851 2856 2864 rBV 330231 464694 30.18% 8.247%
24 19.321 3029 3032 3036 rVB 52240 53223 3.46% 0.945%

25 19.956 3137 3140 3149 rBV 226490 275198 17.87% 4._.884%

Sum of corrected areas: 5634826
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096035.D

Aca On : 20 Jun 2017 9:02

Operator : SJ/MA

Sample : 13688-05 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF096035.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096035.D

Aca On : 20 Jun 2017 9:02

Operator : SJ/MA

Sample : 13688-05 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.00 Concentration Rank 2

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

7.00 14.50 ng 270699 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 937 (6.998 min): BF096035.D (-933) (-) m/z 132.00 100.00%
13p.0
5000 68.1 }\
40,0 9.0 6.60 6.80 7.00 7.20 7.40
(o} L a m/z 68.10 38.27%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AN SRS UL
660 6.80 7.00 7.20 7.40
33.0 105.0 m/z 134.00 32.93%
0~ 'J' |'?%5?=‘7ﬁl?‘5§10'J|""' LA DAL WAL SR L SUR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.00 22.10%
105.0
0 51.0 77.0 159.0 178.0  206.0222.0
m/z--> 46 eb 85 160 150 150 1éo 1éo 260 250
Abundance #14560: Xenon |....|.|||||||||||f\|||||
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.00 12.99%
5000
66.0
0'“'|""w”"|"“|""|ﬁ" R S S SRR SN S LR
m/z--> 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096035.D

Aca On : 20 Jun 2017 9:02

Operator : SJ/MA

Sample : 13688-05 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.32 3.87 ng 53223 Perylene-di12 19.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 53
2 7-Nonenamide 155 C9H17NO 090949-53-4 50
3 Decanamide- 171 C10H21NO 002319-29-1 47
4 Tetradecanamide 227 C14H29NO 000638-58-4 47
5 Dodecanamide 199 C12H25NO 001120-16-7 47

Abundance Scan 3032 (19.321 min): BF096035.D (-3029) (-) m/z 59.00 100.00%

54.0

5000
86.1 s
126.1 170.2  206.2 234.0256.1 291.0 19.00 19.20 19.40 19.60
0! m/z 72.00 69.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide
59.0
5000 --|----|----f'\----"|--'-‘-|
19.00 19.20 19.40 19.60
m/z 69.10 40.91%
T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R RERREEEE R E sy
19.00 19.20 19.40 19.60
5000 m/z 55.10 39.37%
29.0 98.0 126.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- R Al BA e
59.0 19.00 19.20 19.40 19.60
m/z 41.10 30.18%
5000
29.0 | 86.0 128.0 171.0
o R BAS R Eameeat
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096035.D

Acq On : 20 Jun 2017 9:02

Operator : SJ/MA

Sample - 13688-05 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown? .00 7.00 14.5 ng 270699 1 7.30 373503 20.0
Hexadecanamide 19.32 3.9 ng 53223 6 19.96 275198 20.0
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