LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 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-BF101015.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 5.154 262 264 268 rBV 56557 61159 9.72% 1.397%
2 5.577 299 301 313 rVB 66441 74262 11.80% 1.696%
3 6.606 389 391 399 rBV 46337 76775 12.20% 1.753%
4 6.731 400 402 410 rvB 94872 97262 15.46% 2.221%
5 6.960 420 422 425 rBV 335818 298158 47.38% 6.809%
6 7.120 433 436 438 rBV 66888 78190 12.42% 1.786%
7 7.520 469 471 481 rBV3 28675 46447 7.38% 1.061%
8 8.240 532 534 537 rBV 518933 440857 70.05% 10.068%
9 9.315 626 628 630 rBV 91470 126793 20.15% 2.896%
10 9.703 660 662 664 rBV 22582 17917 2.85% 0.409%
11 9.989 685 687 690 rBV 640379 560082 89.00% 12.791%
12 10.778 754 756 762 rBV 87826 89361 14.20% 2.041%
13 11.475 815 817 822 rBV 676838 629312 100.00% 14.372%
14 11.703 832 837 840 rBV5 7561 23503 3.73% 0.537%
15 11.749 840 841 845 rVvB4 5085 8520 1.35% 0.195%
16 11.818 845 847 848 rBV2 4919 7898 1.26% 0.180%
17 11.932 856 857 859 rBV2 6623 8815 1.40% 0.201%
18 11.989 859 862 864 rBV3 12847 28563 4 .54% 0.652%
19 12.686 922 923 925 rBV 27192 31592 5.02% 0.722%
20 12.869 937 939 940 rVB 22197 16876 2.68% 0.385%
21 12.915 941 943 946 rBV2 26426 51734 8.22% 1.182%

22 13.052 953 955 959 rvB 167333 192548 30.60% 4_.397%
23 14.138 1048 1050 1053 rBV 515705 557496 88.59% 12.732%
24 14.938 1118 1120 1123 rBV 84005 104137 16.55% 2.378%
25 15.669 1181 1184 1187 rBV 391030 499674 79.40% 11.412%

26 16.367 1243 1245 1253 rVB 57488 140634 22.35% 3.212%
27 16.812 1281 1284 1289 rVB 48812 110046 17.49% 2.513%

Sum of corrected areas: 4378611
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082344.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown5.15 Concentration Rank 6

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

5.15 4.10 ng 61159 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 3-Heptanol 116 C7H160 000589-82-2 9

Abundance Scan 264 (5.154 min): BF082344.D (-262) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.0 | 4.80 5.00 5.20 5.40
o o S | . . SN E m/z 59.10 66.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U UL UL I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 20.50%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.95%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol ..,....,....,....,....A,.
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.59%
5000 31 73.0
0 \ \ ‘ ‘ Ll \‘ 84 O 101 0
”'I"”I"'W""P"'I”"I'”'I"”I"'W""P"'I' U R UL L
m/z--> 10 20 30 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 4.17 ng 104137 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
3 7-Nonenamide 155 C9H17NO 090949-53-4 68
4 Benzeneethanamine. 2-Ffluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59

Abundance Scan 1120 (14.938 min): BF082344.D (-1118) (-) m/z 59.10 100.00%

5000

14.60 14.80 15.00 15.20
m/z 72.10 66.47%

97.1
126.115411801208.1 2452  291.2 320.2

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 LI L L L L L L LB LB B
137.0 14.60 14.80 15.00 15.20
01120 m/z 55.10 56.09%
ol L% uH‘ . “\‘ ‘ 165.0193.0  240.0267.0294.0 3370
uqnupn.””. T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R e RREEE R
14.60 14.80 15.00 15.20
5000 m/z 41.10 31.19%

o 23.0 86.0 114.01400 1840 2200 253.0°°10
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26840: 7-Nonenamide B
59.0 14.60 14.80 15.00 15.20
m/z 43.10 28.96%
5000
2?0‘ J 98.0 12601550
Obrrrprtralb b et ek e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 _beta.-iso-Methyl ionone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.37 5.63 ng 140634 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
2 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 43
3 Propanamide. N-(2.3-dihvdro-3-me... 220 C11H12N20S 332413-15-7 35
4 N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 27
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 27
Abundance Scan 1245 (16.367 min): BF082344.D (-1243) (-) m/z 191.15 100.00%
191.2
5000 8t M\&M\
55.1
1 163.2 RUNNUBUNSEDUAUUU RS
234.1 261.2 295.2 16.00 16.20 16.40 16.60
o bbb e | Tm/z 177.15 50.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000,28.0 UM SRR RRRE
16.00 16.20 16.40 16.60
95.0 135.0 163.0 m/z 81.10 48_.51%
69.0
o} N PR G HEY S D S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191.0
109.0 UNNUBUNSEDUAUUU RS
16.00 16.20 16.40 16.60
5000 82.0 m/z 95.10 37.62%
570 136.0
162.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69031: Propanamide, N-(2,3-dihydro-3-methyl-2-benzothiazo... R R B EE B

191.0 16.00 16.20 16.40 16.60

m/z 69.10 34.38%

5000
57.0 1090 1500 220.0
O,E?QHHMH§%9A“.”ﬁ”l“ﬂ..”l.w..”.”..”..””,””“. RN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 1620 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101715\
Data File : BF082344.D

Aca On : 17 Oct 2015 1:05

Operator : UM/I1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.81 4.40 ng 110046 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 47
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 38
Abundance Scan 1284 (16.812 min): BF082344.D (-1281) (-) m/z 191.15 100.00%
191.2
5000 95.1 \/\—\M/L“
123.1
411 69.1 163.1 218.2 LR BRI SURIURE S
22421 285.2 16.40 16.60 16.80 17.00 17.20
o bt deec b el || M/Z 95.10 38.45Y%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0
5000 82.0 S S SO B
16140 16.60 16.80 17.00 17.20
57.0 136.0 m/z 81.10 33.51%
| ‘ ‘ 162.0
SN ST 8 S P i
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191.0
16.40 16.60 16,80 17.00 17.20
5000 570 m/z 123.10 26.84%
107.0  149.0
o 29.0 81.0 \/\\/VW/\W/V\/\/\W
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- A RRams A S
95.0 191.0 16.40 16.60 16.80 17.00 17.20
m/z 69.10 25.03%
0 236.0 264.0  303.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16. 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101715\
Data File : BF082344.D

Acq On : 17 Oct 2015 1:05

Operator : UM/1Z

Sample : 6G4016-03 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.15 5.15 4.1 ng 61159 1 6.96 298158 20.0
13-Docosenamide, ... 14.94 4.2 ng 104137 6 15.67 499674 20.0
-beta.-iso-Methyl... 16.37 5.6 ng 140634 6 15.67 499674 20.0
unknownl16.81 16.81 4.4 ng 110046 6 15.67 499674 20.0
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