LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On 17 Oct 2016 18:17 Instrument :
Operator - UM/SJ BNA_F

Sample - H5212-01 ClientSampleld :

Misc - FK-BPM-01-A3-A4-A3A-A4A
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-BF101316.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 5.080 238 240 243 rBV 681382 878733 23.11% 2.551%
2 5.503 275 277 280 rBVY 2105192 2477496 65.15% 7.192%
3 6.532 365 367 377 rBVY 2403703 2966169 78.00% 8.610%
4 6.669 377 379 382 rBVY 2891003 2944791 77 .43% 8.548%
5 6.909 398 400 411 rBV 898457 1197658 31.49% 3.477%
6 7.057 411 413 416 rBVY 2088133 2121895 55.80% 6.160%
7 7.469 447 449 455 rBV 1381146 1630794 42.88% 4.734%
8 7.560 455 457 465 rvVB2 46466 136313 3.58% 0.396%
9 8.189 510 512 515 rBVY 1534943 1629719 42.85% 4.731%
10 8.303 521 522 530 rVB6 16568 39897 1.05% 0.116%

11 9.275 604 607 609 rBV 2780815 3377416 88.81% 9.804%
12 9.663 639 641 643 rBvV 831079 693825 18.24% 2.014%
13 9.949 664 666 668 rBVY 2486065 2098511 55.18% 6.092%

14 10.361 700 702 703 rBV 29252 39761 1.05% 0.115%
15 10.383 703 704 706 rVvB 60523 44282 1.16% 0.129%
16 10.601 720 723 726 rBV 22775 38594 1.01% 0.112%

17 10.738 732 735 744 rBV 2079156 2179423 57.31% 6.327%
18 10.852 744 745 752 rVB 77196 120104 3.16% 0.349%
19 11.309 783 785 786 rBV 32063 45059 1.18% 0.131%
20 11.435 794 796 809 rBV 1805068 1937091 50.94% 5.623%

21 11.664 814 816 820 rvVv 68549 75776 1.99% 0.220%
22 12.841 917 919 922 rBV 132316 143401 3.77% 0.416%
23 13.024 932 0935 951 rBV 3682444 3802969 100.00% 11.040%
24 13.549 979 981 983 rBV 118101 109837 2.89% 0.319%
25 13.915 1011 1013 1021 rBV 202219 271788 7.15% 0.789%

26 14.075 1025 1027 1040 rVV 1613731 1898752 49.93% 5.512%

27 14.247 1040 1042 1047 rVB 28208 41426 1.09% 0.120%
28 14.544 1065 1068 1071 rBV 24598 42388 1.11% 0.123%
29 14.852 1091 1095 1098 rBV 32679 40263 1.06% 0.117%
30 14.932 1100 1102 1104 rBV 34331 40058 1.05% 0.116%
31 15.184 1122 1124 1130 rBV 28889 51505 1.35% 0.150%
32 15.538 1151 1155 1168 rBV 709303 1283515 33.75% 3.726%
33 15.995 1192 1195 1197 rBV 33850 49309 1.30% 0.143%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 34448518
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090614.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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.

5.08 14.67 ng 878733 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 240 (5.080 min): BF090614.D (-238) (-) m/z 43.10 100.00%
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101 IIIIIIIIIIIIIIIIIIII
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0..“...“...“.??ﬁ..w??h,.”§?”..,”..,”.:J”..“ m/z 59.10 55.98%
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.67 Concentration Rank 1

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

6.67 49.18 ng 2944790 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 379 (6.669 min): BF090614.D (-377) (-) m/z 132.00 100.00%
132
5000 68 S
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0 AN W - | A m/z 68.10 51.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
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5000 53 ‘v—v—v—v—rv—v—ﬁ—rv—va-y—v—v—v—v—rv—v—v—v
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m/z 134.00 32.36%
0"'l""l""l'"|""|"''|"1:'32'|""|""|""
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39 %
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15 53
R S B S LS B WL B L
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Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.85%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090614.D

Aca On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.86 ng 271788 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1l-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1013 (13.915 min): BF090614.D (-1011) (-) m/z 83.10 100.00%
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Abundance #127771: 3-Eicosene, (E)-
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55 83
13.60 13.80 14.00 14.20
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29
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Abundance #186968: n-Tetracosanol-1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101716\

Data File : BF090614.D

Acq On : 17 Oct 2016 18:17

Operator : UM/SJ

Sample : H5212-01 :

Misc : FK-BPM-01-A3-A4-A3A-A4A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
2-Pentanone, 4-hy... 5.08 14.7 ng 878733 1 6.91 1197660 20.0
unknown6 .67 6.67 49.2 ng 2944790 1 6.91 1197660 20.0
3-Eicosene, (E)- 13.92 2.9 ng 271788 5 14.08 1898750 20.0
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