LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101716\

Data File : BF090611.D

Aca On : 17 Oct 2016 16:54 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5263-05 FK-BPM-02-001-C

ALS Vial : 10 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 5.091 238 241 250 rBVY 1301078 1946708 36.57% 4.277%
2 5.514 275 278 294 rBV 4132309 4397643 82.61% 9.662%
3 6.543 365 368 370 rBVY 3466970 4547139 85.41% 9.990%
4 6.669 377 379 382 rBY 3333854 4485382 84.25% 9.855%
5 6.909 398 400 411 rBV 788701 1028343 19.32% 2.259%
6 7.057 411 413 416 rBV 2851171 3360778 63.13% 7.384%
7 7.469 447 449 465 rBV 2451205 3033547 56.98% 6.665%
8 7.675 465 467 477 rVB 35976 79459 1.49% 0.175%
9 8.189 510 512 521 rBVY 1264837 1447023 27.18% 3.179%
10 9.275 604 607 609 rBY 4956816 5323622 100.00% 11.696%

11 9.663 639 641 643 rBvV 555340 478518 8.99% 1.051%
12 9.880 658 660 662 rvVB 69109 55868 1.05% 0.123%
13 9.949 664 666 668 rBVY 2058824 1749715 32.87% 3.844%
14 10.383 700 704 706 rBV 155628 154637 2.90% 0.340%
15 10.601 720 723 726 rBV 52261 85925 1.61% 0.189%

16 10.738 732 735 742 rBV 2810657 2974632 55.88% 6.535%
17 10.852 744 745 753 rVB 162789 225201 4.23% 0.495%
18 11.309 783 785 786 rBV 49490 73076 1.37% 0.161%
19 11.435 794 796 811 rBV 1600104 1687253 31.69% 3.707%
20 12.841 917 919 922 rBV 133252 150014 2.82% 0.330%

21 13.024 932 935 938 rBV 4880073 5224120 98.13% 11.478%
22 13.549 979 981 983 rBV 131034 115322 2.17% 0.253%
23 13.915 1011 1013 1022 rBV 284826 374077 7.03% 0.822%
24 14.075 1025 1027 1040 rVV 1291327 1510348 28.37% 3.318%
25 15.538 1152 1155 1163 rBV 554592 1006925 18.91% 2.212%

Sum of corrected areas: 45515275
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101716\

BF090611.D

17 Oct 2016 16:54

UmM/sJ

H5263-05

10 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

FK-BPM-02-001-C
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Library Search Compound Report

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

Data File : BF090611.D

Aca On 17 Oct 2016 16:54

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 10 Sample Multiplier: 1

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

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 2

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

5.09 37.86 ng 1946710 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 33
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 25

Abundance Scan 241 (5.091 min): BF090611.D (-238) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
O St 3 e 8 | s 1o 57.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL LI I
59 480 500 520 540
m/z 101.10 17.44%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
480 500 520 540
5000 m/z 58.05 16.12%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T T T T . T
50 480 500 520 540

m/z 41.10 8.94%

5000 41
31

69 87

15 M 53| 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

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

Data File : BF090611.D

Aca On 17 Oct 2016 16:54

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 10 Sample Multiplier: 1

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

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 87.24 ng 4485380 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 379 (6.669 min): BF090611.D (-377) (-) m/z 132.00 100.00%
132
68
5000
96
40 54 28 | 06 J 6.40 6.60 6.80 7.00
0 AN W - N | A m/z 68.10 55.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000
6.40 6.60 6.80 7.00
104 m/z 66.05 34.19%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.94%
33 m . 105
0 60 80 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 21.15%
5000 98 116
) 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 : BF090611.D

Aca On : 17 Oct 2016 16:54

Operator : UM/SJ

Sample : H5263-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.67 ng 225201 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 745 (10.852 min): BF090611.D (-744) (-) m/z 57.10 100.00%
57
43 7
5000
113 10.60 10.80 11.00 11.20
ol 127140 155 m/z 43.10  69.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 n LN SULRILN SULLE BN RO
g5 10,60 10.80 11.00 11.20
29 m/z 71.10 62.20%
0 ‘ L L w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
43 o7
71 10,60 10.80 11.00 11.20
5000 m/z 85.10 37.48%
85
29
oL 15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane T T T T
57 10.60 10.80 11.00 11.20
43 m/z 41.10 30.79%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> 20 40 éo 50 100 150 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

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

Data File : BF090611.D

Aca On 17 Oct 2016 16:54

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 10 Sample Multiplier: 1

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

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 3
R.T. EstConc Area Relative to ISTD R.T.
13.92 4.95 ng 374077 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1013 (13.915 min): BF090611.D (-1011) (-) m/z 57.10 100.00%
87 g3
5000
111
3 139 165 13.60 13.80 14.00 14.20
o m/z 55.10 90.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57
5000 RNV SURUR SUNE
13.60 13.80 14.00 14.20
m/z 43.10 89.08%
139 167 196 224 252 280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
T T
13.60 13.80 14.00 14.20
5000 11 m/z 69.10 84.16%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol T T

55 83 13.60 13.80 14.00 14.20

m/z 83.10 82.12%
5000
29
o il 167 196 224 252 280 308
AsaanseaassEieae R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF090611.D

Acg On : 17 Oct 2016 16:54

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
Quant Title : 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... 5.09 37.9 ng 1946710 1 6.91 1028340 20.0
unknown6 .67 6.67 87.2 ng 4485380 1 6.91 1028340 20.0
Hexadecane 10.85 2.7 ng 225201 4 11.43 1687250 20.0
3-Eicosene, (E)- 13.92 5.0 ng 374077 5 14.08 1510350 20.0
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