LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088748.D

Aca On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample : H3878-16

Misc :

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-BF063016.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 1.701 8 10 19 rVB 197518 317922 9.61% 1.625%
2 1.827 19 21 70 rVvB 1576930 3306941 100.00% 16.901%
3 4.901 288 290 294 rBB 56185 72421 2.19% 0.370%
4 5.336 325 328 330 rBVY 1460802 1362174 41.19% 6.962%
5 6.376 416 419 422 rBV 1155925 1364634 41.27% 6.975%

6.513 428 431 433 rBV 1660977 1559758 47.17% 7.972%
6.742 449 451 453 rBB 476533 476620 14.41% 2.436%
6.902 462 465 467 rBB 1369759 1139632 34.46% 5.825%
7.313 498 501 503 rBvV 861810 1016357 30.73% 5.195%
8.033 561 564 566 rBvV 740352 717380 21.69% 3.666%

=
QO ~NO®

11 9.108 655 658 660 rBvY 2155739 1868763 56.51% 9.551%
12 9.496 690 692 695 rvVB 247838 276026 8.35% 1.411%
13 9.782 714 717 719 rVB 812207 819869 24.79% 4_.190%
14 10.559 783 785 788 rBV 973163 880363 26.62% 4._.499%

15 10.696 795 797 800 rBV 37628 43146 1.30% 0.221%
16 11.142 834 836 837 rBV 54109 51051 1.54% 0.261%
17 11.256 843 846 848 rVB 941190 885963 26.79% 4.528%
18 11.496 864 867 871 rBv2 21643 40169 1.21% 0.205%
19 11.565 871 873 876 rVB 39659 35529 1.07% 0.182%

20 12.834 982 984 987 rBV 1601180 1778663 53.79% 9.091%
21 13.748 1061 1064 1072 rBV 88707 161042 4.87% 0.823%
22 13.874 1072 1075 1078 rVB 863514 775515 23.45% 3.964%

23 14.731 1147 1150 1152 rBV 37135 48112 1.45% 0.246%
24 15.257 1193 1196 1198 rBV 483916 567956 17.17% 2.903%

Sum of corrected areas: 19566006
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088748.D

Aca On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample : H3878-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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: BF088748.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088748.D

Aca On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample : H3878-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.90 3.04 ng 72421 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 290 (4.901 min): BF088748.D (-288) (-) m/z 43.10 100.00%
a3
59
5000
101 IS RN RS N LR
| 83 4.60 4.80 5.00 5.20
oY R N S —— S Y 2 << DO (O R 5 O £
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R RS LN R
4.60 4.80 5.00 5.20
59 101 m/z 101.00 21.41%
o 2l.35, 51 o my X
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
460 4.80 500 520
5000 m/z 58.10 17.10%
43
o 69 83 gg 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3159: 5-Hexen-2-one L L L L BN I |
43 4.60 4.80 5.00 5.20
m/z 41.10 10.49%
5000
55
25 | | g3 71 83 98
S R R A AL R RO RERRA R RAN LSS ALY RARAN AALRS ARSI AL SARE U R RS LN LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088748.D

Aca On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample : H3878-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 4 unknown6.51 Concentration Rank 2

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

6.51 65.45 ng 1559760 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 431 (6.513 min): BF088748.D (-428) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . : . .
ol Qe [ Msus W w/z 68.10 42.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR AN AR AR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.55%
0 ‘ b H 1, . !
LI AL S LU BURLELEL BURL LA SRR BURLEL L SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.10 27 .23%
33 44 o 105
o € 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.66%
5000 98 116
A PR O 2 W NS - Py | | AN
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088748.D

Aca On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample : H3878-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.15 ng 161042 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 1064 (13.748 min): BF088748.D (-1061) (-) m/z 57.10 100.00%

57

-

5000 111
196 149 13.40 13.60 13.80 14.00
0 m/z 83.10 95.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83

FaVAN Wt
LI L I B

T T
13.40 13.60 13.80 14.00

5000

m/z 55.10 87 .44%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 AL AU SRR &
13.40 13.60 13.80 14.00
5000 m/z 43.10 83.81%
111
68
o 2l 126 153 182 210
SN AR AR RS LRSS SRR SRS SR RARAN SRR BRASE BARSS SARAN SARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester L REL B e
4 13.40 13.60 13.80 14.00

69 m/z 69.10 83.57%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088748.D

Acq On : 6 Jul 2016 21:59

Operator : UM/SJ

Sample - H3878-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.90 3.0 ng 72421 1 6.74 476620 20.0
unknown6 .51 6.51 65.5 ng 1559760 1 6.74 476620 20.0
1-Heneicosanol 13.75 4.2 ng 161042 5 13.87 775515 20.0
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