LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.735 11 13 69 rvB 3981902 10861400 100.00% 18.174%
2 4_753 274 277 292 rBVY 616082 1279753 11.78% 2.141%
3 5.199 313 316 318 rBV 3906218 4666757 42.97% 7.809%
4 6.262 406 409 412 rBV 3174199 5213601 48.00% 8.724%
5 6.387 417 420 422 rBV 4019398 5277952 48.59% 8.831%

6.616 438 440 446 rBvV 899965 1012372 9.32% 1.694%
6.764 451 453 456 rBV 2565791 3795904 34.95% 6.351%
7.187 487 490 492 rBV 2858308 3509047 32.31% 5.871%
7.896 550 552 555 rBvV 1202274 1307763 12.04% 2.188%
8.982 644 647 649 rBV 5171101 5473688 50.40% 9.159%

=
QO ~NO®

11 9.382 679 682 684 rBvV 797226 1070996 9.86% 1.792%
12 9.645 702 705 712 rVB 1729775 1659153 15.28% 2.776%
13 10.102 739 745 746 rBV2 77863 156371 1.44% 0.262%
14 10.433 771 774 776 rBV 3153612 3802053 35.01% 6.362%
15 10.571 784 786 792 rVB 105596 166817 1.54% 0.279%

16 11.119 831 834 836 rBV 1443264 1814467 16.71% 3.036%
17 11.668 879 882 888 rBv2 98171 148020 1.36% 0.248%
18 12.445 948 950 955 rBVvV2 97805 181192 1.67% 0.303%
19 12.696 969 972 975 rBV 4264003 4790377 44.10% 8.015%
20 13.611 1049 1052 1058 rBV2 285957 448442 4._.13% 0.750%

21 13.725 1060 1062 1065 rBV 1740775 1705169 15.70% 2.853%
22 14.239 1104 1107 1113 rBV2 69269 136872 1.26% 0.229%

23 15.074 1177 1180 1182 rBV 794662 1171995 10.79%% 1.961%
24 17.051 1350 1353 1359 rVB5 47473 113906 1.05% 0.191%

Sum of corrected areas: 59764067
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090716\

BF090001.D

7 Sep 2016 13:28

UmM/sJ

H4676-03

4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 25.28 ng 1279750 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 277 (4.753 min): BFO90001.D (-274) (-) m/z 43.05 100.00%
a3
5000 59 j\\
1o 440 460 480 500
Ol St G088 L TW/z 59.10  51.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 16.46%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 4.80 5.00
5000 M m/z 58.10 15.20%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate R s B
43 440 4.60 4.80 5.00
m/z 41.10 8.92%
5000
58
15 o7 | 12 100
L A B s R AR AR AL R LRSS AL BaL s AR RS SRS NARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.39 Concentration Rank 2

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

6.39 104.27 ng 5277950 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 420 (6.387 min): BF090001.D (-417) (-) m/z 132.10 100.00%
132
5000
68
© s || 7o Prgus S0 6k a0 680 6D
Ol ol 67 87 LAO1S L "m/z 68.05 35.34%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR VR VA R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.10 33.48%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.10 22.60%
41 97
53
29 117
88 | 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 13.77%
5000 og 0
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 5 Decanoic acid, silver(1+) salt Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.45 2.13 ng 181192 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 25
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25

Abundance Scan 950 (12.445 min): BFO90001.D (-948) (-) m/z 43.10 100.00%
5000 ’vv\_ﬁwAAJkﬂA/\NwavV\\Aﬁ,yf
129 R SURIULN UL SURRN SUMS
157 5 213 241 12.20 12.40 12.60 12.80
o '-nw.. s B e e S e m/z 73.05 74.07%
m/z--> 150 200 250 300 350
Abundance #125286 Decanoic acid, silver(1+) salt
5000 L BN B BULILN B
12:20 1240 12.60 12.80
m/z 57.10 73.57%
o W W\n\ U R 217 —_ ?Zg., . ?$0|| . ?87|
m/z--> 150 200 250 300 350
Abundance
60
4 1220 12.40 12,60 12.80
5000 m/z 55.10 68.24%
129
87 172
Oy '|1%O" '1F% UELEY UL UL UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid AN BEa TS e L
73 12.20 12.40 12.60 12.80
43 m/z 60.00 64 .34%
5000 129
185 228
I
OI‘I\I\I‘I‘I‘"Jlnhl\.lﬂtlulI ‘:Iu-(??::i|||||||||||||||||||| A B BEEE s
m/z--> 50 100 150 200 250 300 350 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 5.26 ng 448442 Chrysene-d12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1052 (13.611 min): BF090001.D (-1049) (-) m/z 57.10 100.00%
S g3
5000 111
LIRS I BRI SO B
13.20 13.40 13.60 13.80 14.00
N ltl“--lﬂ 08 e m/z 43.10 98.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 AL A SRR A
13:20 13.40 13.60 13.80 14.00
29 125 m/z 55.10 90.63%
ol i H h i Jo4 16224 29 om0
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 80.55%
111
29
o 139 169 515238 pg3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A B R R e mae s e
13.20 13.40 13.60 13.80 14.00
83 m/z 97.10 76.98%
h ’*/AV\\M
o 140 182 210 255 306
miz--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090001.D

Acq On : 7 Sep 2016 13:28

Operator : UM/SJ

Sample : H4676-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.75 25.3 ng 1279750 1 6.62 1012370 20.0
unknown6 .39 6.39 104.3 ng 5277950 1 6.62 1012370 20.0
Decanoic acid, si... 12.45 2.1 ng 181192 5 13.73 1705170 20.0
Trifluoroacetoxy ... 13.61 5.3 ng 448442 5 13.73 1705170 20.0
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