LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092755.D

Aca On : 3 Feb 2017 00:27 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
a?ggle ; 11650-16 SBG%COME
ALS Vial : 21 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-BF013017.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 4.796 236 237 246 rBV 27128 56651 1.15% 0.146%
2 5.127 263 266 278 rBVY 1801289 2556802 51.87% 6.586%
3 5.550 300 303 305 rBVY 4651240 4929323 100.00% 12.697%
4 6.579 390 393 396 rBVY 3541893 4285949 86.95% 11.040%
5 6.704 401 404 407 rBV 3646412 4113947 83.46% 10.597%
6 6.933 422 424 427 rBV 1053037 880265 17.86% 2.267%
7 7.093 435 438 440 rBVY 3526636 3242942 65.79% 8.353%
8 7 .505 471 474 476 rBV 2740029 2792737 56.66% 7.193%
9 8.225 534 537 539 rBVY 1334137 1148522 23.30% 2.958%
10 9.299 628 631 634 rBY 3991080 4086908 82.91% 10.527%

11 9.688 663 665 668 rBv 583215 627406 12.73% 1.616%
12 9.973 688 690 693 rBV 1128761 1126927 22.86% 2.903%
13 10.396 724 727 729 rVB2 43533 86024 1.75% 0.222%
14 10.762 757 759 762 rBV2 1686169 2151240 43.64% 5.541%
15 10.876 767 769 774 rVB 91542 117156 2.38% 0.302%

16 11.322 806 808 809 rBvV 91191 77994 1.58% 0.201%
17 11.459 818 820 823 rBV 1171318 1010774 20.51% 2.604%
18 11.745 843 845 848 rBV 73849 64805 1.31% 0.167%

19 13.048 956 959 961 rBV 3101124 3160823 64.12% 8.142%
20 13.940 1035 1037 1046 rBvV 51478 115403 2.34% 0.297%

21 14.100 1048 1051 1053 rVB 758098 819894 16.63% 2.112%

22 15.197 1144 1147 1150 rBV 38171 51173 1.04% 0.132%
23 15.563 1175 1179 1184 rBV 602816 939079 19.05% 2.419%
24 16.008 1215 1218 1222 rBV 49653 78104 1.58% 0.201%
25 16.511 1259 1262 1266 rVB 44287 83952 1.70% 0.216%
26 17.094 1308 1313 1319 rBV 34525 82847 1.68% 0.213%
27 17.791 1370 1374 1381 rVB3 29846 79501 1.61% 0.205%
28 18.614 1442 1446 1451 rBv4 20466 56098 1.14% 0.144%
Sum of corrected areas: 38823246
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020217\

BF092755.D

3 Feb 2017 00:27

SJ/MA

11650-16

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092755.D

Aca On : 3 Feb 2017 00:27

Operator : SJ/MA

Sample : 11650-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 58.09 ng 2556800 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 266 (5.127 min): BF092755.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 B 500 550 sm
il G0 881 | 7T Eg 16 57.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T8 S0 52w
0
150 a0 1010 m/z 101.10 16.81%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.67%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- N R R ma
59.0 480 5.00 520 5.40
m/z 41.10 9.27%
5000
410 101.0
150 30 ]| 500, | 690 830
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092755.D

Aca On : 3 Feb 2017 00:27

Operator : SJ/MA

Sample : 11650-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.70 Concentration Rank 1

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

6.70 93.47 ng 4113950 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 404 (6.704 min): BF092755.D (-401) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.1 %I'l o 640 6.60 6.80 7.0
e m/z 68.10 44 _42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL U U
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.20%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.0
5000 m/z 66.10 28.37%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! LN I s s S
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.36%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R R REREREEE S
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\BF020217\
Data File : BF092755.D

Aca On : 3 Feb 2017 00:27

Operator : SJ/MA

Sample : 11650-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.88 2.32 ng 117156 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 769 (10.876 min): BF092755.D (-767) (-) m/z 57.10 100.00%
57.1
5000 851
] 11311412 110.60 10,80 11.00 11.20
— el m/z 43.10 64.32%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 L UL S SN SRR
85.0 10. 60 10 80 11. oo 11. 20
29.0 m/z 71.10 59.28%
By }13014101690 282.0
m/z--> 55 100 1éo 200 2éo 300 350
Abundance
57.0
110.60 10,80 11.00 11.20
5000 m/z 85.10 35.83%
85.0
29.0 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #64575: Pentadecane
57.0 10.60 10.80 11.00 11.20
m/z 41.10 28.12%
5000 85.0
29.0
1AL ‘}13014101690 212.0
m/z--> % @ @ @ 250 ﬁ @ mmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092755.D

Aca On : 3 Feb 2017 00:27

Operator : SJ/MA

Sample : 11650-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.82 ng 115403 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
2 2-Hexvl-1-octanol 214 C14H300 019780-79-1 83
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 80
4 1-Octadecene 252 C18H36 000112-88-9 74
5 1-Docosene 308 C22H44 001599-67-3 72
Abundance Scan 1037 (13.940 min): BF092755.D (-1035) (-) m/z 57.10 100.00%
51.1
61 1951341 1 oo 1550 1980 1400 1450 "
RN L L m/z 43.10 80.41%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83804: 1-Decanol, 2-hexyl-
57.0
4100
5000 AR RARAARARRE N
85.0 13.60 13.80 14.00 14.20
111.0 m/z 55.05 60.84%
| YA M w‘ ‘L , 1390 196.0  224.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
410 1360 13.80 14.00 14.20
5000 m/z 71.10 54.18%
85.0
111.0
127.0 168.0  196.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65764: 2-Ethyl-1-dodecanol
57.0 13.60 13.80 14.00 14.20
410 m/z 97.10 41.72%
5000
83.0
‘ 111.0
.h\..,....\,.w.,w..1»\,..\h.,.»..1?9,-9...,198-.0. LTI
m/z--> 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
Data File : BF092755.D

Acq On : 3 Feb 2017 00:27

Operator : SJ/MA

Sample - 11650-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 58.1 ng 2556800 1 6.93 880265 20.0
unknown6.70 6.70 93.5 ng 4113950 1 6.93 880265 20.0
Eicosane 10.88 2.3 ng 117156 4 11.46 1010770 20.0
1-Decanol, 2-hexyl- 13.94 2.8 ng 115403 5 14.10 819894 20.0
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