LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090723.D

Aca On : 21 Oct 2016 21:20 Instrument :
Operator - UM/SJ BNA_F

Sample - H5342-01 ClientSampleld :
Misc - BRIDGE-LAYER-STONE
ALS Vial : 3 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-BF102116.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 5.057 236 238 249 rBV 997982 1559596 22.14% 2.435%
2 5.468 271 274 277 rBV 4566642 5895239 83.69% 9.206%
3 6.497 361 364 366 rBY 5016223 6393782 90.76% 9.984%
4 6.623 372 375 378 rBVY 5289676 6027000 85.56% 9.412%
5 6.851 393 395 406 rBVY 1582607 1777825 25.24% 2.776%
6 7.011 406 409 411 rBV 5056207 4969120 70.54% 7.760%
7 7.423 442 445 447 rBV 3048623 4079550 57.91% 6.371%
8 7.514 451 453 461 rVB 85987 196988 2.80% 0.308%
9 8.143 505 508 510 rBY 1841816 2330957 33.09% 3.640%
10 9.217 508 602 605 rBY 6147285 7044513 100.00% 11.001%

11 9.606 633 636 639 rBY 1018909 1483624 21.06% 2.317%
12 9.892 658 661 664 rBV 2716770 2730662 38.76% 4.264%
13 10.326 691 699 701 rBvV2 114867 167813 2.38% 0.262%
14 10.543 715 718 722 rBV 45465 87829 1.25% 0.137%
15 10.680 727 730 733 rBV2 3242030 4447323 63.13% 6.945%

16 10.806 739 741 747 rVB 141454 242944 3.45% 0.379%
17 11.252 777 780 781 rBV 108594 111094 1.58% 0.173%
18 11.378 789 791 794 rBV 2792489 2559627 36.34% 3.997%

19 11.435 795 796 802 rVB 52584 75365 1.07% 0.118%
20 11.618 809 812 815 rBV2 49287 97260 1.38% 0.152%
21 12.166 857 860 862 rBvV 71262 88923 1.26% 0.139%

22 12.966 927 930 933 rBV 5700295 6981504 99.11% 10.902%
23 13.869 1006 1009 1019 rBV 255527 429946 6.10% 0.671%
24 14.018 1019 1022 1024 rBV 2165715 2135404 30.31% 3.335%
25 14.864 1094 1096 1099 rBV 732267 688765 9.78% 1.076%

26 15.447 1144 1147 1150 rBV 970631 1434740 20.37% 2.240%

Sum of corrected areas: 64037393
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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\BF102116\

BF090723.D

21 Oct 2016 21:20

UM/SJ

H5342-01 BRIDGE-LAYER-STONE
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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\BF102116\

Data File : BF090723.D

Aca On : 21 Oct 2016 21:20

Operator : UM/SJ

ﬁ?ggle : H5342-01 BRIDGE-LAYER-STONE
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.

5.06 17.55 ng 1559600 1,4-Dichlorobenzene-d4 6.85
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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 238 (5.057 min): BF090723.D (-236) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 5.40
o...,....,....,..??','....,??.'.,...‘??....,??..,....~,|....,. m/z 59.10 58.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40
m/z 101.10 18.32%
15 31 101
0 | 25 7 37, 53, 83
miz--> e e A AT SSaB I
Abundance
59
480 500 520 5.40
5000 41 m/z 58.10 16.48%
31
69 87
15 53 98
e S L S LIRS SUSILLS UL IULILS IULI A LIS WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- ERmENEm ...
59 480 500 520 5.40

m/z 41.10 8.94%

5000
41
o Wi 1], 53, 73 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090723.D

Aca On : 21 Oct 2016 21:20

Operator : UM/SJ

ﬁ?ggle : H5342-01 BRIDGE-LAYER-STONE
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.62 Concentration Rank 1

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

6.62 67.80 ng 6027000 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 375 (6.623 min): BF090723.D (-372) (-) m/z 132.00 100.00%
132
5000 68 /\
" % J 620 640 650 680 700
54
0 .':7?...],41.0?.1.1?.. e | m/Z 68.10  46.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R R
620 640 6.60 6.80 7.00
2 51 m/z 134.00 33.99%
0

Abundance

m/z--> 20 40 60 80 100 120 140 160 180
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.05 29.00%
104
66
ol 14 27 39 1 T 89 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 18.40%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090723.D

Aca On : 21 Oct 2016 21:20

Operator : UM/SJ

ﬁ?ggle : H5342-01 BRIDGE-LAYER-STONE
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.03 ng 429946 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91

Abundance Scan 1009 (13.869 min): BF090723.D (-1006) (-) m/z 57.10 100.00%

43 57 83

5000

.

13.60 13.80 14.00 14.20
m/z 55.10 90.35%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

13!60 13.I80 14.IOO 14!20
m/z 83.10  90.24%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 T T T e T
97 13.60 13.80 14.00 14.20
5000 m/z 43.10 88.37%
29 111

125
0 139153167182196210224 252 280

W‘mﬁwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #98171: 1-Nonadecene e i e e
13.60 13.80 14.00 14.20

m/z 69.10 84 .79%

.

5000

125

?;:::==,_

139154168182196210224238 266
TR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090723.D

Aca On : 21 Oct 2016 21:20

Operator : UM/SJ

ﬁ?ggle : H5342-01 BRIDGE-LAYER-STONE
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.86 9.60 ng 688765 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 74
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 1096 (14.864 min): BF090723.D (-1094) (-) m/z 69.10 100.00%
69
5000
q 1450 14180 15,00 1520
) - “ Ff..lszW1.?$:,?T?. 3 m/z 81.05 48.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000{ 4! L B BRI B B

14.60 14.80 15.00 15.20
m/z 41.10 21.43%

95
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
B AN EAA RS RN
14.60 14.80 15.00 15.20
5000 m/z 95.10 12.23%
41
% 121 149
0 175 203 231 273 299 341 367 410
e e e e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene e
69 14.60 14.80 15.00 15.20
m/z 68.10 10.88%
5000 41
95
121
ol Ll d LA 177 205025245 273 299 342
4 Il e I e R B I RREEE e
m/z--> 50 lOO 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102116\

Data File : BF090723.D

Acq On : 21 Oct 2016 21:20

Operator : UM/SJ

ﬁ?ggle : H5342-01 BRIDGE-LAYER-STONE
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.06 17.6 ng 1559600 1 6.85 1777830 20.0
unknown6 .62 6.62 67.8 ng 6027000 1 6.85 1777830 20.0
Trichloroacetic a... 13.87 4.0 ng 429946 5 14.02 2135400 20.0
Squalene 14.86 9.6 ng 688765 6 15.45 1434740 20.0
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