LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091480.D

Aca On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample : H5885-02

Misc :

ALS Vial : 12 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-BF112916.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 5.007 235 238 241 rBV 421968 532749 11.79% 1.675%
2 5.430 272 275 277 rVB 1893609 1761123 38.96% 5.536%
3 6.459 363 365 367 rBY 1355923 1222375 27.04% 3.843%
4 6.596 374 377 380 rBVY 3022036 2899784 64.15% 9.116%
5 6.824 395 397 399 rBV 679220 930197 20.58% 2.924%

6.984 409 411 414 rBV 2265095 2303819 50.97% 7.242%
7.396 444 447 449 rBV 2203776 2318056 51.28% 7.287%
8.116 507 510 512 rBV 1603658 1452686 32.14% 4_.567%
9.190 601 604 607 rBV 3669389 4247964 93.98% 13.354%
9.579 636 638 641 rVB 67736 92700 2.05% 0.291%

=
QO ~NO®

11 9.865 660 663 665 rBY 1507453 1410168 31.20% 4.433%
12 10.311 698 702 703 rBV3 51174 79966 1.77% 0.251%
13 10.653 729 732 735 rBV 3071826 3074718 68.02% 9.666%
14 10.779 740 743 746 rVvV 88922 103803 2.30% 0.326%

15 11.225 780 782 784 rBV 99612 85638 1.89% 0.269%
16 11.351 790 793 795 rVB 1794701 1683266 37.24% 5.292%
17 11.648 818 819 821 rVB 54011 48816 1.08% 0.153%
18 11.888 837 840 842 rBV 267720 323092 7.15% 1.016%
19 12.585 896 901 906 rBV7 33215 92880 2.05% 0.292%

20 12.665 906 908 911 rBvV2 217498 252345 5.58% 0.793%
21 12.939 929 932 934 rVB 4275053 4520193 100.00% 14.210%
22 13.831 1008 1010 1014 rBV 159919 169650 3.75% 0.533%

23 13.979 1020 1023 1025 rBV 1337957 1252536 27.71% 3.938%
24 15.397 1144 1147 1150 rBV 806754 951434 21.05% 2.991%

Sum of corrected areas: 31809958
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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\BF120716\
BF091480.D
7 Dec 2016 20:15
UmM/sJ
H5885-02

12 Sample Multiplier: 1

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF091480.D
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3000000

2000000
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1000000
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TIC: BF091480.D
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Time-->
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TIC: BF091480.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091480.D

Aca On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample : H5885-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.01 11.45 ng 532749 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33

4 2-Hexanol.

2-methvl- 116 C7H160

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000625-23-0 28
001116-98-9 23

Abundance Scan 238 (5.007 min): BF091480.D (-235) (-) m/z 43.00 100.00%
43
59
5000
37 53 83 101 460 4.80 5.00 520 5.40
o e e e e m/z 59.00 58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI LA LB L LB L L
59 4.60 4.80 5.00 520 5.40
m/z 58.00 15.56%
15 31 101
| 25 7 37 53 83
Ob e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
I e e e R
460 4.80 5.00 520 5.40
5000 m/z 101.10 15.49%
41
53 73 86
O s e i B i L et B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T T
59 460 4.80 5.00 520 5.40
m/z 41.10 8.64%
5000 41
31
| [
0 ...,.??.,...M ,...J,H...,??HL,.. 0 VR M. S RESSNSNSMEY 1 VSS— |
m/z--> 10 20 40 50 60 70 80 90 100 110 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091480.D

Aca On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample : H5885-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown6.60 Concentration Rank 1

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

6.60 62.35 ng 2899780 1,4-Dichlorobenzene-d4 6.84
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 377 (6.596 min): BF091480.D (-374) (-) m/z 132.00 100.00%
5000 68
75 % 620 640 6.60 6.80 7.00
104 . . ) . )
0 ..,....,....,...!,“.'.‘.‘? i Ol 87 L M5 | m/z 68.10  49.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL I L I
6.20 6.40 6.60 6.80 7.00
3 78 m/z 66.00 33.83%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RARAERARSS RARAS RARRARA
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 32.56%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R ERaa s e A RE.
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.95%

5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115

R a R e R AR A B i L e R R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091480.D

Aca On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample : H5885-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.84 ng 323092 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 840 (11.888 min): BF091480.D (-837) (-) m/z 43.10 100.00%

43 73
5000 129
213

97
115 157 171 185 T I TTr 1T I T T I TTr 1T I TTr 1T
143 199

227 256 11.60 11.80 12.00 12.20
0! m/z 60.00 99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
21 m/z 57.10 89.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 T e e
11.60 11.80 12.00 12.20
5000 129 m/z 73.00 87.48%
29 87 185
115 143 __171 228
oL15 101 157 199212
R R B e B R AR BB,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37193: n-Decanoic acid e ARARAREE Lam e a
60 73 11.60 11.80 12.00 12.20
m/z 55.10 79.39%
41
5000 129
2
01 143
X v R QR POS~ WO v o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091480.D

Aca On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample : H5885-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 6 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.71 ng 169650 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 87

Abundance ‘Scan 1010 (13.831 min): BF091480.D (-1008) (-) m/z 55.05 100.00%

55

83

5000

-

13.60 13.80 14.00 14.20
m/z 57.10 99.20%

139

o 167 189 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
5

:

13.I60 13!80 14.IOO 14.I20
m/z 43.10 93.48%

5000

125

153168

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 HREUL BN BULRLELE BRI B
13.60 13.80 14.00 14.20
5000 m/z 83.10 67.39%

111

27 68

o 139154 182 210
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #152927: Trichloroacetic acid, hexadecy! ester e EE e e e e
13.60 13.80 14.00 14.20

m/z 69.10 63 .35%

-

69

5000

125

:

153168

196 224
R EEE R EE e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120716\
Data File : BF091480.D

Acq On : 7 Dec 2016 20:15

Operator : UM/SJ

Sample - H5885-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.01 11.4 ng 532749 1 6.84 930197 20.0
unknown6 .60 6.60 62.4 ng 2899780 1 6.84 930197 20.0
n-Hexadecanoic acid 11.89 3.8 ng 323092 4 11.35 1683270 20.0
1-Docosene 13.83 2.7 ng 169650 5 13.98 1252540 20.0
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