LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\

Data File : BF088124.D

Aca On - 18 Jun 2016 6:58 Instrument :
Operator - UM/SJ BNA_F

Sample - H3574-10 ClientSampleld :
Misc - MVILLE-FB-1-6-10-16
ALS Vial : 31 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
Title
Signal > TIC
peak R.T. first
# min scan
1 1.667 6
2 1.792 16
3 4.856 284
4 5.301 323
5 6.353 415
6 6.467 424
7 6.696 445
8 6.856 458
9 7.267 494
10 7.987 557
11 9.062 651
12 9.736 710
13 10.525 779
14 11.211 840
15 12.628 964
16 12.696 968
17 12.799 978
18 13.325 1025
19 13.839 1070
20 14.011 1085
21 14.319 1112
22 14.617 1137
23 15.222 1190

max

PK peak corr.
TY heiaht area
rvB 130440 254166
rvB 1067870 2392289
rBv 46503 68563
rBV 1138266 1201104
rBv 907347 773970
rBV 1796972 1837665
rBv 704008 598730
rvB 1850756 2003553
rBV 1314683 1468621
rBv 677384 831520
rBV 2509933 2743994
rBv 949716 981485
rBV 1568928 1629909
rBV 1069278 916279
rBv 219875 189719
rvB2 27185 42978
rBV 2379243 2507930
rBv 121531 118640
rBv 797546 724509
rBv 26205 32198
rBv2 27993 32069
rBv 24134 32168
rBv 491489 605939

of corrected areas:

8270-BF060716.M Mon Jun 20 17:49:31 2016

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
9.26%
87.18%
2.50%
43.77%
28.21%

66.97%
21.82%
73.02%
53.52%
30.30%

100.00%
35.77%
59.40%
33.39%

6.91%

1.57%
91.40%
4._.32%
26 .40%
1.17%

1.17%
1.17%
22.08%

21987998

% of

total

1.156%
10.880%
0.312%
5.463%
3.520%

8.358%
2.723%
9.112%
6.679%
3.782%

12.480%
4._.464%
7.413%
4.167%
0.863%

0.195%
11.406%
0.540%
3.295%
0.146%

0.146%
0.146%
2.756%
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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:\HPCHEM1I\BNA F\DATA\BF061716\

BF088124.D

18 Jun 2016 6:58

UM/SsJ

H3574-10

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

MVILLE-FB-1

-6-10-16

Abundance

2500000
2000000
1500000

1000000

500000
1.6

TIC: BF088124.D

1.79

6.47

6.35
6.70

6.86

7.27

Oo—=+
Time-->

3.50

4.00

o
2.00

2.50

T
3.00 4.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF088124.D
9/06

10.52

11.21
9.74

fom_

13.33

Ob——
Time-->

11.50 12.00

10.50 11.00

9.50

10.00

T
8.00

8.50

9.00

12.50

13.00

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BF088124.D

13.84

15.22

14.01 14.32 14.62

O ===
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\

Data File : BF088124.D

Aca On - 18 Jun 2016 6:58

Operator : UM/SJ

Samole - H3574-10 MVILLE-FB-1-6-10-16
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

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

4._86 2.29 ng 68563 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 286 (4.856 min): BF088124.D (-284) (-) m/z 43.10 100.00%
43
59
5000
s "Tik0 ako 500 520
83 : : : -
o.”,..”,..”,.”.U:h.??ﬂji.”.,”..,m..,”.:i...“ m/z 59.10 60.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rTTTTrTTTTTT T T T T T T T

460 4.80 5.00 5.20
59 m/z 101.10 20.04%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 460 4.80 5.00 5.20
5000 m/z 58.10 17 .44%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one e ERmsERE L
43 460 4.80 5.00 5.20
m/z 41.00 9.59%
5000
55
15 27 83
0 |, 37, 49 | 571778 98
e L B o I B e e R e Raa EE s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\

Data File : BF088124.D

Aca On - 18 Jun 2016 6:58

Operator : UM/SJ

Samole - H3574-10 MVILLE-FB-1-6-10-16
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 unknown6.47 Concentration Rank 3

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

6.47 61.39 ng 1837670 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 427 (6.467 min): BF088124.D (-424) (-) m/z 132.00 100.00%
5000 68
40 o " 620 640 6.60 6.80
54 : : :
o [ L Weus N m/z 68.10 40.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U L A A
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.56%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 620 640 6.60 6.80
5000 gg 116 m/z 66.10 26.27%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e e
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.81%
5000 0
31 52
oLl 61| 8 | 106116 |
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\BF061716\

Data File : BF088124.D

Aca On - 18 Jun 2016 6:58

Operator : UM/SJ

Samole - H3574-10 MVILLE-FB-1-6-10-16
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.24 ng 189719 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 92
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 Butvl 4.8.12-trimethyvl-tridecanoate 312 C20H4002 1000336-63-2 45
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 27
Abundance Scan 966 (12.628 min): BF088124.D (-964) (-) m/z 56.10 100.00%
56
5000
257
8101 | e 1 23 2 T e o0 180,
3 157 . . . .
o 281 312 8% "n/z 57.10 58.28%
m/z--> 50 100 150 200 250 300 350
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 A e
29 12. 40 12. 60 12.80 13.00
a3 129 m/z 43.05 36.39%
ol il “\ ‘M“ a0t 187 185 213 239257 281 312
m/z--> 55 100 1éo 260 250 300 350
Abundance
56
" 12140 12,60 12.80 13.00
5000 m/z 41.05 34 .54Y%
29 129 239257
83101 157 185 213 g3 312
O i
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester EERS EEEe S S R
57 12.40 12.60 12.80 13.00
m/z 73.00 32.35%
5000
239
29 e 257
J .‘.-. Aot 157 185 213 | | 282 32
m/z--> 50 m 50 200 250 300 350 nmnmnmwm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\

Data File : BF088124.D

Aca On - 18 Jun 2016 6:58

Operator : UM/SJ

Samole - H3574-10 MVILLE-FB-1-6-10-16
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.33 3.28 ng 118640 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
3 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 35
Abundance Scan 1027 (13.325 min): BF088124.D (-1025) (-) m/z 56.10 100.00%
56
5000{ 43
\ i 25 | | 2550 1830 1040 560
Obrrfhrs || I o '-|" il | l3ieriiitle0 241 X7 UP 577 57.10°  62.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000
43 229 13.00 13.20 13.40 13.60
211 m/z 43.10 42 . 70%
101 284
ob h H‘ ; Hh \ 157171 | ossaen
m/z--> 4 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
56
13.00 13.20 13.40 13.60
s000] 41 6 m/z 41.05 35.83%
89719y
o 125139153 167 182195 210223 238251 266
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nonyl- R e e e e Ry
56 13.00 13.20 13.40 13.60
m/z 55.05 31.73%
5000 41 69
. BERSETE 182 210
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13100 1320 1340 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\

Data File : BF088124.D

Acg On : 18 Jun 2016  6:58

Operator : UM/SJ

Sample - H3574-10 MVILLE-FB-1-6-10-16
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.86 2.3 ng 68563 1 6.70 598730 20.0
unknown6 .47 6.47 61.4 ng 1837670 1 6.70 598730 20.0
Hexadecanoic acid... 12.63 5.2 ng 189719 5 13.84 724509 20.0
Butyl myristate 13.33 3.3 ng 118640 5 13.84 724509 20.0
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