LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing

Sampling

Start Thrs: 0.2
Stop Thrs - O

- ON Filtering: 5

-1 Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method

Title

Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY
1 1.667 6 7 16 rvv
2 1.793 16 18 64 rvB
3 4.844 282 285 296 rVB
4 5.279 320 323 325 rBvV
5 6.330 412 415 417 rBVY

6.467 424 427 429 rBvY
6.696 445 447 449 rBvY
6.856 458 461 463 rBvV
7.267 493 497 499 rBvV
7.988 557 560 562 rVB

=
QO ~NO®

11 9.073 651 655 657 rvB
12 9.462 686 689 691 rBvV
13 9.736 710 713 715 rBV
14 10.525 778 782 784 rBV
15 11.211 839 842 844 rBV

16 11.759 888 890 892 rBV
17 12.548 957 959 965 rvv
18 12.651 965 968 970 rVB
19 12.811 979 982 984 rBV
20 13.371 1029 1031 1033 rBV

21 13.874 1072 1075 1078 rBV
22 15.348 1201 1204 1207 rBV

Sum of corrected areas:

8270-BF081616.M Thu Aug 18 17:20:

peak
heiaht
1870050
13757863
1220984
8660885
5899730

13752624
4854737
14590241
10454213
5567510

18740603
487152
7718191
11058660
7735439

538032
695626
633843
15345196
394939

5661552
3180231

12 2016

corr.

area
3179628
37162332
1704616
8666277
5776144

16211536
4127941
13724542
11860634
5874188

22527642
435317
6825719
13464379
6567767

597007
828425
757321
18482646
571891

6023313
4843024

corr.
% max.
8.56%
100.00%
4_.59%
23.32%
15.54%

43.62%
11.11%

36.93%

31.92%
15.81%

60.62%

1.17%
18.37%

36.23%
17.67%

1.61%
2.23%
2.04%
49_73%
1.54%

16.21%
13.03%

190212289

% of

total

1.672%
19.537%
0.896%
4 .556%
3.037%

8.523%
2.170%

7.215%

6.235%
3.088%

11.843%
0.229%
3.588%
7.079%
3.453%

0.314%
0.436%
0.398%
9.717%
0.301%

3.167%
2.546%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On : 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089761.D

1.5e+07
© 1.79

le+07
5.28

5000000

4.84

6.86
6.47

7.27

6.70

1.6]
0

4.00

I
4.50 5.00

Time--> 5.50

6.00

6.50

Abundance TIC: BF089761.D

1.5e+07

10.52
le+07

9.74 11.21

5000000

9.46

12.81

10.00 10.50 11.00

9.00

9.50

Ot}
8.00

Time--> 8.50 11.50

I
12.00

I I
12.50 13.00

Abundance TIC: BF089761.D

1.5e+07

le+07

13.87

5000000
15.35

Oty
14.00 14.50

15.00 15.50 16.00 16.50

17.00 17.50

Time-->

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 5

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

4.84 8.26 ng 1704620 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 285 (4.844 min): BF089761.D (-282) (-) m/z 43.00 100.00%
a3
59
5000
T TTab0 480 500 550
83 : : : :
o...,....,....,....',':...?.1.~:I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.00 56.02%
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 R L I R R
59 460 480 500 520
m/z 101.00 21.19%
15 31 101
0 ‘ 1 N 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
460 4.80 500 5.20
5000 M m/z 57.95 18.20%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L BB
43 4.60 4.80 5.00 5.20
m/z 41.05 8.65%
5000
101
15
s |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l IR LS SN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 2

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

6.47 78.55 ng 16211500 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 427 (6.467 min): BF089761.D (-424) (-) m/z 132.00 100.00%
32
5000 68
%6 ‘ 620 640 6.60 680
40 54 . . . .
0 a8 | 407 a5 207 | 77 68.05  38.16%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RS R A A

6.20 6.40 6.60 6.80
m/z 134.00 37.73%

31 51
0 ‘ [b 1 H Iy ‘ . |
o e e =
mz--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
RS
6.20 6.40 6.60 6.80
5000 67 m/z 66.05 24.37%
41 97
53 117
79
L T T e IR
mz--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e
132 6.20 6.40 6.60 6.80
m/z 96.00 15.27%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
e I L gt e
mz--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.75 ng 828425 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
Abundance Scan 959 (12.548 min): BF089761.D (-957) (-) m/z 73.00 100.00%
4 7B
57
5000 129
o1 185 UL DAL B BN
115 241
1431571717 | 19912297 284 12.20 12.40 12.60 12.80
ol 213 259 m/z 43.05 91.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000 28 284 N AR R BN I
12.20 12.40 12.60 12.80
m/z 60.00 79.33%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.20 12.40 12.60 12.80
5000 129 m/z 57.10 T4.72%
29 87 185 228
101115 143157171 199,54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid E ARRS LTRSS
48 12.20 12.40 12.60 12.80
| m/z 55.10 68.97%
29
5000
129 242
. L ‘M 1431571711850
m/z--> 25"25"60 80 100 120 140 160 180 200 220 240 260 280 1220'12%6 igéd izéd""
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089761.D

Aca On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.51 ng 757321 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Nipecotic acid 129 C6H11NO2 000498-95-3 43
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25
Abundance Scan 968 (12.651 min): BF089761.D (-965) (-) m/z 56.10 100.00%
56
5000
41 257
73 129 239 o ﬁ_,z,L_Jr LJ,Q L.,_,.,_rﬁ_,.
157 185 213 12.40 12.60 12.80 13.00
Obrrrprrretles ||..".. 283 3121 "m/z 57.05 59.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 R B I N B
29 73 nmnmnmwm
m/z 257.30 40.58%
o \‘ “ ‘\ H‘ ot 13 17 1 213 A9 27 81 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
1240 1260 12.80 13.00
5000 m/z 41.10 38.74%
2 & 257
o 101 12 o 485 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid L B
12.40 12.60 12.80 13.00
m/z 43.10 38.33%
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081716\
Data File : BF089761.D

Acq On 17 Aug 2016 14:29

Operator : UM/SJ

Sample : H4476-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_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... 4.84 8.3 ng 1704620 1 6.70 4127940 20.0
unknown6 .47 6.47 78.5 ng 16211500 1 6.70 4127940 20.0
Octadecanoic acid 12.55 2.8 ng 828425 5 13.87 6023310 20.0
Hexadecanoic acid... 12.65 2.5 ng 757321 5 13.87 6023310 20.0
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