LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22 Instrument :

Operator : SJ/1Z E?Afs el
- _ lentosampleld :

3?22'6 : H1377-10 DUP01-020516

ALS Vial : 8 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-BF020116.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 4.773 232 235 243 rVB 703542 1051194 27.24% 2.941%
2 5.218 272 274 277 rBV 3137817 3234747 83.82% 9.050%
3 6.293 365 368 370 rBVY 2807573 3814151 98.83% 10.671%
4 6.396 375 377 380 rBVY 2629186 3576688 92.68% 10.007%
5 6.636 395 398 400 rBV 837710 980800 25.41% 2.744%
6 6.784 409 411 414 rBV 2387395 2498517 64.74% 6.990%
7 7.207 445 448 450 rBVY 2285497 2539989 65.82% 7.106%
8 7.916 508 510 513 rBVY 1229746 1286285 33.33% 3.599%
9 9.002 602 605 607 rBY 3947380 3859265 100.00% 10.797%
10 9.402 637 640 642 rBV 616528 583667 15.12% 1.633%

11 9.619 651 659 661 rBv 141340 173298 4._.49% 0.485%
12 9.665 661 663 666 rvB 1440282 1460894 37.85% 4._.087%
13 9.848 675 679 683 rBv2 26100 66558 1.72% 0.186%
14 10.110 700 702 704 rvVB 143060 159677 4.14% 0.447%
15 10.328 718 721 725 rBV 53691 107571 2.79% 0.301%

16 10.453 730 732 735 rVB 2723607 2590884 67.13% 7.249%
17 10.590 742 744 748 rBV 116597 205152 5.32% 0.574%
18 10.773 758 760 765 rBV2 19757 44276 1.15% 0.124%
19 11.036 781 783 784 rBV 42425 54291 1.41% 0.152%
20 11.139 790 792 795 rVB 1160939 1461933 37.88% 4_.090%

21 12.728 929 931 934 rBV 2961355 3299365 85.49% 9.231%
22 13.631 1008 1010 1020 rBV 283583 485251 12.57% 1.358%
23 13.768 1020 1022 1025 rBV 1251587 1246108 32.29% 3.486%
24 14.271 1063 1066 1073 rBV3 25105 48068 1.25% 0.134%
25 15.128 1139 1141 1144 rBV 703590 854619 22.14% 2.391%

26 15.597 1179 1182 1185 rBV2 31728 59657 1.55% 0.167%

Sum of corrected areas: 35742905
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020916\

BF084950.D

9 Feb 2016 14:22

SJ/1Z

H1377-10

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
LSCINT.P

DUP01-020516

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF084950.D

5.22

6.29
6.40

4.77

6.78 791

0
Time-->

4.50

5.00

5.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF084950.D

10.45

9.66
11.14

9.85 *%th0, SJ 1059077 11.0

9.40

L

12.73

13.63

(O
Time--> 8.00

8.50

9.00

950

10 00 10.50 11.00 11.50 12.00

L
T T T T T T T T T T T

12.50 13.00 13.50

Abundance

3500000
3000000
2500000
2000000
1500000 77

1000000

500000

0

TIC: BF084950.D

15.13

14.27 A»

15.60

14.

Time-->

00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22

Operator : SJ/1Z

ﬁ?ggle i H1377-10 DUP01-020516
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.77 21.44 ng 1051190 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 235 (4.773 min): BF084950.D (-232) (-) m/z 43.05 100.00%
43
59
5000
as 440 460 4.80 5.00 5.20
o...,....,....,..?7.','.-...,??.'.,...‘??....,??..,...:,|....,. m/z 59.10  60.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LR LS R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 19.57%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 4.80 5.00 5.20
5000 m/z 58.10 14 .34%
101
15 97 71
0 33 49 %6 g2 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R e R
43 440 460 4.80 5.00 5.20
m/z 41.10 9.35%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22

Operator : SJ/1Z

ﬁ?ggle i H1377-10 DUP01-020516
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.40 Concentration Rank 1

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

6.40 72.93 ng 3576690 1,4-Dichlorobenzene-d4 6.64
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-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 377 (6.396 min): BF084950.D (-375) (-) m/z 132.00 100.00%
32
5000 68
6 TTr T r[rrrr[rrrrrrrrrJrr
54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o.,....,...:l'!.‘.‘? L 6}!~.-.|,..':'.,..5.‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 46.76%
m/z--> 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 R I I N
6.00 620 6.40 6.60 6.80
78 m/z 134.00 31.88%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 30.61%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.25%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22

Operator : SJ/1Z

ﬁ?ggle i H1377-10 DUP01-020516
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.11 2.19 ng 159677 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
Abundance Scan 702 (10.110 min): BF084950.D (-700) (-) m/z 57.10 100.00%
57
43
5000
99 113 9.80 10.00 10.20 10.40
o 126 140 m/z 43.10 73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 & RN NSRS BARRR
g5 9. 80 10. oo 10 20 10.40
29 m/z 71.10 39.06%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
43 o7
71 9.1'30 10.'00 10.'20 10.'40 '
5000 m/z 85.05 32.80%
85
29
oL 15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #55008: Tetradecane A P
57 9.80 10.00 10.20 10.40
43 m/z 41.10 29.49Y%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22

Operator : SJ/1Z

ﬁ?ggle i H1377-10 DUP01-020516
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.81 ng 205152 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 744 (10.590 min): BF084950.D (-742) (-) m/z 57.10 100.00%
g7
43 | 71
5000

10.20 10.40 10.60 10.80 11.00

0 m/z 43.10 60.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 L B TTTT TT T
85 10 20 10. 40 10. 60 10 80 11. 00
29 m/z 71.10 59.70%
L P
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e e
71 10.20 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 40.09%
29
015 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane R AR AT
57 10.20 10.40 10.60 10.80 11.00
43 71 m/z 41.10 24 _.85%
85
5000
29 99 3
11
ol15 | | L | | PP127141155160183107211 240
“'v“'w“'v“'w“'v“'v“'v“"“"“"“"“"“'v“'v' R B R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084950.D

Aca On : 9 Feb 2016 14:22

Operator : SJ/1Z

ﬁ?ggle i H1377-10 DUP01-020516
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Trichloroacetic acid, tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.63 7.79 ng 485251 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1010 (13.631 min): BF084950.D (-1008) (-) m/z 57.10 100.00%

43

5000

125 13.40 13.60 13.80 14.00

m/z 55.10 97 .49%

139153167

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43 57 83

-

5000
13.40 13.60 13.80 14.00

125 m/z 43.05 92.75%
139153168 196 241

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
T T T T T
111 13.40 13.60 13.80 14.00
5000 m/z 83.10 78.29%
29 125
oL1s 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55 13.40 13.60 13.80 14.00
m/z 97.10 68.56%
4 69 83

5000 97

LA

5

‘ 139153167 182196210224 252 280
AR RA TRt nn T T S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

111

12

‘?;
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020916\

BF084950.D

9 Feb 2016 14:22

SJ/1Z

H1377-10

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone, 4-hy...

unknown6 .40
Hexadecane
Eicosane

Trichloroacetic a...

8270-BF020116.M Wed Feb 10 16:22:18 2016

RT EstConc

4.77 21.4 ng
6.40 72.9 ng
10.11 2.2 ng
10.59 2.8 ng
13.63 7.8 ng

Units Response

1051190
3576690
159677
205152
485251

|--Internal Standard---|
| # RT Resp Conc]

980800 20.0
980800
1460890 20.0
1461930 20.0
1246110 20.0

1

1 6.64
3 9.66
4 11.14
5 13.77

DUP01-020516

Page: 8



