LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085381.D
Acq On : 11 Mar 2016 19:32 Instrument :
Operator : UM/SJ E?Afs el
- _ lentosampleld :
3?22'6 : H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 5.144 247 250 256 rBvY 190580 314267 6.03% 0.775%
2 5.544 281 285 287 rBV 3006065 4452329 85.39% 10.980%
3 6.561 371 374 377 rBV 3306023 3859031 74.01% 9.517%
4 6.699 383 386 389 rBV 3449653 4263841 81.78% 10.515%
5 6.939 404 407 409 rBVY 654519 855055 16.40% 2.109%
6 7.087 418 420 423 rBV 2773997 3472825 66.61% 8.564%
7 7.499 453 456 458 rBV 2743742 2762498 52.98% 6.813%
8 8.219 517 519 521 rBV 1392725 1154167 22.14% 2.846%
9 9.305 611 614 616 rBvY 4390234 5213938 100.00% 12.858%
10 9.693 646 648 649 rBV 440879 481004 9.23% 1.186%

11 9.910 663 667 669 rBvV 117510 126274 2.42% 0.311%
12 9.979 670 673 675 rVB 1374423 1216375 23.33% 3.000%
13 10.413 707 711 712 rBV 109649 167186 3.21% 0.412%
14 10.630 727 730 733 rBV 58632 101996 1.96% 0.252%
15 10.768 739 742 744 rBV 2756537 2757606 52.89% 6.801%

16 10.882 748 752 758 rBv2 181686 314616 6.03% 0.776%

17 11.328 789 791 793 rBV 73032 67843 1.30% 0.167%
18 11.465 801 803 804 rBV 1266322 1135663 21.78% 2.801%
19 11.488 804 805 806 rvv 81607 59976 1.15% 0.148%
20 11.533 806 809 811 rVvB 52796 71748 1.38% 0.177%

21 11.991 844 849 851 rBV 152685 201795 3.87% 0.498%
22 12.071 854 856 860 rvB 27243 56035 1.07% 0.138%
23 12.676 906 909 911 rBV 229076 220841 4.24% 0.545%
24 12.768 916 917 924 rBv4 78995 160154 3.07% 0.395%
25 12.905 924 929 931 rBV 205338 221659 4._.25% 0.547%

26 13.053 939 942 944 rBV 3963150 3841996 73.69% 9.475%
27 13.522 981 983 986 rBV 164236 229412 4._.40% 0.566%
28 13.945 1018 1020 1023 rVV 148320 167622 3.21% 0.413%
29 14.105 1030 1034 1035 rBV 791392 940032 18.03% 2.318%
30 15.134 1122 1124 1129 rBV 156396 317887 6.10% 0.784%

31 15.442 1148 1151 1154 rVB 96797 127431 2.44% 0.314%
32 15.499 1154 1156 1159 rVvVv 78747 114877 2.20% 0.283%
33 15.568 1159 1162 1173 rVB 615781 891831 17.10% 2.199%
34 17.020 1286 1289 1292 rBV2 50981 107469 2.06% 0.265%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.454 1324 1327 1333 rVB 45372 102755 1.97% 0.253%

Sum of corrected areas: 40550034

8270-BF030316.M Mon Mar 14 09:36:00 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085381.D
4000000

6561
5.54
3000000 7.09 7.50

2000000

1000000
6.94

5.14

o NS T S — T § D |y | S S
Time-> 250 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF085381.D

4000000

3000000 10.77

2000000

8.22 9.98 11.46

1000000

9.69

2.6812.
0. 1041106411088  113mipez  14,9%y ! &%871?/\90 13,52
|

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085381.D

4000000
3000000
2000000
1000000 14.11

15.57
13.95 15.13 15g 17.02 17.45

0 e e ——————— Sl L S S S

T
Time--> 14.00 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\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.14 7.35 ng 314267 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 250 (5.144 min): BF085381.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
101 SRS B S——
51 | 83 4.80 5.00 5.20 5.40
o £ S0 L — m/z 59.10 60.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S UL R LU I
59 480 500 520 540
m/z 101.10 23.83%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.01%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone AR
43 4.80 5.00 5.20 5.40
m/z 41.10 9.82%
5000 101
28 59
15 ‘ ‘ 70 84
0'“v”'VJW'“WM'E%Mi“”LM'HLw'“w“'WH'WH“V'“V“'l B SLAE SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

Sample : H1757-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.70 Concentration Rank 1

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

6.70 99.73 ng 4263840 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-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 386 (6.699 min): BF085381.D (-383) (-) m/z 132.10 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : : : :
0 g ey o Wz 68.10 43.5%%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SR S R
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.80%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 27 .65%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.74%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SNSRI & WY N
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF030316.M Mon Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 11

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

9.91 2.08 ng 126274 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 667 (9.910 min): BF085381.D (-663) (-) m/z 57.10 100.00%
57
5000 85
4
113 441 9.60 9.80 10.00 10.20
0! m/z 43.10 71.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 T T T T T T T T T T T T
9.60 9.80 1000 10.20
4 m/z 71.10 69.46%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
9.60 9.80 10.00 10.20
5000 m/z 85.10 47 .64%
a1 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57 9.60 9.80 10.00 10.20
m/z 41.10 33.92%
85
5000 4
0 LAy A 1%3 , 141 169 197212 240
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.75 ng 167186 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 711 (10.413 min): BF085381.D (-707) (-) m/z 57.05 100.00%
57
5000 8
4
113 10.00 10.20 10.40 10.60 10.80
o ol m/z 71.10  70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 UL RN
4 10.00 10.20 10.40 10.60 10.80
m/z 43.10 63.50%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
o 10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 51.60%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane R G L S
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 30.57%
5000 85
4
0 2 | | | 418 141 160 10
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 260 280 300 10,00 10.20 10.40 10.60 10.80
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8270-BF030316.M Mon Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

Sample : H1757-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Tetracosane Concentration Rank 4

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

10.88 5.54 ng 314616 Phenanthrene-d10 11.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 752 (10.882 min): BF085381.D (-748) (-) m/z 57.10 100.00%
57
5000 85
4
113 141 149 10.60 10.80 11.00 11.20
0 m/z 71.10 67.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82607: Heptadecane
57
5000 LA L L L L L L L
85 10.60 10.80 11.00 11.20
29 m/z 43.10 66.21%
0 I ‘ H i A 1%3\\141 169 196 240
L o T o o  Ra A% ne Eaaa s o RESTREONES!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R e e
10.60 10.80 11.00 11.20
5000 P m/z 85.10 47 .50%
29 113
o 141 169 197 225 253 281 309 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91035: Octadecane M i A A
57 10.60 10.80 11.00 11.20
m/z 41.10 31.11%
5000 85
29
0 J L M Il | 1}3 \141 169 197 225 254
e R L e R e e B R =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 mmmmnmnm

14 09:36:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

Sample : H1757-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 7 Phenanthrene, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.55 ng 201795 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 56
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 849 (11.991 min): BF085381.D (-844) (-) m/z 73.00 100.00%
3
43 60 192
5000 129
213 B B NS
143107171 097 256 11.60 11.80 12.00 12.20 12.40
o} m/z 60.00 75.67%

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

200 220 240 260

Abundance #50624: Phenanthrene, 3-methyl-

A
LI L L L L L L L

11. 60 11. 80 12. OO 12 20 12.40

192

5000
%6 165
ol 2739 63 82 | 115127139152 °178 |

LA I B

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

192

5000

96 165

2739 63 82 115127139152 80

ML NN R B NN

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

m/z 192.10 72 .59%

A
LN L

11.60 11.80 12.00 12.20 12.40

Abundance #83686: Pentadecanoic acid
43 60 73
129
5000 29
04

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

m/z 43.10 72.18%

11.60 11.80 12.00 12.20 12.40

m/z 57.10 59.90%

11. 60 11. 80 12. OO 12 20 12. 40

8270-BF030316.M Mon Mar 14 09:36:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.82 ng 160154 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 60
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 15
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11
Abundance Scan 917 (12.768 min): BF085381.D (-916) (-) m/z 43.10 100.00%
60 73
202
5000
12.40 12.60 12.80 13.00
o} m/z 73.05 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56048: Dodecanoic acid
60 783
129
43 200
5000 157
85 115 12.40 12.60 12.80 13.00
29 ‘ 101 ‘ 143 o m/z 60.10 80.56%
0 |....|....|... \M‘\ . \H\ \m L H‘ --‘|--‘- |]|'8I3”| ‘....,....,..
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
43 60 73
12.40 12,60 12.80 13.00
5000 29 129 m/z 57.10 73.78%
87 115 185
. 17 101 143 157 171 199 228
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37190: n-Decanoic acid R e EEaE L
60 44 12.40 12.60 12.80 13.00
41 m/z 55.10 73.43%
29
5000
129 ‘W\/\J/\NA/
87
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Hexadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.52 4.88 ng 229412 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 78
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 72
3 Nonanamide 157 C9H19NO 001120-07-6 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 56
Abundance Scan 983 (13.522 min): BF085381.D (-981) (-) m/z 59.10 100.00%
59
| Awﬁ
5000
41
e e —
112126 149 13.20 13.40 13.60 13.80
o el L I m/z 72.10  67.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 AR B AR
anmnmnm
m/z 55.10 38.25%
0 29 W u 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 240 260
Abundance
59
13.20 13.40 13.60 13.80
5000 72 m/z 41.10 35.46%
114
2943
oL 15 86 100 | 128142156 171
m/z--> ﬁo 45 eb éo 160 120 1&0 1é0 180 200 220 250 2é0
Abundance #28095: Nonanamide R R mEEE
59 13.20 13.40 13.60 13.80
m/z 43.10 30.19%
5000
72
43 86
ol1s 2 100114128141 157
m/z--> ﬁo 45 eb éo 160 120 1&0 1é0 180 200 220 250 2é0 13. 20 13. 40 13 60 13|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

ﬁ?ggle - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.57 ng 167622 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 1-Octadecanol 270 C18H380 000112-92-5 76
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 11-Tricosene 322 C23H46 052078-56-5 76

Abundance Scan 1020 (13.945 min): BF085381.D (-1018) (-) m/z 57.10 100.00%

a7 97

5000

;

200

13.60 13.80 14.00 14.20

140154 174 281 m/z 83.10 95.36%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

%

5000

13.60 13.80 14.00 14.20
m/z 55.10 94.71%

29

126140154168182

238250266

210 295

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M/N
Abundance

43 57 83
97 AU N DA
13.60 13.80 14.00 14.20
5000 ” m/z 43.10 94.31%
29

. 126140154168187 509224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester B Em R B
7 13.60 13.80 14.00 14.20

m/z 97.10 87 .14%

;

83

5000

%

182 210

126140154
T e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085381.D

Acq On : 11 Mar 2016 19:32

Operator : UM/SJ

3?22'6 - H1757-02 TRACK-D-STOCKPICE-COMP1
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.14 7.3 ng 314267 1 6.94 855055 20.0
unknown6.70 6.70 99.7 ng 4263840 1 6.94 855055 20.0
Heneicosane 9.91 2.1 ng 126274 3 9.98 1216380 20.0
Heptadecane 10.41 2.8 ng 167186 3 9.98 1216380 20.0
Tetracosane 10.88 5.5 ng 314616 4 11.46 1135660 20.0
Phenanthrene, 3-m... 11.99 3.5 ng 201795 4 11.46 1135660 20.0
Dodecanoic acid 12.77 2.8 ng 160154 4 11.46 1135660 20.0
Hexadecanamide 13.52 4.9 ng 229412 5 14.11 940032 20.0
Dichloroacetic ac... 13.95 3.6 ng 167622 5 14.11 940032 20.0
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