LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

agmple : H2087-01 TmCOMMHZF@OZ
isc :

ALS Vial : 17 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-BF040216.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 4.944 248 250 256 rBV 60292 98157 3.33% 0.425%
2 5.367 284 287 289 rBVY 1993821 2379692 80.72% 10.315%
3 6.407 376 378 381 rBVY 1714275 2348806 79.67% 10.181%
4 6.533 387 389 391 rBVY 2567942 2374913 80.56% 10.294%
5 6.762 407 409 412 rBV 801457 698904 23.71% 3.029%
6 6.922 420 423 425 rBVY 1880076 2059447 69.86% 8.927%
7 7.333 456 459 461 rBV 1683605 1624985 55.12% 7.043%
8 7.447 467 469 475 rVB 23314 34598 1.17% 0.150%
9 8.042 519 521 524 rBV 629515 838554 28.44% 3.635%
10 9.128 613 616 618 rBY 2883095 2948082 100.00% 12.778%

11 9.516 648 650 653 rBv 200214 227730 7.72% 0.987%
12 9.802 672 675 677 rBV 852463 864422 29.32% 3.747%

13 10.236 708 713 714 rVB2 38192 54803 1.86% 0.238%
14 10.591 741 744 746 rBV 1429515 1351065 45.83% 5.856%
15 10.705 752 754 758 rBV 81319 91628 3.11% 0.397%
16 11.151 791 793 795 rBV 64858 59474 2.02% 0.258%
17 11.276 802 804 807 rBvV 574263 728004 24.69% 3.155%
18 11.516 821 825 828 rBVvV2 29691 49943 1.69% 0.216%
19 11.573 828 830 833 rvB 34334 31854 1.08% 0.138%
20 11.814 849 851 857 rBv2 101208 134494 4_56% 0.583%
21 12.602 917 920 925 rBV 20827 40412 1.37% 0.175%
22 12.739 930 932 936 rVB 30710 30502 1.03% 0.132%
23 12.865 940 943 945 rBV 2326382 2087481 70.81% 9.048%
24 13.094 959 963 965 rBvV2 35977 56397 1.91% 0.244%
25 13.437 990 993 997 rBV 44265 53670 1.82% 0.233%

26 13.757 1019 1021 1028 rBV 395374 536264 18.19% 2.324%
27 13.917 1032 1035 1037 rBV 693117 631076 21.41% 2.735%

28 14.077 1047 1049 1052 rBV 21547 38845 1.32% 0.168%
29 14.397 1074 1077 1081 rBVZ2 24925 55067 1.87% 0.239%
30 14.682 1098 1102 1104 rBV2 27043 59159 2.01% 0.256%

31 15.322 1155 1158 1162 rBV 404914 482551 16.37% 2.092%

Sum of corrected areas: 23070979
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086051.D
6.53
2500000

2000000 537 6.92
6.41 7.33
1500000

1000000
6.76

500000

4.94 | 7.45
o777 T 7T T T T T L a s s

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086051.D
9|13

2500000 12.87

2000000
1500000 10,59
1000000 0.80

8.04 11.28
500000

9.52

1024 [f070  11.18] 135571181 12.60.74| 13.09 BM_J

ot e R e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086051.D

2500000

2000000

1500000

1000000

13.92

5000001 1532

14.08 14.40 1468

e R S ————

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\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 5

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

4.94 2.81 ng 98157 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 250 (4.944 min): BF086051.D (-248) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 AU S
| 83.0 4.60 4.80 5.00 5.20
o 1 1 PSSP Y| O o N m/z 59.10 62.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T8 2k b 5k
0
150 a0 1010 m/z 101.10 26.72%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 17.29%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime R A RaEEs
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.14%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.53 Concentration Rank 1

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

6.53 67.96 ng 2374910 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 389 (6.533 min): BF086051.D (-387) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 USRS A
401 541 || 781 1061 ‘ 6.20 6.40 6.60 6.80
Ot P b et e S e e S e e e e m/z 68.10 38.97%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR A
6.20 6.40 6.60 6.80
210 510 m/z 134.10 32.58%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 24 .56%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T .{\.  AmmmE R
132.0 6.20 6.40 6.60 6.80
m/z 96.10 16.03%
5000
33.0 44.0 0.0 105.0
0'"'Iﬂ”'l"“'““'é??"'{'”'?P'”I"j'l'ﬁhl%%qgl"”l AR USRS A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.52 ng 91628 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 754 (10.705 min): BF086051.D (-752) (-) m/z 57.10 100.00%
57.1
5000 851
131 101, 1040 10560 1030 11,00
0! i m/z 71.10 70.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57.0
5000 85.0 U S DAL S SR
mmmmmmnm
29.0 m/z 43.10 69.41%
m/z--> 25 Jo éo éo 160 150 150 1éo 1§o 200 220 250 2éo 2§o 300
Abundance
57.0
650 10,40 10.60 10.80 11.00
5000 m/z 85.10 51.49%
29.0 113.0
0 141.0 169.0 197.0 225.0 253.0  296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 “
Abundance #64575: Pentadecane kel
57.0 mmmmmmnm
m/z 41.10 30.50%
5000 85.0
29.0
0 ‘ L g 11130 141.0 1690 2120
m/z--> 25 Jo éo éo 160 150 150 1éo 1§o 200 220 240 260 2§o 300 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.69 ng 134494 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 14
Abundance Scan 851 (11.814 min): BF086051.D (-849) (-) m/z 73.10 100.00%
431 731
5000 1291
97.1 R M N
1571 185, 2132 256.3 11:40 11.60 11.80 12.00 12.20
o} m/z 60.10 82.89Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
11.40 11.60 11.80 12.00 12.20
1290 2560 m/z 43.10 82.34Y%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 210 2éo
Abundance
43.0 730
1140 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 70.68%
970 199.0 242.0
157.0
0"'P'”I'”'P"W'“'I”'W"“I”"'}779”'""'”'I”'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid A B m S I
73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.10 65.40%
43.0
5000
129.0
710 2140
ol 180\\|\ H‘ h‘\ HM A 19,0 ‘ T A My N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.76 17.00 ng 536264 Chrysene-d12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 1021 (13.757 min): BF086051.D (-1019) (-) m/z 57.10 100.00%

1

5000

:

13.40 13.60 13.80 14.00
m/z 83.10 93.37%

o 139116711952 2391

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-
57.0

-

5000 LI L L L L L L L
0.0 13.40 13.60 13.80 14.00
: m/z 55.10 92.12%
o ‘ | 139.0 167.0 196.0 224.0 252.0 280.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69'0 I|IIII|IIII|IIII|IIII|I
13.40 13.60 13.80 14.00
5000 m/z 43.10 87 .56%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I I

Abundance #106399: 9-Eicosene, (E)- e e
13.40 13.60 13.80 14.00

m/z 69.10 85.61%

5000

:

139.0 168.0 196.0 223.0 252.0 280.0
-
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086051.D

Aca On 4 Apr 2016 21:42

Operator : UM/SJ

ﬁ?ggle i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 7 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .68 2.45 ng 59159 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 64
2 Eilcosane 282 C20H42 000112-95-8 59
3 Octacosane 394 C28H58 000630-02-4 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Tetratetracontane 619 C44H90 007098-22-8 53

Abundance Scan 1102 (14.682 min): BF086051.D (-1098) (-) m/z 57.10 100.00%

517.1

5000
164.1 5971 247.1283.1  341.2 14.40 14.60 14.80 15.00
0 m/z 71.10 89.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57.0

14.40 14.60 14.80 15.00
m/z 85.10 73.74%

5000 LANLENLEN LI L L BN L (LI
|
|

I | d n 141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0

T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R e e
14.40 14.60 14.80 15.00
5000 m/z 43.10 68.33%
99.0
o 141.0 1830 2250 2820
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane e e ERRES BE s
57.0 14.40 14.60 14.80 15.00
m/z 41.10 27.79%
5000
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
L s o o LA B i o o e B I RAmEE e
m/z--> 50 100 150 200 250 300 350 400 14.40 14. 60 14. 80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\

Data File : BF086051.D

Acq On 4 Apr 2016 21:42

Operator : UM/SJ

3?22'6 i H2087-01 TILCON-MH-SF-002
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.94 2.8 ng 98157 1 6.76 698904 20.0
unknown6 .53 6.53 68.0 ng 2374910 1 6.76 698904 20.0
Tetradecane 10.70 2.5 ng 91628 4 11.28 728004 20.0
n-Hexadecanoic acid 11.81 3.7 ng 134494 4 11.28 728004 20.0
3-Eicosene, (E)- 13.76 17.0 ng 536264 5 13.92 631076 20.0
Hentriacontane 14.68 2.5 ng 59159 6 15.32 482551 20.0
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