LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/1Z

Sample : G3979-18

Misc :

ALS Vial : 39 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-BF101015.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 5.017 249 252 263 rVB 678336 950253 51.14% 5.220%
2 5.440 286 289 291 rBV 1526707 1641816 88.36% 9.020%
3 6.469 377 379 382 rBVY 1057500 1565124 84.23% 8.598%
4 6.606 388 391 393 rBV 1845131 1734388 93.34% 9.528%
5 6.834 409 411 414 rBV 510352 480756 25.87% 2.641%
6 6.994 422 425 427 rBV 1540363 1412845 76.04% 7.762%
7 7.406 458 461 467 rBV 981072 1003427 54.00% 5.512%
8 7.497 467 469 475 rvVB2 11865 25918 1.39% 0.142%
9 8.126 521 524 526 rBY 706824 640266 34.46% 3.517%
10 9.200 616 618 621 rBvY 1816124 1858060 100.00% 10.208%

11 9.600 650 653 655 rBv 441464 362469 19.51% 1.991%
12 9.875 675 677 680 rBvV 497947 694290 37.37% 3.814%

13 10.309 711 715 716 rBV 35679 45239 2.43% 0.249%
14 10.675 744 747 749 rBV 883527 1093706 58.86% 6.008%
15 10.778 754 756 761 rVB 51041 58404 3.14% 0.321%
16 11.223 794 795 797 rBV 29145 32102 1.73% 0.176%
17 11.360 805 807 810 rBV 471194 612754 32.98% 3.366%
18 11.658 831 833 834 rBV 20635 20499 1.10% 0.113%
19 11.898 852 854 856 rBvV 80013 90100 4._.85% 0.495%
20 12.092 870 871 874 rBV3 18351 19240 1.04% 0.106%
21 12.561 910 912 917 rVB 19568 38974 2.10% 0.214%
22 12.641 917 919 920 rBV2 26504 21558 1.16% 0.118%

23 12.663 920 921 924 rVB3 103994 100719 5.42% 0.553%
24 12.766 928 930 933 rBv2 163737 236283 12.72% 1.298%

25 12.892 939 941 944 rBV2 22473 24548 1.32% 0.135%
26 12.949 944 946 949 rBV 1408249 1547392 83.28% 8.501%
27 13.429 986 988 990 rvv 87518 78112 4._.20% 0.429%
28 13.475 990 992 994 rVB 41016 34363 1.85% 0.189%

29 13.841 1022 1024 1033 rVB 139647 230143 12.39% 1.264%
30 14.001 1036 1038 1041 rVvVv 424440 480171 25.84% 2.638%

31 14.161 1050 1052 1056 rBVZ2 14525 27022 1.45% 0.148%
32 14.469 1076 1079 1086 rBV2 31503 80285 4._.32% 0.441%
33 14.767 1102 1105 1107 rBV 16754 23655 1.27% 0.130%
34 14.835 1109 1111 1114 rVV 18373 25226 1.36% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/1Z

Sample : G3979-18

Misc :

ALS Vial : 39 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:\HPCHEM1I\BNA_F\METHODS\8270-BF101015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.915 1116 1118 1120 rBV2 15400 19421 1.05% 0.107%
36 15.098 1131 1134 1135 rBV 28479 43380 2.33% 0.238%

37 15.441 1161 1164 1169 rBV 377981 501950 27.01% 2.758%
38 15.875 1199 1202 1205 rBV 79964 126813 6.83% 0.697%

39 15.932 1205 1207 1211 rBV3 24158 50754 2.73% 0.279%
40 16.355 1240 1244 1245 rBV3 10826 21661 1.17% 0.119%
41 16.915 1291 1293 1296 rVB2 10860 19355 1.04% 0.106%
42 17.007 1298 1301 1306 rVB6 6192 19130 1.03% 0.105%
43 17.384 1329 1334 1339 rBV6 15242 51273 2.76% 0.282%
44 18.355 1415 1419 1424 rVB5 10635 34064 1.83% 0.187%
45 19.350 1504 1506 1511 rVvB6 8831 24921 1.34% 0.137%
Sum of corrected areas: 18202829
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101015\

BF082206.D

11 Oct 2015 6:10

umsiz

G3979-18

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082206.D
6|61
5.44 6.99
1500000
6.47)
1000000 7.41
5.02 8.13
500000 6.83
- s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082206.D
9120
1500000 12.95
1000000 10.67
500000 9.60 %87 11.36 14.00
77 13.84
12. 1
o 1031 1078 112 11.66119%2.09 128H412.59 %37 14.16 14,47 1448405
e e e A e e e e e e e M e e e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082206.D
1500000
1000000
500000 15.44
o 83 16.36 161901 17.38 18.36 19.35
T T T T T T T T T T e T e e e e e T e T e T e e e e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF101015.M Mon Oct

12 19:37:21 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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.

5.02 39.53 ng 950253 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (5.017 min): BF082206.D (-249) (-) m/z 43.10 100.00%

43
59
5000
101

460 480 500 520 540

83
o..,....,....,..??','....,??.'.,...‘??....,....,....~,|....,. m/z 59.10 62.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 | LI L L L LB L LB
4.60 4.80 5.00 520 5.40
m/z 101.10 19.77%
25 31 37 ‘ 83 g3 0
O L e B B A e AR,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R e e e
4.60 4.80 5.00 520 5.40
5000 m/z 58.10 16.23%
41
53 73 86
Ot e T T e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e ..
59 460 480 500 520 540

m/z 41.10 8.90%

5000 41
31
‘ 69 &7
ol 15 M‘ W slll | 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknown6.61 Concentration Rank 1

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

6.61 72.15 ng 1734390 1,4-Dichlorobenzene-d4 6.83
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 391 (6.606 min): BF082206.D (-388) (-) m/z 132.10 100.00%
132
5000 68
6 R
40 . 54 | 75 104 6.20 6.40 6.60 6.80 7.00
Obrr e i e ,....| -/ v S N m/z 68.10 39.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LD AR SRS SRR
620 640 6.60 6.80 7.00
2 78 m/z 134.10 32.98%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.69%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- SRR Vi P
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.22%
117
5000
39 91
51
A A 3 o B - [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.90 2.94 ng 90100 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 14

Abundance Scan 854 (11.898 min): BF082206.D (-852) (-) m/z 73.00 100.00%
43 60 7B
5000 129
213
157171185
43 199 | 227 256 11.60 11.80 12.00 12.20
o} m/z 43.10 90.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 L UL SULRLE BRI SRR
nmnmnmnm
m/z 60.10 89.38%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
R AR AR RN RS
11.60 11.80 12.00 12.20
5000 - 129 m/z 57.10 78.73%
87 242
143 199
115 185
101 157171 213
O R o K O
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid B AL R mam e
60 78 11.60 11.80 12.00 12.20
m/z 55.10 76.47%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknownl2.66 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.29 ng 100719 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8-Dichloro-2-oxa-6-selenaadama... 272 C8H10CI20Se 1000189-96-4 35
2 1,4-Dibromo-2,5-difluorobenzene 270 C6H2Br2r2 000327-51-5 25
3 1,2-Dibromo-4,5-difluorobenzene 270 C6H2Br2r2 064695-78-9 25
4 1,2-Dichloro-3-iodobenzene 272 C6H3cCI21 002401-21-0 15
5 2,4-Dichloroiodobenzene 272 C6H3cCI21 029898-32-6 15
Abundance Scan 921 (12.663 min): BF082206.D (-920) (-) m/z 372.90 100.00%
237 373
272
65
5000 39 99 133 106
160 I I U N I N
217 301 339 12140 1260 12.80 13.00
0 m/z 236.90 98.43%
miz--> 0 50 100 150 200 250 300 350
Abundance #102048: 4,8-Dichloro-2-oxa-6-selenaadamantane
237
272
5000 LI SR BN S I
12.40 12.60 12.80 13.00
m/z 374.90 89.14%
0 PR BRI A
miz--> 0 50 100 150 200 250 300 350
Abundance
272
R BB R BN R
12.40 12.60 12.80 13.00
5000 112 m/z 271.80 80.80%
191
62
o 3 B 136 177 241
m/z--> 0' - '55' B 160" "150" "260" ' ééo" ' 560" ' ééo" B
Abundance #100875: 1,2-Dibromo-4,5-difluorobenzene e
272 12.40 12.60 12.80 13.00
m/z 238.90 65.52%
112
5000
62 191
o238t | 1% a7 | 253
miz--> 0 5'0 1(')0 1&'30 2(')0 251;0 3(')0 351;0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 6 unknownl2.77 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.77 9.84 ng 236283 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazolidin-2-one, 3-(4-chlorophe... 237 C12H12CINO2 055476-05-6 22
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 10
3 Carbamic acid, nitrosopropyl-, e... 160 C6H12N203 019935-86-5 9
4 1,5-Pentanediamine 102 C5H14N2 000462-94-2 9
5 3,4,4,6-Tetramethyl-2-(m-chlorop... 266 C14H19CIN20 053004-31-2 9
Abundance Scan 930 (12.766 min): BF082206.D (-928) (-) m/z 56.10 100.00%
5000
12.40 12.60 12.80 13.00
0! m/z 57.10 49 _.30%
m/z--> 50 100 150 200 250 300 350
Abundance #80246: Oxazolidin-2-one, 3-(4-chlorophenyl)-4-methylidene...
56
138
5000 RBARUARRUAEARUARER
158178 237 12. 40 12 60 12. 80 13.00
111 ‘ ‘ m/z 372.90 43.01%
0! 33‘“\\““ I\ M\\\ \ly@?lllw‘l T
m/z--> 50 150 200 250 300 350
Abundance
56
ABARSARARSAAAE AR &
12.40 12.60 12.80 13.00
5000 m/z 374.90 40.33%
29
. 8 10010 157 185 213 D7 5 212
m/z--> §0 160 1éo 260 250 360 3%0
Abundance #29535: Carbamic acid, nitrosopropyl-, ethyl ester e e
20 12.40 12.60 12.80 13.00
m/z 73.00 40.11%
5000 56
0 M‘ I “8:11?2‘ 131 160
m/z--> ' 50" ' 100" ' iéo" ' éoo" ' ééo" ' 560" ' ééo" B 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 7 Hexadecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.43 3.25 ng 78112 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 988 (13.429 min): BF082206.D (-986) (-) m/z 59.10 100.00%
59
5000
41
13.20 13.40 13.60 13.80
0! m/z 72.10 59.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 L SR BN B R
13.20 13.40 13.60 13.80
m/z 55.10 36.14%
0 29 W u 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 240 260
Abundance
59
"' 1320 13.40 13.60 13.80
5000 - m/z 41.10 29.04%
41
o 27 86100114128142156170184198 227
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2éo
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R EAREEEEEE S e
59 13.20 13.40 13.60 13.80
m/z 43.10 23.80%
5000 2
0 JoL 91 111124 141155170133196 212 229
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 1&'30 200 220 240 2('30 13 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 9.59 ng 230143 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1024 (13.841 min): BF082206.D (-1022) (-) m/z 57.10 100.00%

43 §7
5000

13.60 13.80 14.00 14.20
m/z 55.05 89.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene

:

5000 LANLINLIL B L L L LB
13.60 13.80 14.00 14.20
2 m/z 43.10 86.12%
o | \L 139153168 266
REaa S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 L S
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.12%
29 111

125
o 139153167 182196210224 252 280

mwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester T T T T T
7 13.60 13.80 14.00 14.20

83 m/z 69.10 65.75%
97

-

5000

125

:

139153167181196 224
s i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.34 ng 80285 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 53
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Heptacosane 380 C27H56 000593-49-7 53
4 10-Methylnonadecane 282 C20H42 056862-62-5 53
5 Eicosane 282 C20H42 000112-95-8 49
Abundance Scan 1079 (14.469 min): BF082206.D (-1076) (-) m/z 57.10 100.00%
57
5000
129 897 L N SRR DAL DU
o7 185 14.20 14.40 14.60 14.80
o m/z 43.10 63.73%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57
5000 L B B S B
14.20 14.40 14.60 14.80
m/z 71.10 53.71%
NELT \H‘\“‘ 183 225 267 311 367 410
miz--> 0 55 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 43.38%
97
o 141 183 225 267 309 351 393 432463 505 561 603
miz--> 0 55 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #151555: Heptacosane
57 14.20 14.40 14.60 14.80
m/z 55.10 35.25%
5000

99
26) | ||| 141 183 225 267 309 380

Bt SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.88 5.05 ng 126813 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 1202 (15.875 min): BF082206.D (-1199) (-) m/z 57.10 100.00%

:

5000
% 15,60 15.80 16.00 16.20
155 211 267 : : : -
o m/z 71.10 62.05%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57
5000 LIS L L L L L L LB
15. 60 15. 80 16. OO 16. 20
99 m/z 43.10 52.11%
ol M s 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e e R R
15.60 15.80 16.00 16.20
5000 m/z 85.10 46 .56%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57 15.60 15.80 16.00 16.20
m/z 55.10 20.62%
- A/\/\J\J\/\\/\w
99
ol 15 L)L [ 183 225 267 311367 410
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/I1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 11 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.02 ng 50754 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 1207 (15.932 min): BF082206.D (-1205) (-) m/z 57.10 100.00%
57 97
5000
1560 15.80 16,00 16.20
Ob vty m/z 97.10 88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55
5000 AR IR UL IR
29 15.60 15.80 16.00 16.20
m/z 55.10 84 .93%
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
a 1560 15.80 16.00 16.20
5000 111 m/z 83.10 79.51%
ol 24 139 168 191210 238 26 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester A ERmmaE R
7 83 15.60 15.80 16.00 16.20
m/z 43.10 75 .46%
5000 4
. 139 1gg 196 222 269 33
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101015\
Data File : BF082206.D

Acq On : 11 Oct 2015 6:10

Operator : UM/1Z

Sample : G3979-18

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 5.02 39.5 ng 950253 1 6.83 480756 20.0
unknown6.61 6.61 72.2 ng 1734390 1 6.83 480756 20.0
n-Hexadecanoic acid 11.90 2.9 ng 90100 4 11.36 612754 20.0
unknownl2 .66 12.66 3.3 ng 100719 4 11.36 612754 20.0
unknownl12.77 12.77 9.8 ng 236283 5 14.00 480171 20.0
Hexadecanamide 13.43 3.3 ng 78112 5 14.00 480171 20.0
1-Nonadecene 13.84 9.6 ng 230143 5 14.00 480171 20.0
Tetratriacontane 14 .47 3.3 ng 80285 5 14.00 480171 20.0
Heneicosane 15.88 5.0 ng 126813 6 15.44 501950 20.0
1-Docosene 15.93 2.0 ng 50754 6 15.44 501950 20.0
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