LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 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-BF042815.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 1.290 6 9 11 rVB 1813159 2589756 52.11% 6.720%
2 1.530 27 30 33 rVB 4586681 4970047 100.00% 12.897%
3 1.678 40 43 46 rVB 1619892 2162327 43.51% 5.611%
4 1.781 51 52 56 rBv 182291 284920 5.73% 0.739%
5 1.861 56 59 62 rvB 409570 580727 11.68% 1.507%
6 1.918 62 64 89 rvB 2681135 4604256 92.64% 11.948%
7 5.153 345 347 349 rBV 57558 74173 1.49% 0.192%
8 5.187 349 350 356 rVB 208436 220899 4._.44% 0.573%
9 5.679 390 393 395 rBVY 1286235 1370302 27.57% 3.556%
10 6.925 500 502 505 rBY 1776009 1584511 31.88% 4.112%

11 7.085 514 516 519 rBV 1126724 1530073 30.79% 3.970%
12 7.382 540 542 544 rBV 535528 476589 9.59% 1.237%
13 7.565 556 558 561 rVvB 949161 1175095 23.64% 3.049%
14 8.067 600 602 605 rBvV 888252 890239 17.91% 2.310%
15 8.959 678 680 683 rBvV 797194 698046 14.05% 1.811%

16 10.308 795 798 800 rBV 2306440 2032796 40.90% 5.275%

17 10.811 840 842 845 rBV 63200 75971 1.53% 0.197%
18 11.096 864 867 868 rvB 36466 52569 1.06% 0.136%
19 11.142 868 871 873 rBvV 705256 766950 15.43% 1.990%
20 11.714 919 921 923 rVB 99060 89157 1.79% 0.231%
21 11.988 941 945 947 rBV 53930 79567 1.60% 0.206%

22 12.114 954 956 959 rvB 1018076 1101414 22.16% 2.858%
23 12.308 971 973 978 rBV 188223 297925 5.99% 0.773%
24 12.868 1020 1022 1024 rBV 236308 235660 4.74% 0.612%
25 12.902 1024 1025 1030 rVB 95613 103428 2.08% 0.268%

26 12.982 1030 1032 1036 rBV 766624 906466 18.24% 2.352%
27 13.085 1039 1041 1045 rVvv2 34247 63560 1.28% 0.165%
28 13.348 1062 1064 1065 rBV 42800 52682 1.06% 0.137%
29 13.405 1066 1069 1071 rVvVv 244390 234736 4.72% 0.609%
30 13.611 1083 1087 1089 rBV3 48046 117196 2.36% 0.304%

31 13.691 1092 1094 1096 rBV 61174 72057 1.45% 0.187%
32 13.919 1112 1114 1115 rBV 166927 226575 4._56% 0.588%
33 13.988 1118 1120 1125 rBV5 42262 80313 1.62% 0.208%
34 14.114 1128 1131 1134 rVV4 31717 64267 1.29% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 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-BF042815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.262 1143 1144 1146 rBV 52191 68431 1.38% 0.178%

36 14.400 1154 1156 1158 rBV 190653 197033 3.96% 0.511%
37 14.491 1162 1164 1166 rBV 157813 178896 3.60% 0.464%

38 14.537 1166 1168 1170 rBV 38058 62774 1.26% 0.163%
39 14.571 1170 1171 1174 rBV3 44208 80850 1.63% 0.210%
40 14.674 1178 1180 1181 rBV 58937 78759 1.58% 0.204%

41 14.777 1187 1189 1191 rVB 167389 184747 3.72% 0.479%
42 14.845 1192 1195 1196 rBV2 128661 204829 4.12% 0.532%
43 14.868 1196 1197 1199 rVB 169717 144879 2.92% 0.376%
44 14.982 1204 1207 1209 rBV 2319953 2379156 47.87% 6.174%
45 15.017 1209 1210 1216 rVB4 68512 177156 3.56% 0.460%

46 15.314 1234 1236 1238 rVB3 107971 119119 2.40% 0.309%
47 15.371 1238 1241 1244 rBV3 75011 173060 3.48% 0.449%
48 15.474 1248 1250 1252 rBV 106810 145480 2.93% 0.378%
49 15.748 1272 1274 1275 rBVY 141804 137249 2.76% 0.356%
50 16.148 1305 1309 1315 rBV3 210673 729082 14.67% 1.892%

51 16.285 1318 1321 1323 rBV 709451 1289881 25.95% 3.347%
52 17.086 1388 1391 1394 rBV 264948 522031 10.50% 1.355%

53 18.011 1467 1472 1475 rBV 869860 1531250 30.81% 3.973%
54 19.223 1576 1578 1582 rVB 158464 267149 5.38% 0.693%

Sum of corrected areas: 38537060
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042915\

BF078837.D

30 Apr 2015 4:41

TP/1Z

G2021-11

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Cyclopentane, methyl- Concentration Rank 3

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

1.29 108.68 ng 2589760 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopropane. propvl- 84 C6H12 002415-72-7 72
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 56
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 39

Abundance Scan 9 (1.290 min): BF078837.D (-6) (-) m/z 56.10 100.00%
96
5000 41 69
37 50, | 6165 | 74 79 8 1.30 1.40 1.50 1.60 1.70
0“mumnW“W“W“W“wumnwnhhwuwuqnmnwuwnwuwuwnmn. m/z 41.10 47 .42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69

1.30 1.40 1.50 1.60 1.70
m/z 69.10 40.10%

28

84
s Lol s e 7
O T T PP T T P T T e e T T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56
1.30 1.40 1.50 1.60 1.70
5000 m/z 55.10 25.42%
27
69
0 51 63 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1448: Cyclobutane, ethyl-
56 1.30 1.40 1.50 1.60 1.70
a1 m/z 42.10 20.07%
5000
27
69
0 1 15 ||| 3337], 51 ||,60 65 | 7377 84
R o L L E ) Lt N L RN E Y e Ot L L L e n
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.53 208.57 ng 4970050 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 30 (1.530 min): BF078837.D (-27) (-) m/z 73.10 100.00%
73
5000 43
89
R
55 140 160 1.80
| A N 1 V. .- Y N MR m/z 43.10 51.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
140 160 1.80
31 89 m/z 89.10 30.52%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.79%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73 140 1.60 1.80
m/z 45.10 8.06%
5000
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR U L I AL
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.86 24 .37 ng 580727 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 59 (1.861 min): BF078837.D (-56) (-) m/z 73.10 100.00%
73
5000
43 o g7 N
&7 1.60 1.80 2.00 2.20
O e O L Tm/z 43.10  31.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 26.62%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
1.60 1.80 2.00 2.20
5000 m/z 87.10 24._76%
45
29
39 % g7 101
G R UL R IS RS IR LA IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl- EEEE e R RAR
7B 1.60 1.80 2.00 2.20
m/z 41.05 12.25%
5000
43
L2 1 29 36 || 5359 66 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 8 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.19 9.27 ng 220899 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 350 (5.187 min): BF078837.D (-349) (-) m/z 43.10 100.00%
a3
5000 59
101 480 5.00 520 540 560
83 : : : : -
o...,....,....,....',':...?.1.~:.|,...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 51.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R UL AR
59 480 5.00 520 540 5.60
m/z 58.10 17.73%
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
480 5.00 520 540 560
5000 M m/z 101.05 16.89%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate LI L L L L L L LA
43 4.80 5.00 520 5.40 5.60
m/z 41.10 8.26%
5000
58
Lo 7 100
O e S M R ER ARt LAAR AR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 9 unknown7.08 Concentration Rank 5

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

7.08 64.21 ng 1530070 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 516 (7.085 min): BF078837.D (-514) (-) m/z 132.00 100.00%
132
5000 68
© sl T 104 s ‘ 680 7.00 7.20 7.40
o..,....,....!'!...,!!..,:!.'.,..'..,....,....,.'.'..,....,...., | N m/z 68.10 50.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S ARAS RARRE RAREE RS
6.80 7.00 7.20 7.40
33 44 . g7 105 m/z 66.10 33.37%
0 | 51 60 T g s
m/z--> 20 30 40 §o 60 70 85 90 100 110 120 130 140
Abundance
68
680 7.00 7.20 7.40
5000 m/z 134.00 31.14%
39 96
27
47 81
e AR A RS AR RRARS AR RAARA RSN SARSS RARRS RARAN SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine e e
132 6.80 7.00 7.20 7.40
m/z 69.10 19.95%
5000
104
o P L P B e oy
mz> %0 3 40 0 60 70 8 90 100 130 130 130 140 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 11 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1231 6.57ng 207925  Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 91

2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 973 (12.308 min): BF078837.D (-971) (-) m/z 57.10 100.00%

57
5000 85

12 00 12.20 12.40 12.60

113
0 ...J-.J.'ntﬂ.ﬂfﬂ... e | | m/Z 43.10  68.88%

T
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane

57

5000 I
85 12:00 12.20 12.40 12.60

m/z 71.10 62 .52%

ol ﬁ L M8 141 160 282
— T e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance

57

12 00 12.20 12.40 12.60

5000 m/z 85.10 38.40%
85
29
0 113 141 169 197 205 253 281 323 351 380
— T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57 12 00 12.20 12.40 12.60

m/z 41.10 33.10%

85
5000
29 113
DL T 169 197 225 253 296

- T T T T T T T

m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 12 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.87 5.20 ng 235660 Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1022 (12.868 min): BF078837.D (-1020) (-) m/z 57.10 100.00%
g7
0 % ‘H_VAAAAfb~AAA_va\~dULJ«
113 12.60 12.80 13.00 13.20
o..-.‘m.l-'J‘...lf”,..l?:?....,....,....,.... m/z 43.10 72.35%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 R B AR UL R
85 12/60 12.80 13.00 13.20
m/z 71.10 62.66%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
29 12,60 12,80 13.00 13.20
5000 85 m/z 85.10 40.53%
182
o 18 1m 211 238 266
L I DL L L L L (L L L
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane L B S S S
57 12.60 12.80 13.00 13.20
m/z 41.10 32.96%
5000
85
m/z--> 50 100 150 200 250 300 350 12/60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 13 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.41 5.18 ng 234736 Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 80
Abundance Scan 1069 (13.405 min): BF078837.D (-1066) (-) m/z 57.10 100.00%
57
5000 85
4
LIRS RIS SUMILS BURILN B
113 198 13.00 13.20 13.40 13.60 13.80
0 ,,‘ b 1 18 | M/Z 43.10  66.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55007: Tetradecane
57
5000 85 AR AR AR
anmnmnmmm
4 m/z 71.10 64.67%
s 30 40 89 Do 100 130 140 150 150 206 230 24D 200 240 300
Abundance
57
o 13.00 13.20 1340 13.60 13.80
5000 m/z 85.10 44 .00%
41
113
o 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 #73991: Dodecane, 2-methyl-6-propyl- e B o e
57 13.00 13.20 13.40 13.60 13.80
m/z 41.10 30.66%
85
N 4 w
140
o il 113 "\"1s5 1?2 205 226
m/z--> 25 4b eb 85 160 150 140 160 180 200 220 240 260 2§o 300 1300 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 14 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.00 ng 226575 Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1114 (13.919 min): BF078837.D (-1112) (-) m/z 57.10 100.00%
57
5000 85
113 13.60 13.80 14.00 14.20
o..~.|,.~1.-.'.11, LA e oy 224 | m/z 71.10 63.19%
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57
5000 RN SUNLILE SRR
85 13.60 13.80 14.00 14.20
29 m/z 43.10 58.41%
0 \‘ \‘ h “\ Ii M‘ 1%‘\-3 { 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 39.98%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane A s
57 13.60 13.80 14.00 14.20
m/z 41.10 27 .14%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF042815.M Thu Apr 30 13:47:12 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 15 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.40 4_.35 ng 197033 Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Nonadecane 268 C19H40 000629-92-5 80
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1156 (14.400 min): BF078837.D (-1154) (-) m/z 57.10 100.00%
57
5000 85
113 204 14:00 14.20 14.40 14.60 14.80
ol s e A | w/z 43.10 66.52%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 NI AR B SRR B
85 14.00 14.20 14.40 14.60 14.80

m/z 71.10 61.82%

29
N 141 169 107 225 253 281 323 351 380
T T T e T T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R RamE R
14.00 14.20 14.40 14.60 14.80
5000 85 m/z 85.10 42.98%
29
o 113 141 169 197 225 268
—— T T
m/z--> 50 100 150 200 250 300 350
Abundance #45605: Decane, 2,3,5-trimethyl- I RREEEEEES T
57 14.00 14.20 14.40 14.60 14.80
m/z 41.10 31.64%
5000 g5
29 141
ol b bl 28 |t R
m/z--> 50 100 150 200 250 300 350 14. 00 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 17 Tetratriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.68 ng 173060 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tetratriacontane 479 C34H70 014167-59-0 80
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
Abundance Scan 1241 (15.371 min): BF078837.D (-1238) (-) m/z 57.10 100.00%
57
85
5000
141 167 207 239 275 15.00 15.20 15.40 15.60
o....l,-'..h,.”'l e S S Tm/z 71.10 76.15%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57
5000 85 L SR DR B SUARER
29 15. oo 15 20 15.40 15.60
m/z 85.10 61.46%
0 L ‘ H\ H‘ \\\1}3\1?1‘169 197 225 253 282
miz--> 0 éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 58.52%
29 113
o 141 169 197 225 253 281 311337 367 410435
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R R RREEE T A
43 15.00 15.20 15.40 15.60
- m/z 97.10 28.93%
5000
9
ol (127 155 183 225 p53 295 337
miz--> 0 éo 160 1éo 260 250 360 3%0 460 1500 1520 1540 15%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 18 1-Octadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.15 11.30 ng 729082 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 92
2 1-Heptadecene 238 C17H34 006765-39-5 91
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 74
5 Nonadecane, 1-chloro- 302 C19H39cClI 062016-76-6 70
Abundance Scan 1309 (16.148 min): BF078837.D (-1305) (-) m/z 57.10 100.00%
57
5000
15.80 16.00 16.20 16.40
3 141
obrrrrere 169 193 224 252 276 301 326 w/z 4310 67 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene
57
83
5000 R R U B B
29 15. 80 16. 00 16. 20 16.40
m/z 71.10 59.79%
ok || 139 168 196 224 252
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
15,80 16.00 16,20 1640
5000 m/z 55.10 49 .56%
29 111

140 168 193210 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110007: Ethanol, 2-(hexadecyloxy)- e REREE
57 15.80 16.00 16.20 16.40

m/z 85.10 42 .48%

5000

31 111

141 4169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 19 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.09 8.09 ng 522031 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 81
Abundance Scan 1391 (17.086 min): BF078837.D (-1388) (-) m/z 57.10 100.00%
57
5000
? 16.80 17.00 17.20 17.40
141 189 . . ) )
Ol ...J|,1.l...,....,3.2?.2]“_’.9??,1?.2?.3??.. e || M7z 71.10  67.72%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane

57

5000 LA L L B L L L LB L
16 80 17. 00 17. 20 17. 40
m/z 43.10 58.83%
41 338
ok hw.h.»\.d.%., woma X8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R o A e
16.80 17.00 17.20 17.40
5000 m/z 85.10 49.98%

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

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane Al Bmma s B
57 16.80 17.00 17.20 17.40
m/z 55.10 32.38%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078837.D

Aca On : 30 Apr 2015 4:41

Operator : TP/1Z

Sample : 62021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 20 _beta.-iso-Methyl ionone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.22 3.49 ng 267149 Perylene-di12 18.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 72
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
3 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 38
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
Abundance Scan 1578 (19.223 min): BF078837.D (-1576) (-) m/z 191.15 100.00%
191
5000 69 2
123
4 w 00 130 10 1950
0 L 20, 247268290 328 396 0. m/z 95.10  49.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
50001 28 UL SRR BN BRI B
19.00 19.20 19.40 19.60
g5 135163 m/z 69.10 41.36%
69
Ollllll||||||}||||||||||| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
1900 19.20 19.40 19.60
5000 57 m/z 81.10 38.03%
107 149
29 81
L L L UL UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane R B LN e e
191 19.00 19.20 19.40 19.60
m/z 123.10 28.96%
5000
109 oo
398
el 2 o s
0::: ||||‘|“||‘| ||“|"||||‘|||| ——T ——r——r S
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042915\
Data File : BF078837.D

Acq On = 30 Apr 2015 4:41

Operator : TP/1Z

Sample : G2021-11

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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]
Cyclopentane, met... 1.29 108.7 ng 2589760 1 7.38 476589 20.0
Propane, 2,2-dime... 1.53 208.6 ng 4970050 1 7.38 476589 20.0
Butane, 2-methoxy... 1.86 24 .4 ng 580727 1 7.38 476589 20.0
2-Pentanone, 4-hy... 5.19 9.3 ng 220899 1 7.38 476589 20.0
unknown7 .08 7.08 64.2 ng 1530070 1 7.38 476589 20.0
Eicosane 12.31 6.6 ng 297925 4 12.98 906466 20.0
Heptacosane 12.87 5.2 ng 235660 4 12.98 906466 20.0
Tetradecane 13.41 5.2 ng 234736 4 12.98 906466 20.0
Heptadecane 13.92 5.0 ng 226575 4 12.98 906466 20.0
Nonadecane 14.40 4.3 ng 197033 4 12.98 906466 20.0
Tetratriacontane 15.37 2.7 ng 173060 5 16.29 1289880 20.0
1-Octadecene 16.15 11.3 ng 729082 5 16.29 1289880 20.0
Tetratetracontane 17.09 8.1 ng 522031 5 16.29 1289880 20.0
-beta.-iso-Methyl... 19.22 3.5 ng 267149 6 18.01 1531250 20.0
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