LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator =: SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.807 236 238 250 rVB 828149 1415658 31.60% 3.111%
2 5.253 275 277 280 rBVY 3639937 4480294 100.00% 9.844%
3 6.316 367 370 373 rBVY 3960912 4273794 95.39% 9.391%
4 6.430 377 380 383 rBY 4511656 4336078 96.78% 9.527%
5 6.659 398 400 402 rBVY 1320718 1065051 23.77% 2.340%
6 6.819 411 414 416 rBV 4142134 3724359 83.13% 8.183%
7 7.230 447 450 453 rBV 2649057 2777989 62.00% 6.104%
8 7.950 510 513 515 rBVY 1429180 1387510 30.97% 3.049%
9 9.025 604 607 610 rBY 4330846 4256433 95.00% 9.352%
10 9.425 640 642 644 rBV 674749 537863 12.01% 1.182%
11 9.642 659 661 663 rBV 67532 55972 1.25% 0.123%
12 9.699 663 666 668 rBY 1363270 1397616 31.19% 3.071%
13 10.145 699 705 706 rBV 81770 92157 2.06% 0.202%

14 10.488 732 735 737 rBV 2841045 3056138 68.21% 6.715%
15 10.613 744 746 751 rVB 104799 121653 2.72% 0.267%

16 11.173 792 795 796 rBV 1532827 1313484 29.32% 2.886%
17 11.196 796 797 799 rvVv 239733 179004 4._00% 0.393%

18 11.242 799 801 803 rvB2 52751 71467 1.60% 0.157%
19 11.413 813 816 820 rBV3 12913 44830 1.00% 0.099%
20 11.699 840 841 844 rvVvB2 52498 58780 1.31% 0.129%
21 11.779 847 848 853 rVvB 57328 98607 2.20% 0.217%
22 11.893 853 858 862 rBv2 49935 91865 2.05% 0.202%
23 12.225 884 887 889 rBvV 39882 70098 1.56% 0.154%
24 12.282 890 892 893 rVvB 65363 63246 1.41% 0.139%
25 12.305 893 894 897 rVvB 64555 58927 1.32% 0.129%

26 12.374 898 900 902 rBV 315815 418160 9.33% 0.919%
27 12.522 910 913 917 rBV2 25315 58349 1.30% 0.128%
28 12.602 917 920 922 rVvV2 546312 634130 14.15% 1.393%
29 12.648 922 924 928 rVB3 78132 154419 3.45% 0.339%
30 12.762 932 934 936 rvVB 3818731 3509204 78.33% 7.711%

31 12.934 946 949 951 rvB2 37218 70722 1.58% 0.155%
32 13.002 951 955 957 rBV2 94763 136006 3.04% 0.299%
33 13.036 957 958 962 rVB 73557 77291 1.73% 0.170%
34 13.242 973 976 979 rVB4 36528 57409 1.28% 0.126%

8270-BF020116.M Mon Feb 08 16:52:13 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator =: SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.299 979 981 983 rBV 153703 158359 3.53% 0.348%

36 13.345 983 985 990 rVvB 108222 123651 2.76% 0.272%
37 13.436 991 993 997 rVB 40068 70150 1.57% 0.154%
38 13.551 1000 1003 1004 rBV 49982 71037 1.59% 0.156%
39 13.677 1011 1014 1021 rVB2 332743 648845 14.48% 1.426%
40 13.802 1022 1025 1030 rVB2 1190276 1462590 32.64% 3.214%

41 13.997 1039 1042 1047 rVB2 84893 158471 3.54% 0.348%
42 14.191 1054 1059 1060 rBV 57181 86649 1.93% 0.190%
43 14.294 1066 1068 1075 rVvB2 101681 161211 3.60% 0.354%
44 14.591 1091 1094 1096 rBV2 105873 129530 2.89% 0.285%
45 14.659 1097 1100 1104 rVvv4 31267 72909 1.63% 0.160%

46 14.797 1110 1112 1116 rBV 204423 334815 7.47% 0.736%
47 14.888 1118 1120 1123 rVB 95890 108367 2.42% 0.238%
48 15.060 1133 1135 1138 rBVY 111567 128963 2.88% 0.283%
49 15.117 1138 1140 1142 rVB 170706 178922 3.99% 0.393%
50 15.174 1142 1145 1148 rBV 741174 864488 19.30% 1.899%

51 15.288 1153 1155 1159 rVB4 32113 58776 1.31% 0.129%
52 15.597 1180 1182 1183 rBV 37423 52370 1.17% 0.115%
53 15.780 1196 1198 1203 rVB5 37224 70617 1.58% 0.155%
54 16.145 1228 1230 1235 rVB5 35129 78712 1.76% 0.173%

55 16.442 1253 1256 1260 rVB2 73821 140126 3.13% 0.308%
56 16.820 1286 1289 1293 rVB 59029 116803 2.61% 0.257%
57 17.814 1374 1376 1385 rVBS8 23811 90675 2.02% 0.199%

Sum of corrected areas: 45511599

8270-BF020116.M Mon Feb 08 16:52:13 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF084889.D
6l43 6.82
4000000 6.32
5.25
3000000
7.23
2000000
6.66
1000000 481
O e R A e 2 T e e e ! e ! e
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: BF084889.D
902
4000000 12.76
3000000 10.49
2000000
11.17
.95 9.70
1000000
9.42 12.60 ‘
20 12.37 _ 13.6i
o 9. 10.14 Jioj-\ﬁl 124141 1110889 1222P12 #8.6% 128%0m 385%1a 5
A A e e A e e e e
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: BF084889.D
4000000
3000000
2000000
3.80
1000000
16.15 16.44  16.82 17.81
rF T T T T T T e 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\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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.

4.81 26.58 ng 1415660 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 238 (4.807 min): BF084889.D (-236) (-) m/z 43.05 100.00%
43.0
59.1
5000
1ot 440 460 480 500 520
S IY N NN N Y- < SN NN B 7/ ¥ 50 .1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L RS LN
59.0 440 460 480 500 520
0,
150 a0 1010 m/z 101.10 17 .54%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 520
5000 m/z 58.10 14 .43%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T . :
59.0 440 460 480 5.00 520

m/z 41.10 9.23%

5000 41.0
31.0
69.0 87.0
15.0 M ilsoo ]l | | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 460 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 unknown6.43 Concentration Rank 1

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

6.43 81.42 ng 4336080 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 380 (6.430 min): BF084889.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 NSRS RS S
40.1 541 ‘ 6.00 6.20 6.40 6.60 6.80
0..,....,....,...:,“.'...,!.'..,:!.'.|,..':-.,??.9,...'.,}97.9...,....,'...,... m/z 68.10 45.29%
m/z--> 10 20 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 AR A IR L R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.84%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 29.97%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 /\
Abundance #14006: 5-Aminoindole N e

132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.55%

5000

66.0 77.0

104.0
140 27.0 39.0 51.0 89.0 | 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.30 2.17 ng 158359 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 Pentanal. 3-methvl- 100 C6H120 015877-57-3 38
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 981 (13.299 min): BF084889.D (-979) (-) m/z 56.10 100.00%
56.1
185.1 oa1p 2853 13.00 13.20 13.40 13.60
ol H , I J}Em b, ~'157.1. 2SS L m/z 57.10 58.77%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 A RN SR DA BARRS
1300 13.20 1340 13.60
29.0 129 m/z 43.10 43.19%
‘ ‘ 85.0 : 165.0 21 o 285.0 0.0
oL \I \I\ - ‘ H \M\ \h\ uh 1570 213|0 ; ‘. .“. |31.1(.) . ;.I
m/z--> 50 100 150 200 250 300
Abundance
56.0
13.00 13.20 13.40 13.60
0
5000 20,0 m/z 41.10 34.77%
129.0
185.0 284.0
0 p30 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #3762 Pentanal, 3—methy|— L L L B BN B |
56.0 13.00 13.20 13.40 13.60
m/z 55.10 33.70%
5000{ g 4 v_ﬂ\F/A\—yﬂﬁﬂd\Aijﬂ_N~/¢J[\\&“
0 |20
m/z--> 50 100 150 200 250 300 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 8.87 ng 648845 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 80
2 Cvclohexadecane 224 C16H32 000295-65-8 78
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 74
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 72
5 17-Pentatriacontene 491 C35H70 006971-40-0 68
Abundance Scan 1014 (13.677 min): BF084889.D (-1011) (-) m/z 57.10 100.00%
57.1

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 71.09%

o 140.1 168.1 195.1 225.2 250.1 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

)
—

83.0

13.I4O 13.|60 13.I8O 14.|00
111.0 m/z 55.10 52.56%

5000

29.0
. 139.0 168.0 196.0 2270 g0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R R e R
13.40 13.60 13.80 14.00
5000 m/z 71.10 50.11%
29.0 111.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester T T
. 13.40 13.60 13.80 14.00

m/z 83.10 46.63%

:

5000

:

283.0
R EEEEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.00 2.17 ng 158471 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 78
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 53
3 Pentadecane 212 C15H32 000629-62-9 53
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 53
5 Hentriacontane 437 C31H64 000630-04-6 52

Abundance Scan 1042 (13.997 min): BF084889.D (-1039) (-) m/z 57.10 100.00%

57.1
5000 ' ,

13.60 13.80 14.00 14.20 14.40
m/z 71.10 66.02%

141.1 169.1190.1 240.2 277.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0
85.0
5000 BN LI L L L L ) L

13.60 13.80 14.00 14.20 14.40
29.0 m/z 43.10 59.31%

0 \‘. ‘ ‘\ ‘1130 14‘10 169.0 197.0 2400
RERREERERES ,,,,,,, R R L L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
710 R e R SR
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 50.37%

99.0 126.0 1540 183.0

E

0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane L
57.0 13.60 13.80 14.00 14.20 14.40

m/z 217.10 40.96%

5000

[e0]
a1
o

290‘
Il

L il ‘1130 141.0 1690 2120

B U S s O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 Pentacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.29 2.20 ng 161211 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Eicosane 282 C20H42 000112-95-8 83
4 10-Methvlnonadecane 282 C20H42 056862-62-5 74
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 1068 (14.294 min): BF084889.D (-1066) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.0
113. 1 141 1 196.1 14.00 14.20 14.40 14.60
ol .|,|. TP Ta116811961 2341 2670 | 77 43.10  59.91%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 85.0 LN B B B B
Mmmmmmmm
1130 m/z 71.10 54 .65%
o220 \ | [ 1410169.0  211.0239.0 267.0295.0 323.0 352.0
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
57.0
14,00 14.20 14.40 1460
5000 85.0 m/z 85.05 45 .83%
290 113.0
0 *©141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> éo 160 150 260 2éo 300 3éo
Abundance #107655: Eicosane B A B
57.0 14.00 14.20 14.40 14.60
m/z 55.10 25.35%
85.0
5000
113.0
0 23'0“ L) A F01690197.0205.0 25,0 2820
m/z--> éo 100 150 260 250 300 350 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084889.D

Aca On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : 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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 3.00 ng 129530 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 1094 (14.591 min): BF084889.D (-1091) (-) m/z 57.10 100.00%
57.1
5000 85.1

256.1 14.20 14.40 14.60 14.80 15.00
141.1 168.1 208.1 288.1
Ol e m/z 71.10 66.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane
57.0
5000 850 LI L L L TT T
: 14 20 14. 40 14. 60 14. 80 15. 00
29.0 m/z 43.10 58.72%
: 113.0 169.0
bbb d400 T g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N N EEREE
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 48.12%
29.0

1130 141.0 169.0 197.0 2250  268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane A s
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.10 26.46%
5000 85.0
0 290 Ll J‘11?0\\1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 20 14. 40 14. 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084889.D

Acq On : 6 Feb 2016 4:50

Operator : SJ/1Z

Sample : H1329-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : 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... 4.81 26.6 ng 1415660 1 6.66 1065050 20.0
unknown6 .43 6.43 81.4 ng 4336080 1 6.66 1065050 20.0
Octadecanoic acid... 13.30 2.2 ng 158359 5 13.80 1462590 20.0
Ethanol, 2-(tetra... 13.68 8.9 ng 648845 5 13.80 1462590 20.0
Heptadecane 14.00 2.2 ng 158471 5 13.80 1462590 20.0
Pentacosane 14.29 2.2 ng 161211 5 13.80 1462590 20.0
2-Bromo dodecane 14_.59 3.0 ng 129530 6 15.17 864488 20.0
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