LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator : SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 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-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 height area % max. total
1 1.633 3 4 8 rBvV 31779 59529 1.67% 0.192%
2 1.701 8 10 12 rvv 129343 149779 4.21% 0.482%
3 1.747 12 14 23 rvB 256198 406191 11.42% 1.307%
4 4.033 212 214 217 rBV 132318 208825 5.87% 0.672%
5 4.764 275 278 281 rBV 2011708 3555623 100.00% 11.443%
6 5.210 315 317 320 rBV 1427960 1329735 37.40% 4.280%
7 6.284 408 411 413 rBV 3185929 3219833 90.56% 10.363%
8 6.387 418 420 423 rVB 1904426 2528693 71.12% 8.138%
9 6.627 438 441 443 rBVY 682204 866896 24.38% 2.790%
10 6.776 452 454 457 rVB 2438801 2386472 67.12% 7.681%

11 7.199 488 491 493 rBV 2287362 2455656 69.06% 7.903%
12 7.907 551 553 556 rBV 1093937 1104654 31.07% 3.555%
13 8.993 645 648 650 rBVY 3833299 3441789 96.80% 11.077%
14 9.085 650 656 658 rvv 46873 41593 1.17% 0.134%
15 9.393 681 683 685 rBv 646278 560003 15.75% 1.802%

16 9.611 700 702 704 rBV 185121 151961 4.27% 0.489%
17 9.656 704 706 708 rBvV 930567 1088056 30.60% 3.502%
18 9.839 718 722 723 rBV 32341 44270 1.25% 0.142%
19 9.931 728 730 732 rVB 46638 39791 1.12% 0.128%
20 10.102 744 745 747 rVB 149315 170806 4._.80% 0.550%

21 10.331 762 765 768 rBV 68553 123637 3.48% 0.398%
22 10.445 773 775 778 rVvV 565942 504874 14.20% 1.625%
23 10.582 785 787 791 rBV 188069 272984 7.68% 0.879%
24 10.776 801 804 808 rvB 27672 58725 1.65% 0.189%
25 11.028 824 826 827 rBV 100591 102986 2.90% 0.331%

26 11.051 827 828 831 rVB 32739 40151 1.13% 0.129%
27 11.142 833 836 837 rvVv 774160 988919 27.81% 3.183%
28 11.211 839 842 844 rVB 50824 59635 1.68% 0.192%
29 11.451 861 863 866 rvB 46192 42030 1.18% 0.135%
30 11.748 887 889 894 rvB2 34866 53596 1.51% 0.172%
31 12.194 924 928 931 rBV5 12732 37480 1.05% 0.121%

32 12.342 939 941 943 rBV 210724 181898 5.12% 0.585%
33 12.571 957 961 963 rBV 162214 185304 5.21% 0.596%
34 12.719 972 974 977 rVB 1685993 2219280 62.42% 7.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator : SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 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-BF020116.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.971 992 996 997 rBV2 31421 49090 1.38% 0.158%
36 13.314 1022 1026 1030 rBV3 17315 47966 1.35% 0.154%

37 13.634 1051 1054 1057 rBV2 176939 244248 6.87% 0.786%
38 13.771 1063 1066 1067 rBV 703596 910354 25.60% 2.930%

39 13.794 1067 1068 1070 rVB 59263 42805 1.20% 0.138%
40 13.954 1080 1082 1085 rBV4 19474 39194 1.10% 0.126%
41 14.262 1107 1109 1115 rVB3 30121 58110 1.63% 0.187%
42 14.617 1138 1140 1142 rBVY 101382 99490 2.80% 0.320%
43 14.765 1150 1153 1156 rBVY 60668 119133 3.35% 0.383%
44 15.017 1173 1175 1178 rVB 29670 39571 1.11% 0.127%
45 15.074 1178 1180 1182 rBVY 51741 62896 1.77% 0.202%

46 15.131 1182 1185 1188 rBV 579980 677295 19.05% 2.180%

Sum of corrected areas: 31071806

8270-BF020116.M Thu Feb 11 16:36:37 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085005.D

3500000
6.28

3000000

2500000 6.78

4.76
2000000 6.39

7.20

1500000 5.21

1000000

500000
L 6° 4.03 |
ok A

I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF085005.D
899

3500000
3000000
2500000

2000000
12.72

1500000

7.91
1000000 9.66

1114
9.39 10.44
500000 10.58 12.34
9.f1 . 3412,
9.08 08035101034 " T0.78 WM 211145 1175 1219 4| 1297 1331

i T e e N I T 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
Abundance TIC: BF085005.D

3500000
3000000
2500000
2000000
1500000
1000000

13.77 15.13

500000
.73 05 1426 148277 13507

e e

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\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.70 3.46 ng 149779 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 10 (1.701 min): BF085005.D (-8) (-) m/z 73.10 100.00%
7B
5000 !&
43
55 87
1.70 1.80 1.90 2.00 2.10
st LA Tm/z 43.10  37.37%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HUAR AR AN AR AR AR
43 1.70 1.80 1.90 2.00 2.10
55 87 m/z 55.10 31.34%
29
"W"”I'”'I”'qﬁ?§whj”l'“'I”§?ml'W"”l'”'l”'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.70 1.80 1.90 2.00 2.10
5000 m/z 87.10 25.48%
29
15 67 97
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl-
73 1.70 1.80 1.90 2.00 2.10
m/z 41.05 13.38%
43
2 15 29 36 || 5359 665 | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 3 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.03 4.82 ng 208825 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 214 (4.033 min): BF085005.D (-212) (-) m/z 55.10 100.00%
55 83
5000
43 98 A;
360 3.80 4.00 420 4.40
...,....,....,...33|,-':...i'.|.:.,..‘??,...7?~,.'...,....,.... m/z 83.05 98.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 [T T
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.05 39.92%
“ 37‘\\ \‘\ 61 67 7 \89 .
miz--> 10 20 30 40 s'o 60 70 8 90 100
Abundance
83
55
43 SR SR SR A
3.60 3.80 4.00 4.20 4.40
5000 m/z 98.10 32.16%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e e ma
5 83 3.60 3.80 4.00 4.20 4.40
m/z 39.10 25.92%
41
5000 7 o8
15 ‘ 69
"'I"h'l""h'%4 o %%'Ml'|§?'MM"??l”l"?%"'W"" L SRS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.76 82.03 ng 3555620 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 278 (4.764 min): BF085005.D (-275) (-) m/z 43.05 100.00%
43
59
5000
ae 440 460 480 500
0...,....,....,...3?','::..,.53.'!!,...‘.3?...7?,?'3...,...:,|....,. m/z 59.10  60.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B AR L RS B
59 440 460 480 500
m/z 101.10 19.11%
25 3 37 | 83 g3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14.61%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R R ma m e o
509 4.40 4.60 4.80 5.00
m/z 41.10 9.33%
5000
41
29 101
T |""|"'H““""lﬁ”"l??”*i ""I??"I' gp'l""lt"'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.10 3.14 ng 170806 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 78
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 745 (10.102 min): BF085005.D (-744) (-) m/z 57.10 100.00%

43 il
5000 71

9.80 10.00 10.20 10.40
m/z 43.10 78.57%

o 9 113 127 141
SN -

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
43 57

5000 n A sl
9.80 10.00 10.20 10.40
29

85 m/z 71.10 47.98%
\“ | ‘ 99 113 127 141 155 184
U R U U L L WAL WL AL WL

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

43 57

9.80 10.00 10.20 10.40
5000 1 m/z 85.10 35.40%

85

29
99 113 127 141 155 169 183 197 226

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

Abundance #36184: Decane, 3,6-dimethyl- e T
43 57 9.80 10.00 10.20 10.40
m/z 41.10 33.95%
71
5000 85
29
Ll |5 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10. 00 10 20 10. 40

8270-BF020116.-M Thu Feb 11 16:36:41 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.33 2.27 ng 123637 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 59
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59

Abundance Scan 765 (10.331 min): BF085005.D (-762) (-) m/z 57.10 100.00%
57
5000 43 71
85 9 AUV AR AR
113 10.00 10.20 10.40 10.60

127 141 155 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57

m/z 43.05 41_.21%

43
71 e
10.00 10.20 10.40 10.60

85 m/z 71.10 39.73%

29
99
ﬂ « \ I f 11‘3127141155169183196211225239254

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

5000

Abundance
57
43 i B e
10.00 10.20 10.40 10.60
5000 - m/z 85.05 21.07%
29 85
98 113126 140 155
R B B A s B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55023: Tridecane, 2-methyl- s MR S
43 57 10.00 10.20 10.40 10.60
m/z 41.10 17.19%
71
5000
85
29
99
\‘ M | A A \11\3127 141155 183 198
e e e e B B T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.58 5.52 ng 272984 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 787 (10.582 min): BF085005.D (-785) (-) m/z 57.10 100.00%
57
5000 85
113 10.20 10.40 10.60 10.80 11.00
b o T I 260 e m/z 43.10 63.92%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 RN AR SURRIRN SN R
85 10,20 10.40 10.60 10.80 11.00
m/z 71.10 54 .59%
290 | s 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10,60 10.80 11.00
5000 P m/z 85.10 39.87%
29
113 141 169 197 225 253 281 300 338
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane L E e R bkt
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 26.41%
5000
85
29
J“ L J 113 141 169 197 226
m/z--> 50 @ 150 200 250 300 350 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Tridecane, l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.08 ng 102986 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
Abundance Scan 826 (11.028 min): BF085005.D (-824) (-) m/z 57.10 100.00%
g7
5000 85
4
| 113 141 1 65 84 10.I80 11.'00 11.'20 11.'40
e S U —— m/z 43.10 65.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- LM
57
5000 85 LR UL B SRR B
4 mmnmnmnm
183 m/z 71.10 57 .65%
e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
' 10.80 11,00 11.20 11.40
5000 A 85 m/z 85.10 42 .01%
15 113 141 169 198
mmrwwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45540: Tridecane LI L L L L L R L
57 10.80 11.00 11.20 11.40

m/z 41.05 29.03%

5000
85

F

| Ly I 113 141 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 5.37 ng 244248 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1054 (13.634 min): BF085005.D (-1051) (-) m/z 57.10 100.00%
wo ML
RIS SN BRI SRR B
126 152167 13.40 13.60 13.80 14.00
S 182 208 230245 281 m/z 43.10 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 97
5000 IR SN BRI UL B
13.40 13.60 13.80 14.00
125 m/z 55.10 81.49%
21l 140 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 83
A ' 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 73.12%
26 126 154169 101 210 238 965 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester A s B e
43 13.40 13.60 13.80 14.00
m/z 97.10 67.51%
69
5000
I 125140 168183 200224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator =: SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 12 2,6,10,14,18,22-Tetracosahe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.94 ng 99490 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 83
2 Squalene 410 C30H50 007683-64-9 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 76
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 56
Abundance Scan 1140 (14.617 min): BF085005.D (-1138) (-) m/z 69.10 100.00%
6o
5000 V_,J\,v_,wqV&Akvﬂﬂx,hva_v~
4l LR SRR BN U SUN
149 254 14.40 14.60 14.80 15.00
ol .|',u. - ll "J' A_y1e9122 224 TyT 281 3% | ‘m/z 81.10 53.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI B LU BULELL B
mmmmmmmm
4l . m/z 41.10 24.10%
L 4 ‘?\ 17 | 161 191 217 244 273 299 341 367 410
m/z--> 56 100 150 260 2éo 360 3éo 460
Abundance
69
"' 14.40 14.60 14.80 15.00
so00l 4 m/z 95.10 15.75%
T 137 M»AM/W\/VWM
1177 161 191 217 273 299 341 367 410
m/z--> 56 100 1%0 200 2%0 300 3éo 460
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R N e R S R
69 14.40 14.60 14.80 15.00
a m/z 68.05 11.76%
- JW}L\W\/\A
95 123
S P | e 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\BF021016\
Data File : BF085005.D

Acq On : 10 Feb 2016 20:55

Operator : SJ/1Z

Sample - H1409-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
Butane, 2-methoxy... 1.70 3.5 ng 149779 1 6.63 866896 20.0
3-Penten-2-one, 4. .. 4.03 4.8 ng 208825 1 6.63 866896 20.0
2-Pentanone, 4-hy... 4.76 82.0 ng 3555620 1 6.63 866896 20.0
Tridecane 10.10 3.1 ng 170806 3 9.66 1088060 20.0
Pentadecane, 2,6,... 10.33 2.3 ng 123637 3 9.66 1088060 20.0
Heptacosane 10.58 5.5 ng 272984 4 11.14 988919 20.0
Tridecane, 1-iodo- 11.03 2.1 ng 102986 4 11.14 988919 20.0
1-Nonadecene 13.63 5.4 ng 244248 5 13.77 910354 20.0
2,6,10,14,18,22-T... 14.62 2.9 ng 99490 6 15.13 677295 20.0
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