LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39 Instrument :
Operator : UM/SJ BNA_F

Sample - H1937-06 ClientSampleld :
Misc - BLINDDUPLICATE-2
ALS Vial : 22 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-BF032416_.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 4._207 163 168 170 rBV2 17031 39659 1.20% 0.130%
2 4_356 177 181 183 rBV2 49869 85423 2.59% 0.281%
3 4.504 190 194 198 rVB3 22076 55390 1.68% 0.182%
4  4.996 234 237 245 rBV 1007630 1564555 47.51% 5.143%
5 5.362 268 269 271 rBvV 26717 37762 1.15% 0.124%
6 5.419 271 274 277 rVV 2708019 2865009 86.99% 9.418%
7 5.819 307 309 317 rVvB 157952 148679 4_51% 0.489%
8 6.459 362 365 367 rBV 2644252 3293384 100.00% 10.826%
9 6.584 373 376 378 rBvY 3076170 3049309 92.59% 10.024%
10 6.813 394 396 401 rBVY 767718 677748 20.58% 2.228%

11 6.973 407 410 412 rBV 2634842 2577555 78.26% 8.473%
12 7.385 443 446 448 rBV 2069955 2208546 67.06% 7.260%
13 7.853 483 487 493 rBvV 12369 32981 1.00% 0.108%
14 8.105 506 509 511 rBV 672760 848468 25.76% 2.789%
15 9.179 600 603 605 rBV 3245570 3069668 93.21% 10.091%

16 9.259 608 610 612 rVB 38680 33460 1.02% 0.110%
17 9.579 635 638 639 rBvV 374020 495677 15.05% 1.629%
18 9.785 654 656 660 rBvV 94256 120172 3.65% 0.395%
19 9.853 660 662 664 rvB 1088938 940998 28.57% 3.093%
20 10.025 673 677 678 rBvV 18982 34381 1.04% 0.113%

21 10.288 698 700 702 rVB 166886 127344 3.87% 0.419%
22 10.505 716 719 722 rBV 48201 91665 2.78% 0.301%
23 10.562 722 724 729 rVV4 67843 146797 4._.46% 0.483%
24 10.642 729 731 734 rVB 1808459 2086983 63.37% 6.860%
25 10.756 739 741 746 rVvV 142354 201971 6.13% 0.664%

26 10.848 746 749 751 rVB3 15935 35176 1.07% 0.116%
27 10.951 756 758 760 rBV 25783 34105 1.04% 0.112%
28 11.202 779 780 786 rVB 48444 74093 2.25% 0.244%

29 11.339 790 792 794 rBV 1060174 931329 28.28% 3.061%
30 11.865 836 838 852 rBV 99813 172695 5.24% 0.568%

31 12.928 928 931 933 rBV 2083349 2706345 82.18% 8.896%
32 13.614 988 991 993 rBV 59750 56940 1.73% 0.187%
33 13.819 1006 1009 1018 rBV 120325 195557 5.94% 0.643%
34 13.968 1020 1022 1025 rVB 626396 596252 18.10% 1.960%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF032416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.254 1045 1047 1050 rBV 66147 88075 2.67% 0.290%
36 14.460 1061 1065 1069 rBV3 15179 39996 1.21% 0.131%
37 15.385 1144 1146 1149 rBV 393758 505580 15.35% 1.662%
38 16.243 1217 1221 1223 rBV4 12885 38757 1.18% 0.127%
39 17.077 1291 1294 1299 rVB3 15924 41800 1.27% 0.137%
40 18.346 1403 1405 1408 rVB4 25843 36086 1.10% 0.119%
41 18.666 1431 1433 1437 rBV5 17276 34838 1.06% 0.115%

Sum of corrected areas: 30421208
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LSC Report - Inte

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\
Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample : H1937-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

grated Chromatogram

BLINDDUPLICATE-2

BF032416.M
CALIBRATION

Abundance

3000000
2500000
2000000
1500000
1000000

500000

4.244.30.50

TIC: BF085817.D

6.58

5.42

6.46 6.97

7.38

5.00

5.8

0

Time--> 4.50

-
5.00

Abundance

3000000

2500000

2000000

1500000
9.85
1000000
8.10

500000 9.58

0

10.64

TIC: BF085817.D

12.93

11.34

11.87

136ﬂ%

10.00 10.50

T
8.50

T T
Time--> 9.00 9.50

10.29 0.76
\g.ze ” 9718 10.02 " | 1({@%_&03595 112
| |

13.50

12.00 12.50 13.00

11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000 15.39

TIC: BF085817.D

17.08 18.35 18.67

15.00 15.50

I
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\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 46.17 ng 1564560 1,4-Dichlorobenzene-d4 6.81
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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 237 (4.996 min): BF085817.D (-234) (-) m/z 43.10 100.00%

43
5000
101

460 480 500 520 540

o . m/z 59.10 61.92%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | LI A L L L L L L L

460 4.80 5.00 5.20 5.40
m/z 101.10  23.27%

‘ 101
e I e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 17.24%
126
O T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4330: Butane, 1-ethoxy-
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 9.08%
5000
fl | 102
o [ T T T T T T T T R RN A EAams s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.82 4.39 ng 148679 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 28
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 309 (5.819 min): BF085817.D (-307) (-) m/z 73.10 100.00%
43 B
5000
4o 55 83 100 115 540 5.60 5.80 6.00 6.20
0”.“.”,”.w.”JM.”,”Hw.”.“:”,”.W.H.L.”,”.w.” m/z 43.05 85.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 RAERENRRAN SRS AR
5.40 5.60 5.80 6.00 6.20
m/z 115.10 13.25%
mz-> 10 20 30 40 50 60 70 8 0 100 110 130
Abundance
30 73 A
43 540 560 580 6.00 6.20
5000 m/z 41.05 9.59%
o P 51 58 83 100 117
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4342: Pentane, 3-methoxy-  Rmms e mam s B
73 5.40 5.60 5.80 6.00 6.20
m/z 39.10 6.24%
5000
45
o 3? 39‘\ % 67 |, 101
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 540 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.58 Concentration Rank 1

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

6.58 89.98 ng 3049310 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 376 (6.584 min): BF085817.D (-373) (-) m/z 132.10 100.00%
132
5000 68
6 T[rrrr|yrrri|rrrr|rrrrj[|r
40 ,, 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??...' SN -1 A N TS . S [ N m/z 68.10  39.19%
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 N
5000 SRR AR RS R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 33.18%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 660 680 7.00
5000 67 m/z 66.10 24.76%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e A mEn e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.28%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecane Concentration Rank 11

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

9.78 2.55 ng 120172 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane, 3-methyl- 156 Cl11H24 013151-34-3 78
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64
4 Pentadecane 212 C15H32 000629-62-9 59
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59

Abundance Scan 656 (9.785 min): BF085817.D (-654) (-) m/z 57.10 100.00%
57
43
71
5000 85
9|9 113 126 9.40 9.60 9.80 10.00
0 el e S e e e m/z 43.10 75.11%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
5000 RSN NN AR
85 940 960 980 10.00
29 m/z 71.05 61.39%
. \‘ o 9 usay 141 155 169 163 226
m/z--> 26 45 éo éo 160 150 140 160 180 260 250
Abundance
57
43 ST
71 9.40 9.60 9.80 10.00
5000 m/z 85.10 38.96%
29 85
127
0 98 112 140 156
m/z--> 26 45 éo éo 100 120 140 160 180 260 250
Abundance #45627: Nonane, 5-(2-methylpropyl)- R e E B
57 7 9.40 9.60 9.80 10.00
m/z 41.10 35.62%
85
5000
" A/\/MJ\\MU
0 “ LIl ‘ 1| il 98 111 M 140 154
m/z--> 26 45 éo éo 160 150 150 160 180 260 250 940 960 980 1000 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.29 2.71 ng 127344 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tritetracontane 605 C43H88 007098-21-7 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86

Abundance Scan 700 (10.288 min): BF085817.D (-698) (-) m/z 57.10 100.00%

g7
43

71

5000

99 10.00 10.20 10.40 10.60

113127141155169

0 m/z 43.10 70.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L
85 10.00 10.20 10.40 10.60
29 m/z 71.10 61.85%
L e
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
R e EBEEREE LRSS
10.00 10.20 10.40 10.60
5000 4! m/z 85.10 45.53%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R e e e e S

57 10.00 10.20 10.40 10.60

43 m/z 41.10 33.47%
71
5000 85
29
99
015 ‘\ LLoa 4 113127141155169 198

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.76 4.34 ng 201971 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 741 (10.756 min): BF085817.D (-739) (-) m/z 57.10 100.00%

g7

5000 85

%

113 10.40 10.60 10.80 11.00
140 247
Oyl e bl o e et oo || m/z 43.10  69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane
| U\AN\ALW‘/\\
5000 85 L L L B B B e
10.40 10.60 10.80 11.00
29 m/z 71.10 66.32%
0 \‘ b \‘ il 1:\!-3 ' 141 169 198
T e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
e R S MAREEE R
10.40 10.60 10.80 11.00
5000 o m/z 85.10 44.11%
29

113 141 189 197 226

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91035: Octadecane S e R e
57 10.40 10.60 10.80 11.00
m/z 41.10 31.51%
B | L«PVJNAN\FVA\w_NA»w,__Am
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.87 3.71 ng 172695 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Hexadecane, 1l-chloro- 260 C16H33ClI 004860-03-1 22
3 Octadecane, 1l-chloro- 288 C18H37ClI 003386-33-2 22
4 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 14
5 Dodecane 170 C12H26 000112-40-3 14
Abundance Scan 838 (11.865 min): BF085817.D (-836) (-) m/z 73.00 100.00%

78
5000
129
U5 | s g5 213 11,60 11.80 12.00 12.20

0 m/z 43.10 94 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid
60
43

5000 LA L L L L L L L
11. 60 11. 80 12. OO 12. 20
29 85 129143 m/z 60.00 86.24%
N
S A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
e e WM.
11.60 11.80 12.00 12.20
5000 91 m/z 41.10 71.29%
41
oL 26 72 111133 161175 203 224 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro- B
57 11. 60 11. 80 12. 00 12. 20

m/z 55.05 69.86%

5000 85
105
‘ Ll L9 147 175 203217 245259 288

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 6.56 ng 195557 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 86
Abundance Scan 1009 (13.819 min): BF085817.D (-1006) (-) m/z 57.05 100.00%
57
5000 111
3 1 J139 207 13.40 13.60 13.80 14.00 14.20
o} e L e e e I R m/z 83.10 92.73%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000
13.40 13.60 13.80 14.00 14.20
125 m/z 43.05  84.99%
o “\\‘\ ‘\H‘\\\I ].-9|6.2.2‘.1.|....|....|..
m/z--> 50 200 250 300 350
Abundance
43
83 LA BRI SRR SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 81.09%
111
oL 25 65 139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol e B RRERE L e
43 13.40 13.60 13.80 14.00 14.20
m/z 69.10 79.57%
5000 83
18 ﬂ ‘111
0 ‘ Ll 168 ' | \139 168 106 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.25 2.95 ng 88075 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Pentadecanal- 226 C15H300 002765-11-9 90
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 1,19-Eicosadiene 278 C20H38 014811-95-1 81
5 Tetradecanal 212 C14H280 000124-25-4 80

Abundance Scan 1047 (14.254 min): BF085817.D (-1045) (-) m/z 57.10 100.00%

5000

-

14.00 14.20 14.40 14.60
m/z 43.10 89.95%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecyl-
43 82

96

:

14.00 14.20 14.40 14.60
110 m/z 82.10 81.16%

124,40
152166180194208222236250 268

5000

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

57 82
41
96 14.00 14.20 14.40 14.60
5000 m/z 55.10 68.06%
27 110
12438152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!- L e
2 14.00 14.20 14.40 14.60
96 m/z 83.10 64 .10%

:

5000
110

o

152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085817.D

Acq On : 28 Mar 2016 22:39

Operator : UM/SJ

Sample - H1937-06 BLINDDUPLICATE-2
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.00 46.2 ng 1564560 1 6.81 677748 20.0
2-Pentanone, 4-me... 5.82 4.4 ng 148679 1 6.81 677748 20.0
unknown6 .58 6.58 90.0 ng 3049310 1 6.81 677748 20.0
Hexadecane 9.78 2.5 ng 120172 3 9.85 940998 20.0
Eicosane 10.29 2.7 ng 127344 3 9.85 940998 20.0
Tetradecane 10.76 4.3 ng 201971 4 11.34 931329 20.0
Undecanoic acid 11.87 3.7 ng 172695 4 11.34 931329 20.0
Trichloroacetic a... 13.82 6.6 ng 195557 5 13.97 596252 20.0
Oxirane, hexadecyl- 14.25 3.0 ng 88075 5 13.97 596252 20.0
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