LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 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-BF041717 .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 3.925 335 338 352 rBV 331737 408533 10.25% 1.146%
2 4.313 399 404 407 rBVY 3358356 3330641 83.53% 9.344%
3 5.389 581 587 602 rBY 2930890 3624651 90.91% 10.169%
4 5.513 602 608 611 rBY 3470128 3524384 88.39% 9.888%
5 5.754 645 649 653 rBY 1056610 892050 22.37% 2.503%
6 5.936 675 680 683 rBY 2832079 2837898 71.17% 7.962%
7 6.407 754 760 763 rBVY 2093405 2196022 55.08% 6.161%
8 7.248 899 903 906 rBVY 1259315 1157431 29.03% 3.247%
9 8.572 1123 1128 1131 rBV 3783470 3987249 100.00% 11.186%
10 9.072 1209 1213 1217 rBV 357493 333330 8.36% 0.935%
11 9.377 1256 1265 1270 rBv2 1207022 1225343 30.73% 3.438%
12 9.977 1362 1367 1371 rVB 76000 65760 1.65% 0.184%
13 10.254 1405 1414 1416 rBvV 26577 41637 1.04% 0.117%
14 10.360 1426 1432 1435 rBVY 1770821 1953986 49.01% 5.482%
15 10.560 1462 1466 1468 rBV 94647 90004 2.26% 0.253%
16 11.113 1557 1560 1564 rBvV 72571 64731 1.62% 0.182%
17 11.201 1570 1575 1578 rBVY 1074800 1077564 27.03% 3.023%
18 11.224 1578 1579 1584 rVB 106460 84527 2.12% 0.237%

19 11.942 1697 1701 1707 rBV2 142471 189852 4._76% 0.533%
20 12.689 1820 1828 1832 rBV 188498 191467 4._.80% 0.537%

21 12.907 1862 1865 1869 rBV2 45472 51231 1.28% 0.144%
22 12.960 1870 1874 1879 rVB 161469 175664 4.41% 0.493%
23 13.018 1879 1884 1890 rBV2 119958 118189 2.96% 0.332%
24 13.183 1906 1912 1915 rBV 2660656 3017504 75.68% 8.466%
25 13.789 2010 2015 2018 rBV2 45967 50407 1.26% 0.141%

26 13.895 2029 2033 2036 rBV 72875 80605 2.02% 0.226%
27 14.342 2105 2109 2110 rBV 157716 153626 3.85% 0.431%
28 14.448 2122 2127 2131 rBV 780610 903472 22.66% 2.535%
29 14.506 2135 2137 2142 rVB 68855 62439 1.57% 0.175%
30 15.130 2239 2243 2250 rBV 238722 265330 6.65% 0.744%

31 15.642 2327 2330 2333 rBvV 92196 106171 2.66% 0.298%

32 15.671 2333 2335 2338 rVV 65939 76690 1.92% 0.215%
33 15.848 2361 2365 2374 rBV3 293679 490612 12.30% 1.376%
34 15.959 2381 2384 2387 rVB 55652 54126 1.36% 0.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 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-BF041717_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.018 2391 2394 2399 rVB 71158 78486 1.97% 0.220%

36 16.077 2399 2404 2411 rBV 665364 785370 19.70% 2.203%
37 16.189 2420 2423 2427 rBV3 38321 51918 1.30% 0.146%
38 16.359 2448 2452 2457 rBV 97620 123207 3.09% 0.346%
39 16.571 2483 2488 2491 rBV 233046 337343 8.46% 0.946%
40 16.606 2491 2494 2499 rVB 168559 242506 6.08% 0.680%

41 16.883 2535 2541 2547 rVB9 51308 111276 2.79% 0.312%
42 17.236 2598 2601 2609 rVB4 62891 113615 2.85% 0.319%
43 17.342 2616 2619 2629 rVB3 35674 87242 2.19% 0.245%
44 17.500 2641 2646 2652 rBV2 141104 253933 6.37% 0.712%
45 17.859 2700 2707 2716 rBV7 155983 386963 9.71% 1.086%

46 18.706 2846 2851 2858 rBV4 85364 189319 4._75% 0.531%

Sum of corrected areas: 35644304
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094582.D
3500000 4.31 5.51

3000000 5.39 5.04

2500000

6.41
2000000

1500000
7.25

5.75
1000000

500000 3.92

L 4 S L L SR
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: BF094582.D

3500000

3000000
13.18

2500000

2000000 10.36

1500000

11.20
1000000

500000 9.07

9.98 10'2} 10.56 11.11.22 11.94 12-691}%
N

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: BF094582.D

3500000
3000000
2500000
2000000
1500000

1000000 14.45 16.08

500000 1513 15.85 165

65561
131889 1435 TBET [136626,186.36 16.88 17pa34; 50 17.86 18.71
A A

e e I e B et 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\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

3.92 9.16 ng 408533 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 337 (3.919 min): BF094582.D (-335) (-) m/z 43.00 100.00%
43
59
5000
101 NSRS SRR S
51 | 83 3.60 3.80 4.00 4.20
A R R KA RN RRARS RARRS RARLA RARSN SRS LA RALAS RARAIARRE m/z 59.10 53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 360 3.80 4.00 4.20
m/z 101.00 18.11%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 4.00 4.20
5000 M m/z 58.00 15.35%
68
50 126 142
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— L L L L BN |
43 3.60 3.80 4.00 4.20
m/z 41.10 9.80%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'b“w'“WH'W““l““l S SRS RS LR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown5.51 Concentration Rank 1

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

5.51 79.02 ng 3524380 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 607 (5.507 min): BF094582.D (-602) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 6 10 520 540 560 580
54 104 . . . .
T ??...' S S W1 . S [ N m/z 68.10 40.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R R IR
5.20 540 5.60 5.80
78 m/z 134.00 32.15%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.00 24.33%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R
132 5.20 540 5.60 5.80

m/z 69.10 15.96%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.52 ng 189852 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18

Abundance Scan 1701 (11.942 min): BF094582.D (-1697) (-) m/z 72.95 100.00%

60 73

:%

97 213

A yal
LI L B I I e

I L R B L 11.60 11.80 12.00 12.20

“.”,Lu..ﬁ., m/z 43.05 94 .74%

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43

5000 ‘ 129

for)
S
~
»

I

5000: 129 L L B L L
11.60 11.80 12.00 12.20
“\ I u‘ I

m/z 60.00 92.77%
[rrrrprrrrprreT

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

213
143 157171 185 199

60 73
43 e
11.60 11.80 12.00 12.20

5000 - 129 m/z 57.05 79.44%

87 115 171
101 143 157 185
m/z--> 2I0 4I0 6IO 8I0 l(l)O 12IO 14I10 léO 180 200 220 2210 ZéO
Abundance #95855: Pentadecanoic acid B e e o
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 67.87%

214

?

5000

%

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.02 2.62 ng 118189 Chrysene-di12 14 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 38
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 35

Abundance Scan 1884 (13.018 min): BF094582.D (-1879) (-) m/z 56.10 100.00%
56
5000 4
257
|| M 150 171 213 239 12.80 13.00 13.20 13.40
el m/z 57.00 56.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LN SN BRI IR B
12.80 13.00 13.20 13.40
29 129 230257 m/z 43.05 44 _62%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
' 12:80 13.00 13.20 13.40
5000 m/z 41.00 40.06%
30 84 129
101
14
WWWTW“TWTWTWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester R B EaE ma e S
56 12.80 13.00 13.20 13.40
m/z 55.00 31.22%
5000
29 73
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 220 240 260 25';0 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.40 ng 153626 Chrysene-di12 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 2109 (14.342 min): BF094582.D (-2105) (-) m/z 57.05 100.00%

57

5000

-

14.00 14.20 14.40 14.60
m/z 83.05 95.88%

139

167 191209 234 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 T[T I T[T rrr[rrrrprrror
14.00 14.20 14.40 14.60
29 125 m/z 43.10 89.10%
L | | 154 179196 224 251269 390
o alAaaanas ””.”.”” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
LN B e ms ma e
14.00 14.20 14.40 14.60
5000 11 m/z 55.00 86.08%
29 139

167 195 222 250 280 308 336
mmwﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #166292: Behenic alcohol e B B
55 83 14.00 14.20 14.40 14.60
m/z 97.05 84 .93%
5000
29
L 167 196 224 252 280 308
Asaanseaasstiea e A e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.87 ng 265330 Chrysene-di12 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
5 1-Octadecene 252 C18H36 000112-88-9 83
Abundance Scan 2243 (15.130 min): BF094582.D (-2239) (-) m/z 57.05 100.00%
57

43 71
5000

:

14.80 15.00 15.20 15.40
m/z 71.05 67.47%

9
113127141155169183197211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
43 57
71
5000 85 ll|llllllllllllllll|
14.80 15.00 15.20 15.40
9 m/z 43.05  66.43%
29 113127
| “ Lo 141155169183197211225 254

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

%

Abundance
43
57 IIIIIIIIIIIIIIIIIIIII
71 14.80 15.00 15.20 15.40
5000 85 m/z 85.05 50.45%
9
29 ? 113127141155 182 210
Twww’wmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester R T T T
43 14.80 15.00 15.20 15.40
57 m/z 55.05 35.68%
71
- ! J/W
29
] “\ ‘ | ‘\ ?\ Soassies 197 231 261 . |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.85 12.49 ng 490612 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 2365 (15.848 min): BF094582.D (-2361) (-) m/z 57.05 100.00%

5000

99 IIIIIIIIIIIIIIIIIIIIIII
197 249 309 15.60 15.80 16.00 16.20

0 m/z 71.05 75.60%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LA L L L L I L L LB

15.60 15.80 16.00 16.20
m/z 43.05 58.13%

M\ 141 183 225 281 337 394

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

.

15.60 15.80 16.00 16.20
5000 m/z 85.10 53.22%

99
141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T
517 15.60 15.80 16.00 16.20

m/z 55.00 23.04%

-

5000

iy

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

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.36 3.14 ng 123207 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexadecanal 240 C16H320 000629-80-1 86
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 72

Abundance Scan 2452 (16.359 min): BF094582.D (-2448) (-) m/z 57.10 100.00%

2

5000

16.00 16.20 16.40 16.60
m/z 82.05 89.28%

266 >go

151 174 195207 223239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82 gg

5000

16.|00 16.|20 16.|40 16.I60
124 m/z 43.10 87 .65%

138
152166180194 211 236250 268

110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
9% B e SRR
16.00 16.20 16.40 16.60
5000 m/z 96.00 66.53%
29
110

124
138152166180194208222 250 ogg

meﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal R mE T o R
16.00 16.20 16.40 16.60
m/z 83.05 58.88%

5000

11012

4
138152166480 196 222

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.57 8.59 ng 337343 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2488 (16.571 min): BF094582.D (-2483) (-) m/z 57.05 100.00%
57
1 J\“/\,JL\WJ\»
5000
SNBSS AR SR
141 169 264 16.20 16.40 16.60 16.80
L 11 O 225 200262 326 355 m/z 71.05 76.14%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR AR AR
16 20 16. 40 16. 60 16.80
m/z 43.10 57.88%
i ‘\ L h\ | M 169 197 225 253 282
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 53.59Y%
29 113 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #141426: Heneicosane R
57 16.20 16.40 16.60 16.80
m/z 55.05 22.50%
85
- \A\/M\/\%J\/\‘MA/\A
29 113
NEER J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 16 20 16. 40 16. 60 16. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.61 6.18 ng 242506 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 72
2 Triacontvl acetate 480 C32H6402 041755-58-2 41
3 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 30
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 30
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 30
Abundance Scan 2495 (16.612 min): BF094582.D (-2491) (-) m/z 83.10 100.00%
83
43
2000 1 JRULM
l 187 297 16.20 16.40 16.60 16.80 17.00
181 251 : : : : :
g L LIS e s | Wiz 97.10  83.29%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)-
57
5000 AR U R BRI B
29 111 16.20 16.40 16.60 16.80 17.00
m/z 69.10 59.19%
\‘ | \ h \\h 4 ‘ \‘139 168 196223 252 260
mz> 0 50 250 300 350 400 450
Abundance
43
97 LN AR SR I
16.20 16.40 16.60 16.80 17.00
5000 69 m/z 43.10 53.62%
125
15 153181209 250278 306 334 362 392420 462
mz> 0 50 100 150 200 250 300 350 400 450
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans- BRI
55 7 16.20 16.40 16.60 16.80 17.00
m/z 57.10 50.86%
5000
27
I""I""i"l"''I""I""I""I""I'"'I""IIIII AL AL AL A
mz--> 0 50 100 150 200 250 300 350 400 450 16,20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl6.88 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.88 2.83 ng 111276 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phosphinic acid. (2-methvlphenvl... 232 C13H1302P 018593-18-5 30

2 2-l1sopropviphenvl-thiourea 194 C10H14N2S 025343-32-2 18
3 Phosphoric acid (dimethvl). (2-c... 266 C9H12CI05P 094420-73-2 14
4 trans-1-(p-Methoxvphenvl)-1-tetr... 316 C21H3202 123501-67-7 14
5 Methanone, (2-aminophenyl)(4-chl... 231 C13H10CINO 002894-51-1 14
Abundance Scan 2541 (16.883 min): BF094582.D (-2535) (-) m/z 81.00 100.00%
31
5000
386
255278 316 353 LIS L
16.60 16.80 17.00 17.20
m/z 231.20 92.51%
m/z--> 50 100 150 200 250 300 350
Abundance #87485: Phosphinic acid, (2-methylphenyl)phenyl-
231
165
5000 16.60 16.80 17.00 17.20
65 o1 196 m/z 57.00  78.23%
39
. .l‘l.J.N‘J,%;?}37ﬂ.h.. T
m/z--> 50 100 150 200 250 300 350
Abundance
161
16,60 16.80 17.00 17.20
5000 120 104 m/z 55.05  78.17%
77
39
142
m/z--> 50 100 150 200 250 300 350
Abundance #115999: Phosphoric acid (dimethyl), (2-chloro-4-methoxyph... L L
3 16.60 16.80 17.00 17.20
m/z 67.00 76.36%
109
5000
266
157
3151 | | 129 | 180201
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20

8270-BF041717 .M Tue Apr 25 07:14:22 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1,19-Eicosadiene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.89 ng 113615 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 68
2 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 53
3 8-Azabicvclol3.2.11octan-3-o0l. 8... 157 C8H15N02 032663-71-1 49
4 1.1°-Bicvclohexvl. 4-methvl-4"-p... 250 C18H34 092263-42-8 46
5 E,Z-2,15-0Octadecadien-1-ol acetate 308 C20H3602 1000130-92-4 38

Abundance Scan 2602 (17.242 min): BF094582.D (-2598) (-) m/z 82.00 100.00%

2

5000
111

17.00 17.20 17.40 17.60

7141 166180195 215 233 957 5,281
m/z 57.00 88.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55
82
41
5000 7 LA I L L L L L LB
17.00 17. 20 17. 40 17. 60
m/z 43.10 79.57%
27 J 137152166180194208222236250 278
RS RARERRRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82
R R EEEEE RS
42 17.00 17.20 17.40 17.60
5000 m/z 96.05 69.45%
68

110

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

Abundance #29464: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, 8-oxide,... S RREEs B
82 17.00 17.20 17.40 17.60
m/z 83.00 67.45%
42
28
5000
7 124
I A
S Y Y OSSO () OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-methylhexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.50 6.47 ng 253933 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2646 (17.500 min): BF094582.D (-2641) (-) m/z 57.10 100.00%
57
85
5000
USRI BN AR B
141 169 207 229 278 17.20 17.40 17.60 17.80
i i 223 i 300 m/z 71.10 81.62%
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57
85
5000 LR AR LR B
17,20 17.40 17.60 17.80
m/z 43.10 62.93%
29« j J ” M L . 169 197 225 253 281 309 337 365
m/z--> 100 150 200 250 300 3éo
Abundance
57
17.20 17.40 17.60 17.80
5000 85 m/z 85.10 58.54%
29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane A Ama!
57 17.20 17.40 17.60 17.80
m/z 55.00 27 .77%
85
5000
29 U3 m
A ‘ i M e 107 205 gy 22
m/z--> 50 100 150 200 250 300 350 17,20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 16 _.gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.86 9.85 ng 386963 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Benzene. (1-methvl-1-propvlpentvl)- 204 C15H24 054932-91-1 18
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
5 4(3H)-Pyrimidinone, 3-ethyl-6-me... 214 C13H14N20 033192-83-5 11
Abundance Scan 2707 (17.859 min): BF094582.D (-2700) (-) m/z 43.10 100.00%
43 81
107 145
5000
17.60 17.80 18.00 18.20
ety m/z 81.00 78.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LI B UL SRR B
17,60 17.80 18.00 18.20
m/z 107.10 68.52%
m/z--> o
Abundance
43
17,60 17.80 18.00 18.20
5000 m/z 105.00 64 .36%
81 107 414
149 173 213 255 303329
234”277 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #64384: Benzene, (1-methyl-1-propylpentyl)- R N EEEE S SRS S
105 17.60 17.80 18.00 18.20
m/z 55.05 62.14%
5000
147
16\\ ‘1\L\84 .J..‘.\,.\lj.s.z,oé.l... ———— e
m/z--> 50 100 150 200 250 300 350 400 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042417\
Data File : BF094582.D

Aca On 24 Apr 2017 13:49

Operator : SJ/MA

Sample : 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Testosterone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.71 4.82 ng 189319 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 55
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 50
3 2.3-Diaminophenol 124 C6H8N20 059649-56-8 38
4 Cvclohexanecarboxvlic acid. 4-me... 234 C14H1803 1000307-70-5 38
5 2-Chloro-4-fluorobenzylamide 159 C7H7CIFN 1000343-00-9 35
Abundance Scan 2852 (18.712 min): BF094582.D (-2846) (-) m/z 124.10 100.00%
4
5000
187207 289 414 370 412 18.40 18.60 18.80 19.00
A T Y m/z 43.00 46.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134629: Testosterone
124
5000 91 288 B SRR SRS UL IR
147 246 mmmmmmmm
41 67 203 m/z 229.20 37.08%
7?.,.?3P.,. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
18.40 18.60 18.80 19.00
5000 m/z 55.05 31.76%
288
a 147 246
174 208
miz-> 50 100 150 200 250 300 350 400
Abundance #10327: 2,3-Diaminophenol A E
124 18.40 18.60 18.80 19.00
m/z 95.05 28.71%
5000
52 g
28 [
...l‘.'...lll....l.... —— N N T R A e
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042417\
Data File : BF094582.D

Acq On 24 Apr 2017 13:49

Operator : SJ/MA

Sample - 12786-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.92 9.2 ng 408533 1 5.75 892050 20.0
unknown5.51 5.51 79.0 ng 3524380 1 5.75 892050 20.0
n-Hexadecanoic acid 11.94 3.5 ng 189852 4 11.20 1077560 20.0
Hexadecanoic acid... 13.02 2.6 ng 118189 5 14.45 903472 20.0
Trifluoroacetoxy ... 14.34 3.4 ng 153626 5 14.45 903472 20.0
Octadecane 15.13 5.9 ng 265330 5 14.45 903472 20.0
Octacosane 15.85 12.5 ng 490612 6 16.08 785370 20.0
Oxirane, hexadecyl- 16.36 3.1 ng 123207 6 16.08 785370 20.0
Eicosane 16.57 8.6 ng 337343 6 16.08 785370 20.0
9-Eicosene, (E)- 16.61 6.2 ng 242506 6 16.08 785370 20.0
unknownl16 .88 16.88 2.8 ng 111276 6 16.08 785370 20.0
1,19-Eicosadiene 17.24 2.9 ng 113615 6 16.08 785370 20.0
2-methylhexacosane 17.50 6.5 ng 253933 6 16.08 785370 20.0
-.gamma.-Sitosterol 17.86 9.8 ng 386963 6 16.08 785370 20.0
Testosterone 18.71 4.8 ng 189319 6 16.08 785370 20.0
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