LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 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-BF121716.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 4.270 189 191 194 rBvV 57501 82384 1.17% 0.115%
2 4.944 246 250 259 rBVY 2582112 3761448 53.48% 5.229%
3 5.367 284 287 290 rBVY 4448084 6286350 89.37% 8.739%
4 6.407 375 378 381 rBVY 4956278 6204370 88.21% 8.626%
5 6.533 386 389 392 rBVY 5383472 6007180 85.40% 8.351%
6 6.762 407 409 412 rBV 1822375 1772209 25.20% 2.464%
7 6.922 420 423 425 rBV 5203221 4788095 68.07% 6.657%
8 7.333 456 459 461 rBVY 3860481 4305478 61.21% 5.986%
9 8.053 519 522 524 rBVY 2428286 2545345 36.19% 3.539%
10 9.128 613 616 619 rBY 5968635 6970405 99.10% 9.690%

11 9.528 648 651 653 rBv 521308 569903 8.10% 0.792%
12 9.802 672 675 678 rBV 2993963 2825266 40.17% 3.928%
13 10.248 710 714 715 rBv2 152855 207165 2.95% 0.288%
14 10.465 730 733 736 rBV 70125 104312 1.48% 0.145%
15 10.591 741 744 747 rVV 3942500 4469670 63.55% 6.214%

16 10.682 750 752 753 rvV 67544 88950 1.26% 0.124%
17 10.716 753 755 760 rVB 276474 333449 4.74% 0.464%
18 11.162 792 794 796 rBV 224700 200410 2.85% 0.279%
19 11.288 802 805 807 rBV 2554681 2832779 40.27% 3.938%
20 11.585 829 831 834 rBV 73450 80177 1.14% 0.111%

21 11.825 850 852 856 rBvV 306191 353588 5.03% 0.492%
22 11.996 863 867 871 rBv2 80958 123801 1.76% 0.172%
23 12.614 918 921 926 rBV2 71771 128270 1.82% 0.178%
24 12.705 926 929 931 rVvVv 679696 726998 10.34% 1.011%
25 12.774 931 935 938 rvB2 218781 284969 4._05% 0.396%

26 12.876 941 944 946 rBV 6397297 7033830 100.00% 9.779%
27 13.105 961 964 966 rBvV2 62539 100716 1.43% 0.140%
28 13.345 983 985 988 rvB2 81175 145669 2.07% 0.203%
29 13.402 988 990 992 rBv2 511143 532796 7.57% 0.741%
30 13.448 992 994 995 rvv2 57493 85566 1.22% 0.119%

31 13.768 1020 1022 1032 rBV 619908 859095 12.21% 1.194%
32 13.917 1032 1035 1037 rBV 2604664 2476139 35.20% 3.442%
33 14.099 1048 1051 1056 rVB 145429 160083 2.28% 0.223%
34 14.408 1076 1078 1084 rVB 278344 384625 5.47% 0.535%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 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-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.694 1099 1103 1106 rBV2 148293 282330 4.01% 0.393%

36 14.762 1107 1109 1112 rVB 164518 166261 2.36% 0.231%
37 15.014 1128 1131 1136 rBV 168347 285693 4._.06% 0.397%
38 15.322 1154 1158 1160 rBV 1421105 1904897 27.08% 2.648%
39 15.357 1160 1161 1167 rVB 100698 151568 2.15% 0.211%
40 15.757 1193 1196 1199 rBV 127293 223156 3.17% 0.310%

41 15.802 1199 1200 1205 rVB 42413 78850 1.12% 0.110%
42 16.225 1232 1237 1242 rVB3 66800 176737 2.51% 0.246%
43 16.488 1257 1260 1265 rVB 62488 110761 1.57% 0.154%
44 16.763 1281 1284 1287 rBVY 39271 74845 1.06% 0.104%
45 16.831 1287 1290 1296 rVB6 26060 73631 1.05% 0.102%

46 17.197 1318 1322 1327 rBV2 120962 286824 4.08% 0.399%
47 17.391 1336 1339 1343 rBVY 77438 187511 2.67% 0.261%
48 18.146 1400 1405 1411 rBV6 26156 95950 1.36% 0.133%

Sum of corrected areas: 71930504
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121816\

BF091754.D

18 Dec 2016 23:26

UM/SsJ

H6099-13

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF091754.D

6.53
6.41

5.37

4.94

6.92

6.76

7.33

0
Time-->

|-
LA |

5.50

5.00

Abundance

6000000

5000000

4000000

3000000

8.05

2000000

1000000

0

TIC: BF091754.D

10.59

9.80
11.29

9.53
0 11.1 11.82
10. 2510.4%1@.@%2 11.58 7 "12.00

12.71

T

13.40

13.11 1318545

T
Time--> 8.00

8.50

9.00

L

9.50

10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000 77

TIC: BF091754.D

13.92

15.32

.36 15580 16.23 16.49 16863 17.207.39

14.41
14.10 A 14496 15.01 18.15

18.00

14.50

15.00 15.50 16.00 16.50 17.00 17.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 42 .45 ng 3761450 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 250 (4.944 min): BF091754.D (-246) (-) m/z 43.05 100.00%
a3
59
5000
o Tk 4k 5bo o0
...,....,....,....',':...?.1.:J,...‘??....f.‘?..,....~,|....,....,....,....,...., m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I L R
59 460 480 500 520
m/z 101.10 20.73%
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
460 480 500 520
5000 M m/z 58.05 15.81%
68
50 126 142
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #3993: Morpholine, 4-methy!l- Ty
43 4.60 4.80 5.00 5.20

m/z 41.05 9.19%

5000

15 - 101
27 56 ‘

. Ly Ll | , 86 |
B L B B L B L e L B RS R R R R RS RER L B e e S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.53 Concentration Rank 1

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

6.53 67.79 ng 6007180 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.533 min): BF091754.D (-386) (-) m/z 132.00 100.00%
5000 68
© s |l P e J PSP
AL LS m/z 68.10 47.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SNSRI
6.20 6.40 6.60 6.80
m/z 134.00 33.26%

| oy |

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

Abundance
57 132
R
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 29.57%
89 | 107 158 189
e o L o T S
miz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L R B
132 6.20 6.40 6.60 6.80
m/z 69.10 18.99%
117
5000
a0 91
A .
| | 1! Jl u M wl | m
. B
miz-> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.35 ng 333449 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 755 (10.716 min): BF091754.D (-753) (-) m/z 57.10 100.00%
57
5000 85
4

10.40 10.60 10.80 11.00
m/z 71.10 68.05%

113 147 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LI IRLELIL LI LI L LR L |
. 85 10.40 10.60 10.80 11.00
m/z 43.10 66.93%
‘ h i 113 141 169 282
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
P T
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 44 _07%
41
113
26 141 169 197 225 253263 296
mﬁmﬁmﬁrﬂwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73991: Dodecane, 2-methyl-6-propyl- e e
57 10.40 10.60 10.80 11.00
m/z 41.10 29.07%
85
5000 4
140
ULy ] 13 s 182 505 6
e e e e e e B m o S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.50 ng 353588 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 18
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 852 (11.825 min): BF091754.D (-850) (-) m/z 73.00 100.00%
43 0 73
5000
85 129 |
g 115 213 DAV SRS N
143157171185 199 11.60 11.80 12.00 12.20
S 22r 26 m/z 43.05 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 LR UL SRR B B

11,60 11.80 12.00 12.20
m/z 60.00 79.22%

256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
AR R = A s
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 74 .99%
29
87 15 oh 214
101 143157 | 185

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

%

Abundance #83686: Pentadecanoic acid e
43 60 73 11.60 11.80 12.00 12.20

m/z 41.05 69.64%

B i “\/\MM
e L
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\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.71 5.87 ng 726998 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 68
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35

Abundance Scan 929 (12.705 min): BF091754.D (-926) (-) m/z 56.05 100.00%
56
5000 2
129 239257
3 97 1 157 185 213 312 12.40 12.60 12.80 13.00
m/z 57.10 57.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 SRR AR AR
257 nmnmnmmm
29 129 239 m/z 43.10 40.55%
el H\. 3 | 157 185 w s 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 12.60 12.80 13.00
5000 m/z 41.10 37.77%
29 73
97115 157 185 213 239257 L g
R R R R s L LA A L LA LA AN LRSS LAY LA AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R B e
57 12.40 12.60 12.80 13.00
m/z 73.00 33.27%
5000 4
239 957
18, ( H JH i m\ 1 ﬁ ? 157 185 23 ‘ H 282 312
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 5-Octadecene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.77  2.30ng 284969  Chrysene-di2 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 5-octadecene. (E)- 252 C18H36 007206-21-5 87

2 Dichloroacetic acid. 4-hexadecvl... 352 C18H34C1202 1000282-98-1 81
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 81
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 76
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 76

Abundance Scan 935 (12.774 min): BF091754.D (-931) (-) m/z 43.10 100.00%

5000

:

12.40 12.60 12.80 13.00
m/z 55.10 51.58%

©139 154167

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

Abundance #89785: 5-Octadecene, (E)-
55
43
69 83
5000 97 LA L L L L L L L L
12.40 12.60 12.80 13.00
111 m/z 57.10 48 .23%
\‘ | M‘ q\ h 125139154168181195 224 252
w.”.“..,”.w. e e LS e
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
55
69 g3
RS e e S
43 97 12.40 12.60 12.80 13.00
5000 m/z 83.10 46 .24%
111
29 125 224

140154168181196

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

%

Abundance #143984: Trichloroacetic acid, tetradecyl ester T T

43 57 83 12.40 12.60 12.80 13.00

m/z 69.10 45 _35%
97
5000 0
111
139

Al L LD | Al

m/z--> 40 60 80 100 120 140 160 180 200 220 240 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.40 4.30 ng 532796 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 80
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
Abundance Scan 990 (13.402 min): BF091754.D (-988) (-) m/z 56.05 100.00%

56
5000
129

97
185 a1 267285 13.00 13.20 13.40 13.60 13.80
157 213 m/z 57.10 61.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LRI L L L L BB
13. 00 13. 20 13. 40 13 60 13. 80
29 129 m/z 43.10 46.68%
‘ ‘ \‘ 185 241 2677 340
TN o= -2 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
T e e
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.05 38.68%
229
73
101 129 185 211 284
39 157 255
mmmﬁwmﬁvﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
T T T T T

Abundance #72506: Pentadecane, 8-methylene- N e B Rt o
13.00 13.20 13.40 13.60 13.80

m/z 55.05 31.68%

5000

d

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 6.94 ng 859095 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Cvclohexadecane 224 C16H32 000295-65-8 87
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 81
Abundance Scan 1022 (13.768 min): BF091754.D (-1020) (-) m/z 57.10 100.00%
43 57
125 1340 13.60 13.80 14.00
139153 - : : :
Obrr el 108182 207 230 m/z 43.10 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 AR UNARUARER B
13. 40 13. 60 13 80 14.00
195 m/z 55.10 95.03%
139153167181196 224

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

43 5; 83 97

F

11 13.40 13.60 13.80 14.00
5000 10 m/z 83.05 92.59%
- 125
15 139154168182196210224238 266
T T e [ T T e T e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #100813: 1-Octadecanol
43 57 3 13.40 13.60 13.80 14.00
97 m/z 69.05 82.36%
5000
29
125
139
153
el A 108162106900 224 252 NI S | W S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .41 3.11 ng 384625 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
3 l1-Hentetracontanol 593 C41H840 040710-42-7 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
Abundance Scan 1078 (14.408 min): BF091754.D (-1076) (-) m/z 57.10 100.00%
57
97
5000

39 14.00 14.20 14.40 14.60 14.80
183 221

,....,....,..h,....,....,.?E.‘?,....,....,....,....,....,....,. m/z 43.10 76.51%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57

14.00 14.20 14.40 14.60 14.80
m/z 71.10 63.25%

5000

il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57
T T T
97 14.00 14.20 14.40 14.60 14.80
5000 m/z 97.10 62.70%
27 139 1g1 224 271 4o,
T T T T [ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol e
57 14. OO 14. 20 14. 40 14. 60 14. 80

m/z 55.10 62 .04%

97
5000
18 39
n } l 39 181 223 278 320 362 404 446 483518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. OO 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .69 2.96 ng 282330 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80

Abundance Scan 1103 (14.694 min): BF091754.D (-1099) (-) m/z 57.10 100.00%

57

5000

14.40 14.60 14.80 15.00
m/z 71.10 71.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L LB
14.40 14.60 14.80 15.00
4 s m/z 43.10 59.68%
A AR nasa=ma s Eeaas ot e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L e o
85 14.40 14.60 14.80 15.00
5000 a m/z 85.05 51.20%
od 13 141 169 197 240
Wmﬁmmwmﬂmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- B RE R
57 14.40 14.60 14.80 15.00
m/z 55.05 24 .48%
5000 85
4
113 210
|| ‘ |t 141 160184 210 239254 309
R L e RRARR R LA e S M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.34 ng 223156 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1196 (15.757 min): BF091754.D (-1193) (-) m/z 57.10 100.00%
g7
| 1L e s - 15140 15160 1580 16160
S N 0 0 Y M i L A — m/z 71.10 70.32%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 LR DAL DU B B B
mmmmmmmm
113 m/z 43.10 55.98%
2] L4y [ M 1890g9 211 239 267 205 33 352
m/z--> 50 100 1%0 200 2éo 300 3éo
Abundance
57
g5 15.40 15.60 15.80 16.00
5000 m/z 85.10 47 .96%
29
U3 141 169 197 240
m/z--> o 'goll ' 160" "1éo" ' éooll "250" "300" "350
Abundance #123100: Pentadecane, 8-heptyl- L A i e
57 15.40 15.60 15.80 16.00
m/z 41.10 18.24%
5000 85
29 113 210
BN B T I I
m/z--> 50 100 150 200 250 300 350 15.40 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091754.D

Aca On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample : H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 14 _beta.-Sitosterol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.20 3.01 ng 286824 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 17-(1.5-Dimethvlhexvl)-10.13-dim... 414 C29H500 1000210-86-9 40
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 35
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 22

Abundance Scan 1322 (17.197 min): BF091754.D (-1318) (-) m/z 43.10 100.00%
43
81 107 145
5000
16.80 17.00 17.20 17.40 17.60
il m/z 55.05 70.26%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 R SR SUMLL UL R
815 1680 17.00 17.20 17.40 17.60
18 by 23 e - 4l4 m/z 107.10 64.77%
303
; \‘I “. \I\ I“" “l‘ “l‘“‘. b IL\MLI iy \IHI‘HI%\F‘I" |‘.2.V.6. I“ — ‘; |3|5‘|]' |3?1| Mi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
16.80 17.00 17.20 17.40 17.60
5000 81 4107 m/z 95.10 59.87%
145 414
213 303
173 255 829 381
234 | 276 354
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. A B
16.80 17.00 17.20 17.40 17.60
m/z 57.10 58.06%
5000
mz> 0 16.80 17.00 17.20 17.40 17.60

8270-BF121716.M Tue Dec 20 05:49:58 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121816\
Data File : BF091754.D

Acq On : 18 Dec 2016 23:26

Operator : UM/SJ

Sample - H6099-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.94 42.5 ng 3761450 1 6.76 1772210 20.0
unknown6 .53 6.53 67.8 ng 6007180 1 6.76 1772210 20.0
Eicosane 10.72 2.4 ng 333449 4 11.29 2832780 20.0
n-Hexadecanoic acid 11.82 2.5 ng 353588 4 11.29 2832780 20.0
Hexadecanoic acid... 12.71 5.9 ng 726998 5 13.92 2476140 20.0
5-Octadecene, (E)- 12.77 2.3 ng 284969 5 13.92 2476140 20.0
Octadecanoic acid... 13.40 4.3 ng 532796 5 13.92 2476140 20.0
Trichloroacetic a... 13.77 6.9 ng 859095 5 13.92 2476140 20.0
Ethanol, 2-(tetra... 14.41 3.1 ng 384625 5 13.92 2476140 20.0
Heneicosane 14.69 3.0 ng 282330 6 15.32 1904900 20.0
Pentacosane 15.76 2.3 ng 223156 6 15.32 1904900 20.0
-beta.-Sitosterol 17.20 3.0 ng 286824 6 15.32 1904900 20.0
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