LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple : 14913-02 TECBEZ&EZCOMP
isc :

ALS Vial : 3 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-BF081517.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 3.128 175 177 190 rBvV 34648 71022 2.07% 0.207%
2 4.945 480 486 494 rVB 213764 318818 9.30% 0.928%
3 5.351 549 555 558 rBY 3020978 3315633 96.73% 9.656%
4 6.381 721 730 733 rBVY 3056879 3427887 100.00% 9.983%
5 6.510 747 752 755 rBVY 3208438 3271699 95.44% 9.528%
6 6.739 787 791 794 rBV 885373 743356 21.69% 2.165%
7 6.892 813 817 821 rBV 2499777 2463685 71.87% 7.175%
8 7.304 881 887 890 rBVY 2100468 2116654 61.75% 6.164%
9 8.022 1004 1009 1012 rBVY 1062954 950707 27.73% 2.769%
10 9.098 1186 1192 1195 rBV 3370450 3411787 99.53% 9.936%

11 9.492 1253 1259 1262 rBV 390714 325970 9.51% 0.949%
12 9.774 1301 1307 1310 rBV 995908 973631 28.40% 2.835%

13 9.980 1337 1342 1348 rBvV 38379 41191 1.20% 0.120%
14 10.563 1435 1441 1444 rBV 1935096 1969890 57.47% 5.737%
15 10.680 1458 1461 1465 rBV 35669 41797 1.22% 0.122%
16 11.251 1554 1558 1562 rBV 1113316 980026 28.59% 2.854%
17 11.786 1644 1649 1652 rBV 78842 99092 2.89% 0.289%
18 11.874 1652 1664 1676 rVvV3 272418 1152025 33.61% 3.355%
19 11.963 1676 1679 1687 rVB5 32479 51204 1.49% 0.149%
20 12.380 1742 1750 1758 rBV5 60986 169198 4.94% 0.493%
21 12.510 1768 1772 1782 rVB6 26674 65645 1.92% 0.191%
22 12.668 1796 1799 1800 rBV2 62473 61248 1.79% 0.178%

23 12.721 1800 1808 1819 rVB 909786 2404456 70.14% 7.002%
24 12.839 1823 1828 1832 rBV 2780664 2866699 83.63% 8.349%
25 13.321 1905 1910 1915 rVB 124087 123930 3.62% 0.361%

26 13.368 1915 1918 1920 rBV 42329 51021 1.49% 0.149%
27 13.398 1920 1923 1929 rVB3 73520 117920 3.44% 0.343%
28 13.645 1961 1965 1972 rVB6 25503 48221 1.41% 0.140%

29 13.739 1977 1981 1992 rVB 203945 281904 8.22% 0.821%
30 13.880 2001 2005 2009 rBV2 912186 996047 29.06% 2.901%

31 14.033 2027 2031 2040 rVB2 61347 116576 3.40% 0.339%

32 14.515 2111 2113 2116 rBV 42332 36196 1.06% 0.105%
33 14.562 2117 2121 2126 rVV2 43395 62014 1.81% 0.181%
34 14.792 2157 2160 2168 rBV7 32492 50629 1.48% 0.147%

8270-BF081517.M Mon Aug 28 11:21:42 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

3?22'6 i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.868 2168 2173 2190 rVB7 139305 343513 10.02% 1.000%

36 15.086 2207 2210 2216 rVB3 31198 54814 1.60% 0.160%

37 15.298 2242 2246 2251 rBvVY 469412 548696 16.01% 1.598%

38 15.751 2320 2323 2328 rVB3 27028 40429 1.18% 0.118%

39 16.051 2371 2374 2383 rVB9 32639 73416 2.14% 0.214%

40 19.021 2873 2879 2890 rvB10O 32224 99214 2.89% 0.289%
Sum of corrected areas: 34337860
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

Sample : 14913-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TEC-BE2-3-12-COMP

Abundance TIC: BF098033.D

5.35

3000000

2500000

2000000

1500000

1000000

500000
4.95

51

6.38

6.89

7.30

6.74

0

5.00

5.50

Time--> 6.00

6.50

7.00

7.50

Abundance TIC: BF098033.D

3000000

2500000

2000000 10.56

1500000

11.25
8.02 9.77

1000000

500000 9.49

9.98 10.68 1L

11.

12.84

12.77

87
.96 12.38 542/6

1363240 13.¢

10.00 10.50 11.00 11.50

gy | —

0r—

Time--> 9.50

12.00 12.50 13.00

13.50

Abundance

TIC: BF098033.D

3000000

2500000

2000000

1500000

1000000 1388

15.30
500000

124561478 15.00 15.75 16.05

19.02

14.00 14.50 15.00 15.50

16.00 16.50 17.00 17.50

Time-->

18.00 18.50 19.00

8270-BF081517.M Mon Aug 28 11:21:42 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 6

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

4.95 8.58 ng 318818 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (4.951 min): BF098033.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 NSRRI RN SRR
| 83.0 | 460 4.80 5.00 5.20
o e e e e e e m/z 59.00 55.79%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SR RS SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 21.94%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 17.11%
43.0 101.0
o 150 L0 71.0 830
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone LA L L L L L L
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.74%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 88.03 ng 3271700 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 752 (6.510 min): BF098033.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 %.0 "ol 6% 550 ok
-0 540 : - :
0 gL.0 e m/z 68.05 46.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.82%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o oko b
5000 9go 1160 m/z 66.10 28.99%
158.0 189.0
L B L L W W S L WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T T
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.74%
5000 104.0
39.0 52.0 78.0
oL |“‘i||‘M‘||“M|||‘H||9|1;0|||‘||||||‘|||||||||||||||| R R AR RRREY
m/z--> 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\BF082517\
Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

Sample : 14913-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.79 2.02 ng 99092 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1650 (11.792 min): BF098033.D (-1644) (-) m/z 72.95 100.00%
73.0
43.0
5000
129.0 213.1
\ | f8T'1 |' 256.1 1140 11,60 11.80 12.00 12.20
0 A Ly m/z 60.00 83.60%
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
5000 129.0 T T
242.0 11. 40 11. 60 11. 80 12. oo 12. 20
H 199.0 : m/z 43.00 70.71%
0 “ H‘\ H‘u‘ \\HJ\“\ th\ \‘M‘\ m ‘ ‘ “ ‘\ | ‘\
LI S UL UL UL S UL UL
m/z--> 150 200 250 300 350
Abundance
60.0
11/40 11,60 11.80 12.00 12.20
5000 129.0 m/z 57.00 68.20%
97.0 1570 2130 256.0
e L W L WL WL L L B
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt AL I i e
73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.00 57.70%
43.0 155.0
5000
115.0
ol t” m ol | 217.0 279.0 3300  387.0
m/z--> 50 100 150 200 250 300 3&'30 ! 11. 40 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 23.51 ng 1152030 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 50
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 46
3 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 35
4 Carbonic acid. proparavl 2-ethvl... 212 C12H2003 1000357-90-9 25
5 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 22
Abundance Scan 1663 (11.868 min): BF098033.D (-1652) (-) m/z 70.05 100.00%

70.0
5000 149.0
112.1 261.1

410 TrrjrfrrprrrorrrrprrrT
" III 190.0 11,60 11.80 12.00 12.20
oL ‘.'.,'..'.‘.}....',....,.'.'..,....,... m/z 149.00 53.29%
m/z--> 100 150 200 250 300 350
Abundance #125891: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ...
149.0
5000 LA L L L L L B B
70.0 11.60 11.80 12.00 12.20
41.0 112.0 m/z 112.05 39.80%
o...“ M‘ \lzm
m/z--> 150 200 250 300 350
Abundance
70.0
112.0 EAmm e S A
149.0 261.0 11.60 11.80 12.00 12.20
5000 m/z 261.15 33.77%
41.0
0 179.0 232.0 304.0333.0361.0
T T T T e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #101723: Bromoacetic acid, 2-ethylhexy! ester L B
70.0 11. 60 11. 80 12. 00 12 20

m/z 57.05 31.25%

5000
41.0 112.0
N L‘} L) 1520 1930

m/z--> 50 100 150 200 250 300 350 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.38 3.45 ng 169198 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 78
2 3-Cvclohexvlpropionamide 155 C9H17NO 004361-29-9 45
3 Decanamide- 171 C10H21NO 002319-29-1 38
4 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 35
5 Dodecanamide 199 C12H25N0 001120-16-7 35

Abundance Scan 1750 (12.380 min): BF098033.D (-1742) (-) m/z 58.95 100.00%

5d.0

5000
83.0
126.0 1511 204.0 12.00 12.20 12.40 12.60
0 m/z 72.00 81.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0

5000
12.00 12.20 12.40 12.60
m/z 55.00 48.11%
29.0 126.0
o "~ 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
72.0
IR e o e
12.00 12.20 12.40 12.60
44.0 m/z 69.00 32.86%
5000 155.0
126.0
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- REasEEEmEs sy Ty L
59.0 12.00 12.20 12.40 12.60
m/z 41.00 31.51%
5000
29.0 | | 86.0 128.0 171.0
- e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12. 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.72 48.28 ng 2404460 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 86
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 78
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72

Abundance Scan 1808 (12.721 min): BF098033.D (-1800) (-) m/z 69.05 100.00%
69.0
5000 /\
R R
07.1137.1 12.40 12.60 12.80 13.00
0 .?9.10,«.1 W s 2812 2732 sma 7T g1 05 49.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR IR B
12.40 12.60 12.80 13.00
m/z 41.05 18.63%
0 CLk ﬂroﬂ-oﬁf '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
12.40 12.60 12.80 13.00
5000 m/z 95.05 12_.57%
137.0
0[29:0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal — T T T T
69.0 12.40 12.60 12.80 13.00
m/z 68.05 10.20%
5000
137.0
29.0 bmyo ] 192.0 247.0 316.0
OI\JI\JIJJI.‘Lli‘ll.lxul‘luwll\llIII\I‘IIII\Illlllwlllllllllll TR
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00

8270-BF081517.M Mon Aug 28 11:21:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecanamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.32 2.49 ng 123930 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Dodecanamide 199 C12H25NO 001120-16-7 47
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
5 Nonanamide 157 C9H19NO 001120-07-6 47
Abundance Scan 1910 (13.321 min): BF098033.D (-1905) (-) m/z 59.00 100.00%
54.0
5000
126.0 13.00 13.20 13.40 13.60
154.1 184.1 .
o 5 238.1 m/z 72.00 79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
13.00 13.20 13.40 13.60
29.0 m/z 55.00 36.30%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.10 29.13%
o 23.0 86.0 1140 1420 170.0 2120  255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide e AREEEEEaSEE
59.0 13.00 13.20 13.40 13.60
m/z 43.10 25.47%
5000
0 2%0 H LU ‘\ 86\0 1140 1560 1990
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 2éo 2éo 1300 1320 1340 1360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl13.40 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.40 2.37 ng 117920 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 43
2 Decanamide- 171 C10H21NO 002319-29-1 43
3 Octanamide 143 C8H17NO 000629-01-6 38
4 Nonanamide 157 C9H19NO 001120-07-6 27
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 22

Abundance Scan 1923 (13.398 min): BF098033.D (-1920) (-) m/z 59.00 100.00%
54.0
5000 JA
41 BN I e e B
240.1 13. oo 13 20 13 40 13. 60 13. 80
0 185.0 207.0 m/z 71.05 67.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83609: Tetradecanamide
59.0
5000 AR R B SRR BN
13. oo 13 20 13 40 13. 60 13. 80
410 m/z 57.05 67.62%
o Loy 860 1140 1490  184.0 pp50 227.0
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance
59.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 72.00 57 .48%
41.0
o180 000 qogtP0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20317: Octanamide
59.0 13.00 13.20 13.40 13.60 13.80
m/z 43.10 56.48%
5000
Lo, 0 | %0 ma0 10
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 22'0 24'10 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\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.66 ng 281904 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1981 (13.739 min): BF098033.D (-1977) (-) m/z 83.05 100.00%
43.0/ 830
5000
2 1340 13,60 1380 1400
168.2 208.1 : : : :
o 281.1 m/z 57.10  98.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830
5000 AU IR
13.40 13.60 13.80 14.00
25.0 m/z 69.05 90.97%
ol a0 00 o
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 97.10 87.08%
125.0
o 168.0 207.0238.0
miz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.00 86.54Y%
169.0
0260 | | ‘tﬂ 1380 | 2100 2550 406.0
m/z--> 5'0 1c')o 1&1;0 2(')0 251;0 3(')0 3&1;0 4(')0 13.'40 13.I60 13.|80 14.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.03 2.34 ng 116576 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 64
2 Decane. 5-propvl- 184 C13H28 017312-62-8 59
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 59
4 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 59
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 59

Abundance Scan 2030 (14.027 min): BF098033.D (-2027) (-) m/z 57.00 100.00%

57.0

85.0

5000
127.0 1551 208.0 13.80 14.00 14.20 14.40
Obrprrrr ety m/z 71.10 91.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0
5000 LA L L L L L L L LB
13 80 14. OO 14. 20 14. 40
99.0 m/z 85.00 66.17%
ol L rr0ass0 1830 22502530 2950 3379
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R N R A REEEmmas
13.80 14.00 14.20 14.40
5000 m/z 43.05 63.09%
85.0
29.0 112.0 140.0
0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48850: Dodecane, 4-methyl- R mEEEE RS S
43.0 13.80 14.00 14.20 14.40
71.0 m/z 69.00 60.76%
5000
99. o 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Cholesta-3,5-diene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 12.52 ng 343513 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesta-3.5-diene 368 C27H44 000747-90-0 86
2 Cvclohexane. 1.5-diethenvl-2.3-d... 164 C12H20 068779-14-6 44
3 3-n-Heptvl-7-methvl-9-(2.6.6-tri... 368 C26H400 1000216-09-3 18
4 4-Hvdroxv-4-(4.6-dimethvlcvclohe... 196 C12H2002 002316-79-2 14
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 Cl14H24 074806-55-6 11
Abundance Scan 2173 (14.868 min): BF098033.D (-2168) (-) m/z 107.05 100.00%
43.1
5000 275.3
353.3 386.3 e e
4111\ \ | || | 14.60 14.80 15.00 15.20
0 AN S RN ENENEN | F m/z 43.10 96.05%
m/z--> 50 100 150 200 250 300 350
Abundance #195842: Cholesta-3,5-diene
430 81. 368.0
145.0
5000 LRI BB BUEL BRI B
241.0 14.|60 14.|80 15.'00 15.'20
213.0 m/z 81.05 90.10%
73.0 326.0
i 0 L L za0 526
0: — \I‘ul wl‘\hl\ulm‘i\hlhl‘wl IH\ \ul\ e T ||‘|| |" ——
m/z--> 50 100 150 200 250 300 350
Abundance
107.0
. ' 14.60 14.80 15.00 15.20
5000 : m/z 105.00 87.26%
135.0
29.0 164.0
e s L L L S L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #195838: 3-n-Heptyl-7-methyl-9-(2,6,6-trimethylcyclohex-1-... e AN B E
43.0 109.0 14.60 14.80 15.00 15.20
m/z 91.00 82.48%
5000
0---& T R AR SUNLE SR B
m/z--> 50 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

Sample : 14913-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.05 2.68 ng 73416 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Propionotoluidide 163 C10H13NO 002759-55-9 11
2 1-Methvl-prop-2-envl dithiopropa... 160 C7H12S2 065901-87-3 10
3 Ethanol. 2-(3.3-dimethvibicvclol... 166 C11H180 002226-05-3 10
4 2-Oxazolidinone. 4-methvl-5-phen... 177 C10H11NO2 028044-22-6 10
5 Phosphorodiamidic acid, N,N"-dim... 200 C8H13N202P 001754-58-1 10
Abundance Scan 2374 (16.051 min): BF098033.D (-2371) (-) m/z 107.00 100.00%
107.0
55.0
85.1
5000 1451 1710 2 265 2
199.1 '
" 15.80 16.00 16.20 16.40
o} m/z 55.00 79.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32812: p-Propionotoluidide
107.0
5000 LR SN BRI SURBURN B
163.0 15.80 16.00 16.20 16.40
m/z 85.10 61.65%
290 510 /7.0 1340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
145.0 " 15.80 16.00 16.20 16.40
5000 m/z 231.10 54 _.72%
6.0 1060
O e Ty
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35113: Ethanol, 2-(3,3-dimethylbicyclo[2.2.1]hept-2-ylidene) R Em e
107.0 15.80 16.00 16.20 16.40
410 83.0 m/z 81.10 53.21%
5000 135.0
166.0
65
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 15.80 16.00 16,20 16.40

8270-BF081517.M Mon Aug 28 11:21:50 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098033.D

Aca On : 25 Aug 2017 16:32

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 14 unknownl19.02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.02 3.62 ng 99214 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-t-Butvldioxvmethvl-4-phenvlpip... 263 C16H25N02 116437-26-4 22
2 2-Methvl-2.3.4.5.6.7-hexahvdro-1... 189 C13H19N 078838-08-1 11
3 5-Thiazolecarboxamide. 4-amino-2... 189 C5H7N30S2 1000338-08-9 11
4 Lilial 204 C14H200 000080-54-6 10
5 (-)-1,2,2.alpha.,3,3,4,6,7,8,8.a... 204 Cl15H24 1000365-86-7 10
Abundance Scan 2879 (19.021 min): BF098033 D (-2873) (-) m/z 189.10 100.00%

43.0 69.0

95.0
5000 1231 1454

262.2

18.80 19.00 19.20 19.40
m/z 69.05  62.25%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113191: 1-t-Butyldioxymethyl-4-phenylpiperidine
189.0

18:80 19.00 19.20 19.40
m/z 43.00 59.52%

5000 85.0

ol 219.0 263.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
189.0
e o S R
70.0 nro 460 18.80 19.00 19.20 19.40
5000 91.0 ' m/z 81.05 56.41%
50.0
O e T T T T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52498: 5-Thiazolecarboxamide, 4-amino-2,3-dihydro-3-methy... R e e  EAEEE me e
189.0 18.80 19.00 19.20 19.40
m/z 190.20 47 .21%
74.0
5000 99.0
44.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082517\

Data File : BF098033.D

Acq On : 25 Aug 2017 16:32

Operator : SJ/JU

3?22'6 i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.95 8.6 ng 318818 1 6.74 743356 20.0
unknown6 .51 6.51 88.0 ng 3271700 1 6.74 743356 20.0
Pentadecanoic acid 11.79 2.0 ng 99092 4 11.25 980026 20.0
1,2-Benzenedicarb... 11.87 23.5 ng 1152030 4 11.25 980026 20.0
9-Octadecenamide, ... 12.38 3.5 ng 169198 4 11.25 980026 20.0
Squalene 12.72 48.3 ng 2404460 5 13.89 996047 20.0
Hexadecanamide 13.32 2.5 ng 123930 5 13.89 996047 20.0
unknown13.40 13.40 2.4 ng 117920 5 13.89 996047 20.0
Behenic alcohol 13.74 5.7 ng 281904 5 13.89 996047 20.0
Heneicosane, 11-(... 14.03 2.3 ng 116576 5 13.89 996047 20.0
Cholesta-3,5-diene 14.87 12.5 ng 343513 6 15.30 548696 20.0
unknownl16 .05 16.05 2.7 ng 73416 6 15.30 548696 20.0
unknown19 .02 19.02 3.6 ng 99214 6 15.30 548696 20.0
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