LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

3?22'6 i 16709-09 ENV-109-6(5-10
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-BF113017.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 5.075 504 508 516 rBV 54648 75397 2.14% 0.407%
2 5.469 571 575 578 rBY 1102044 1038781 29.46% 5.601%
3 6.481 742 747 765 rVB 980052 1124680 31.90% 6.064%
4 6.616 766 770 774 rBVY 1198115 1142087 32.39% 6.158%
5 6.845 805 809 813 rVB 353843 267735 7.59% 1.444%

7.004 831 836 839 rBV 1063892 910831 25.83% 4.911%
7.410 900 905 908 rBvV 698336 689891 19.57% 3.720%
446546 356265 10.10% 1.921%
9.204 1205 1210 1213 rBV 1675729 1425707 40.44% 7.687%
9.598 1273 1277 1284 rBV 193777 178298 5.06% 0.961%
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11 9.886 1322 1326 1332 rVB 431329 405766 11.51% 2.188%
12 10.675 1456 1460 1469 rVB 787478 710839 20.16% 3.833%

13 10.775 1475 1477 1481 rBV 35078 35304 1.00% 0.190%
14 11.033 1516 1521 1524 rBV3 37431 44691 1.27% 0.241%
15 11.375 1575 1579 1582 rBV 498019 438564 12.44% 2.365%
16 11.751 1639 1643 1648 rBV 52903 54477 1.55% 0.294%
17 11.904 1660 1669 1679 rBvV2 757552 1390871 39.45% 7.499%
18 12.057 1692 1695 1698 rVB3 39971 40243 1.14% 0.217%
19 12.292 1731 1735 1741 rBV4 36463 49942 1.42% 0.269%

20 12.486 1759 1768 1774 rBV3 177488 494199 14.02% 2.665%

21 12.545 1774 1778 1780 rBV 67276 84765 2.40% 0.457%
22 12.586 1780 1785 1787 rBV3 198247 272286 7.72% 1.468%
23 12.710 1795 1806 1814 rVB 1703680 3525873 100.00% 19.010%
24 12.963 1844 1849 1852 rVB 1529257 1411718 40.04% 7.611%
25 13.169 1881 1884 1887 rBV2 70075 65323 1.85% 0.352%

26 13.398 1920 1923 1930 rVV5 46022 61704 1.75% 0.333%
27 13.480 1931 1937 1946 rVB4 92909 233884 6.63% 1.261%
28 13.839 1995 1998 2002 rBV 125044 115234 3.27% 0.621%
29 14.016 2025 2028 2032 rBV 323985 310792 8.81% 1.676%
30 14.127 2043 2047 2055 rVB 102673 161065 4._.57% 0.868%

31 14.627 2129 2132 2134 rBV 46225 42752 1.21% 0.231%
32 14.668 2135 2139 2145 rVB2 99109 140209 3.98% 0.756%
33 14.733 2146 2150 2159 rVB10 48504 103988 2.95% 0.561%
34 14.851 2166 2170 2178 rVB7 48255 76885 2.18% 0.415%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.039 2196 2202 2210 rVB9 53033 139084 3.94% 0.750%

36 15.221 2229 2233 2242 rVB 65091 120728 3.42% 0.651%
37 15.492 2275 2279 2289 rVB 214543 291117 8.26% 1.570%
38 15.857 2334 2341 2347 rVB3 49116 112816 3.20% 0.608%
39 16.280 2406 2413 2420 rBV5 89679 209455 5.94% 1.129%

40 16.604 2464 2468 2477 rVB4 35743 83540 2.37% 0.450%

41 17.015 2535 2538 2548 rVB9 23737 58221 1.65% 0.314%

42 17.462 2608 2614 2620 rBV3 19531 51485 1.46% 0.278%
Sum of corrected areas: 18547492
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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\BF120617\
BF101161.D
6 Dec 2017 12:23
SJ/JuU
16709-09

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101161.D
1500000
6.62
5.47 700
1000000 6.48
7.41
500000
6.85
5.07 L
e e e R L
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101161.D
12471
9.20 12.96
1500000
1000000
10.67 11.90
500000{ 8.13 9.89
9.60
k 12.0612.29
L e —
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: BF101161.D
1500000
1000000
500000 14.02
1584 s 1% hmmﬁnﬁm 16.28
COACTR 15.86 " 16.60  17.02  17.46 Js
O e e e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 16

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

5.07 5.63 ng 75397 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 507 (5.069 min): BF101161.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101 AR RAREERAREERARRE R
83 480 5.00 5.20 5.40
01 m/z 59.10 53.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 19.50%
15 4 101
‘ . 51, 83
s A NN R SRR R BAARA N RN LAY EARR) LA AR RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
- 480 500 520 540
5000 m/z 58.00 15.56%
29 101
0 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— LI L L L L N L B
59 480 5.00 5.20 5.40
m/z 41.10 11.67%
5000
43
0 L 8 8 o 123 141 159
iz 10 % % 40 80 60 10 B 80 160 110 150 19 140 120 10 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 2

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

6.62 85.31 ng 1142090 1,4-Dichlorobenzene-d4 6.85
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF101161.D (-766) (-) m/z 132.00 100.00%
32
5000
68
6 rrrTyrTTTrTTTT T T T T T
40 54 75 104 6.20 6.40 6.60 6.80 7.00
Obrrrerrerrrre e i Ol 87 L Syt 115l Tm/z 68.10  33.72%
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 R R UL R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.57%
138 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 21.49%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e .,....,L..., R

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.66%

5000

104
66
14 27 37445158 %0 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 22.54 ng 494199 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 80
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Octadecanamide 283 C18H37NO 000124-26-5 64
5 7-Nonenamide 155 C9H17NO 090949-53-4 64

Abundance Scan 1769 (12.492 min): BF101161.D (-1759) (-) m/z 59.00 100.00%

9

5000

L,

83 LA L L L L L B B

100 126 1220 12.40 12.60 12.80
154 179196213 241 277294 320337
0! m/z 72.00 65.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59

5000 L B B R B BN AR
12. 20 12. 40 12. 60 12. 80

41 m/z 55.00 53.35%

a8 L Masise e ooz 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59

12 20 12.40 12.60 12.80

o

41

5000 m/z 43.10 36.70%
137
8 110
o 154 193 221240 277294 320337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide
59 12 20 12.40 12.60 12.80

m/z 41.10 36.47%

5000 ~“~d/\Nbv/1m\-“~
4
227
m Il |791 HL¥%8 149166184 2107

e O R NPTV L S aaa A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9,12-Octadecadienoic acid (... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.59 12.42 ng 272286 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 1-Hexadecvne 222 C16H30 000629-74-3 64
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 58
4 17-Octadecvnoic acid 280 C18H3202 034450-18-5 58
5 Tetradecane 198 C14H30 000629-59-4 56

Abundance Scan 1786 (12.592 min): BF101161.D (-1780) (-) m/z 55.10 100.00%

5000

-

12.20 12.40 12.60 12.80 13.00
m/z 67.05 82.89%

227241 264280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67 8

-

12!20 12.I40 12!60 12.I8O 13.I00
m/z 41.10 76.69%

5000

150164 182196210

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 &
67 I B e e e
12.20 12.40 12.60 12.80 13.00
5000 95 m/z 81.10 63.43%
29
109
ol15 123137152166 182196 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10664: 3,4-Octadiene, 7-methyl- LA L o e e

12.20 12.40 12.60 12.80 13.00
m/z 57.10 56.69%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF113017.M Thu Dec 07 11:13:44 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.71 226.90 ng 3525870 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1806 (12.710 min): BF101161.D (-1795) (-) m/z 43.10 100.00%
a8 57 13
5000 129
97 185 241 e T TR
1O | 143167171 | 199513207 | 955,28 12.40 12.60 12.80 13.00
o} m/z 73.00 95.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 73
L
5000 129 AU AN AR
12.40 12.60 12.80 13.00
m/z 57.10 82.69%
143157171

284
04

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

73
43 I B EARREREEEE
57 12.40 12.60 12.80 13.00
5000 12 m/z 60.00 81.93%
29 185 228

87
101115 143157171 | 199,15

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 12.40 12.60 12.80 13.00
m/z 55.10 73.19%
5000
157171 213 256
143 185100" | 207,41

! T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl13.17 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.17 4.20 ng 65323 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidin-2-vl-4-amino-6-dime... 208 C9H16N6 1000147-66-4 45
2 Pvrrololl.2-alpvrazine-3-propana... 225 C10H15N303 1000142-42-0 36
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 35
4 Cvclobutane. 2-hexvl-1.1.4-trime... 182 C13H26 049622-19-7 35
5 2,5-Cyclohexadien-1-one, 3,5-dih... 154 C8H1003 002065-00-1 35
Abundance Scan 1884 (13.169 min): BF101161.D (-1881) (-) m/z 70.10 100.00%
27 12.80 13.00 13.20 13.40
(o} m/z 208.05 57 .93%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #68260: 2-Pyrrolidin-2-yl-4-amino-6-dimethylamino-s-triazine
208
153
5000
12.80 13.00 13.20 13.40
70 124 167180 m/z 41.10 33.02%
R I s \ L
0----.----.‘----.----.---l.--‘--.----‘.---‘- I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
70
208 12.80 13.00 13.20 13.40
5000 m/z 69.10 29.01%
84
58 98 105 139153 167180 225
- e e e
m/z--> 25 4b eb éo 160 150 150 160 1é0 260 250
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... i R mE
6 70 12.80 13.00 13.20 13.40
m/z 96.10 23.54%
41
5000
27
84 112
o1 H “ 97
miz--> ""z'o'"'4'o""e'o'"'s'o"'ic')é"iéé"iid"ieé"iéd"ééd"ééé'" 12.80 13.00 13,20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.48 15.05 ng 233884 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 1937 (13.480 min): BF101161.D (-1931) (-) m/z 57.10 100.00%
57
5000
? 113.20 13.40 13.60 13.80
41 183 . . )
o,...~.,...L!.ff.,....,...2.4,4....,....,....,....,....,....,....,... m/z 71.10 64.71%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 L UL UL UL UL

13.20 13.40 13.60 13.80
m/z 43.10 60.16%

Hu 141 183 225 267 309 351 393 435 491 535 574 617

0"“|"w'“'w'“ T T [ T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R EERERE SRS R
13.20 13.40 13.60 13.80
5000 m/z 85.10 41.79%

99
26 141 183 225 267 309 380

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane N B EE
57 13.20 13.40 13.60 13.80
m/z 55.00 28.37%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 13
R.T. EstConc Area Relative to ISTD R.T.

13.84 7.42 ng 115234 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance ~Scan 1998 (13.839 min): BF101161.D (-1995) (-) m/z 55.10 100.00%

55 33

5000
3 139 157 196 221 13.60 13.80 14.00 14.20
0 m/z 57.05 99.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55

5000 LIRS
13.60 13.80 14.00 14.20
m/z 43.10 98.27%
0 \“\ ‘ 167 196 224 252 280 308
ERRRERINRaAS Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R N RARE R RS e
41 13.60 13.80 14.00 14.20
5000 m/z 83.10 83.71%
125
15 8l 154 180196 224 9251 269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol b RRREE EE s
13.60 13.80 14.00 14.20

m/z 69.10 80.04%

5000

167 196 222238 266 294
R ERREEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-methyltetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.13 10.36 ng 161065 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 80
2 Docosane 310 C22H46 000629-97-0 80
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tetratetracontane 619 C44H90 007098-22-8 68
Abundance Scan 2047 (14.127 min): BF101161.D (-2043) (-) m/z 57.10 100.00%
57
5000 85

13.80 14.00 14.20 14.40

ﬂ | 141169 197 228 281

0...,....,... P m/z 71.10 59.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57
5000 85 TT LI L L N L LN B |
13. 80 14. 00 14.20 14.40
29 m/z 43.10 57.92%
OMNMHWWWMM 309 337
— r i I
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
AR am e
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 50.51%
29
. 113 141 169 197 225 253 261 310
T T T T e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R a R mamEE L
57 13.80 14.00 14.20 14.40
m/z 99.05 19.54%
5000
85
29 113 1
ol2 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
T T T e e e e AR am e
m/z--> 50 100 150 200 250 300 350 400 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.67 9.02 ng 140209 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Docosane 310 C22H46 000629-97-0 87
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 2139 (14.668 min): BF101161.D (-2135) (-) m/z 57.10 100.00%
57
5000 2 MWL
141 169 197 14.40 14.60 14.80 15.00
0 ,....,.-...Jl,.i.ﬂl..,....,.2]2?.2????1.,....,....,... m/z 71.10 65.12%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LI B S SR B
14,40 14.60 14.80 15.00
m/z 43.10 63.42%
0 “‘hh‘ L Mlﬁ3‘ 41169 197 %3 267 294 323 352
m/z--> 0 50 100 150 200 2%0 300 350 400
Abundance
57
14.40 14.60 14.80 15.00
5000 P m/z 85.10 51.00%
29 253
. ) 113 141 169 197 225 281 MJAM
mz-> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane AR EEEEEEEEE
57 14.40 14.60 14.80 15.00
m/z 55.10 22 .35%
11314
ol 2L T s s g S0 s e geg 422
m/z--> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl14.73 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.73 6.69 ng 103988 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxvbenzoic acid. isopropvl... 194 C11H1403 000944-95-6 15
2 Hvdrazinecarboxamide. 2-(3-phenv... 203 C11H13N30 001208-25-9 11
3 1-Adamantan-1-vImethvl-6-amino-1... 275 C15H21N302 1000297-13-5 11
4 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 11
5 Benzoic acid, 2-methoxy-, propyl... 194 C11H1403 1000374-51-0 11
Abundance Scan 2149 (14.727 min): BF101161.D (-2146) (-) m/z 135.10 100.00%
5000 394
183 211 253275 LN UL B S SULBLRS
| | 14.40 14.60 14.80 15.00
0! e S O B e m/z 143.10 89.20%
m/z--> 50 100 150 200 250 300 350
Abundance #55988: 2-Methoxybenzoic acid, isopropy! ester
135
5000
77 105 14.40 14.60 14.80 15.00
‘ 194 m/z 91.00 62.63%
O‘H‘\"\\“ “.‘.l“....‘........|....|....|
m/z--> 50 0 150 200 250 300 350
Abundance
143
14.40 14.60 14.80 15.00
5000 m/z 149.05 59.18%
115
a7 203
L L L WL WL DA SRR
m/z--> 50 100 150 200 250 300 350
Abundance #123445: 1-Adamantan-1-ylmethyl-6-amino-1H-pyrimidine-2,4-... A BaEmE EEE T S
135 14.40 14.60 14.80 15.00
m/z 119.10 53.35%
5000
79 275
41 L J107
ol gl gL et a8 | R —
m/z--> 50 100 150 200 250 300 350 1440 1460 1480 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl14.85 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.85 5.28 ng 76885 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-3-(3.7.16.20-tetram... 412 C29H480 1000194-78-6 32
2 2.2.4-Trimethvl-3-(3.8.12.16-tet... 428 C30H520 1000194-01-4 32
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 25
4 1-Bromomethvlenedecahvdronaphtha... 228 C11H17Br 1000191-97-5 12
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 12
Abundance Scan 2170 (14.851 min): BF101161.D (-2166) (-) m/z 69.10 100.00%
69
149
5000
41 95 20
! 185 213 255 396 R SRR SIS SRR B
l v " ¥ || | | 14.60 14.80 15.00 15.20
ol . LA | m/z 81.05 73.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216731: 2,2-Dimethyl-3-(3,7,16,20-tetramethyl-heneicosa-3...
81
50001 41 LS SIS SIS BULSULE B
135 14.60 14.80 15.00 15.20
107 m/z 149.05 67.63%
ol L LA “‘ n ML\ 01 189 215036257 285306327 369412
m/z--> 55 100 150 200 2%0 360 3%0 460
Abundance
69
" 14.60 14.80 15.00 15.20
s000] 41 m/z 147.10 58.88%
95
123 149
0 175 203 231 271 299 341 385406428
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ... LB e
69 14.60 14.80 15.00 15.20
43 m/z 55.00 58.48%
5000
‘ 95
0..‘.“" .H‘im\' 4‘178|2|0‘|1|||2|62||| e T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl5.04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.04 9.56 ng 139084 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 38
2 1-Eicosene 280 C20H40 003452-07-1 30
3 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 25
4 1-Dodecanol. 2-octvl-. acetate 340 C22H4402 074051-84-6 25
5 17-Pentatriacontene 491 C35H70 006971-40-0 25

Abundance Scan 2202 (15.039 min): BF101161.D (-2196) (-) m/z 43.10 100.00%

43 57
285
83 g7
5000

14.80 15.00 15.20 15.40
Oyt m/z 57.10 93.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152720: Tetradecy! trifluoroacetate
5!
41 69 83 97

5000 LIRS
14.80 15.00 15.20 15.40
m/z 55.05 70.97%
ok
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 R R o S
83 97 14.80 15.00 15.20 15.40
s000] 29 m/z 285.30 64.24%
111
125

140154168182196210224238252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11359: Cyclohexanone, 3-ethyl- TP
a1 83 14.80 15.00 15.20 15.40
97 m/z 83.10 56.39%
5000 55
126
27 6
H M\ \“ \”1‘
O ettty ot e ey REaE e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.22 8.29 ng 120728 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 83
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
3 Nonacosane 408 C29H60 000630-03-5 72
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 72
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 2233 (15.221 min): BF101161.D (-2229) (-) m/z 57.10 100.00%
57
5000 85
113 141 168 107 pay 1500 15,20 15.40 15.60
- I 281 m/z 71.10 68.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LI SR B I I
15.00 15.20 15.40 15.60
13 m/z 43.10 55.40%
o 29 | h h H 1$1‘1§9 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 49_.69%
oL_37 13 141 169 197 29 267 294 323 352
HELEL L UL SUNLEL UL SUNLELEL SRR SUNLELELS SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane RS EmmEs o L
57 15.00 15.20 15.40 15.60
m/z 55.10 25.74%
85
5000
113
. 21 1T 169 197 225 253 281 300 337 365 408
m/z--> 50 100 150 260 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.86 7.75 ng 112816 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2342 (15.862 min): BF101161.D (-2334) (-) m/z 57.10 100.00%
57
5000 85
127 R PR PN SN U
0 155177197 15.60 15.80 16.00 16.20
(o} 7 m/z 71.05 71.53%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI L BRI SULBLLN UL
15. 60 15. 80 16. 00 16. 20
13 m/z 43.10 60.21%
ol 2L Ly 169m0 21 239 267 205 3p3 352
m/z--> éo 100 1%0 260 2éo 360 3%0 '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 45.16%
29 113
0 169 197 225 253 281 309 337 365 394
m/z--> éo 160 150 260 250 360 3%0 '
Abundance #129502: Nonadecane, 9-methyl- B EERR Bam e L
57 15.60 15.80 16.00 16.20
m/z 99.10 23.31%
85
5000
140
113 168
OlllelJli L‘ I‘ulubluhuuulz::l-l:|23|8 |26|7|| T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 18 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.28 14.39 ng 209455 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 70
2 _beta.-Sitosterol 414 C29H500 000083-46-5 46
3 Norflurazon 303 C12H9CIF3N30 027314-13-2 12
4 T(1-Methvl-2-piperidinocarbonvl)... 303 C13H22NO5P 1000140-89-0 11
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 11
Abundance Scan 2413 (16.280 min): BF101161.D (-2406) (-) m/z 43.05 100.00%
43
145
105

213

5000

16.00 16.20 16.40 16.60

0 m/z 145.10 77.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107
145 414 16.00 16.20 16.40 16.60
o B oms Wao gy m/z 105.10  66.47%
| HM 3 | 2P ‘ 34 |||
O S e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
e
16.00 16.20 16.40 16.60
5000 m/z 57.10 64.78%
81 107 414
145 213 303 329
. 173 2332%°275 354 381
L B A B A L e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #146805: Norflurazon A B
145 16.00 16.20 16.40 16.60
m/z 55.05 60.52%
5000 303
102
42 173
o PRI T M - SN E— ——
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 19 unknownl16.60 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.60 5.74 ng 83540 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 47
2 Triacontane 422 C30H62 000638-68-6 47
3 1-lodoundecane 282 C11H23l1 004282-44-4 43
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 43
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 43
Abundance Scan 2467 (16.598 min): BF101161.D (-2464) (-) m/z 57.10 100.00%
57
5000 85
163 LRI IR A N BN
16.20 16.40 16.60 16.80 17.00
o....|,. |H'-|h4’r“|| | m/z 43.10 80.45%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR B B BN

16. 20 16 40 16 60 16. 80 17. 00

m/z 71.10 55.73%
29 113
0 \‘ A ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
i LA Lo o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B R e ma
85 16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 51.33%
113
0 i 141 169 197 225 253 281 309 337 365 393 422
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #128607: 1-lodoundecane e o
57 16.20 16.40 16.60 16.80 17.00
m/z 55.00 28.93%
5000 a5
29 155
o L \113 |~ 183 211 282
e L B e e o Ean e o S R B R e ma
m/z--> 50 100 150 200 250 300 350 400 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\BF120617\
Data File : BF101161.D

Aca On : 6 Dec 2017 12:23

Operator : SJ/JU

Sample : 16709-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 20 unknownl17.02 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.02 4.00ng 58221  Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 ouinazoline. 4-ethvl-. l-oxide 174 CIOHION20 037920-75-5 22
2 Quinazoline. 4-ethvl-. 3-oxide 174 C10H10N20 037920-74-4 22

3 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 22
4 Benzaldehvde. 2.6-difluoro-3.4-d... 174 C7H4F203 152434-98-5 14
5 1- Phthalimido-4-pentanone 231 C13H13NO3 003197-25-9 10
Abundance Scan 2539 (17.021 min): BF101161.D (-2535) (-) m/z 174.10 100.00%
174
5000
105
134 213 269 410 N N
|”m|d | 16.80 17.00 17.20 17.40
0 e e m/z 159.00 32.44Y%
m/z--> 150 200 250 300 350 400
Abundance #40857: Quinazoline, 4-ethyl-, 1-oxide
174
5000
199 16.80 17.00 17.20 17.40
m/z 105.00 31.46%
0 \“‘\M‘\M \\‘\M“ ‘\u | - .
m/z--> 50 100 150 200 250 300 350 400
Abundance
174
16.80 17.00 17.20 17.40
5000 m/z 187.10 30.32%
132
-7 104
155
S L e L L L WL L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #41143: 1-Methyl-2-cyclohexylbenzene R
131 174 16.80 17.00 17.20 17.40
m/z 41.00 29.88%
5000 105
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\

Data File : BF101161.D

Acq On : 6 Dec 2017 12:23

Operator : SJ/JU

3?22'6 i 16709-09 ENV-109-6(5-10
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.07 5.6 ng 75397 1 6.85 267735 20.0
unknown6 .62 6.62 85.3 ng 1142090 1 6.85 267735 20.0
9-Octadecenamide, ... 12.49 22.5 ng 494199 4 11.37 438564 20.0
9,12-Octadecadien... 12.59 12.4 ng 272286 4 11.37 438564 20.0
Octadecanoic acid 12.71 226.9 ng 3525870 5 14.02 310792 20.0
unknown13.17 13.17 4.2 ng 65323 5 14.02 310792 20.0
Tetratetracontane 13.48 15.1 ng 233884 5 14.02 310792 20.0
Behenic alcohol 13.84 7.4 ng 115234 5 14.02 310792 20.0
2-methyltetracosane 14.13 10.4 ng 161065 5 14.02 310792 20.0
Heptadecane, 9-oc... 14.67 9.0 ng 140209 5 14.02 310792 20.0
unknownl14 .73 14.73 6.7 ng 103988 5 14.02 310792 20.0
unknownl14 .85 14.85 5.3 ng 76885 6 15.49 291117 20.0
unknownl15.04 15.04 9.6 ng 139084 6 15.49 291117 20.0
2-methyloctacosane 15.22 8.3 ng 120728 6 15.49 291117 20.0
Pentacosane 15.86 7.8 ng 112816 6 15.49 291117 20.0
-gamma.-Sitosterol 16.28 14_.4 ng 209455 6 15.49 291117 20.0
unknownl16.60 16.60 5.7 ng 83540 6 15.49 291117 20.0
unknownl17.02 17.02 4.0 ng 58221 6 15.49 291117 20.0
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