LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 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-BF050416.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 4.899 244 246 253 rBV 230196 408900 6.47% 0.881%
2 5.321 280 283 286 rBVY 4413380 5171712 81.80% 11.141%
3 6.384 372 376 378 rBVY 4163149 6322296 100.00% 13.620%
4 6.499 383 386 388 rBVY 5238042 5294115 83.74% 11.405%
5 6.727 404 406 408 rBV 1306821 1174801 18.58% 2.531%
6 6.887 417 420 422 rBV 4306163 4372803 69.16% 9.420%
7 7.299 453 456 458 rBV 3548952 3662369 57.93% 7.889%
8 7.413 464 466 472 rVB 43095 76919 1.22% 0.166%
9 8.019 516 519 521 rBV 974637 1365546 21.60% 2.942%
10 9.093 610 613 616 rBY 5026181 4705729 74.43% 10.137%

11 9.493 645 648 650 rBvV 462925 634010 10.03% 1.366%
12 9.710 665 667 669 rBv 114108 107947 1.71% 0.233%
13 9.768 669 672 674 rBV 1423379 1425022 22.54% 3.070%
14 10.202 709 710 712 rVB 148897 146207 2.31% 0.315%
15 10.419 726 729 733 rBV 48513 90799 1.44% 0.196%

16 10.556 738 741 743 rBV 2726060 3011600 47.63% 6.488%
17 10.682 750 752 756 rBV 127441 195835 3.10% 0.422%
18 11.128 789 791 792 rBV 71851 75628 1.20% 0.163%
19 11.242 799 801 804 rBV 1160725 1064654 16.84% 2.293%
20 11.779 847 848 854 rBV 117010 182989 2.89% 0.394%

21 12.831 937 940 942 rBV 3397073 3284938 51.96% 7.076%
22 13.734 1016 1019 1026 rBV 613082 867875 13.73% 1.870%
23 13.871 1029 1031 1034 rBV 880262 927225 14.67% 1.997%
24 14.362 1071 1074 1081 rBV2 80409 181124 2.86% 0.390%
25 14.648 1096 1099 1103 rBV3 33282 131825 2.09% 0.284%

26 14.957 1124 1126 1131 rBV2 36170 81856 1.29% 0.176%
27 15.265 1150 1153 1155 rBV 613317 794899 12.57% 1.712%
28 15.688 1188 1190 1192 rBV 60427 90772 1.44% 0.196%

29 15.745 1192 1195 1199 rVvV 56339 122452 1.94% 0.264%
30 16.145 1227 1230 1237 rVB2 71289 174541 2.76% 0.376%

31 16.671 1273 1276 1281 rBV 58534 138349 2.19% 0.298%
32 17.288 1327 1330 1335 rVB 51189 135131 2.14% 0.291%

8270-BF050416.M Fri May 06 16:20:50 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46420868
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title : ASP BNA STANDARDS FOR 5 POINT
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M

CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.90 13.92 ng 408900 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 246 (4.899 min): BF086725.D (-244) (-) m/z 43.10 100.00%
431
5000 591 \
PR "ok ko sbo 50
Ol el et S e Tm/z 59.10  49.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
0,
150 a0 1010 m/z 58.10 12 .54%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
4.60 4.80 5.00 5.20
5000 57.0 m/z 101.10 12.53%
29.0
101.0
78.0
e S I S SULIULS SURIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.98%
5000
58.0
1§.0 270 N 7%.0 100.0
O B e B R R R e e e
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.50 Concentration Rank 1

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

6.50 180.26 ng 5294120 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 386 (6.499 min): BF086725.D (-383) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 ‘ 96.1 ISR LR S R
54.0 6.20 6.40 6.60 6.80
obrrerr e :!-.'.|,..':- ,??.9,...|~. w b m/z  68.10 50.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 DR LR S LR
6.20 6.40 6.60 6.80
70.0 m/z 66.10 35.80%
310 440
0 Ly ! | 86 0 ! 116.0 !
iz 5 30 4o B 0 70 % % 100 136 130 130 150
Abundance
132.0
9.0 1000 %0 640 6b0 6bo
5000 ' m/z 134.10 32.93%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- W )
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.55%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.20 4.10 ng 146207 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 78
4 Octadecane 254 C18H38 000593-45-3 72
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64

Abundance Scan 710 (10.202 min): BF086725.D (-709) (-) m/z 57.10 100.00%

51.1

5000

9.80 10.00 10.20 10.40 10.60

113.1 140.1 165.1

0! m/z 43.10 85.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L I L L B L L L BB
85.0 980 1000 1020 1040 1060
29.0 : m/z 71.10 45 .23%
o | L L ‘ 1130 1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e B
9.80 10.00 10.20 10.40 10.60
5000 m/z 41.10 40.12%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane R maa LR
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.10 29.36%
5000 85.0
29.0
o ‘ | 113.0 1410 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. OO 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 5 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.68 7.36 ng 195835 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 752 (10.682 min): BF086725.D (-750) (-) m/z 57.10 100.00%
57.1
5000
85.1
M1 e, 1040 10/60 1080 1160
(o} ; m/z 43.10 75.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 L B BRI SN B
85.0 10 40 10. 60 10 80 11.00
29.0 m/z 71.10 56.42%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b 65 85 160 150 1&0 160 180 200 220 240 2éo 2§o
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 34.72%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane s S e
57.0 10.40 10.60 10.80 11.00
m/z 41.05 34.48%
5000 85.0
29.0
o | ‘ | 113.0 1410 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.88 ng 182989 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Lactose 342 C12H22011 000063-42-3 38
5 3-Hexadecyloxycarbonyl-5-(2-hydr... 409 C24H45N203 1000222-82-8 14
Abundance Scan 848 (11.779 min): BF086725.D (-847) (-) m/z 43.10 100.00%
4“1600
5000
85.1 129.1 B DRI SR NN UL B
101.0 157.1 185.1 213.2 11.40 11.60 11.80 12.00
0---|----|il|-- L—ﬁ“‘mﬁh—vlﬁ—ﬁ—vﬂﬂﬁ—vﬂ%—rﬁﬁﬂ—hﬂ—v‘ﬂ—r m/Z 60.00 79 ._.29%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60.0
43.0
5000 L DAL B B A---u-
2700 nmnmnmnm
85.0 129.0 m/z 41.05  77.75%
OO O 2
0...|.l‘..‘i‘l“.‘.”l“‘.“ﬂ ‘l...”l‘..‘..ll“...lu...‘l....|....|....|
m/z--> 200 40 60 o 100 120 140 160 180 200
Abundance
73.0
43.0 1140 11.60 1180 12.00
5000 m/z 73.10 71.86%
129.0 200.0
157.0 :
27.0 101.0
183.0
e L L S I A W B SR B RS
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #37190: n-Decanoic acid
60.0 11.40 11.60 11.80 12.00
41.0 m/z 57.10 67 .33%
5000
129.0
87.0
oz Ul B M0 | assot20 e e
m/z--> 200 40 60 80 100 120 140 160 180 200 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 37.44 ng 867875 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Docosene 308 C22H44 001599-67-3 95
3 1-Nonadecanol 284 C19H400 001454-84-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 91
Abundance Scan 1019 (13.734 min): BF086725.D (-1016) (-) m/z 43.10 100.00%
431
83.1
5000
AR N AU U
139.1 13.40 13.60 13.80 14.00
N 167.2 196.2 223.2 252.3 281.1 n/z 57.10 94 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89757: E-15-Heptadecenal
43.0
1110 13.40 13.60 13.80 14.00
' m/z 55.10 92.11%
o ‘ 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55,0
97.0 13.40 13.60 13.80 14.00 |
5000 m/z 83.10 73.97%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108955: 1-Nonadecanol e e R R
43.0 83.0 13.40 13.60 13.80 14.00
m/z 69.10 65.79%
5000
111.0
ol 18:00, 1, 139.0 168.0 1960  238.0 266.0 AM&~*¢~J-——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 8 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.36 7.81 ng 181124 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 83
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 74
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74
Abundance Scan 1074 (14.362 min): BF086725.D (-1071) (-) m/z 57.10 100.00%
57.1
5000 71 M
M {11152 212 451 3974 1400 1450 14140 1460
(o] - ,..”,. 'L“m"“.n.:,.”.,...w...J,”..,.”., m/z 43.10 88.91%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 U SRR DAL B UL B
14. oo 14 20 14. 40 14.60
m/z 55.10 74.28%
. ‘ 1506700100 267.03070 490.0
miz--> 0 50 160 1%0 260 2éo 300 3%0 460 4%0 '
Abundance
57.0
14.00 14.20 1440 1460
5000 97.0 m/z 83.10 53.13%
— oL WLN%«
b e b4yl =
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #129672: 1-Hexadecanesulfonyl chloride R R RREEEEa
57.0 14.00 14.20 14.40 14.60
0 m/z 69.10 48 . 77%
5000 ‘vvajxh—Puﬁﬂvj\\ﬂfﬁﬁjﬁwj\J\l
39.0
oL LU T 1810 2280 272.0509,0
miz--> 0 5'0 1c')o 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1;0 ' 14. 00 14 20 14. 40 14. 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecane, 5,14-dibutyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.65 6.63 ng 131825 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 53
2 Octadecane 254 C18H38 000593-45-3 49
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 49
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 49
5 Heptacosane 380 C27H56 000593-49-7 49

Abundance Scan 1099 (14.648 min): BF086725.D (-1096) (-) m/z 57.10 100.00%

1

E

5000
126.2954.1 188.1 229.1 265.1 361 3762 14.40 14.60 14.80 15.00
o RTINS P ML S5 MM & m/z 43.10 79.78%
m/z--> 50 100 150 200 250 300 350
Abundance #147103: Octadecane, 5,14-dibutyl-
43.0 71.0
5000 LA L B L LB L L B B
14.40 14.60 14.80 15.00
126.0 3000 m/z 71.10 41.03%
oL s \\‘ 1230 1 155.0183.0211.0238.0266.0 | 337.0366.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
I NN I S I
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 38.63%
29.0
0 113.0141'0169'0197'0225'0254'0 M
e I e e e e L B B B o e e o o o B
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl- R AR RRRES T
57.0 14.40 14.60 14.80 15.00
m/z 41.10 34.74%
- 7 M
13.0 154.0
o ‘ I | e ﬂ83021102390 281.0
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Docosane, 11-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.96 4.12 ng 81856 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 58
2 Tetradecane 198 C14H30 000629-59-4 52
3 Decane. 2-methvl- 156 C11H24 006975-98-0 50
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 49
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 49
Abundance Scan 1126 (14.957 min): BF086725.D (-1124) (-) m/z 57.10 100.00%
57.1
5000 M
252.2 643 | 1460 1480 1500 1520
oy m/z 43.10 65.71%
m/z--> 50 100 150 200 250 300 350
Abundance #147098: Docosane, 11-butyl-
57.0
5000 R UL SULIULI SULULI IS B
8.0 14,60 14.80 15.00 15.20
m/z 71.10 52 .83%
0 I} “\ 313 0141 0169 0 2100239.0267.0 309.0333 0366.0
m/z--> 50 100 150 200 250 360 350
Abundance
57.0
1460 14.80 15.00 1520
5000 85.0 m/z 85.10 36.48%
29.0
o 113.0141.0169.0198.0
m/z--> " 50 100 150 200 250 300 350
Abundance #27122: Decane, 2-methyl- AR BT S
43.0 14.60 14.80 15.00 15.20
m/z 55.10 20.40%
5000 71.0
112.0
ol e S —
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.69 4.57 ng 90772 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1190 (15.688 min): BF086725.D (-1188) (-) m/z 57.10 100.00%
51.1
5000
9 e
132 1 1739 2172 2632 351.2 15.40 15.60 15.80 16.00
o..]‘:--l-il-l” s (2832 E Tw/z 43.10  71.04%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57.0
5000 L B B B SULRA

15.40 15.60 15.80 16.00
m/z 71.10 59.74%

99.0
| | 1410 1830 2250 2670 309.0  366.0

miz--> 50 100 150 200 250 300 350
Abundance
57.0
e
15.40 15.60 15.80 16.00
5000 m/z 85.10 42.46%
99.0
27.0 141, 0 183.0 2250 2810 337.0 _ 394.0
A e A e e
miz--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- B A RRREE R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 23.63%
5000
0 a0 239.0
ol by 1410 1830 268.0 308.0 352.0
L e R e e
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 13-Tetradecen-1-ol acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.75 6.16 ng 122452 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 74
2 1-Octadecanol 270 C18H380 000112-92-5 64
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 64
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 64
5 1-Heptadecanol 256 C17H360 001454-85-9 58
Abundance . Scan 1195 (15.745 min): BF086725.D (-1192) (-) m/z 57.10 100.00%
S 974
5000
25.1 L DU BRI SR DU I
166.1 2251 263.2 15.40 15.60 15.80 16.00
ob o il m/z 43.10 86.27%
m/z--> 50 100 150 200 250 300 350
Abundance #90869; 13-Tetradecen-1-ol acetate
43.0
5000 L DA B A BUREE B
mmmmmmmm
250 m/z 55.10 80.59%
d \\H 1 m_ s oz
m/z--> 200 250 360 3%0
Abundance
43.0, 83.0
15.40 15.60 15.80 16.00
5000 m/z 97.10 80.32%
125.0
o 153.0182.0 223, 0252'0
mz-> 50 100 150 200 250 300 350
Abundance #140345: Bromoacetic acid, pentadecy! ester R EREmm R B
430, 830 15.40 15.60 15.80 16.00
m/z 83.10 75.76%
5000
’ 220 182.0
ob LA L 42000 250 b
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\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 13 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.15 8.78 ng 174541 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
4 Heneicosane 296 C21H44 000629-94-7 81
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1230 (16.145 min): BF086725.D (-1227) (-) m/z 57.10 100.00%
51.1
5000 J\/\«/J\WJ
99.1 LR SO PR JUNLA B
41 2 174 0 ] . . 15.80 16.00 16.20 16.40
oL, ],I g JAP2 20D 22fA2er2 3832 w/z 43.10  65.75%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 AU TR BREE B
15. 80 16. oo 16 20 16.40
99.0 m/z 71.10 57 .25%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 2éo 360 3éo
Abundance
57.0
15,80 16.00 16.20 1640
5000 m/z 85.10 42 .83%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0 JL\~\V\ANN\/\\x,,WMw~VA]
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- R EEEma T L
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.23%
5000
l 0 210.0
o 27,0 l Ll |y 1101700 772390 309.0
m/z--> 55 160 1%0 260 250 360 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.67 6.96 ng 138349 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Octadecane. l1-iodo- 380 C18H371 000629-93-6 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1276 (16.671 min): BF086725.D (-1273) (-) m/z 57.10 100.00%
57.1
5000 \_,¥~.ﬁv_ﬂ\A/\Vﬂ«A\A,N»»AaA
141.1 . 219.3 253.2 16.40 16.60 16.80 17.00
o o0 2621 m/z 43.10 65.49%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 AR AU BN RN U
16.40 16.60 16.80 17.00
m/z 71.10 58.76%
0 210.0
NE L 1101709 210050 309.0
m/z--> 55 160 150 260 250 360 3éo
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 42 .68%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0 \AaN«MWN‘WNJ\J\A\NMNVANV
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #142113: Heptadecane, g-OCtyl- LA L L L L L
57.0 16.40 16.60 16.80 17.00
m/z 55.10 27 .29%
5000
-0 239.0
ol by 1410 1830 172680 3080 352.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 35'30 ' 16.|40 16.|60 16.|80 17.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086725.D

Aca On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : 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 15 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.80 ng 135131 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 74
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 1330 (17.288 min): BF086725.D (-1327) (-) m/z 57.10 100.00%
i \/\/\/M\/\m,\n
5000
L D tsamsso 202 s ooz oS HE BT
ol bl | F2 6521880 2192 2s3n1 3392 374 m/z 43.10 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57.0
5000 LR UL B BB B
ﬂ%ﬂ%ﬂ%ﬂm
99.0 m/z 71.10 59.86%
29.0 :
0 \‘ 1 ‘\ “\ i H‘ u‘ 141 0169 01970 2540
m/z--> §0 160 150 260 2%0 360 3%0
Abundance
57.0
1700 17.20 17.40 17.60
5000 m/z 85.10 48.74%
29.0
) 99.0 1410169019102260 J\VMNN/VWNA/\MMHAMVVAJV\
m/z--> §0 160 150 260 250 360 3%0
Abundance #45543: Tridecane LI L L L L L L
57.0 17.00 17.20 17.40 17.60
m/z 55.10 25.57%
5000
290 igg 0
o Ll LT o 100
m/z--> 50 100 150 200 250 300 350 ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
Data File : BF086725.D

Acq On : 6 May 2016 00:38

Operator : UM/SJ

Sample : H2720-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 .90 13.9 ng 408900 1 6.73 1174800 40.0
unknown6 .50 6.50 180.3 ng 5294120 1 6.73 1174800 40.0
Hexadecane 10.20 4.1 ng 146207 3 9.77 1425020 40.0
Eicosane 10.68 7.4 ng 195835 4 11.24 1064650 40.0
Undecanoic acid 11.78 6.9 ng 182989 4 11.24 1064650 40.0
E-15-Heptadecenal 13.73 37.4 ng 867875 5 13.87 927225 40.0
17-Pentatriacontene 14_36 7.8 ng 181124 5 13.87 927225 40.0
Octadecane, 5,14-... 14.65 6.6 ng 131825 6 15.27 794899 40.0
Docosane, 11-butyl- 14.96 4.1 ng 81856 6 15.27 794899 40.0
Hexacosane 15.69 4.6 ng 90772 6 15.27 794899 40.0
13-Tetradecen-1-o... 15.75 6.2 ng 122452 6 15.27 794899 40.0
Octacosane 16.15 8.8 ng 174541 6 15.27 794899 40.0
Pentadecane, 8-he... 16.67 7.0 ng 138349 6 15.27 794899 40.0
Octadecane 17.29 6.8 ng 135131 6 15.27 794899 40.0
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