LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 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-BF042716.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 4.338 194 197 211 rBV 188104 352695 1.08% 0.427%
2 5.379 285 288 290 rBVY 3117820 3080509 9.41% 3.727%
3 6.430 376 380 382 rBVY 3141645 3954680 12.08% 4.784%
4 6.556 388 391 393 rBVY 3573925 3516444 10.74% 4.254%
5 6.784 409 411 415 rBV 1156481 1038079 3.17% 1.256%
6 6.944 422 425 427 rBV 2904565 2652757 8.10% 3.209%
7 7.356 458 461 463 rBVY 2119581 2438416 7 .45% 2.950%
8 8.076 521 524 526 rBY 1251559 1341600 4_.10% 1.623%
9 9.150 615 618 621 rBY 3486167 3290380 10.05% 3.981%
10 9.550 649 653 655 rBV 371406 439312 1.34% 0.531%

11 9.825 674 677 679 rBV 1387445 1336270 4._.08% 1.617%
12 10.613 743 746 748 rBV 1946806 2005336 6.12% 2.426%
13 10.671 750 751 755 rvVv 518643 644845 1.97% 0.780%
14 10.739 755 757 761 rVB 317160 375016 1.15% 0.454%
15 11.002 776 780 783 rBV 1616512 2974011 9.08% 3.598%

16 11.311 805 807 808 rvv 786734 974919 2.98% 1.179%
17 11.425 815 817 821 rBvV2 263386 552450 1.69% 0.668%
18 11.539 825 827 831 rVvVv 447246 601101 1.84% 0.727%
19 11.951 851 863 865 rBV 7327794 32745207 100.00% 39.613%
20 12.271 889 891 894 rBvV 277117 393423 1.20% 0.476%

21 12.522 910 913 914 rBV 346431 524139 1.60% 0.634%
22 12.579 915 918 922 rBV 584068 1550928 4.74% 1.876%
23 12.682 922 927 929 rBV 3820127 6549264 20.00% 7.923%
24 12.785 935 936 938 rBV 540687 624585 1.91% 0.756%
25 12.899 943 946 948 rBV 2086783 2105539 6.43% 2.547%

26 13.802 1023 1025 1030 rVB2 680824 812047 2.48% 0.982%
27 13.939 1035 1037 1043 rBV3 985557 1558789 4._.76% 1.886%
28 14.431 1078 1080 1082 rBV 399140 564127 1.72% 0.682%
29 15.037 1131 1133 1137 rVB 422997 529638 1.62% 0.641%
30 15.357 1159 1161 1162 rBV 417401 487503 1.49% 0.590%

31 15.802 1198 1200 1202 rVB 636294 839692 2.56% 1.016%

32 16.008 1216 1218 1224 rVB5 496382 1300918 3.97% 1.574%
33 16.808 1286 1288 1291 rVB 284417 507491 1.55% 0.614%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 82662110
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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:\HPCHEM1I\BNA F\DATA\BF042816\
BF086481.D

28 Apr 2016 23:49

UM/SJ

H2654-10

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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Time-->
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TIC: BF086481.D

9.15

T
Time--> 8.00
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7000000
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5000000
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ob——

TIC: BF086481.D

13.94

Time--> 14.

17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Hexanal Concentration Rank 18

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

4.34 6.80 ng 352695 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 83
2 Cyclobutanol. 2-ethvl- 100 C6H120 035301-43-0 64
3 Oxirane. 2-methvl-3-(1-methvleth... 100 C6H120 001192-31-0 43
4 Formic acid. ethenvl ester 72 C3H402 000692-45-5 35
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27

Abundance Scan 197 (4.338 min): BF086481.D (-194) (-) m/z 44.00 100.00%
44.0
56.1
5000
39.
Ul so0 | o272t e T8 k0 4 ok |
Obrrrprrrrprrrrprerrpr e bbb e e m/z 41.10 86.36%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3696: Hexanal
44.0 56.0
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—p
5000 29.0 4.00 4.20 4.40 4.60
72.0 82.0 m/z 56.10 80.50%
39 ‘ 67.0
0 L i 1] |
ARAUNRRRN RAREARRRRA RAREA RN RAREN ARRRE RERRS ARARA RERRS SRS RERRN RN RRRRA REARN
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
44.0 57.0
72.0 400 420 440 460
5000 29.0 m/z 43.10 64 .06%
' 39.0
51.0 67.0 82.0
G R AR AR RS RS LARAS LARAS AR RARAS LAARS RARRS LARRN NARLS LALRN RARAS S
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3881: Oxirane, 2-methyl-3-(1-methylethyl)- R EEE
41.0 56.0 4.00 4.20 4.40 4.60
m/z 57.10 54 _.83%
5000
1] 10l 72.0 85.0
R R R R R LA AN LR RAARA RARSA REARN NAARN RARLN RAALA ARSI IBENREBENARBL AN
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.56 Concentration Rank 3

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

6.56 67.75 ng 3516440 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 391 (6.556 min): BF086481.D (-388) (-) m/z 132.10 100.00%
132.1
5000 68.1
401 541 ‘ %1 620 640 6.60 680
0..,....,....,...!,l'.'...-i!!..,:.'-.'.|,..':?,1:9..,..1.,.]'97.',0....,....,-'...,.... m/z 68.10 45.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRS AR AR SRR
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.10 33.12%
0'WH'W“'WH'WH“NEQH“'JL'“ﬁQSHJWHJWH'W““l““l““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.05 31.93%
92.0
65.0
. 270 39.0 510 77.0 105.0 1,54
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R RRaRREaTECA

132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.10%

5000

104.0
66.0
140 27.0 39.0 510 T 710 95 | 4550 “

T I |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzenesulfonamide, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.67 13.23 ng 644845 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 97
2 Tolbutamide 270 C12H18N203S 000064-77-7 91
3 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
4 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 83
5 Thiosulfuric acid, S-[2-[3-(4-me... 381 C12H19N305S3 1000255-60-3 80
Abundance Scan 751 (10.671 min): BF086481.D (-750) (-) m/z 91.10 100.00%
91.1
5000
65.1 171.1
39.1 | \
10.40 10.60 10.80 11.00
Obrrrerrbere e .,.'|.|..,..1.3??.9.. B2 e || M/Z 65.10  33.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37053: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0
65.0 10.40 10.60 10.80 11.00
39.0 m/z 171.10 29.85%
o S | N - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
10.40 10.60 10.80 11.00
5000 m/z 155.00 26.80%
410 850 155.0
0l15.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125302: O-p-toluenesulfonyll-N-acetylserine, methy! ester
91.0 10.40 10.60 10.80 11.00
m/z 107.10 20.97%
5000 171.0
65.0
o 4.0 A il m 139.0 1960 2260 258.0 316.0
TTTTTTTT |||| |||| LI I —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.74 7.69 ng 375016 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Undecane. 4.8-dimethvyl- 184 C13H28 017301-33-6 70
3 Hexadecane 226 C16H34 000544-76-3 68
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 62
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 62
Abundance Scan 757 (10.739 min): BF086481.D (-755) (-) m/z 57.10 100.00%
57.1
1131 1401 1681 10.40 10.60 10.80 11.00
I 1032 2192 m/z 43.10 88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
57.0
5000 SRR AR AR B
10. 40 10. 60 10 80 11.00
29.0 85.0 m/z 71.10 57.68%
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance
43.0
71.0 10,40 10.60 10.80 11.00
5000 m/z 41.10 35.87%
141.0
oL 260 9.0 1240 169.0
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #73965: Hexadecane R R R
57.0 10.40 10.60 10.80 11.00
m/z 85.10 34.31%
85.0
29.0
o | L L | 1130 1410 169.0 1970 226.0
II""I""I""I""I""I""""""""""IIIII rryrrrTyrrTTyT T T T
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.00 61.01 ng 2974010 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 _alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 35
Abundance Scan 780 (11.002 min): BF086481.D (-776) (-) m/z 43.10 100.00%
43. 31
5000
129.1
185.2 R R ML B B
| 97.1 1571 071 228.3 1060 1080 11,00 1120 11.40
bl - : g m/z 60.00 98.35%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid
43.0 73.0
5000
129.0 10.60 10.80 11.00 11.20 11.40
° 185.0 m/z 73.10 91.95%
‘ ‘ ‘ 0 157.0 228.0
O.F%Q.uWJ.ﬁ‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
430 | 730
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 84.99Y%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 45 éo éo 160 150 150 1éo 180 260 250 '
Abundance #46616: Undecanoic acid e a e R SR
410 600 10.60 10.80 11.00 11.20 11.40
: m/z 57.10 73.48%
5000
‘ 870 129.0
R O Y N Z NS B OOV VWU, YN WYY
m/z--> 20 40 60 m1m1m1m1m1m2m2m mmmmnmumum
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.42 11.33 ng 552450 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 817 (11.425 min): BF086481.D (-815) (-) m/z 43.10 100.00%
431
73.0
5000
| 1oL 2183 m/z 41.10  80.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83683: Pentadecanoic acid
43.0 | 730
5000 LRI S B B B
2420 umumumum
970 120 199.0 ‘ m/z 60.00  79.10%
o---.-i--‘.‘-‘--”-‘-‘l‘- 45201710 T 2230 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 IR SURIULE B RN B
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 74.64%
185.0
97.0 228.0
0L15.0 157.0 209.0
m/z--> ﬁo Jo eb éo 160 150 150 1é0 180 200 220 250
Abundance #65562: Tridecanoic acid = S TR T e T
430 | 730 11.20 11.40 11.60 11.80
: m/z 73.05 73.40%
5000
129.0
I
om0 L 3520 [ aeso | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 1-Dodecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.54 12.33 ng 601101 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecene 168 C12H24 000112-41-4 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 90

Abundance Scan 827 (11.539 min): BF086481.D (-825) (-) m/z 55.10 100.00%

]

11. 20 11.40 11.60 11.80
0 1962 2251 2612 hn/z 43.10 96.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #34705:; 1-Dodecene
55.0
83.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—P

50000 g
- 11.20 11.40 11.60 11.80
m/z 41.10 78.06%

111.0
o 140.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
69.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—P

11.20 11.40 11.60 11.80

5000

5000 97.0 m/z 57.10 74.99%
125.0
0 22.0 154. 0 196 0 224 0
T T T T T T T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140345: Bromoacetic acid, pentadecyl ester
43.0 83.0 11.20 11.40 11.60 11.80
m/z 69.10 63.28%
5000 A——’—A’/J\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.95 671.75 ng 32745200 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 863 (11.951 min): BF086481.D (-851) (-) m/z 73.10 100.00%
431 731
5000 129.1 L,M
97.1 213.2
157.2 185.2 %ﬁmmm 11.60 11.80 12.00 12.20
(o} ' ; m/z 43.10 93.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 R DL UL DU A B

11,60 11.80 12.00 12.20
m/z 60.05  89.04%

213.0
|| ‘ 157.0 185.0
0 ...,.l..i“..“.,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
I AR RS e e
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 78.59%
171.0
970 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid I ERmnm i
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 75.47%
5000 129.0

(F

15.0
S EEEEEmEEEEmm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12.20

8270-BF042716.M Fri Apr 29 13:22:22 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heptadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.27 8.07 ng 393423 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 60
2 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 27
3 4-I2-(Adamantan-1-vloxv)-ethvlam... 345 C21H31NO3 1000274-42-5 27
4 Adenosine. 2"-deoxv- 251 C10H13N503 000958-09-8 27
5 1-Adamantanecarboxylic acid, 4-p... 390 C26H4602 1000282-17-2 27
Abundance Scan 891 (12.271 min): BF086481.D (-889) (-) m/z 135.10 100.00%
73.1 135.1
5000
4t 197.1 S ——
283.2 12.00 12.20 12.40 12.60
ol 166,1 412 23 M2 wsz 73.10 0 92.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100679: Heptadecanoic acid
73.0
alo 270.0
5000 SR AR NN I B
129.0 12.00 12.20 12.40 12.60
0
‘ ‘ H o 2270 m/z 43.10 51.15%
0 .“. ‘.“‘l““‘. hl .”“‘.“h‘l“ .M‘.“. N— .‘ .‘. I o ‘. L : .‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
135.0
12.00 12.20 12.40 12.60
5000 m/z 60.00 41.09%
63.0
L L (L WL UL B UL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #139259: 4-[2-(Adamantan-1-yloxy)-ethylamino]-1-oxa-spira... S ABAREEEEEE T
135.0 12.00 12.20 12.40 12.60
m/z 57.10 40.55%
5000
0 55.0 “931'0‘ 17?’0210.0 256.0 30?'0 345.0
m/z--> 50 100 150 200 250 300 350 400 12,00 12.20 12.40 12.60

8270-BF042716.M Fri Apr 29 13:22:22 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 7-Heptadecene, 17-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.58 31.82 ng 1550930 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecene. 17-chloro- 272 C17H33CI 056554-79-1 76
2 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 76
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 74
4 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 74
5 2-Butenedioic acid (Z2)-, monodod... 284 C16H2804 002424-61-5 68
Abundance Scan 918 (12.579 min): BF086481.D (-915) (-) m/z 55.10 100.00%
58.1
5000 83.1 __JL
11.1 272.3 LIRS BN BN SRS
1372 175.2 229.2 12.20 12.40 12.60 12.80
0 G D 22012, ) .-,l.-.|-. o84 m/z 41.10 80.33%
m/z--> 50 100 150 200 250 300 350
Abundance #101858: 7-Heptadecene, 17-chloro-
55.0
83.0
5000 AR DA B UGS R
12:20 12.40 12.60 12.80
27.0 111.0 m/z 69.10 55.40%
272.0
oAl \ L, m ) m 115017302000 2440”77
m/z--> 50 150 200 250 300 350
Abundance
55.0
1220 12.40 12,60 12.80
5000 83.0 m/z 43.10 53.16%
111.0
138.01650  207.0 349.0 WAL
ot
m/z--> 50 100 150 200 250 300 350
Abundance #107523: 6-Octadecenoic acid, (2)- e A REame nma e
55.0 12.20 12.40 12.60 12.80
m/z 83.10 43.12%
83.0
5000
264.0
270 11.0
| ‘ 380 1800 222.0
0...‘.”'.'.‘ ;‘Jl\\la.“}.lhll.‘l o ..H'..‘ .‘..‘. — R i
m/z--> 50 100 150 200 250 300 350 12:20 12.40 12.60 12.80

8270-BF042716.M Fri Apr 29 13:22:23 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.68 84.03 ng 6549260 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 927 (12.682 min): BF086481.D (-922) (-) m/z 43.10 100.00%
41 731 _Jydvf*/\/t-w-w_-h/v
5000
129.1
185.2 241.3 LB DR U SN B
234 3 12.40 12.60 12.80 13.00
o—\tJ‘Luhﬂ i, \ 2577 | 282 || Tl h77310 0 83.93%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0
5000 129.0 T
nmnmnmnm
1850 54y 2840 m/z 60.00 81.26%
01.5'.0“. H‘“lu\\ ﬁ‘\ il f1570\ ‘ |?1.3..0‘. .“ - .“. B aman ST
m/z--> 5 200 250 300 350
Abundance
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 80.24%
109.0 242.0
101.0 157.0
L L L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e e ERRES BE s
43.0 12.40 12.60 12.80 13.00
m/z 55.10 73.65%
73.0
129.0
185.0213.0241.0
oLl “H X \ o N I T - Y T 11
m/z--> m m 200 250 300 350 1ummmmmwo

8270-BF042716.M Fri Apr 29 13:22:24 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 17-Pentatriacontene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.80 10.42 ng 812047 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Cvcloeicosane 280 C20H40 000296-56-0 81
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
Abundance Scan 1025 (13.802 min): BF086481.D (-1023) (-) m/z 57.10 100.00%
51.1
5000 N 71
13.40 13.60 13.80 14.00 14.20
39.2 230.1
Obrr ,..J.l,.l.lﬁ.'.k,.l.f‘?:z,..:.,"’.7.2;2]:*,1.2:“.3.“30-.3...,....,...., m/z 43.10  90.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LN BRI SRR BRI B
13.40 13.60 13.80 14.00 14.20
m/z 55.10 61.54%
25.0
oL ‘ 5% 1670 2100 267.03070 490.0
m/z--> 55 160 1%0 260 2%0 300 3%0 460 4%0 '
Abundance
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.10 48 .04%

139.0 1820 2380 o839

oLy e, T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride A RREEE RS E ST
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 47.81%
97.0
5000
39.0 224.0
o.ll.,...‘.,lﬁ.@,n.%?%-.",....,"-‘7.1'.0.399-9..,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20

8270-BF042716.M Fri Apr 29 13:22:24 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .43 7.24 ng 564127 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 1080 (14.431 min): BF086481.D (-1078) (-) m/z 57.10 100.00%
57.1
5000

7.1
14.20 14.40 14.60 14.80
| F 147.1183.2 221.2 281.2 . .
ol A b Uy 7218322202 28123134 3952 30444292 nso7 43,10 62.97%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LA L B L LB L L B B

14.20 14.40 14.60 14.80
m/z 71.10 55.19%

ol h | MH y }410 183.0 225.0 281.0 337.0  394.0
i T T T e

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
 REamEE
14.20 14.40 14.60 14.80
5000 m/z 85.10 40.28%
. 183.0
o 99.0 141.0 310.0
T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane R AR RRRES T
57.0 14.20 14.40 14.60 14.80
m/z 55.10 25.03%
5000
99.0
o L | | | | 1410 1830 2400
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80

8270-BF042716.M Fri Apr 29 13:22:25 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.04 21.73 ng 529638 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 1133 (15.037 min): BF086481.D (-1131) (-) m/z 57.10 100.00%
57.1
5000
' 1480 15.00 15.20 1540
— ,I. Il! Lo 03 2198 26823023 3454 4024 | ny; 43.10  64.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane
57.0
5000 LI B B UL UL

14.80 15.00 15.20 15.40
m/z 71.10 58.42%

1410
o401 | u\ ‘\ I L s
m/z--> 5 150 200 250 300 350 400
Abundance

57.0
 RAEAS B R
14.80 15.00 15.20 15.40
5000 m/z 85.10 40.67%
o 99.0 141.0 183.0 2250 268.0
L e B A B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane AN EEa TS S S
57.0 14.80 15.00 15.20 15.40
m/z. 55.10 20.21%
5000
‘990
o | || | 77, 1410 1830 2250 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15 20 15. 40

8270-BF042716.M Fri Apr 29 13:22:25 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.80 34.45 ng 839692 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 1200 (15.802 min): BF086481.D (-1198) (-) m/z 57.10 100.00%
57.1
5000 \“AL\~—AV—\~j\A\,\f\&_A_\/\
Jgil 141.2 1832 225.3 266.1 3233 379.4 432.3 15.40 16.60 15,80 1600 16.20
O B oo S N M e m/z 43.10 61.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57.0
5000 SRR BRI SURRIRE SN R
15.40 15.60 15.80 16.00 16.20
m/z 71.10 57.12%
0159/ | ‘ M‘ M d }4}9 183.0 225.0 267.0 3090 __ 380.0
m/z--> 5 100 150 260 250 300 350 400 '
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 42 _.46%
9.0 1540
bbb g 1970 2390 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane B B e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 19.44%
5000
oLty X jggﬂ . 169.0 2110 296.0
m/z--> % 100 ﬁo 200 250 300 350 400 ' 1540 15.60 15.80 16.00 16.20

8270-BF042716.M Fri Apr 29 13:22:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 1H-Indene, 1-(1,5-dimethyl-.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 53.37 ng 1300920 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-(1.5-dimethvl-2-hex... 248 C18H32 054411-95-9 50
2 (7a-l1sopropenvl-4_5-dimethvlocta... 222 C15H260 1000187-02-9 46
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 35
4 Bicvclol2.2.21loctane. 2-methvl- 124 C9H16 000766-53-0 30
5 7-Tetradecyne 194 C14H26 035216-11-6 27
Abundance Scan 1218 (16.008 min): BF086481.D (-1216) (-) m/z 191.20 100.00%
5000
3314 15.60 15.80 16.00 16.20 16.40
ol 265.1298.2 m/z 81.10 88.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87376: 1H-Indene, 1-(1,5-dimethyl-2-hexenyl)octahydro-7a-...
81.0
41.0
5000 AR R SRR SURIR B
137.0 15.60 15.80 16.00 16.20 16.40
m/z 43.10 85.05%
0 |""L i7?9| '%%3P|" LY UL UL BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
9.0 LA BRI BN UGN B
135.0 15.60 15.80 16.00 16.20 16.40
5000 410 : m/z 95.10 84.75%
e R W I B LN UL S L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- I RREEEEEES T
95.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 78.79%
5000
410 T360 192.0
Ouluulldu".‘luil'.f..\..{..\luuuu e e E e e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40

8270-BF042716.M Fri Apr 29 13:22:27 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086481.D

Aca On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample : H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.81 20.82 ng 507491 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
3 Tricosane 324 C23H48 000638-67-5 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
Abundance Scan 1288 (16.808 min): BF086481.D (-1286) (-) m/z 57.10 100.00%
i "\/\/\//\m
5000
9.1 e T
1412 16.40 16.60 16.80 17.00 17.20
ol ,I. LAy 282 1832 2452 2952 3403 39444274 7o 4310 59.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57.0
5000 AR BRI SR USRS B
mmmmmmﬂmﬂm
99.0 m/z 71.10 56.10%
m/z--> 55 100 1éo 260 2éo 360 3éo 460
Abundance
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 41.43%
. 99.0 169.0 2110 296.0 WVL
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #130015: Tricosane R A RRams A S
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.10 20.01%
5000
99.0 324.0
m/z--> 5'0 100 1&'30 2(')0 250 300 3éo 4(')0 16. 40 16 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086481.D

Acq On : 28 Apr 2016 23:49

Operator : UM/SJ

Sample - H2654-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Hexanal 4.34 6.8 ng 352695 1 6.78 1038080 20.0
unknown6 .56 6.56 67.8 ng 3516440 1 6.78 1038080 20.0
Benzenesulfonamid... 10.67 13.2 ng 644845 4 11.31 974919 20.0
Tridecane 10.74 7.7 ng 375016 4 11.31 974919 20.0
Tetradecanoic acid 11.00 61.0 ng 2974010 4 11.31 974919 20.0
Pentadecanoic acid 11.42 11.3 ng 552450 4 11.31 974919 20.0
1-Dodecene 11.54 12.3 ng 601101 4 11.31 974919 20.0
n-Hexadecanoic acid 11.95 671.8 ng 32745200 4 11.31 974919 20.0
Heptadecanoic acid 12.27 8.1 ng 393423 4 11.31 974919 20.0
7-Heptadecene, 17... 12.58 31.8 ng 1550930 4 11.31 974919 20.0
Octadecanoic acid 12.68 84.0 ng 6549260 5 13.95 1558790 20.0
17-Pentatriacontene 13.80 10.4 ng 812047 5 13.95 1558790 20.0
Octacosane 14.43 7.2 ng 564127 5 13.95 1558790 20.0
Heneicosane 15.04 21.7 ng 529638 6 15.36 487503 20.0
Heptacosane 15.80 34.5 ng 839692 6 15.36 487503 20.0
1H-Indene, 1-(1,5... 16.01 53.4 ng 1300920 6 15.36 487503 20.0

6

Hexacosane 16.81 20.8 ng 507491 15.36 487503 20.0
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