LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 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-BF050916.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 1.736 11 13 61 rvB 4179486 8966659 100.00% 19.731%
2 5.199 314 316 333 rBVY 1914570 2229457 24.86% 4 .906%
3 6.273 408 410 417 rBV 1308281 1426464 15.91% 3.139%
4 6.387 417 420 422 rBV 2958021 3930407 43.83% 8.649%
5 6.605 437 439 442 rBV 752575 992702 11.07% 2.184%
6 6.765 451 453 456 rBV 3418076 3332842 37.17% 7.334%
7 7.188 487 490 492 rBV 3267697 3412098 38.05% 7.508%
8 7.896 550 552 555 rBY 1370612 1308282 14.59% 2.879%
9 8.982 644 647 649 rBY 5188689 5273155 58.81% 11.603%
10 9.645 703 705 708 rBVY 1569700 1443086 16.09% 3.175%

11 10.434 771 774 777 rBv2 2807987 3347517 37.33% 7.366%
12 11.119 832 834 837 rBV 1350640 1415964 15.79% 3.116%
13 11.668 880 882 887 rBv2 92591 182753 2.04% 0.402%
14 12.457 949 951 953 rBV 153597 187157 2.09% 0.412%
15 12.502 953 955 957 rvv 93314 134631 1.50% 0.296%

16 12.548 957 959 961 rVB 325536 355221 3.96% 0.782%
17 12.617 964 965 968 rVB 139453 140533 1.57% 0.309%
18 12.708 970 973 976 rBV 3737358 4286144 47 .80% 9.432%
19 13.245 1018 1020 1022 rBV 319221 282606 3.15% 0.622%
20 13.497 1041 1042 1050 rVB2 66210 136333 1.52% 0.300%

21 13.622 1050 1053 1056 rBV 101666 132014 1.47% 0.290%
22 13.748 1062 1064 1067 rBV 1368421 1279531 14.27% 2.816%
23 13.931 1078 1080 1086 rVB 133090 137027 1.53% 0.302%
24 14.240 1105 1107 1109 rBV 109291 115101 1.28% 0.253%
25 14.525 1130 1132 1134 rBV 80823 95260 1.06% 0.210%

26 15.108 1180 1183 1185 rBV 781454 901586 10.05% 1.984%

Sum of corrected areas: 45444530
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051316\

BF086989.D

14 May 2016 00:17

UmM/sJ

H2877-04

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.39 Concentration Rank 2

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

6.39 79.19 ng 3930410 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BF086989.D (-417) (-) m/z 132.10 100.00%
13p.1
5000
68.1 t
005y || BT 200 650 6.0 ok ko
0 T e m/z 68.10 39.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR RN RS R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.51%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 27 .07%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.20%
74.0
5000 98.0 116.0
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.58 ng 182753 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 _alpha.-L-Galactopvranoside. met... 178 C7H1405 014687-15-1 47
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 43
Abundance Scan 882 (11.668 min): BF086989.D (-880) (-) m/z 43.10 100.00%
5000 ,VV,»\ﬁuvANVA\””AV\”””‘V
129.1 lllllllllllllllllllllll
1571 41851 2132 11.40 11.60 11.80 12.00
0! m/z 60.00 80.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60.0
5000 430 L B BN B R
11.40 11.60 11.80 12.00
270 85.0 129.0 m/z 41.10 78.60%
| I | 1570 1880
0 ”.,.h”hb.n%‘mhhpM.”W}%Hﬂlh..“..ﬁ;.”.,..”,...w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
43.0 1140 11.60 11.80 12.00
5000 m/z 73.10 75.09%
183.0
S S R U UL S B SN L SR RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid ] A LA
60.0 11.40 11.60 11.80 12.00
m/z 55.10 67.97%
b 1 \N/\A‘J/\’\M
129.0
87.0
1120 1720
m/z--> 20 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\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.93 ng 187157 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 70
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 951 (12.457 min): BF086989.D (-949) (-) m/z 43.10 100.00%
431
73.0
5000
129.1
97.0 L B B L B
157 B2 05242 o 1220 12.40 12.60 12.80
0! - m/z 57.10 71.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
o
~
C

o

5000 129.0 T[T T T[T T T T[T T T
12 20 12. 40 12 60 12. 80
m/z 55.10 68.98%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
R B A REEERE B L
12.20 12.40 12.60 12.80
5000 m/z 73.05 68.43%
29.0 129.0
87.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid A Ramu et
43.0 73.0 12.20 12.40 12.60 12.80
' m/z 60.00 67.91%
5000
129.0
214.0
| e | e
0 ...,....‘,‘.‘..‘.“ L] “l‘...“,‘...a,....,‘.... T s e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.10 ng 134631 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 93
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 86
3 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 35
4 2-Methvl-2-(4"-hvdroxvphenvDpen... 192 C12H1602 070205-18-4 14
5 Benzenamine, 2,4,6-trimethyl- 135 C9H13N 000088-05-1 11
Abundance Scan 955 (12.502 min): BF086989.D (-953) (-) m/z 223.20 100.00%
228.2
135.1
5000 451
107.1 12.20 12.40 12.60 12.80
77.0 161.1 294.3
Obr et i bt A oEL1862 L 248 /77135.10  67.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 USRS SRR SN B
12.20 12.40 12.60 12.80
m/z 45.10 40.55%
45.0 770 107.0
0 L, b 173.0 199.0 294.0
m/z--> 20 Jo eb éo 100 150 140 160 180 200 220 240 260 280
Abundance
223.0
135.0 RN AR BN SRR
178.0 12.20 12.40 12.60 12.80
5000 m/z 57.10 15.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71644: 9-Acridinecarboxylic acid e AR REmaEt e
223.0 12.20 12.40 12.60 12.80
m/z 224.20 14.64%
5000
179.0
160 440 80 10 PO ‘
”.P.”P.”P.”,””,”.WH.W.HW.H.P”.P”...”..“,u”,””,. R s ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.55 5.55 ng 355221 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 93
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 70
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
Abundance Scan 959 (12.548 min): BF086989.D (-957) (-) m/z 56.10 100.00%
56.1
5000
257.3
83.1 123.1 1571 185.2 213.2 3124 12.20 12.40 12.60 12.80
Obrr v ¥ - m/z 57.10 57.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 R BB DA
29.0 nmnmnmnm
630 129 m/z 43.10 48 .63%
0 “ h “ \‘H\ H\ Al 157.0 185 0 213 0 ] 25‘7 0281 0 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56.0
12:20 12,40 12.60 12.80
5000 m/z 41.10 45 .03%
29.0 129.0 257.0
83.0 157.0 185.0 213.0 o830 3120
O R R R A Ll A LAl AR LAl SRR LAl SARSN LARAS LA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e REREE
57.0 12.20 12.40 12.60 12.80
m/z 55.10 34.80%
- %
239.0
29.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 2é0 3(')0 T 12 20 12. 40 12 60 12|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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-Tetradecanol, acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.20 ng 140533 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 80
2 1-Tetradecanol 214 C14H300 000112-72-1 53
3 1-Pentadecene 210 C15H30 013360-61-7 53
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 49
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 47
Abundance Scan 965 (12.617 min): BF086989.D (-964) (-) m/z 43.10 100.00%
431
1111 "' 12140 12:60 12.80 13.00
I 140.1 167.0 193.1213.2 /7 BE.10 48 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92244: 1-Tetradecanol, acetate
43.0
5000 LRI L UL BN B
69.0 wo nmnmnmnm
m/z 57.10 36.54Y%
o\ Hw.1,..»3,2?;?.1....,1??:‘?,..1.9?"?...,...2.4,1.-9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
69.0 LRI BN BN SURUSN SUN
12.40 12.60 12.80 13.00
5000 97.0 m/z 41.10 36.34Y%
125.0
ol 15.0 143.0 1680 196.0 MAA//\WAJ
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250
Abundance #63048: 1-Pentadecene R A BEAE S B
43.0 12.40 12.60 12.80 13.00
m/z 83.10 30.57%
83.0
5000
111.0
XN 0 e Y PP IR P\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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-Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.25 4.42 ng 282606 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 86
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 53
3 4-Aminocvclohexanol acetate (ester) 157 C8H15N02 1000130-62-8 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43

Abundance Scan 1020 (13.245 min): BF086989.D (-1018) (-) m/z 56.10 100.00%

58.1

5000

—

31 1291 15711852 21392413 2853 13.00 13.20 13.40 13.60

0] m/z 57.10 63.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #108844: n-Butyl myristate
56.0
5000 TTTT LA L L L L L LB L
229.0 13.00 13.20 13.40 13.60
630 129.0 0 284.0 m/z 43.05 54 _.15%
BN AN o O - Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
R LA e
13.00 13.20 13.40 13.60
5000 m/z 41.10 46 .85%
29.0
g50 1290

285.0
157.0 185.0 513 9 241.0 311.0 340.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28055: 4-Aminocyclohexanol acetate (ester) T
56.0 13.00 13.20 13.40 13.60
m/z 55.10 35.79%
5000

%

97.0 1310157.0

L — N —

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl13.50 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.13 ng 136333 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaaol 282 C12H2607 002615-15-8 25
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 16
3 Butane. 1l-bromo-4-methoxv- 166 C5H11BrO 004457-67-4 16
4 Ethanol. 2.2"-Toxvbis(2.1l-ethane... 194 C8H1805 000112-60-7 16
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 16
Abundance Scan 1042 (13.497 min): BF086989.D (-1041) (-) m/z 45.10 100.00%
4591
5000 135.1 267.2
89.0 RS nn e e s e
“ 67.1 |I 3P 195.2217.1 13.20 13.40 13.60 13.80
o.HP.HP.A,Annmnhn“hn: m/z 267.20 49 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107063: Hexagol
45.0
5000 AU NS BN SR
13.20 13.40 13.60 13.80
89.0 m/z 57.10 49.02%
0l 190, 67.0 | 1330 1630 195. 02190 2510 2810
m/z--> ﬁo 45 60 85 160 150 150 160 180 200 220 240 260 2éo
Abundance
45.0
13.20 13.40 13.60 13.80
5000 m/z 135.10 40.17%
89.0

67.0 110.0133.0 163.0 208.0 239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33430: Butane, 1-bromo-4-methoxy- R BRI B
45.0 13.20 13.40 13.60 13.80
m/z 89.05 18.58%
5000
87.0
ol 1080 * H 166.0
A A B A saaas s s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF050916.M Mon May 16 19:06:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Heptacosane, l1l-chloro- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.62 2.06 ng 132014 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l1-chloro- 414 C27H55CI 062016-79-9 90
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 90
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Tetratetracontane 619 C44H90 007098-22-8 74

Abundance Scan 1053 (13.622 min): BF086989.D (-1050) (-) m/z 57.10 100.00%
57.1
5000
169.2 13.40 13.60 13.80 14.00
ol gL a0t 8Ll m/z 43.10 79.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 LR ISR BULELALN UL B
13. 40 13 60 13 80 14. 00
70 m/z 71.10 52.24%
oL ‘ \ [y 1410 18302170 2730 300.0343.0378.0 4140
m/z--> éo 100 1%0 200 250 360 350 460
Abundance
57.0
"' 1340 13.60 13.80 14.00
5000 m/z 55.10 39.44Y%
97.0
18.0 140.0 199.0
oL T
m/z--> éo 160 1%0 200 250 300 3%0 460
Abundance #110991: Octadecane, 1-chloro- L I o R R T
57.0 13.40 13.60 13.80 14.00
m/z 85.05 36.89%
5000
91.0
0l15.9] Jh (1380 1750 217.02520 288.0
m/z--> 50 100 150 2(')0 25'30 3(')0 3&1,0 4(')0 13. 40 13 60 13 80 14. 00

8270-BF050916.M Mon May 16 19:06:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.14 ng 137027 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1080 (13.931 min): BF086989.D (-1078) (-) m/z 57.10 100.00%
57.1
5000
99.1 13.60 13.80 14.00 14.20
- J ' } | 2L 1882 2392 o m/z 43.10 72.60%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 U BN B BN U
mmnmmmmm
m/z 71.10 52.57%
0 27\"0‘\ h i ! h‘g% 0\ ;41 0 282'0
m/z--> 55 100 1%0 200 250 300 350 '
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 36.45%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #73965: Hexadecane R e e RS
57.0 13.60 13.80 14.00 14.20
m/z 41.10 25.86%
- M
0 2700 | ‘990 1410 1830 226.0
m/z--> 5'0 1(')0 1%0 200 250 300 350 ' 13. 60 13. 80 14. 00 14'20

8270-BF050916.M Mon May 16 19:06:18 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086989.D

Aca On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.11 ng 95260 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 1132 (14.525 min): BF086989.D (-1130) (-) m/z 57.10 100.00%
57.1
J ‘9 9.1 14.20 14.40 14.60 14.80
ol d bl g 23620654095 2811 Tnsz 43.10  76.32%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 LN DAL BB B IR
mmmmmmmm
99.0 m/z 71.10 50.96%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 350
Abundance
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 37 .05%
o 27.0 990 1m0 282.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #147095: Eicosane, 7-hexyl- L L B B L L B
57.0 14.20 14.40 14.60 14.80
m/z 55.10 25.09%
- WMJLAJ\\//\\/\‘/\M
99.0
ol l | J |y }41 0 18202110 252,0281.0 3220
m/z--> 55 160 150 260 2éo 300 350 ' 1450 1440 1460 1480

8270-BF050916.M Mon May 16 19:06:18 2016 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF086989.D

Acq On : 14 May 2016 00:17

Operator : UM/SJ

Sample : H2877-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
unknown6 .39 6.39 79.2 ng 3930410 1 6.62 992702 20.0
Undecanoic acid 11.67 2.6 ng 182753 4 11.12 1415960 20.0
Pentadecanoic acid 12.46 2.9 ng 187157 5 13.75 1279530 20.0
Ethanol, 2-[2-[4-... 12.50 2.1 ng 134631 5 13.75 1279530 20.0
Hexadecanoic acid... 12.55 5.5 ng 355221 5 13.75 1279530 20.0
1-Tetradecanol, a... 12.62 2.2 ng 140533 5 13.75 1279530 20.0
n-Butyl myristate 13.25 4.4 ng 282606 5 13.75 1279530 20.0
unknown13.50 13.50 2.1 ng 136333 5 13.75 1279530 20.0
Heptacosane, 1-ch... 13.62 2.1 ng 132014 5 13.75 1279530 20.0
Eicosane 13.93 2.1 ng 137027 5 13.75 1279530 20.0
Octacosane 14.53 2.1 ng 95260 6 15.11 901586 20.0
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