LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D
Aca On 9 Jun 2016 13:38 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H3477-03 1300-03-SE-06072016
ALS Vial : 6 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-BF060716.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 1.678 4 8 10 rVB 3172032 4669158 100.00% 14.520%
2 1.747 13 14 20 rvv 343310 483623 10.36% 1.504%
3 1.873 24 25 39 rvB 1357086 2397577 51.35% 7 .456%
4 2.055 39 41 52 rvB2 88728 212185 4 .54% 0.660%
5 2.216 52 55 58 rvB 85986 120399 2.58% 0.374%
6 4.330 238 240 244 rBV 89787 106124 2.27% 0.330%
7 4.993 296 298 304 rBV 212391 327781 7.02% 1.019%
8 5.416 332 335 338 rBY 2089058 2154847 46.15% 6.701%
9 6.456 423 426 428 rBV 2245697 2448002 52.43% 7.613%
10 6.582 435 437 440 rBV 1890129 2445707 52.38% 7.606%

11 6.822 455 458 460 rBvV 708487 710613 15.22% 2.210%
12 6.970 469 471 474 rVB 1514377 1886117 40.40% 5.866%
13 7.382 504 507 509 rBV 1552520 1461852 31.31% 4._.546%
14 8.102 568 570 573 rBV 1117480 954546 20.44% 2.968%
15 9.176 661 664 667 rBY 2580850 2691459 57.64% 8.370%

16 9.576 696 699 701 rBV 211301 283886 6.08% 0.883%

17 9.793 716 718 720 rBV 70951 57950 1.24% 0.180%
18 9.851 721 723 726 rVB 1225115 1083847 23.21% 3.371%
19 10.285 758 761 763 rBV 71015 89967 1.93% 0.280%
20 10.513 778 781 784 rBV 25953 50040 1.07% 0.156%

21 10.639 789 792 794 rBV 1745212 1742783 37.33% 5.420%
22 10.765 801 803 807 rBvV 76382 113290 2.43% 0.352%
23 11.325 850 852 855 rvB2 970954 1037688 22.22% 3.227%
24 12.742 973 976 978 rBV 224686 189273 4._05% 0.589%
25 12.914 988 991 993 rBV 2610955 2509735 53.75% 7.805%

26 13.439 1035 1037 1039 rBV 129761 133581 2.86% 0.415%
27 13.805 1067 1069 1075 rBV2 100379 176206 3.77% 0.548%
28 13.954 1079 1082 1084 rBV 944461 887842 19.02% 2.761%
29 14.800 1153 1156 1159 rVB 62821 63742 1.37% 0.198%
30 15.360 1202 1205 1208 rBV 570317 666238 14.27% 2.072%

Sum of corrected areas: 32156058
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

1300-03-SE-06072016

Abundance
1)68
3000000

2500000

2000000

1500000
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1.87
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.68 131.41 ng 4669160 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 8 (1.678 min): BF087849.D (-4) (-) m/z 73.10 100.00%
73
5000 43 /\
89
1,70 1.80 1.90 2.00 2.10
0 I % | m/z 43.05 46.66Y%
LI SUMLL SUMLRS LI SULLLS IULILRLS LI IULLLS LIS LI BRI - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 32.68%
) ST S
R A N NMAARRARSRARESRESSSRSsSSS
m/z--> 10 40 50 70 80 90 100 110
Abundance
73
43
55 1.70 1.80 1.90 2.00 2.10
5000 m/z 41.05 8.82%
29
0 15 37 49 61 67 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2138: Propane, 2-methoxy-2-methyl-
78 1.70 1.80 1.90 2.00 2.10
m/z 45.10 7.39%
5000
57
29 41
0 15 | \“\ 50 1] | 87
LU SRR SR UL UL FULRLIL IR SO S S B AR AR UL A UL AR
m/z--> 10 40 50 70 80 90 100 110 1.70 1.80 1.90 2.00 2.10

Jun 10 15:55:44 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\

Data File : BF087849.D

Aca On 9 Jun 2016 13:38

Operator : UM/SJ

ﬁ?ggle i H3477-03 1300-03-SE-06072016
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Propanone, l1l-chloro- Concentration Rank 7

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

2.06 5.97 ng 212185 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. l1l-chloro- 92 C3H5CI0 000078-95-5 86
2 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 9
3 Sulfurous acid. dipropvl ester 166 C6H1403S 000623-98-3 4
4 2-Propanone. 1.1-dichloro- 126 C3H4CIl20 000513-88-2 4
5 Acetyl chloride 78 C2H3CIO 000075-36-5 4

Abundance Scan 41 (2.055 min): BF087849.D (-39) (-) m/z 43.00 100.00%
a3
5000
57 77 92 1.80 2.00 2.20 2.40
I — m/z 42.00 10.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2406: 2-Propanone, 1-chloro-
43
5000
1.80 2.00 2.20 2.40
5 m/z 92.00 7.36%
o 2735 | 51 g1 77 2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
180 2.00 220 240
5000 7 m/z 49.00 5.81%
73
55 88
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #35344: Sulfurous acid, dipropy! ester
43 1.80 2.00 2.20 2.40
m/z 44.00 2.98%
5000
ol 15 ZZ‘ 1 59 ?3 83 95 107 125 137 151
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 180 200 220 2.40

8270-BF060716.M Fri Jun 10 15:55:45 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Butene, l1-chloro-3-methyl- Concentration Rank 10

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

2.22 3.39 ng 120399 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 1-chloro-3-methvl- 104 C5HOCI 000503-60-6 80
2 3-Methvl-3-chloro-1-butene 104 C5HOCI 002190-48-9 64
3 2-Butene. l1-chloro-2-methvl- 104 C5HOCI 013417-43-1 56
4 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 40
5 2-Butenoic acid, 4-nitrophenyl e... 207 C10H9NO4 014617-88-0 38

Abundance Scan 55 (2.216 min): BF087849.D (-52) (-) m/z 69.10 100.00%
60
41
5000
53
6| 55 P 0 180 2.00 220 240 2.60
O ety 8L L Tm/z 41.05  67.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4853: 2-Butene, 1-chloro-3-methyl-
4 69
5000
53 1.80 2.00 2.20 2.40 2.60
27 104 m/z 53.10 32.40%
0 15 \‘\ 351, 47\\“ 62 || 75 89 |
miz--> A D A N N NPT
Abundance
69
AI”"P"W"”I'”'I”
41 1.80 2.00 2.20 2.40 2.60
5000 m/z 39.10 27 .94%
53
27
35 63 77 89 104
G S A UL UL I UL I UL UL W B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4855: 2-Butene, 1-chloro-2-methyl- ,....,./.\..,....,....,..
4 9 1.80 2.00 220 2.40 2.60
m/z 67.10 13.17%
5000
53
o7 104
89
o AN -1 OO 0 | W § I S A S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220 2.40 2.60

8270-BF060716.M Fri Jun 10 15:55:45 2016
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3-Penten-2-one, 4-methyl- Concentration Rank 12

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

4._.33 2.99 ng 106124 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 240 (4.330 min): BF087849.D (-238) (-) m/z 83.10 100.00%
55 83
5000 43 98
s
4.00 4.20 4.40 4.60
0 ...,....,....,..?3|,-':..‘.‘?'.|..'.,..‘?7.,...77.~,....,....~,.... m/z 55.10  90.18%
m/z--> 10 30 50 60 70 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 4.40 460
m/z 98.10 37 .25%
o 23‘M 37| 49| 6167 77 92
LI FUELEL SN FULELEL SR JURL LS SURELL UL SURLLI SURLE B
m/z--> 10 40 50 70 90 100
Abundance
83
% IS NARBERAREE LARE LRAE
43 4.00 4.20 4.40 4.60
5000 m/z 43.00 36.65%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 4.00 4.20 4.40 4.60
m/z 39.10 26.11%
41
5000 7 o8
15 ‘ 69
| .,..::h.34.ag:..??HM LSl e L SN - S— 1)
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

Jun 10 15:55:46 2016
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 6

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

4.99 9.23 ng 327781 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 298 (4.993 min): BF087849.D (-296) (-) m/z 43.10 100.00%
43
59
5000
101 R a T T NL SN S
51 | 83 460 4.80 5.00 520 5.40
O e e e e e m/z 59.10 59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 LI L L L L L L LB L BB
a 460 4.80 5.00 520 5.40
101 m/z 101.10 20.09%
29
0 ”.,.”.,”.Wﬂ”.ﬂﬂkn?ﬂulu...w??”,.?ﬁ,.”.ﬂn..,”..P...P..w...w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R i B
460 4.80 5.00 520 5.40
5000 5o m/z 58.10 16.55%
15 101
o 31 51 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B n
59 460 4.80 5.00 520 5.40
m/z 41.10 9.12%
5000 41
68
0 150 . 126 147
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40

Jun 10 15:55:47 2016
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 unknown6.58 Concentration Rank 2

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

6.58 68.83 ng 2445710 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 437 (6.582 min): BF087849.D (-435) (-) m/z 132.00 100.00%
132
5000 68
96 SSARBEANREE SRS RSN
40 54 78 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 42 .42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 NP S SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.62%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .87%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LRI B e s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.39%
5000 98 116
) AN | VIR A N HW..LL,..“u N 189 SN Y N
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

Jun 10 15:55:48 2016
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 10 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.76 2.18 ng 113290 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 803 (10.765 min): BF087849.D (-801) (-) m/z 57.05 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
141
ol b b b s m/z 71.10 68.48%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 AU AR B
10,40 10.60 10.80 11.00
- m/z 43.10 61.59%
0 | h Il H‘ 1?\-311‘\11 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10,60 10.80 11.00
5000 g5 m/z 85.10 45_.18%
29
o 113 141 169 106 240
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R S e e e
57 10.40 10.60 10.80 11.00
m/z 41.10 27 .35%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00 '

Jun 10 15:55:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\

Data File : BF087849.D

Aca On 9 Jun 2016 13:38

Operator : UM/SJ

ﬁ?ggle i H3477-03 1300-03-SE-06072016
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.74 4.26 ng 189273 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Cvclohexanamine 99 C6H13N 000108-91-8 30
3 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 30
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 27
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 27

Abundance Scan 976 (12.742 min): BF087849.D (-973) (-) m/z 56.10 100.00%
96
5000
73
97 129 239257 '|""|"'w"A'|""|'
3¢ || 1 157 185 213 312 12.40 12.60 12.80 13.00
Obrrrrrrr et m/z 57.10 56.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AR AR
a1 73 257 1240 12.60 12.80 13.00
129 239 m/z 43.10 39.54%
oL ‘ | h H‘ " H\l 2 157 185 2 e ‘ 283 312
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 41.10 38.41%
99
. 28 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7847: Cyclohexanol, 4-amino-, trans- B EARREE S e s
56 12.40 12.60 12.80 13.00
m/z 73.00 32.52%
5000
o el 8L o7 1s
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 12140 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Butyl myristate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.44 3.01 ng 133581 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 35
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 32
5 Cyclohexanamine 99 C6H13N 000108-91-8 30
Abundance Scan 1037 (13.439 min): BF087849.D (-1035) (-) m/z 56.10 100.00%
56
5000
4 73
| 97 129 285 13.20 13.40 13.60 13.80
111 | 143 185 241 267 : . .
| o o 14 m/z 57.05 58.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 IR RN U BN R
41 229 13.20 1340 13.60 13.80
m/z 43.10 43.43%
101 185 284
Obrrr e h I \,}‘}?,,I}leljmln\h e 255269 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
' 13.20 13.40 13.60 13.80
5000 a1 85 m/z 41.10 37.47%
ol 26 70 | 99114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18264: Urea, N,N-di-2-propenyl- S R e et
56 13.20 13.40 13.60 13.80
m/z 55.10 31.15%
5000 4l -/v-v\_VHFV“VAﬂ\N’\‘ﬁ_¢ﬂ\\/
oLt | 70599 1o5140
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80

8270-BF060716.M Fri Jun 10 15:55:50 2016
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8270-BF060716.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087849.D

Aca On : 9 Jun 2016 13:38

Operator : UM/SJ

Sample : H3477-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 13 Trichloroacetic acid, penta... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.81 3.97 ng 176206 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 95
2 n-Tetracosanol- 354 C24H500 000506-51-4 91
3 1-Hexacosanol 382 C26H540 000506-52-5 90
4 1-Hexadecanol 242 C16H340 036653-82-4 83
5 17-Pentatriacontene 491 C35H70 006971-40-0 83

Abundance Scan 1069 (13.805 min): BF087849.D (-1067) (-) m/z 57.10 100.00%
87 83
3 l 139 13.40 13.60 13.80 14.00 14.20
o} L B et S R m/z 55.10 91.95%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83
5000 R U UL SUL B
111 1340 13.60 13.80 14.00 14.20
m/z 43.05 91.18%
0! 2 6 A \“ \\‘\ \‘w ‘\\1%9‘ 182 210
m/z--> 50 ) 150 200 250 300 350
Abundance
43
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 83.10 88.17%
18 111
0 65 140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol T
43 13.40 13.60 13.80 14.00 14.20
m/z 69.10 80.64%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20

Jun 10 15:55:51 2016

1300-03-SE-06072016

Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060916\

Data File : BF087849.D

Acq On : 9 Jun 2016 13:38

Operator : UM/SJ

3?22'6 i H3477-03 1300-03-SE-06072016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Propane, 2,2-dime... 1.68 131.4 ng 4669160 1 6.82 710613 20.0
2-Propanone, 1-ch... 2.06 6.0 ng 212185 1 6.82 710613 20.0
2-Butene, 1-chlor... 2.22 3.4 ng 120399 1 6.82 710613 20.0
3-Penten-2-one, 4... 4.33 3.0 ng 106124 1 6.82 710613 20.0
Propane, 2-methyl... 4.99 9.2 ng 327781 1 6.82 710613 20.0
unknown6 .58 6.58 68.8 ng 2445710 1 6.82 710613 20.0
Octadecane 10.76 2.2 ng 113290 4 11.32 1037690 20.0
Hexadecanoic acid... 12.74 4.3 ng 189273 5 13.95 887842 20.0
Butyl myristate 13.44 3.0 ng 133581 5 13.95 887842 20.0
Trichloroacetic a... 13.81 4.0 ng 176206 5 13.95 887842 20.0

8270-BF060716.M Fri Jun 10 15:55:51 2016 Page: 13



