LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On > 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 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-BF043015.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

1.484 23 26 28 rvB 860209 1178650 18.80% 6.699%
1.621 36 38 48 rVB2 125043 323403 5.16% 1.838%
rvv 96439 152697 2.44% 0.868%
1.804 52 54 60 rvv 69176 150291 2.40% 0.854%
1.884 60 61 98 rvB 2732631 6269098 100.00% 35.632%

abrwWNPEF
=
\l
a0
(o0}
D
o0}
a0
o
a1
N

6 5.644 387 390 392 rVB 197963 260747 4.16% 1.482%
7 6.902 497 500 502 rBvV 228272 279533 4._46% 1.589%
8 7.050 511 513 516 rVB 320745 300173 4._.79% 1.706%
9 7.336 536 538 540 rBV 278193 360591 5.75% 2.050%
10 7.530 5563 555 557 rvB 207289 207216 3.31% 1.178%

11 8.033 596 599 601 rVvB 146572 155127 2.47% 0.882%
12 8.913 674 676 679 rBvV 410367 506901 8.09% 2.881%
13 10.262 792 794 796 rVB 316472 268706 4._.29% 1.527%
14 11.096 864 867 870 rvVv 647216 612455 9.77% 3.481%
15 11.668 913 917 920 rBV5 31350 79027 1.26% 0.449%

16 11.759 923 925 929 rvv 86514 94793 1.51% 0.539%
17 11.942 938 941 943 rBV 134926 215794 3.44% 1.227%
18 12.079 950 953 955 rBvV 244718 286836 4._.58% 1.630%
19 12.182 960 962 965 rVB 419607 402645 6.42% 2.289%
20 12.285 968 971 973 rBV 358887 517101 8.25% 2.939%

21 12.514 988 991 992 rBV 81101 103153 1.65% 0.586%
22 12.548 992 994 995 rVB 66721 64564 1.03% 0.367%
23 12.868 1019 1022 1024 rVB 624653 903591 14.41% 5.136%
24 12.948 1026 1029 1031 rBV 640613 783993 12.51% 4._.456%
25 13.005 1032 1034 1035 rVvVv 90784 88973 1.42% 0.506%

26 13.302 1058 1060 1062 rBV 310698 373800 5.96% 2.125%
27 13.417 1068 1070 1072 rVB 107929 150712 2.40% 0.857%
28 14.194 1136 1138 1139 rBV 205141 235821 3.76% 1.340%
29 14.457 1159 1161 1163 rBV 117758 166080 2.65% 0.944%
30 14.491 1163 1164 1166 rVB 119910 111822 1.78% 0.636%

31 14.948 1201 1204 1205 rBV 211200 311620 4.97% 1.771%

32 16.274 1317 1320 1322 rBV 680800 839663 13.39% 4.772%
33 18.137 1481 1483 1486 rBV 543763 838380 13.37% 4._.765%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On > 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 17593956
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050715\

BFO79006.D
7 May 2015 20:07
TP/1Z
62084-01 5X
17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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1000000
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0
Time-->
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o
Time--> 8.00
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8.50 9.00

12.50

13.00

13.50

14.00

14.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF079006.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.48 65.37 ng 1178650 1,4-Dichlorobenzene-d4 7.35
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-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 26 (1.484 min): BF079006.D (-23) (-) m/z 73.10 100.00%
73
5000 43
89
— S f—
140 160 1.80
55
Obrrr e e e e e e || M/Z 43,10 48.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L I L N
140 160 1.80
a1 89 m/z 89.10 28 .84%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43 L L L
55 140 160 1.80
5000 m/z 41.05 9.27%
29
s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl- T
7B 140 160 1.80
m/z 45.10 7.11%
5000
41
- ‘ 57
“'l'“'|'““l'“'HJ“'?%”Ll'“'l'“'l'“'|'“'l'“'l' N P N L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

1.80 8.34 ng 150291 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 Silane, trimethyl[2-methylene-1-_.._. 194 C12H22Si 097778-15-9 9

Abundance Scan 54 (1.804 min): BF079006.D (-52) (-) m/z 73.05 100.00%
7B
5000
55 87 i SN NS
4145 | 59 1.40 1.60 1.80 2.00 2.20
e e | m/z 55.10 26 41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000 "”‘T-L7”j¥771/\----|-- AR
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.05 23.70%
2?33 39 | 50 ‘ 9 69
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.40 1.60 1.80 2.00 2.20
5000 m/z 71.10 12.51%
43
2 15 542933 39 47 53 59 6569 7781 88
AL AL RAAR) R LA AR ARL) RUAE) RALLY SAAL) W) BALLS LR MAAE) RALAN LALR! ARSI RALAA LALE) MR LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #720: N-Ethylformamide e
30 140 1.60 1.80 2.00 2.20
73 m/z 41.05 11.43%
5000
44 58
52 2 |
TITTT I [T I I T T[T I [T I T I T [T I TTT oo |||| TTTT I T[T T[T I T I T [T AT T I [ TT I T [ TIT I T O] TT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.05 Concentration Rank 5

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

7.05 16.65 ng 300173 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 513 (7.050 min): BF079006.D (-511) (-) m/z 132.00 100.00%
5000 68

6.80 7.00 7.20 7.40
m/z 68.10  43.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 LI I L L L L LB B

6.80 7.00 7.20 7.40
33 44 g7 105 m/z 134.00 31.48%
51 60 70 78 86 ‘

(N | 115
A B B S e R R Ras La e EARRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e
6.80 7.00 7.20 7.40
5000 m/z 66.10 27 .45%
104
51 66 77
14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine e A e ERRAm
132 6.80 7.00 7.20 7.40
m/z 69.05 16.34%
5000 104
39 52 g5 18
reprererrrrperlereee bt 2 b 22 R N s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownll.67 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.58 ng 79027 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 38
2 Heptadecane 240 C17H36 000629-78-7 35
3 Hexadecane 226 C16H34 000544-76-3 35
4 Undecane. 5-ethvl- 184 C13H28 017453-94-0 35
5 Dodecane 170 C12H26 000112-40-3 35
Abundance Scan 917 (11.668 min): BF079006.D (-913) (-) m/z 57.10 100.00%
57
5000 Nﬂx_,A_A,yﬂhzkhAJ"dﬂv”/”/
109 165 U BRI DAL BRI B
l I l 03 11.40 11.60 11.80 12.00
.”.,.”,LH..JJNH.W.”.“.” R n e A RER s B m/z 43.10 63.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57
5000 LI UL SR B B

11,40 11.60 11.80 12.00
m/z 71.10 50.56%

MH 141 183 225 267 309 351 393423 463 505 561591

LY

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
EE A ERmamES B S
11.40 11.60 11.80 12.00
5000 m/z 41.10 49_.16%
141 182 240
T T T T
m/z--> 50 100 150 =200 250 300 350 400 450 500 550 600
Abundance #73964: Hexadecane R B LA M e e
57 11.40 11.60 11.80 12.00
m/z 55.10 38.50%
5000 xAWAIJVWJVJ\/MNJLJAJ/
2 9 141 183 226
L B s B R EE B o e R B LA M e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.40 11.60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.76 3.10 ng 94793 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 91
2 2-Methvl-2-(47"-hvdroxvphenvD)pen... 192 C12H1602 070205-18-4 64
3 Hexestrol 270 C18H2202 005635-50-7 59
4 Phenol. 4-(1.1-dimethvipropv)- 164 C11H160 000080-46-6 56

5 1-Adamantan-1-yl-6-chloro-7-fluo... 375 C20H19CIFNO3 1000210-85-1 53

Abundance Scan 925 (11.759 min): BF079006.D (-923) (-) m/z 135.10 100.00%

5000

%

41 57 107 11.40 11.60 11.80 12.00
77 91 120 | 149163 191206 : : : ;

,....-,'....',....-,..'.'.,.|...-,... ARl e || M7z 107.00  16.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60211: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 LA L L L L L LB L LN B

11.40 11.60 11.80 12.00
m/z 136.10 11.09%

57 107
AR

206
1 149 175 191

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

Abundance
135
R mn RS St
43 11.40 11.60 11.80 12.00
5000 m/z 57.10 10.24%
107 192
7494 1 95 177
s B A B e o O R AR
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol T
135 11.40 11.60 11.80 12.00
m/z 41.10 9.90%
5000

107

28 4 55 77 91 | 120 || 152165 181 199212 om1 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO

é
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Undecane, 3,6-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.94 7.05 ng 215794 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 59
4 Octadecane 254 C18H38 000593-45-3 58
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58

Abundance Scan 941 (11.942 min): BF079006.D (-938) (-) m/z 57.10 100.00%
57
85 A el
99 113 11.60 11.80 12.00 12.20
127
141 155 169 183 m/z 71.10 50.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45576: Undecane, 3,6-dimethyl-
57
43 71 11.60 11.80 12.00 12.20
2 N m/z 43.10  46.34%
| T 98 M3 157 149155 169 184
miz--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
43 ¥
1160 1180 12.00 1220
5000 n m/z 85.10 26.21%
85
29
99 113 127 141 155 169 183 197 226
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129580: Tetradecane, 1-iodo- i R
3 57 11.60 11.80 12.00 12.20
m/z 41.10 24 .94%
5000 &
29 a5
15 || || L ‘ 99 113 127 141 155 169 107
miz--> 20 40 6|0 8|0 100 12'0 140 160 180 200 220 1160 1180 12.00 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Phenol, 2,4-bis(l1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.18 10.27 ng 402645 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(1l.1-dimethvilprop... 234 C16H260 000120-95-6 92
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 59
3 Quinoline. 2-phenvl- 205 C15H11N 000612-96-4 59
4 Phenol. 2.6-bis(1l.1-dimethvlethv... 277 C17H27NO2 001918-11-2 59
5 6-Phenylisoquinoline 205 C15H11IN 070125-61-0 59
Abundance Scan 962 (12.182 min): BF079006.D (-960) (-) o m/z 205.20 100.00%
205
5000
43 71 NN LN SN BN B
91 10115 133 147 161 177 219 234 11.80 12.00 12.20 12.40 12.60
e 2 10318 1SS 1T T 189 | A9 sz 206.20  15.620%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78685: Phenol, 2,4-bis(1,1-dimethylpropyl)- o
2
5000 AL SRR SR BN B
11/80 12.00 12.20 12.40 12.60
43 71 m/z 43.10 14 .24%
1529 55 T Sligglts 199147161 Trige | 219 2
e T e T
Abundance
205
1180 12.00 12,20 12.40 12.60
5000 220 m/z 71.10 10.53%

57
15 29 41 69 81 93105119131 145 161 177189

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59509: Quinoline, 2-phenyl- T T
205 11.80 12.00 12.20 12.40 12.60
m/z 177.20 6.21%
5000

%

102
14 27 39 51 63 76 88 ~|"115128 151164176 190 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 80 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.29 13.19 ng 517101 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 971 (12.285 min): BF079006.D (-968) (-) m/z 57.10 100.00%

57
7
5000 43

99 113 12.00 12.20 12.40 12.60

127141155169183 205 233

Oty m/z 71.10 76.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73971: Tridecane, 5-propyl-
57
43 71
5000 LA L L B L L L LB

12. OO 12 20 12. 40 12 60
85 m/z 43.10 50.15%

112
M Il ‘W 98 7| 127141 168183197 226

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

57

:

71
LB e e B

43 12.00 12.20 12.40 12.60
5000 85 m/z 85.10 30.27%

29 99 113127
141155169183197, 11 505539253267 282

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

=
=
w

Abundance #99493: Pentadecane, 2,6,10,14-tetramethy!- T
57 12.00 12.20 12.40 12.60
43 71 m/z 41.10 21.17%
5000
29 991117
| ‘ Lol \ ‘ 141155169 \ 197211225239253268

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.51 2.63 ng 103153 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 74
2 3-Undecene. (E)- 154 C11H22 001002-68-2 64
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 62
4 3-Nonene. (E)- 126 C9H18 020063-92-7 60
5 3-Undecene, (2)- 154 C11H22 000821-97-6 60

Abundance Scan 991 (12.514 min): BF079006.D (-988) (-) m/z 57.10 100.00%
57
41 11
5000
126 RN BN SRR SUNRRE
140154169183 201 217232 12.20 12.40 12.60 12.80
m/z 69.10 79.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000 RN BN SRR SUNRRE
29 12.20 12.40 12.60 12.80
125 m/z 55.10 75.97%
J | 139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
55 o 12.20 12.40 12.60 12.80 |
5000 m/z 41.10 66 .89%
27
83 o 154
111126
ﬁﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83803: 1-Decanol, 2-hexyl- R R e R B
12.20 12.40 12.60 12.80
m/z 43.10 63.37%
5000
125139154165 106 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12120 12.40 12.60 12.80

8270-BF043015.M Fri May 08 13:47:46 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.87 23.05 ng 903591 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1022 (12.868 min): BF079006.D (-1019) (-) m/z 57.10 100.00%
57
4| 1260 12.80 13.00 13.20
141 . : : :
o...,....,'...|,..':.,-.-...tl,..!.,."...,..1.“?6....lff?.. 211220248 | m/z 71.10 82.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
[ -t
5000 4 85 LI LU BUARLL BN B
12. 60 12. 80 13. oo 13. 20
113 m/z 43.10 46 .34%
‘ ‘\ ‘\ H H‘ ‘ 1L 141 169 197 226
m/z--> ﬁo Jo eb 80 160 150 150 160 180 200 220 240 2éo 280 360
Abundance
57
11260 12.80 13.00 13.20
5000 85 m/z 85.10 45 _51%
41

113
141156 183 211 239 267 296
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #123100: Pentadecane, 8-heptyl- T

57 12.60 12.80 13.00 13.20
m/z 41.10 23.08%

5000 85
4
113 210
26 | “ | 777 141 169 193777225 252267 309

L S

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Heptadecane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.01 2.27 ng 88973 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 53
2 Tetradecane 198 C14H30 000629-59-4 52
3 Pentadecane 212 C15H32 000629-62-9 52
4 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 50
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 50
Abundance Scan 1034 (13.005 min): BF079006.D (-1032) (-) m/z 57.10 100.00%
5000
LN RIS SUNILR SRR I
113127141155169 12.60 12.80 13.00 13.20 13.40
— 198 GELE9 22 Th/7 97.10  66.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91043: Heptadecane, 2-methyl-
43
57
5000 71 AL SRR UL SURISR B
85 12/60 12.80 13.00 13.20 13.40
m/z 55.10 56.14%
1 ‘ | ‘ %9113127141155169183197 |~ 224239 254
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 DN SUNRILR SRR I
71 12.60 12.80 13.00 13.20 13.40
5000 85 m/z 43.10 53.35%
29
15 9% 113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64575: Pentadecane A B
57 12.60 12.80 13.00 13.20 13.40
43 m/z 71.10 50.84%
71
5000 85
9 113
Lol | 127141155169183 212
m/z--> 2'0 4'0 60 80 100 150 14'10 160 180 200 220 240 260 12/60 12,80 13.00 13.20 13.40

8270-BF043015.M Fri May 08 13:47:47 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Pentadecane, 8-heptyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.30 9.54 ng 373800 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1060 (13.302 min): BF079006.D (-1058) (-) m/z 57.10 100.00%
g7
113 USRS SRR
141 13.00 13.20 13.40 13.60
...,....,'...| b A 6L 183 211 234283 L 07271010 81, 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
i W
5000 85 SR DU RN AR BRRRE
4 13.00 13.20 13.40 13.60
m/z 43.10 64 .14%
P s % g g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.00 13.20 13.40 13.60
5000 m/z 85.10 50.32%
85
41
113 141 169 212
Wmﬁmmwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82606: Heptadecane Rl B e
57 13.00 13.20 13.40 13.60
m/z 55.10 23.63%
5000 85 /j\ﬁ\/L/\NAWJ\AA»ﬁw\fhk\J\J\
4
15 L HS 169 197 240
miz> 25 40 6 80 100 130 140 180 180 230 230 240 280 280 300 13,00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Tritetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.84 ng 150712 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 72
2 2-1sopropvl-5-methvl-1-heptanol 172 C11H240 091337-07-4 64
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 59
4 Heneicosane 296 C21H44 000629-94-7 58
5 Nonacosane 408 C29H60 000630-03-5 53
Abundance Scan 1070 (13.417 min): BF079006.D (-1068) (-) m/z 57.10 100.00%
57
5000 \_/\m\/\/\'\//\k\/\/\_/ﬂ\—/\/'
Jﬂl "3 1340 13,60 1280
179
||”|||”ﬂLE#hH*#2i%EiTFTﬁTﬁTﬂTﬂTﬁTﬁTﬁTqTﬁTﬁT m 4 71.10 70.04%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57

5000 L e
13 20 13 40 13. 60 13. 80
]

m/z 43.10 46.24%

97

| | 127 169 211 253 295 337 379 421 463 505 547 604
T T T T L o T e T T e e e

m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance

57
R B
13.20 13.40 13.60 13. 80
5000 m/z 69.10 43.69%
125
27
87 155
o e R A B o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #156987: Disulfide, di-tert-dodecy! R A BEREE R
57 13.20 13.40 13.60 13.80

m/z 85.10 42 .50%

5000
99
2 169

| 137, | 205 402

L
LI L L L L L L L L L L L L L L L B B LB BB TT T T[T T T T[T T T T[T T T T TT

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050715\
Data File : BF079006.D

Aca On : 7 May 2015 20:07

Operator : TP/1Z

Sample : 62084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1,2,3,6-Tetrahydropyridine,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 6.02 ng 235821 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.6-Tetrahvdropvridine. 1-ac... 247 C14H17NO3 094427-34-6 72
2 1.3.5.2-Oxadiazaborine. 2.2-diet... 276 C16H29BN20 1000160-64-7 64
3 2-(Salicvlideneamino)naphthalene 247 C17H13NO 001689-72-1 59
4 9H-Imidazoll.2-albenzimidazole. ... 247 C16H13N3 021431-82-3 59
5 ETHYL 4-ANILINO-5-0X0-2,5-DIHYDR... 247 C13H13NO4 1000244-19-7 50
Abundance Scan 1138 (14.194 min): BF079006.D (-1136) (-) m/z 247.20 100.00%
247
5000
57
41 175 13.80 14.00 14.20 14.40 14.60
97 147 191
el A MR 20 26328l 818 L 57,10 28.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86482: 1,2,3,6-Tetrahydropyridine, 1-acetyl-4-[4-hydroxy-...
247
5000 43 204 S B B B
1380 1400 14.20 14.40 14.60
- 188 m/z 248.20 18.85%
145
..|....|“.‘.”§Q M 9 n h\ M \h . nh M\ .‘...”.... Izﬁc? N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
247
13.80 14.00 14.20 14.40 14.60
5000 m/z 41.10 10.50%
96
55 205
29 79 116133151 177 231 275
R AN RN RN LRSS LA LA LR LARAS LARAN AARSE LAARS RARAN LARRN SARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86581: 2-(Salicylideneamino)naphthalene R Ra e e
247 13.80 14.00 14.20 14.40 14.60
m/z 175.10 8.00%
5000
127
8 st T 108 154 176 202 20
m/z--> 20 40 60 8|0 100 150 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050715\
Data File : BF079006.D

Acq On > 7 May 2015 20:07

Operator : TP/1Z

Sample - G2084-01 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.48 65.4 ng 1178650 1 7.35 360591 20.0
Butane, 2-methoxy... 1.80 8.3 ng 150291 1 7.35 360591 20.0
unknown7 .05 7.05 16.6 ng 300173 1 7.35 360591 20.0
unknownll.67 11.67 2.6 ng 79027 3 11.10 612455 20.0
Phenol, 4-(1,1,3,... 11.76 3.1 ng 94793 3 11.10 612455 20.0
Undecane, 3,6-dim... 11.94 7.0 ng 215794 3 11.10 612455 20.0
Phenol, 2,4-bis(1... 12.18 10.3 ng 402645 4 12.95 783993 20.0
Tridecane, 5-propyl- 12.29 13.2 ng 517101 4 12.95 783993 20.0
3-Eicosene, (E)- 12.51 2.6 ng 103153 4 12.95 783993 20.0
Hexadecane 12.87 23.1 ng 903591 4 12.95 783993 20.0
Heptadecane, 2-me... 13.01 2.3 ng 88973 4 12.95 783993 20.0
Pentadecane, 8-he... 13.30 9.5 ng 373800 4 12.95 783993 20.0
Tritetracontane 13.42 3.8 ng 150712 4 12.95 783993 20.0
1,2,3,6-Tetrahydr... 14.19 6.0 ng 235821 4 12.95 783993 20.0
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