LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 7.390 558 569 570 rBV2 8964863 59013453 29.10% 14.720%
2 7.756 599 601 602 rVB 12291725 16729929 8.25% 4.173%
3 7.985 618 621 626 rVB 6758674 13391207 6.60% 3.340%
4 8.853 632 697 699 rBV2 8719353 202766857 100.00% 50.578%
5 11.288 904 910 913 rBVY 1890640 4205023 2.07% 1.049%

11.985 967 971 974 rVB 8876670 15892710 7.84% 3.964%
13.757 1123 1126 1128 rVV 1983005 3016584 1.49% 0.752%
13.837 1128 1133 1134 rVV 2603630 4342713 2.14% 1.083%
14.077 1150 1154 1156 rVV 8390844 10149100 5.01% 2.532%
14.751 1210 1213 1217 rVV2 1894996 3593559 1.77% 0.896%

=
QO ~NO®

11 14.991 1231 1234 1237 rVB 3093896 3197627 1.58% 0.798%
12 15.551 1280 1283 1286 rBV 5200514 6019698 2.97% 1.502%
13 15.894 1306 1313 1315 rBV 10479260 33531547 16.54% 8.364%
14 16.774 1388 1390 1393 rVB 3411889 5020183 2.48% 1.252%
15 17.529 1453 1456 1459 rBV 1451226 2042965 1.01% 0.510%

16 17.620 1459 1464 1475 rVB 8542192 17984901 8.87% 4._.486%

Sum of corrected areas: 400898056
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1I\BNA F\DATA\BF030915\
: BFO77647.D

: 9 Mar 2015 19:32

> TP/1Z

: 6G1435-02

11 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BFO77647.D

7.3

0
Time-->

T I T
2.50 3.00 3.50 4.00 4.50

5.00 5.50
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1.2e+07

le+07

8000000

6000000

4000000

2000000

0=
Time-->

TIC: BFO77647.D

8.85 11.99

7.98

11.29

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

13.50

14.08

13.84
13.16

14.00

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

05

TIC: BFO77647.D

15.89

17.62

15.55

14.99 16.77

14.75 |
17.58
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

7.39 20.00 ng 59013500 1,4-Dichlorobenzene-d4 7.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 dI-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 59
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 50
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 40

Abundance Scan 569 (7.390 min): BFO77647.D (-558) (-) m/z 57.10 100.00%
7
5000 41 ///N_“///fj
083 SRR L U IR
98 7.00 7.20 7.40 7.60 7.80
o ....,|.'...',..1?2.,.1??.,.1.59.,...., m/z 41.10 47.38%
m/z--> 20 40 60 100 120 140 160
Abundance #13220. l Hexanol, 2-ethyl-
57
5000 SRR L UL IR
43 700 7.20 7.40 7.60 7.80
29 ‘ 70 g3 m/z 43.10 37.27%
98
0||EI-8||‘|“||‘I‘|||H‘I||“‘||Il|||‘|||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
7.00 720 7.40 7.60 7.80
5000 70 m/z 55.10 31.66%
41
29 83
15 99 112
L L L L UL UL N S|
m/z--> 20 40 60 80 100 120 140 160
Abundance #65767: Heptane, 1,1'-oxybis- B e R R
57 7.00 7.20 7.40 7.60 7.80
m/z 70.10 24._46%
5000
70
0 H ‘ ‘w 83 m 107117 135 148 171
miz--> ' 60 80 100 130 140 10 | | 700 7.0 7.40 760 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Dodecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.29 20.00 ng 4205020 Acenaphthene-d10 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Octanoic Acid 144 C8H1602 000124-07-2 47

Abundance Scan 910 (11.288 min): BFO77647.D (-904) (-) m/z 73.10 100.00%
60 7B
43
5000
129
115 157 A U BN A U
i || || II | 143 | 171 00 200 11.00 11.20 11.40 11.60
o AR RIS R [ S P MRS N N = - Bl m/z 60.00 87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid
60 78
43
5000 L SRS B UL SULRA
29 85 129 umnmnmum
101 115 157 200 m/z 43.10 64 .04%
| ] | g
Ouuululuu‘l‘u‘uu”l“|‘l‘|‘||“lﬁ|ﬁ”‘l‘uu‘ﬁuluu‘uu‘i“uu |||||||||||‘||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4 60 78
11foo 11!20 11)40 11)60
5000 29 m/z 41.10 60.89%
87 129 143
16 101 115 157 186
m/z--> 26 Jo éo éo 160 150 150 1éo 1éo 260
Abundance #37191: n-Decanoic acid e AR
60 73 11.00 11.20 11.40 11.60
m/z 55.10 53.89%
41
5000 - 129
7
115 172
o ‘\ L LT L s ) e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 3 unknownl11.99 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 20.00 ng 15892700 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvlheptane-1.6-diol 146 C8H1802 005392-57-4 43
2 1-Ethoxvpentan-3-ol 132 C7H1602 100910-92-7 27
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 16
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 16
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 12
Abundance Scan 971 (11.985 min): BF077647.D (-967) (-) m/z 59.10 100.00%
50
5000 113 i
43
| S 11150 1180 1200 1220 1240
Ol m/z 57.10 56.14%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21175: 6-Methylheptane-1,6-diol
59
5000 43 AL NARARRARAR RS B
11.60 11.80 12.00 12.20 12.40
m/z 171.20 50.93%
oh, 20 || 82 gg13 13
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
59
45 RIS SUNIILR BRI I
11.60 11.80 12.00 12.20 12.40
5000 m/z 71.10 47 . 77%
85 103
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R
59 11.60 11.80 12.00 12.20 12.40
m/z 113.15 46 .25%
5000
41
97 101
N S & S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl3.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.80 ng 3016580 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dichloro-3-methvl-1-silacvcl... 154 C4H8CI2Si 030681-85-7 32
2 1H-Azepine-1-butanamide. hexahvd... 336 C22H28N20 003691-21-2 25
3 1l.4-Dioxaspirol4.51decane 142 C8H1402 000177-10-6 22
N-(4-Bromo-3-methvl-phenvl)-N"-(... 368 C15H21BrN402 1000294-59-4 22
5 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 14
Abundance Scan 1126 (13.757 min): BF077647.D (-1123) (-) m/z 112.10 100.00%
112
57
5000
140157 184 214 13.40 13.60 13.80 14.00
3 . . . .
0 ...,....,d!..l.‘,..".'.,.l'!..' b b g S 2 Tm/z 99.10  99.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25957: 1,1-Dichloro-3-methyl-1-silacyclobutane
112
5000
63 13.40 13.60 13.80 14.00
m/z 57.10 53.02%
| o1 o 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
112
13.40 13.60 13.80 14.00
5000 m/z 126.10 43.94%
o 4158 91 | 13p 165182 211 238 g1 335
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18880: 1,4-Dioxaspiro[4.5]decane
99 13.40 13.60 13.80 14.00
m/z 56.10 33.35%
5000
55
142
0 '"I'z"?"LI"'"I""8I]'J""IIII | SRR A SR DA DA B A S SN DA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 1-Methoxy-2,7-dioxatricyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.47 ng 4342710 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methoxv-2.7-dioxatricvclol4.4._._.. 170 C9H1403 1000187-33-4 59
2 dl-c-Allvlalvcine 115 C5H9NO2 007685-44-1 40
3 Propanoic acid 74 C3H602 000079-09-4 40
4 Butanoic acid. 3-methvl-. methvl... 116 C6H1202 000556-24-1 33
5 Pentanoic acid, methyl ester 116 C6H1202 000624-24-8 33
Abundance Scan 1133 (13.837 min): BF077647.D (-1128) (-) m/z 74.10 100.00%
7]
5000
57
43 104 13.60 13.80 14.00 14.20
127 188
ol B bk et 2PA21A 239 256 | hz7 57,10 26.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36674: 1-Methoxy-2,7-dioxatricyclo[4.4.0.0(3,8)]decane
74
5000 41 55 LI BN UL UL SUL
13.60 13.80 14.00 14.20
27 m/z 43.10 11.47%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 55.10 10.94%
46
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #795: Propanoic acid
2 74 13.60 13.80 14.00 14.20
m/z 41.10 10.82%
45
5000
obrr 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Hexanoic acid, 2-ethyl-, de... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.08 12.77 ng 10149100 Phenanthrene-d10 12.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-., decvl e... 284 C18H3602 093777-46-9 93
2 Hexanoic acid. 2-ethvl-. dodecvl... 312 C20H4002 056078-38-7 68
3 Hexanoic acid. 2-ethvl-. tetrade... 340 C22H4402 072201-45-7 68
4 Hexanoic acid. 2-ethvl-. octvl e... 256 C16H3202 093777-45-8 49
5 Hexanoic acid, 2-ethyl-, nonyl e... 270 C17H3402 112445-69-9 47
Abundance Scan 1154 (14.077 min): BFO77647.D (-1150) (-) m/z 145.15 100.00%
57 145
5000
4 88
127 13.80 14.00 14.20 14.40
168 213 : : :
0 A e bS8 e 28, 28 32 Tm/z 57.10  82.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #108878: Hexanoic acid, 2-ethyl-, decyl ester

145

5000
13.80 14.00 14.20 14.40
m/z 43.10 44 .14%
ol 185 228 256 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 145
13.80 14.00 14.20 14.40
5000 m/z 41.10 34.92%
41 88

168
111127
185 213 256 289 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137352: Hexanoic acid, 2-ethyl-, tetradecy! ester
57 145 13.80 14.00 14.20 14.40
m/z 55.10 34.74%
so00] 4
0 \‘ ! 168 19513 241 284 312 340
II TTT I T I T _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2,2-Dimethylpropionic acid,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.55 3.59 ng 6019700 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvipropionic acid. dode... 270 C17H3402 131141-69-0 58
2 l1l-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 53
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 50
4 2- Bromopropionic acid. tetradec... 348 C17H33Br02 086711-82-2 38
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 38
Abundance Scan 1283 (15.551 min): BF077647.D (-1280) (-) m/z 57.10 100.00%
57
5000
85
4\ P 139 15.20 15.40 15.60 15.80
167 : : : :
Ot 1 183 209225 252 280 307325 m/z 85.10 30.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100722: 2,2-Dimethylpropionic acid, dodecyl ester
57
5000 41
103 15.20 15.40 15.60 15.80
m/z 43.10 27 .30%
85
oh \J ' il 140 1§8 213
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
41 15.20 15.40 15.60 15.80
5000 83 m/z 71.10 25.27%
111
o 25 139 168185 210 238555
SRR AR AR AR RARAN LR LR LR EAARN LARAN LARAN EARAS LAY LARAN SARAN EARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83805: 1-Decanol, 2-hexyl-
57 15.20 15.40 15.60 15.80
m/z 56.10 24 .38%
4
5000

b 199155 180196 22454
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Hexanoic acid, 2-ethyl-, 2-_._. Concentration Rank 4

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

15.89 20.00 ng 33531500 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. 2-methy... 200 C12H2402 007434-89-1 53
2 Hexanoic acid. 2-ethvl-. hexadec... 368 C24H4802 059130-69-7 53
3 Hexanoic acid. 2-ethvl-. dodecvl... 312 C20H4002 056078-38-7 50
4 Hexanoic acid. 2-ethyl-. nonvl e... 270 C17H3402 112445-69-9 43

5 Methyl 4-methoxy-4,8,12,16-tetra... 370 C23H4603 1000110-20-1 40

Abundance Scan 1313 (15.894 min): BF077647.D (-1306) (-) m/z 145.15 100.00%
145
57
5000
ot 50 1560 16,00 1630
3 196 224 54g 269 - - - -
o I 1 § -WUMQ. LA 168 10 5724877 312 340 368 | nsz 57.10  57.35%
miz--> 50 100 150 200 250 300 350
Abundance #56126: Hexanoic acid, 2-ethyl-, 2-methylpropy! ester
57
a8 145
5000 LI L L L L L L L L LB
15.60 15.80 16.00 16.20
29 ‘ 116 m/z 43.10 33.08%
A e
miz--> 50 100 150 200 250 300 350
Abundance
145
57
15.60 15.80 16.00 16.20
5000 m/z 55.10 26.20%
- 88
. i 166 196 224 269 312 340 368
T e Rt
miz--> 50 100 150 200 250 300 350
Abundance #124096: Hexanoic acid, 2-ethyl-, dodecy! ester
7 145 15.60 15.80 16.00 16.20
m/z 41.10 23.75%
5000
88
29 168
111
e 213 25 289 312
o T T T T
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Decane, 5,6-dipropyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.99 ng 5020180 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 53
2 dI-2-Ethvlhexvl chloroformate 192 C9H17Cl102 024468-13-1 50
3 Acetic acid. trichloro-. octvl e... 274 C10H17C1302 016958-78-4 47
4 3.4-Diethvl hexane 142 C10H22 019398-77-7 43
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
Abundance Scan 1390 (16.774 min): BFO77647.D (-1388) (-) m/z 57.10 100.00%
57
5000
4 AAA
267 640 16.60 16.80 17.00
129 285 16.40 16.60 16.80 17.00
ol lor 1% a3 21 310 339 sz 71.10  77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73974: Decane, 5,6-dipropyl-
57
5000 U L L
4 112 16.40 16.60 16.80 17.00 '
m/z 70.10 70.96%
oL24 1] ‘\u oML 169 197 226
mz-> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 112
16.40 16.60 16.80 17.00
5000 83 m/z 43.10 59.05%
41
o 129 149 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102495: Acetic acid, trichloro-, octyl ester A REEE R
3 16,40 16.60 16.80 17.00
70 m/z 112.10 54 _.72%
5000
2
g7 119
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl7.53 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.53 2.27 ng 2042970 Perylene-d12 17.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 Cl11H24 002847-72-5 38
2 1-Decene. 4-methvl- 154 C11H22 013151-29-6 30
3 Nonane. 2.3-dimethvl- 156 Cl11H24 002884-06-2 30
4 2-Thiophenemethanamine 113 C5H7NS 027757-85-3 25
5 (S)-2,6-Dioxohexahydro-4-pyrimid... 158 C5H6N204 005988-19-2 22
Abundance Scan 1456 (17.529 min): BFO77647.D (-1453) (-) m/z 43.10 100.00%
48 7 113
5000
17.20 17.40 17.60 17.80
oLb—— m/z 57.10 97 .13%
m/z--> 50 100 150 200 250 300
Abundance #27129: Decane, 4-methyl-
43 71
5000 R IR B SR SN
17.20 17.40 17.60 17.80
m/z 113.10 85.82%
‘ 112
0.15.“. |‘h‘.‘.‘.“‘.|.h...::'5§...|.... —————y
m/z--> 50 100 150 200 250 300
Abundance
57
17.20 17.40 17.60 17.80
5000 m/z 71.10 80.14%
29
112
84
154
N s L [ L L L WL |
m/z--> 50 100 150 200 250 300
Abundance #27135: Nonane, 2,3-dimethyl- ﬁvavr
57 17.20 17.40 17.60 17.80
m/z 55.10 57 .56%
5000
® |
oL—d \I | ‘

|
m/z--> 50 100 150 200 250 300

T T T T
17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030915\
Data File : BFO77647.D

Aca On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample : 6G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.62 20.00 ng 17984900 Perylene-d12 17.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 89
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 52
3 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 38
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 38
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 22
Abundance Scan 1464 (17.620 min): BFO77647.D (-1459) (-) m/z 57.10 100.00%
7 197
5000 ﬂ
ﬂ%ﬂ%ﬂmﬂ%mm
o 208 327 355 383 m/z 197.20 93.73%
m/z--> 50 100 150 200 250 300 350
Abundance #158444: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197
5000 A AR B RN B
83 ﬂ%ﬂ%ﬂmﬂ%mm
m/z 55.10 85.81%
29 143
I A A i O -
m/z--> 50 100 150 200 250 300 350
Abundance
55 197
17.20 17.40 17.60 17.80 18.00
5000 97 m/z 71.10 83.59%
129
. 76 157177 220 284 394
m/z--> 55 160 1éo 200 250 300 3%0 '
Abundance #45623: Nonane, 4-methyl-5-propyl-
57 17.20 17.40 17.60 17.80 18.00
m/z 43.10 53.67%
5000
112
29 85 \
HELELLE LA UL UL WU SR WU SN

m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030915\
Data File : BFO77647.D

Acq On : 9 Mar 2015 19:32

Operator : TP/1Z

Sample - G1435-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
1-Hexanol, 2-ethyl- 7.39 20.0 ng 59013500 1 7.20 59013500 20.0
Dodecanoic acid 11.29 20.0 ng 4205020 3 10.95 4205020 20.0
unknownl1l1.99 11.99 20.0 ng 15892700 4 12.78 15892700 20.0
unknownl13.76 13.76 3.8 ng 3016580 4 12.78 15892700 20.0
1-Methoxy-2,7-dio... 13.84 5.5 ng 4342710 4 12.78 15892700 20.0
Hexanoic acid, 2-... 14.08 12.8 ng 10149100 4 12.78 15892700 20.0
2,2-Dimethylpropi... 15.55 3.6 ng 6019700 5 16.07 33531500 20.0
Hexanoic acid, 2-... 15.89 20.0 ng 33531500 5 16.07 33531500 20.0
Decane, 5,6-dipro... 16.77 3.0 ng 5020180 5 16.07 33531500 20.0
unknownl17 .53 17.53 2.3 ng 2042970 6 17.83 17984900 20.0
Oxiraneoctanoic a... 17.62 20.0 ng 17984900 6 17.83 17984900 20.0
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