LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator - 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 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-BF011415.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

1.361 23 24 29 rBv2 8793 18186 1.52% 0.172%
1.441 29 31 44 rVvv 205737 352368 29.47% 3.331%
rvB3 10753 22811 1.91% 0.216%
4.961 336 339 348 rBV 129801 273046 22.84% 2.581%
7.305 542 544 549 rBV 77752 157836 13.20% 1.492%

abrwNPE
I
o
N
I
N
(9)]
)]
N
a1
\]
N
(0}
N

7.396 549 552 559 rvB 364896 638740 53.42% 6.038%
7.910 594 597 603 rVB 112150 177393 14.84% 1.677%
rBv 392465 612066 51.19% 5.786%
9.202 707 710 714 rBV 308031 491487 41.11% 4.646%
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1 10.653 830 837 841 rBvV2 19628 41004 3.43% 0.388%
11 10.813 848 851 855 rBvV 151432 239486 20.03% 2.264%
12 13.419 1076 1079 1081 rBV 27680 61682 5.16% 0.583%
13 13.477 1081 1084 1087 rVB 652065 1079307 90.27% 10.203%
14 14.860 1202 1205 1209 rBV 21802 36867 3.08% 0.349%

15 14.951 1209 1213 1216 rVV 159542 267837 22.40% 2.532%

16 15.397 1249 1252 1257 rBV 18704 37951 3.17% 0.359%
17 15.945 1290 1300 1302 rBV 367540 1195606 100.00% 11.303%
18 16.631 1357 1360 1363 rBV 583581 732358 61.25% 6.924%
19 16.928 1383 1386 1392 rBV 35628 47705 3.99% 0.451%
20 17.523 1434 1438 1441 rBV 243293 404955 33.87% 3.828%

21 17.728 1453 1456 1459 rBvV 242549 289819 24.24% 2.740%

22 17.900 1468 1471 1477 rBV 13978 32412 2.71% 0.306%
23 18.289 1503 1505 1508 rBV2 9143 12961 1.08% 0.123%
24 18.620 1531 1534 1537 rBV2 20970 47243 3.95% 0.447%
25 18.734 1541 1544 1552 rVV 274089 377662 31.59% 3.570%
26 19.283 1590 1592 1594 rBV3 13316 18504 1.55% 0.175%
27 19.432 1602 1605 1608 rVB 301236 504747 42.22% 4.772%
28 19.637 1621 1623 1627 rBvV4 8353 16024 1.34% 0.151%

29 19.752 1630 1633 1640 rBV2 72771 126439 10.58% 1.195%
30 19.969 1649 1652 1654 rVB 962357 1049325 87.77% 9.920%

31 20.117 1661 1665 1667 rBV2 11006 20710 1.73% 0.196%
32 20.563 1701 1704 1708 rVB2 15835 23762 1.99% 0.225%
33 21.226 1758 1762 1765 rBV 228189 344247 28.79% 3.254%
34 21.272 1765 1766 1769 rVB2 16913 22712 1.90% 0.215%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator - 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 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-BF011415.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.683 1799 1802 1808 rVB3 10920 15874 1.33% 0.150%
36 22.335 1856 1859 1862 rBV 19938 33784 2.83% 0.319%
37 22.449 1867 1869 1871 rBV 31907 37366 3.13% 0.353%
38 22.723 1889 1893 1895 rBV4 10361 19166 1.60% 0.181%
39 22.826 1898 1902 1905 rBV 14999 30243 2.53% 0.286%
40 22.895 1905 1908 1911 rBV 222822 271296 22.69% 2.565%
41 23.078 1921 1924 1926 rBV3 7311 14741 1.23% 0.139%
42 23.340 1943 1947 1951 rBV 30406 57126 4.78% 0.540%
43 23.535 1957 1964 1968 rBV6 7109 29624 2.48% 0.280%
44 23.718 1978 1980 1985 rVB5 6152 14718 1.23% 0.139%
45 23.820 1985 1989 1992 rBV3 21970 49950 4.18% 0.472%
46 24.095 2009 2013 2016 rvVvB3 9807 23818 1.99% 0.225%
47 24.392 2035 2039 2043 rBvV2 24056 52720 4_.41% 0.498%
48 25.021 2090 2094 2100 rBV3 22153 67096 5.61% 0.634%
49 25.409 2124 2128 2129 rBv4 7810 17966 1.50% 0.170%
50 25.889 2166 2170 2173 rBV5 9696 25142 2.10% 0.238%
51 26.838 2250 2253 2261 rBV7 11622 41927 3.51% 0.396%

Sum of corrected areas: 10577815
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076968.D

800000

600000

8.23

400000 7.40

1.44

|

150 200 250 3.00 3.50

200000

4.96 7.91
7.

4.02
L LA L ey e B e o e e s B B S B

400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
TIC: BF076968.D

0
Time-->
Abundance

800000

13.48

600000 16.63

400000 15.95

17.82.73

200000 10.81 14.95

16.93

6

10.6 13 #2 14. 15.40
O o e e e e e

10.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
TIC: BF076968.D

7.90 18,2918

Time-->
Abundance

19.97

800000
600000

400000

18.73 19.43

22.89
200000

19.75
19.2819 2283 52231\33,o§3,-§§.5§3-2824.0§4-39

19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00

?0&12 2(2;56 21.27 21;68 2%4

0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.40 Concentration Rank 2

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

7.40 72.01 ng 638740 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 552 (7.396 min): BF076968.D (-549) (-) m/z 132.00 100.00%
32
5000 68
40 47 54 g ‘ | a7 % 103 700 7.20 7.0 7.60 7.80
Obrrprrrr AL SR 87 Ll Tm/z 68.10  40.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R UL L
a1 o7 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 31.99%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.05 28.53%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e ERARREEaE A
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 16.88%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % & B & o b % 1% 10 13 1 14 7.00 7.20 7.40 7.60 7.80

8270-BF011415.M Wed Jan 21 12:31:53 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Octanoic Acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.42 ng 41004 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 78
2 Hexanoic acid 116 C6H1202 000142-62-1 43
3 Pentanoic acid 102 C5H1002 000109-52-4 40
4 Heptanoic acid 130 C7H1402 000111-14-8 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 28
Abundance Scan 837 (10.653 min): BF076968.D (-830) (-) m/z 60.10 100.00%
60
73
5000 43
1 L | 8|‘|1 10 s 10,40 10.60 10.80 11.00
Obrr et e e e M e e || M/ 73.000 66.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid
60
73
5000 2 LRI BUIULN SULLN SULRLE I
10,40 10.60 10.80 11.00
85 101 m/z 43.10 43.61%
mz-> 10 20 3'0 4'0 s'o 60 70 80 90 100 110 120 130 140 150
Abundance
60
*110.40 10.60 10.80 11.00
5000 73 m/z 41.10 42 _.77%
7 A 87
0 18 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4158: Pentanoic acid A e
60 10.40 10.60 10.80 11.00
m/z 55.10 37.18%
5000 73
41
0..,.”.,”aH,”.Jﬂtk?ﬂ.W.h...“:..“.?ZP..?R%..“...“..w..”,..”,.. S 1 | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 wunknownl3.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.42 4.61 ng 61682 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Glucohexodialdose 178 C6H1006 1000149-19-1 42
2 Nonanoic acid 158 C9H1802 000112-05-0 40
3 1.5-Anhvdro-I-rhamnitol 148 C6H1204 1000129-02-4 40
4 _alpha.-D-Glucose 180 C6H1206 000492-62-6 38
5 Hexanoic acid 116 C6H1202 000142-62-1 37
Abundance Scan 1079 (13.419 min): BF076968.D (-1076) (-) m/z 60.00 100.00%
60 73
41
5000 129
83 LRI SRS IR SN B
51 | | | 115 143 13.00 13.20 13.40 13.60 13.80
of AR || M/ 73.000 94 .63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #41418: d-Glucohexodialdose
60 73
5000 29 R AL BN SRR B
43 13.00 13.20 13.40 13.60 13.80
101 m/z 41.10 58.37%
0 M‘ m “ 85‘ 111119 131 143 161
m/z--> 10 20 35 Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60 73
41 13.00 13.20 13.40 13.60 13.80
5000 m/z 57.10 48.61%
29
115
87 o3 129
oL 15 51 158
R L R R R AN R LA KA LS LS RALAS LN SRR LR SARAY LARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22001: 1,5-Anhydro-I-rhamnitol L R
60 78 13.00 13.20 13.40 13.60 13.80
m/z 43.10 47 .60%
5000
45 86
100 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Cyclopropane, octyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.75 ng 36867 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. octvl- 154 C1l1H22 001472-09-9 64
2 Cvcloheptane 98 C7H14 000291-64-5 60
3 1-Octanol 130 C8H180 000111-87-5 53
4 1-Dodecene 168 C12H24 000112-41-4 53
5 1-Nonanol 144 C9H200 000143-08-8 50
Abundance Scan 1205 (14.860 min): BF076968.D (-1202) (-) m/z 55.00 100.00%
55
41 69
83
5000 97
111 R AEABEE
| | " | | | 14.60 14.80 15.00 15.20
O”P'”P”W”'W””P"'”W””P'”P”W”'W””P”'P”W””I””P m/z 56.10 88.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25836: Cyclopropane, octyl-
43 55
69
5000 29 83 1460 14.80 15.00 15.20
m/z 69.10 71.07%
1 M 11 126 154
O”P”W”“P”W””P”W””P”W””'”W””P”W””P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
aq P 98
70 L BN DU DR U
83 14.60 14.80 15.00 15.20
5000 m/z 41.00 70.92%
27
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13186: 1-Octanol o R mma n
56 14.60 14.80 15.00 15.20
41 70 m/z 70.10 70.54%
5000 84

L 97 112 129

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.60 14.80 15. 00 15.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Sulfur Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.40 2.83 ng 37951 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur 192 S6 013798-23-7 83
2 N.N"-Hexamethvlenebisls-3-aminop... 424 C12H28N206S4 035871-55-7 9
3 Sulfur dioxide 64 02S 007446-09-5 4
4 Ethvl Chloride 64 C2H5CI 000075-00-3 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance Scan 1252 (15.397 min): BF076968.D (-1249) (-) m/z 64.00 100.00%
64
192
5000
128 AI”'W'”'I”'W'”'P'
49 | 96 | | 15.00 15.20 15.40 15.60 15.80
MMM S m/z 191.80 52.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50963: Sulfur
64 192
5000 LSRRI AR BRI BURRL I
128 15.00 15.20 15.40 15.60 15.80
% m/z 127.90 19.84%
ol 48 | 80 110 160 |
m/z--> Jo eb 80 100 150 140 160 180 200 220 240 2éo 2§o '
Abundance
64
15.00 15.20 15.40 15.60 15.80
5000 48 m/z 193.80 12.39%
102116 138 (o171
o 84 15677187 205 229243 261275 294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #347: Sulfur dioxide T e
48 64 15.00 15.20 15.40 15.60 15.80
m/z 65.90 11.96%
5000
32
0”””\” ‘:::||||||||||||||||||||||||||||||||||||||||||||| S —
m/z--> Jo eb 80 160 150 140 1éo 180 200 220 240 2éo 2§o ' 15.00 15.20 15.40 15.60 15%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.95 89.28 ng 1195610 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Octanoic Acid 144 C8H1602 000124-07-2 47
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 47
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
Abundance Scan 1300 (15.945 min): BF076968.D (-1290) (-) m/z 60.00 100.00%

60 73
5000
85 129 157
97 115 T T T T T

L—»“, 143 171 200 15. 60 15. 80 16. 00 16 20

0! m/z 73.00 90.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid
60 73
43
5000

29 85 129 15.60 15.80 16.00 16.20
157 200 m/z 55.10 58.82%

101 115
143 ‘ 171
S .‘,‘.‘ . .”.“‘.‘. A A :“‘,“. " ‘ et 1188 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73

a1 15. 60 15. 80 16. 00 16.20
5000 12 m/z 43.10 52.67%

29
87
101 115 143 172
155
O e T I L i o o e o T L o e S R IS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19985: Octanoic Acid

60 15.60 15.80 16.00 16.20
m/z 41.10 51.53%

73
s000{ o7 43
‘ ‘ 85 101
Wl bl 15 129 144

m/z--> 20 40 60 80 100 120 140 160 180 200 15. 60 15. 80 16. 00 16 20

o

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Cyclotetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.93 3.29 ng 47705 Phenanthrene-d10 17.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
4 1-Tridecanol 200 C13H280 000112-70-9 90
5 1-Tetracosanol 354 C24H500 000506-51-4 87
Abundance Scan 1386 (16.928 min): BF076968.D (-1383) (-) m/z 55.10 100.00%
55
69 83
4
5000 97
111 AUVERA RS RARRRRARES
125 16.60 16.80 17.00 17.20
01 m/z 57.00 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53621: Cyclotetradecane
41 55
69 s
5000 T '|""A|""|"A"|""|
29 97 16.60 16.80 17.00 17.20
111 m/z 83.10 71.24%
oL L \ | 1139153168 196
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
55
U U S SRR
43 69 g 16.60 16.80 17.00 17.20
5000 97 m/z 69.10 69.51%
29 111
o 125139154168181195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R e EEEEEEEEEEEa e
43 57 16.60 16.80 17.00 17.20
m/z 43.10 62.31%
5000
1
29 497
ol 1| ﬁ ‘M L 1?5139154167181195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.60 16.80 17.00 17.20

8270-BF011415.M Wed Jan 21 12:31:59 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.52 27.95 ng 404955 Phenanthrene-d10 17.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1438 (17.523 min): BF076968.D (-1434) (-) m/z 73.00 100.00%
60 78
43
5000 129
85 185 N R EEE e e
! ST US| 143,171 | 199 228 1720 17.40 17.60 17.80
ob e m/z 60.00 99.58%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid
43 60 73
5000 29 U SRR B B SR
129 1720 1740 17:60 17.80
115 s - 185 928 m/z 57.10 75.44Y%
Lo .M\J..w.\\.w.w H\H AR e R
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 60 73
ﬂ%ﬂ@ﬂmﬂh
5000 29 m/z 43.10 75.31%
129
85 g7 115 171 214
o 143 157 185,47
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56046: Dodecanoic acid T SR
60 ﬂ%ﬂ%ﬂmﬂ%
43 m/z 55.10 73.90%
5000 129
157
29 101 115
H ‘ 143 ‘ 171 200
0.?'.5|.‘.‘..‘i‘£‘..”l“ h M ‘H \‘ .‘.“ ..‘l..‘..]|'8.3...l....|....
m/z--> 20 40 60 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80

8270-BF011415.M Wed Jan 21 12:32:00 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl8.62 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.62 3.26 ng 47243 Phenanthrene-d10 17.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 47
2 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 43
3 trans-Undec-4-enal 168 C11H200 068820-35-9 38
4 7-Oxabicvclol4.1.01heptane. 1-me... 112 C7H120 001713-33-3 35
5 Dicyclopropyl carbinol 112 C7H120 014300-33-5 35
Abundance Scan 1534 (18.620 min): BF076968.D (-1531) (-) m/z 55.00 100.00%
5000 84
12 160 g, 18:20 18.40 18.60 18.80 19.00
(o} m/z 41.10 54_.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)-
55
5000
18.20 18.40 18.60 18.80 19.00
m/z 69.00 50.64%
36 | 138157 181 997
O
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
18.20 18.40 18.60 18.80 19.00
5000 m/z 84.00 46 .44%

97

73
114 137 166183 208 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #34607: trans-Undec-4-enal
a1 18.20 18.40 18.60 18.80 19.00

m/z 83.00 43 .53%

5000

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80 19.00

8270-BF011415.M Wed Jan 21 12:32:02 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.73 26.06 ng 377662 Phenanthrene-d10 17.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1544 (18.734 min): BF076968.D (-1541) (-) m/z 73.00 100.00%
43 60 73
5000
85 129
A Tm[ 8 115 143157171185199213227 256 18.40 18.60 18.80 19.00
Ot m/z 60.00 91 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 AR AR A U U
mmmmmmmm
m/z 43.10 82.98%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
29 18.40 18.60 18.80 19.00
5000 m/z 57.05 82.22%
o 129 242
101 115 143 157171 185 199 213226
O L B AR I
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #65565: Tridecanoic acid
60 73 18.40 18.60 18.80 19.00
43 m/z 55.10 76.38%
129
5000 29
143 157 214
0 HI\ .”l“‘.‘l‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00

8270-BF011415.M Wed Jan 21 12:32:03 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.75 7.35 ng 126439 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1633 (19.752 min): BF076968.D (-1630) (-) m/z 73.00 100.00%
7B
5000
97 129
) 115 171185199 241 284 19.40 19.60 19.80 20.00
o} m/z 60.00 97 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
43 57
5000
129 19.40 19.60 19.80 20.00
115 17 214 m/z 43.05 93.90%
T Il Tel | e ]
0 SN ST PP P o .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 LNV SR
19.40 19.60 19.80 20.00
5000 129 m/z 57.05 87.13%
a7 185
27 115 143 171 228
. 101 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid BB B s e S R
43 o7 8 19.40 19.60 19.80 20.00
m/z 55.00 84 .75%
- M\JKM
o} e
m/z--> 19. 40 19. 60 19.80 20.00

8270-BF011415.M Wed Jan 21 12:32:04 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Squalene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
2245 2.75ng 37366  Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 90

2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 2.6.10-Dodecatrienal. 3.7.11-tri... 220 C15H240 019317-11-4 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 003790-71-4 64
Abundance Scan 1869 (22.449 min): BF076968.D (-1867) (-) m/z 69.10 100.00%
69
5000
41 95
\ 137 281 22.20 22.40 22.60 22.80
o T S — m/z 81.10 57.86%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000
22.20 22.40 22.60 22.80
41 m/z 41.10 25.99%
95 137
0 . L) 1116 | 163 191 217 245 273 299 341 367 410
LI S L WL LR WAL SN WU UL B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
69
2220 2240 22,60 22.80
5000 a1 m/z 95.10 16.98%
9% 137
ol 15 161 191 231 273299 341367 410
m/z--> 0 5|0 1CI)O 15|O 2(I)O 250 3(|)0 35|0 4(I)O
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69 22.20 22.40 22.60 22.80
m/z 68.10 14.92%
41
5000
93 136
of bbby ga o a0 222
m/z--> 0 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

8270-BF011415.M Wed Jan 21 12:32:05 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown23.34 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.34 4.21 ng 57126 Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 43
2 Hexanoic acid. 2-ethvl-. oxvbis(... 446 C24H4607 018268-70-7 38
3 Propanoic acid. chloromethvl(pen... 220 C9H17CI02Si 1000279-86-6 27
4 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 27
5 Octaethylene glycol 370 C16H3409 1000289-34-2 27
Abundance Scan 1947 (23.340 min): BF076968.D (-1943) (-) m/z 171.20 100.00%
45 171
89
5000
9 73 127 SR NN SUNSE BN
03 281 23.00 23.20 23.40 23.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80589: Pentaethylene glycol
45
89
5000
23.00 23.20 23.40 23.60
m/z 89.10 60.28%
o 18 ] h 103119133147 163177 195 239
m/z--> ﬁo 46 eb 86 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
171
\ N LR BN
57 23.00 23.20 23.40 23.60
5000 127 m/z 87.00 35.07%
99
43 73
U3 147 185500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #69800: Propanoic acid, chloromethyl(pentamethylene)silyl ... L e LA m
171 23.00 23.20 23.40 23.60
m/z 57.05 31.17%
115
5000
87
20 7 es | o | 138147 | 165
m/z--> ﬁo 46 eb 86 160 150 150 1é0 180 200 220 240 2éo 2éo 2300 2320 2340 2360 '

8270-BF011415.M Wed Jan 21 12:32:06 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown23.82 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.82 3.68 ng 49950 Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 43
2 12-Crown-4 176 C8H1604 000294-93-9 38
3 15-Crown-5 220 C10H2005 033100-27-5 35
4 Hexaaol 282 C12H2607 002615-15-8 35
5 Cyclohexyl-15-crown-5 274 C14H2605 017454-48-7 35

Abundance Scan 1989 (23.820 min): BF076968.D (-1985) (-) m/z 227.20 100.00%

45 227

5000
281 23.60 23.80 24.00 24.20
0 m/z 45.05 83.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96457: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45
5000 89
23.60 23.80 24.00 24.20
28 59 73 133 m/z 89.10 64 .79%
obrrr et d 10317 159 77191505201 264
e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
23.60 23.80 24.00 24.20
5000 m/z 87.10 50.11%
28 73 89
59
14 103117 133147

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68913: 15-Crown-5

23.60 23.80 24.00 24.20
m/z 57.05 33.18%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23 60 23. 80 24. OO 24 20

8270-BF011415.M Wed Jan 21 12:32:07 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown24.39 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

24 .39 3.89 ng 52720 Perylene-di12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4.6-dimethvlisophthaloni... 171 C10H9N3 010272-10-3 43
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 35
3 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 35
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 35
5 Cyclohexyl-15-crown-5 274 C14H2605 017454-48-7 27

Abundance Scan 2039 (24.392 min): BF076968.D (-2035) (-) m/z 171.10 100.00%

1M

5000
IIIIIIIIIIAIIIIIIII
193908 24.00 24.20 24.40 24.60 24.80
(o} m/z 45.05 66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36797: 2-Amino-4,6-dimethylisophthalonitrile
171
45 156
5000
24.00 24.20 24.40 24.60 24.80
74 89 116 m/z 89.00 47 .54%
142
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R e
24.00 24.20 24.40 24.60 24.80
5000 m/z 87.10 34.00%
89
59 133
o 28 3103117193147 163177101 207221 251 267 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96457: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45 24.00 24.20 24.40 24.60 24.80
m/z 43.00 24.63%
5000 89
28 59 73 133
N | 108117 150 17710105 221 264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24, OO 24 20 24 40 24. 60 24 80

8270-BF011415.M Wed Jan 21 12:32:08 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 19 unknown25.02 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.02 4.95 ng 67096 Perylene-di12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Crown-4 176 C8H1604 000294-93-9 43
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 38
3 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 37
4 15-Crown-5 220 C10H2005 033100-27-5 37
51,4,7,10,13,16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 35

Abundance Scan 2094 (25.021 min): BF076968.D (-2090) (-) m/z 45.10 100.00%
45
89 227 f
5000
133
193 24.80 25.00 25.20 25.40
0! m/z 227.20 79.30%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #40292: 12-Crown-4
45
5000 LI SRS U SULRILE B
24.80 25.00 25.20 25.40
89 m/z 89.00 72.07%
133
0||H=‘|‘|‘I|l‘“‘|‘||‘|||‘||1|6|5|||||||||||||||||||||||||||||
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
45
- 'z'4'éo' 25.00 25.20 '25'4'0' '
5000 m/z 87.00 43.72%
89
ol 2ol 1T ammaorgseer
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #164357: Hexaethylene glycol monododecy! ether T . S R m . y .
45 24.80 25.00 25,20 25.40
m/z 43.00 38.63%
- 1 WW
J 133
NECTHN 4y 177 213 257283 317 363 407 451
m/z—-> 0 50 160 1éo 200 250 300 350 400 450 24.80 25.00 25.20 25.40

8270-BF011415.M Wed Jan 21 12:32:09 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076968.D

Aca On : 20 Jan 2015 18:29

Operator =: 1Z / TP

Sample : G1110-04

Misc oW

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 20 unknown26.84 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.84 3.09 ng 41927 Perylene-di12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(1.3-Dihvdroxvisopropvl)-1.5.8... 264 C12H2406 109773-63-9 49
2 Silane. T(methvlsilvDmethvl1(si... 134 C3H14Si3 005695-49-8 49
3 Heptaethvlene alvcol monododecvl... 494 C26H5408 003055-97-8 47
4 Octaethvlene alvcol monododecvl ... 538 C28H5809 003055-98-9 47
5 1-Methoxy-5-dimethyl(ethyl)silyl... 280 C16H2802Si 1000278-67-9 40
Abundance Scan 2253 (26.838 min): BF076968.D (-2250) (-) m/z 227.20 100.00%

45 227
89
5000 133
281

‘ ‘ 2T7 26 60 26. 80 27. 00 27. 20
0 At m/z 45.00 86.66%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #96462: 3-(1,3-Dihydroxyisopropyl)-1,5,8,11-tetraoxacyclot...
9
54 151
5000
113 26.60 26.80 27.00 27.20

‘ m/z 89.05 76.12%
AR

S M 26 %4
m/z--> 0 50 50 200 250 300 350 400
Abundance

59 89

133 26,60 26,80 27.00 27.20
5000 m/z 87.10 62.97%
28
ol M
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #168278: Heptaethylene glycol monododecy! ether A e S . R ma
45 26 60 26. 80 27. 00 27. 20
89 m/z 59.00 61.38%
5000
133
15 6T 1 177
ol L s 2t3zssast aonser s aor M
m/z--> 0 50 100 150 200 250 300 350 400 26 60 26. 80 27. 00 27. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012015\
Data File : BF076968.D

Acq On : 20 Jan 2015 18:29

Operator - 1Z / TP

Sample - G1110-04

Misc W

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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]
unknown7 .40 7.40 72.0 ng 638740 1 7.91 177393 20.0
Octanoic Acid 10.65 3.4 ng 41004 2 10.81 239486 20.0
unknownl13.42 13.42 4.6 ng 61682 3 14.95 267837 20.0
Cyclopropane, octyl- 14.86 2.8 ng 36867 3 14.95 267837 20.0
Sulfur 15.40 2.8 ng 37951 3 14.95 267837 20.0
Dodecanoic acid 15.95 89.3 ng 1195610 3 14.95 267837 20.0
Cyclotetradecane 16.93 3.3 ng 47705 4 17.73 289819 20.0
Tetradecanoic acid 17.52 27.9 ng 404955 4 17.73 289819 20.0
unknownl18.62 18.62 3.3 ng 47243 4 17.73 289819 20.0
n-Hexadecanoic acid 18.73 26.1 ng 377662 4 17.73 289819 20.0
Tridecanoic acid 19.75 7.3 ng 126439 5 21.23 344247 20.0
Squalene 22.45 2.8 ng 37366 6 22.89 271296 20.0
unknown23.34 23.34 4.2 ng 57126 6 22.89 271296 20.0
unknown23.82 23.82 3.7 ng 49950 6 22.89 271296 20.0
unknown24 .39 24 _39 3.9 ng 52720 6 22.89 271296 20.0
unknown25.02 25.02 5.0 ng 67096 6 22.89 271296 20.0
unknown26 .84 26.84 3.1 ng 41927 6 22.89 271296 20.0
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