LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : 6G1220-01

Misc :

ALS Vial : 8 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 1.310 35 37 42 rBV 16138 29714 5.02% 0.568%
2 1.378 42 43 53 rvB 110093 197597 33.36% 3.779%
3 3.721 246 248 261 rBV 42390 117303 19.81% 2.243%
4 4.716 333 335 342 rBV3 27092 76717 12.95% 1.467%
5 5.127 368 371 374 rBV2 1768 6010 1.01% 0.115%
6 7.116 543 545 548 rBV 20074 46565 7.86% 0.891%
7 7.173 548 550 558 rVB 113876 237982 40.18% 4 _.551%
8 7.688 592 595 601 rBV 71569 130357 22.01% 2.493%
9 7.996 619 622 631 rBV 208605 365992 61.80% 7 .000%
10 8.991 706 709 720 rBV 142480 271969 45.92% 5.201%
11 9.836 778 783 785 rBV 2639 6463 1.09% 0.124%
12 10.591 846 849 853 rBV 119885 187390 31.64% 3.584%
13 12.077 977 979 984 rBV 15800 26804 4_.53% 0.513%
14 13.242 1078 1081 1088 rVB 379598 592243 100.00% 11.327%
15 14.317 1172 1175 1181 rBvV2 18484 34835 5.88% 0.666%
16 14.705 1206 1209 1214 rVB 116357 210972 35.62% 4.035%
17 15.105 1239 1244 1247 rBV 1603 6300 1.06% 0.120%
18 16.077 1325 1329 1332 rVB 4966 8556 1.44% 0.164%
19 16.397 1354 1357 1359 rBvV 42110 66328 11.20% 1.269%
20 16.443 1359 1361 1368 rVB 134207 183918 31.05% 3.517%
21 16.934 1402 1404 1408 rVB2 3614 6524 1.10% 0.125%
22 17.563 1456 1459 1462 rBV 181610 224338 37.88% 4 _.290%
23 18.591 1546 1549 1555 rBV2 27125 54002 9.12% 1.033%
24 19.197 1597 1602 1605 rVV3 2115 6842 1.16% 0.131%
25 19.254 1605 1607 1610 rVB 4336 7695 1.30% 0.147%
26 19.312 1610 1612 1614 rBV 4752 6100 1.03% 0.117%
27 19.494 1623 1628 1630 rBv4 4766 10620 1.79% 0.203%
28 19.609 1636 1638 1642 rBV 9801 17528 2.96% 0.335%
29 19.803 1653 1655 1658 rVB 394726 576672 97.37% 11.029%
30 20.203 1687 1690 1692 rBV2 4886 11294 1.91% 0.216%
31 20.237 1692 1693 1695 rVB 8292 6141 1.04% 0.117%
32 20.523 1713 1718 1720 rBV3 6297 19677 3.32% 0.376%
33 20.626 1724 1727 1729 rVV2 5460 11021 1.86% 0.211%
34 20.672 1729 1731 1732 rVV 14889 20038 3.38% 0.383%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : 6G1220-01

Misc :

ALS Vial : 8 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 20.695 1732 1733 1735 rVB 4759 6221 1.05% 0.119%
36 21.072 1762 1766 1774 rVVv2 302476 498357 84.15% 9.531%
37 21.209 1776 1778 1780 rVB2 6219 10333 1.74% 0.198%
38 21.472 1799 1801 1808 rBV 35177 46089 7.78% 0.881%
39 21.860 1832 1835 1840 rBV2 37452 50458 8.52% 0.965%
40 22.238 1864 1868 1871 rBvV2 25078 38538 6.51% 0.737%
41 22.306 1871 1874 1876 rVB 6006 8951 1.51% 0.171%
42 22.615 1898 1901 1905 rvv2 27955 38776 6.55% 0.742%
43 22.740 1909 1912 1918 rVvVv 172320 212643 35.90% 4_.067%
44 22.878 1920 1924 1928 rVB2 2342 8324 1.41% 0.159%
45 22.992 1931 1934 1937 rVvV 23373 31011 5.24% 0.593%
46 23.358 1963 1966 1967 rBvV2 25422 35055 5.92% 0.670%
47 23.392 1967 1969 1972 rVvVv3 18758 38888 6.57% 0.744%
48 23.438 1972 1973 1977 rVB2 4291 6949 1.17% 0.133%
49 23.655 1988 1992 1995 rBV3 8912 16875 2.85% 0.323%
50 23.723 1995 1998 2003 rVB3 17228 41964 7.09% 0.803%
51 23.918 2010 2015 2016 rBV2 2766 7250 1.22% 0.139%
52 23.952 2016 2018 2023 rVV3 6547 12832 2.17% 0.245%
53 24.032 2023 2025 2028 rVV3 5603 9096 1.54% 0.174%
54 24.101 2028 2031 2033 rVvv2 12528 22520 3.80% 0.431%
55 24.158 2033 2036 2039 rVvv2 7821 17251 2.91% 0.330%
56 24.283 2043 2047 2050 rvv2 46474 84127 14.20% 1.609%
57 24.352 2050 2053 2059 rvB4 9412 22857 3.86% 0.437%
58 24.535 2065 2069 2072 rBV2 8605 19746 3.33% 0.378%
59 24.661 2078 2080 2085 rVB 13789 22631 3.82% 0.433%
60 24.866 2095 2098 2101 rBV3 1961 6424 1.08% 0.123%
61 25.038 2109 2113 2117 rVB3 4870 13985 2.36% 0.267%
62 25.598 2159 2162 2165 rBvV4 4579 9936 1.68% 0.190%
63 25.746 2171 2175 2181 rVB5 10594 23962 4 _.05% 0.458%
64 26.364 2225 2229 2235 rVB2 31158 84254 14.23% 1.611%
Sum of corrected areas: 5228810
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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
Abundance TIC: BFO77181.D
400000
300000
8.00
200000
8.99
1.38 7.17
100000 7.69
3.72
1 4.72 21 {47
\ \__ 513

O T T T T T T T T T T T T T T T T T T T T T T T T T T T
Time--> 100 150 200 250 3.00 350 400 450 500 550 6,00 650 700 750 800 850 9.00 9.0
Abundance TIC: BFO77181.D

400000 13.24
300000
200000 17.56
10.59 w 16.44
100000
1640
14.32
9.84 1208 { i 15.11 16.08 16.93
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77181.D
400000 1980
21.07
300000
200000 22.74

100000
26.36
2% |\
O e T T[T [T T T [T [T [T
Time--> 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

3.72 18.00 ng 117303 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 248 (3.721 min): BF077181.D (-246) (-) m/z 43.10 100.00%
43
59
5000
101
83 3.40 3.60 3.80 4.00
01 m/z 59.10 67 .09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LR I LR L
59 340 360 3.80 400
m/z 58.00 22 .18%
15 4 101
N 83
mizes 16 20 % 40 80 66 70 86 95 15 130 130 13 140 150 160
Abundance
59
340 360 380 400
5000 m/z 101.10 21.78%
43
o 69 83 o3 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3174: 4-Penten-2-one, 4-methyl- T e

43 340 360 380 400
m/z 41.10 7.57%

5000 /\
0 29 55 83 o8

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

3.40 3.60 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 unknown7.17 Concentration Rank 2

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

7.17 36.51 ng 237982 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 550 (7.173 min): BF077181.D (-548) (-) m/z 132.00 100.00%
32
5000 o8 j\
0 sag s T | oh0 7ho 120 7w
0 ..,....,....,...:l'.'...,:!..,:!..,....,....,....,.':..,....,...., | m/z 68.10 36.32%
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 A I LU I I
a1 o7 6.80 7.00 7.20 7.40
53 117 m/z 134.00 31.01%
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
6.80 7.00 7.20 7.40
5000 m/z 66.00 25.13%
104
oL 14 27 37 4451 58 77 4997 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- LI L L L L B L LB B
132 6.80 7.00 7.20 7.40
m/z 69.10 15.45%
5000
63 81
0 31 38 S0 | 74 ‘ 88 191 1}2 |
iz o Do e b e T m b 14 1o 150 130 146 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.59 4.81 ng 54002 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Undecanoic acid 186 C11H2202 000112-37-8 38
3 .beta.-D-Mannofuranoside. 1-0-(1... 332 C17H3206 1000155-29-9 14
4 1-lodoundecane 282 C11H23lI 004282-44-4 10
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 10
Abundance Scan 1549 (18.591 min): BF077181.D (-1546) (-) m/z 73.10 100.00%
5000
18/20 18.40 18.60 18.80 19.00
0! m/z 57.10 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid
60
41
5000
129 18.20 18.40 18.60 18.80 19.00
7 . m/z 60.00 82.89%
. ‘H h\ 1‘91‘\‘ ,,“1‘?}?7”1, S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
18/20 18.40 18.60 18.80 19.00
5000 43 m/z 43.10 76.81%
29 85 129143
115 186
oL15 101 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133625: .beta.-D-Mannofuranoside, 1-O-(10-undecenyl)-
73 18.20 18.40 18.60 18.80 19.00
m/z 55.10 73.00%
55
5000 a1
7
01
ol 2 110,51195.163 181 507 225 254271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Tetratetracontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.02 ng 50458 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Tetratriacontane 479 C34H70 014167-59-0 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 1835 (21.860 min): BFO77181.D (-1832) (-) m/z 57.10 100.00%
57
5000
%rl 141 207 21.60 21.80 22.00 22.20
ot m/z 71.10 52.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57
5000
21.60 21.80 22.00 22.20
m/z 43.10 51.07%
0 \ HH 141 183 225 267 309 351 393 432463 505 561 603
miz--> 0 55 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance
57
21.60 21.80 22.00 22.20
5000 m/z 85.10 39.38%

99
26 141 183 225 281 337 394

O rm v T T R T T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57 21.60 21.80 22.00 22.20
m/z 55.05 23.22%
5000
99
ol 1500 L Ly [ 183 225 267 311 367 410
e P e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Heptacosane, l1l-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.24 3.62 ng 38538 Perylene-d12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 78
2 Eicosane 282 C20H42 000112-95-8 78
3 Heptadecane 240 C17H36 000629-78-7 72
4 Dotriacontane 451 C32H66 000544-85-4 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1868 (22.238 min): BF077181.D (-1864) (-) m/z 57.10 100.00%
g7
5000 85
l |113 207 22.00 22.20 22.40 22.60
-—r-r-—r-tr————r—— m/z 71.10 50.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57
5000
85 22.00 22.20 22.40 22.60
- m/z 43.10 49_.21%
ol [ | J \‘H u3 141161183 211231253273 301323343 371394414
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
22.00 22.20 22.40 22.60
5000 m/z 85.10 39.32%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #82607: Heptadecane
57 22.00 22.20 22.40 22.60
m/z 41.10 20.07%
5000 85
29
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.61 3.65 ng 38776 Perylene-d12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Pentadecane 212 C15H32 000629-62-9 78
3 Heptadecane 240 C17H36 000629-78-7 78
4 Eicosane 282 C20H42 000112-95-8 78
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 1901 (22.615 min): BF077181.D (-1898) (-) m/z 57.10 100.00%
g7
5000 85
I l 113 22.20 22.40 22.60 22.80 23.00
O e o Bt e o e m/z 71.10 59.27%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000
85 22.20 22.40 22.60 22.80 23.00
m/z 43.10 55.41%
0 ?P || | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.20 22.40 22.60 22.80 23.00
5000 g5 m/z 85.10 44 _65%
29
0 113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane L S
57 22.20 22.40 22.60 22.80 23.00
m/z 55.10 19.47%
5000 85
29
m/z--> 50 100 150 200 250 300 350 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Tetratriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.99 2.92 ng 31011 Perylene-di12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heneicosane 296 C21H44 000629-94-7 78
4 Tetratetracontane 619 C44H90 007098-22-8 78
5 Eicosane 282 C20H42 000112-95-8 78
Abundance Scan 1934 (22.992 min): BF077181.D (-1931) (-) m/z 57.10 100.00%
57
5000 85
| | ||113 207 22.60 22.80 23.00 23.20 23.40
I L — m/z 71.10 55.11%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85
22.60 22.80 23.00 23.20 23.40
- m/z 85.10 41 .63%
0 J‘“} h‘$ H M ‘ 4 ‘1§9 197 225 253 281 311337 367 410435
miz--> 0 éo 1éo 200 250 360 3%0 460
Abundance
57
SUMBAUERUASRUASAR A
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 43.05 38.68%
29 113 141
o 169 197 225 253 281 309 337 380
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #115570: Heneicosane
57 22.60 22.80 23.00 23.20 23.40
m/z 55.10 30.11%
85
5000
29 113
o | | | 1777241 160 197 225 253 296
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Octadecane, l1l-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.36 3.30 ng 35055 Perylene-d12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 83
2 10-MethvlInonadecane 282 C20H42 056862-62-5 78
3 Tridecane 184 C13H28 000629-50-5 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 1966 (23.358 min): BF077181.D (-1963) (-) m/z 57.05 100.00%
g7
5000 43 85
g 127 207 23.00 23.20 23.40 23.60
0! m/z 71.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro-
57
43
5000
85 23.00 23.20 23.40 23.60
105 m/z 85.10 49_.27%
0 2\ l \‘\ u‘ ‘ “\‘ ‘ It \3\3‘ 161 189203 231 252 288
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 260 250 240 2éo 2éo !
Abundance
57
43 o 23.00 23.20 2340 23.60
5000 m/z 43.05 45 _.38%
99 154
o 27 126 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane
43 57 23.00 23.20 23.40 23.60
m/z 55.10 28.81%
5000
85
oL ‘\ || | S 127141156 184
m/z--> ﬁo 45 eb éo 160 150 140 160 1éo 260 250 250 2éo 2éo ! 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 13 unknown23.39 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.39 3.66 ng 38888 Perylene-di12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butvl-1H-1.2.4-triazole 125 C6H11N3 006086-22-2 35
2 Butvramide. 2-cvano-2-ethvl- 140 C7H12N20 018705-38-9 25
3 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 17
4 Cvclohexane. isocvanato- 125 C7H11NO 003173-53-3 17
5 1,9-Nonanediol, dimethanesulfonate 316 C11H2406S2 004248-77-5 17
Abundance Scan 1969 (23.392 min): BF077181.D (-1967) (-) m/z 83.10 100.00%
8B
68
97
5000 55 11 125
41
| ‘ 23.00 23.20 23.40 23.60 23.80
O”I”'W'”'P'”I”'W'”'P'”!”'W'”'P'”I”'W'”'P'”I” m/z 68.10 69.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10428: 1-Butyl-1H-1,2,4-triazole
70 83
39 56
5000 28 125 AL BN BRI B
23.00 23.20 23.40 23.60 23.80
18 97 m/z 82.10 68.50%
| ‘ ‘ | | ‘ | ) 110
e A A A RS RN RS RARRA AR RSN LARS AR LA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
82
23.00 23.20 23.40 23.60 23.80
5000 97 m/z 67.10 57 .94Y%
55
44
o 37 68 75 112 125
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6012: 7-Azabicyclo[4.1.0]heptane, 1-methyl- e e
82 23.00 23.20 23.40 23.60 23.80
% m/z 84.10 51.78%
42
5000
68
55 110
0..,....,....,....,.‘l..,‘.‘m‘.,...‘.‘l...‘.‘;‘ :..,.w.‘.,....l‘....,....,.. SN | M NS | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Pentatriacontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.72  3.95ng 41964  Pperylene-d12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentatriacontane 493 c35H72 000630-07-9 83

2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 83
3 Tetratriacontane 479 C34H70 014167-59-0 80
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 78
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 1998 (23.723 min): BFO77181.D (-1995) (-) m/z 57.10 100.00%
57
5000 85
ﬁl 207 23.40 23.60 23.80 24.00
A N . m/z 71.10 70.31%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168184: Pentatriacontane
57
5000 85
23.40 23.60 23.80 24.00
m/z 43.10 54 _.63%
o 29 ‘m ‘M H 1%{169197225253281309337366393421449 492
i { e e e
mz-> 0 50 150 200 250 300 350 400 450
Abundance
57
23.40 23.60 23.80 24.00
5000 P m/z 85.10 46 .00%
29
11140165 199
O v - e re e e e e
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57 23.40 23.60 23.80 24.00
m/z 55.00 29.88%
5000 85
29 113
o | L[ 141169 197 205 253 281 311337 367 410435
T T T T T [ e e T e T e T
mz—-> 0 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24.10 2.12 ng 22520 Perylene-di12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 64
2 Tetratriacontane 479 C34H70 014167-59-0 64
3 Hexatriacontane 507 C36H74 000630-06-8 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
Abundance Scan 2031 (24.101 min): BFO77181.D (-2028) (-) m/z 57.10 100.00%
57
5000
85
J 133 281 23.80 24.00 24.20 24.40
o - i m/z 71.00 50.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155177: Octacosane
57
5000 85
23.80 24.00 24.20 24.40
29 m/z 43.05 48 .10%
o \h\\J ‘41169}97225253281309337365394
m/z--> 6 55 100 150 200 2%0 360 3%0 460 4éo 560
Abundance
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 29.56%
29 113
o 141169197225253281311337367 410435
m/z--> 6 55 160 1%0 260 250 360 350 460 450 560
Abundance #169089: Hexatriacontane
23.80 24.00 24.20 24.40
m/z 69.00 17.40%
5000

| 113141169197225 253281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020415\
Data File : BFO77181.D

Aca On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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 unknown24.28 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .28 7.91 ng 84127 Perylene-di12 22.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-(7-heptadecvnvloxv)t... 336 C22H4002 056599-50-9 38
2 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 22
3 Humulen-(v1l) 204 C15H24 1000159-39-4 18
4 2-Octenoic acid. 4-isopropvliden... 222 C14H2202 1000151-99-2 14

5 1,6-Bis[methyl(trimethylene)sily... 286 C14H3002Si2 1000217-00-5 14

Abundance Scan 2047 (24.283 min): BF077181.D (-2043) (-) m/z 43.05 100.00%
43 81 105

24.00 24.20 24.40 24.60
m/z 57.10 93.96%

5000 H‘

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #135628: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
55

81

5000
24.00 24.20 24.40 24.60

W s m/z 81.10 84.16%
ol 19107 231 259 58 305 334

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

43
24.00 24.20 24.40 24.60
5000 m/z 105.10 83.13%
81 » 213
145
o 65 121 Y161 185 " 229 954 283 326
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #58631: Humulen-(v1) A e

24.00 24.20 24.40 24.60
m/z 95.10 68.04%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020415\
Data File : BFO77181.D

Acq On : 4 Feb 2015 16:51

Operator : TP/1Z

Sample : G1220-01

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 3.72 18.0 ng 117303 1 7.69 130357 20.0
unknown7 .17 7.17 36.5 ng 237982 1 7.69 130357 20.0
n-Decanoic acid 18.59 4.8 ng 54002 4 17.56 224338 20.0
Tetratetracontane 21.86 2.0 ng 50458 5 21.07 498357 20.0
Heptacosane, 1-ch... 22.24 3.6 ng 38538 6 22.74 212643 20.0
Heptacosane 22.61 3.6 ng 38776 6 22.74 212643 20.0
Tetratriacontane 22.99 2.9 ng 31011 6 22.74 212643 20.0
Octadecane, 1-chl... 23.36 3.3 ng 35055 6 22.74 212643 20.0
unknown23.39 23.39 3.7 ng 38888 6 22.74 212643 20.0
Pentatriacontane 23.72 4.0 ng 41964 6 22.74 212643 20.0
Octacosane 24.10 2.1 ng 22520 6 22.74 212643 20.0
unknown24 .28 24.28 7.9 ng 84127 6 22.74 212643 20.0
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