LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/1Z

Sample - G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 height area % max. total
1 1.474 9 12 17 rBV 26170 69306 3.30% 0.345%
2 1.554 17 19 34 rvVB 83644 238657 11.37% 1.189%
3 1.874 43 47 49 rvVB 11588 22490 1.07% 0.112%
4 2.617 110 112 117 rVB 14020 22248 1.06% 0.111%
5 3.405 178 181 187 rBvV4 12351 41871 2.00% 0.209%
6 4.491 272 276 280 rVvv 17870 39943 1.90% 0.199%
7 4.606 280 286 301 rBV 444174 1385948 66.04% 6.905%
8 5.234 339 341 350 rvB2 16374 37755 1.80% 0.188%
9 5.463 357 361 370 rBV 1073944 2035603 96.99% 10.142%
10 5.760 384 387 393 rBB 21832 37335 1.78% 0.186%
11 6.229 424 428 432 rBV2 13567 25923 1.24% 0.129%
12 7.554 542 544 554 rVB2 28715 61700 2.94% 0.307%

13 7.726 554 559 562 rBV 1037839 2098695 100.00% 10.456%
14 7.806 562 566 569 rvv 1193170 2091445 99.65% 10.420%
15 7.909 573 575 579 rVB 20959 29604 1.41% 0.147%

16 8.046 584 587 590 rBB 14326 22885 1.09% 0.114%
17 8.275 603 607 610 rBvV 209955 319357 15.22% 1.591%
18 8.606 631 636 639 rBvY 934832 1544065 73.57% 7.693%
19 9.578 716 721 724 rBV 660926 1357173 64.67% 6.762%

20 9.818 739 742 745 rVB 18457 27885 1.33% 0.139%
21 11.178 857 861 863 rBvV 248722 405865 19.34% 2.022%
22 11.223 863 865 869 rvB 43215 68776 3.28% 0.343%
23 11.406 877 881 884 rvVB 19747 30504 1.45% 0.152%
24 12.458 967 973 980 rBB 13993 27322 1.30% 0.136%
25 12.869 1005 1009 1014 rBB 69648 114234 5.44% 0.569%
26 13.086 1025 1028 1035 rBB 42659 70818 3.37% 0.353%
27 13.829 1088 1093 1096 rVV 1204415 1981056 94.39% 9.870%
28 13.887 1096 1098 1103 rVB 13605 24251 1.16% 0.121%
29 14.229 1124 1128 1132 rBV 21056 39834 1.90% 0.198%
30 14.401 1138 1143 1146 rVB2 11414 32708 1.56% 0.163%
31 14.549 1153 1156 1159 rBV 28181 48273 2.30% 0.241%
32 14.607 1159 1161 1166 rVB 20071 33866 1.61% 0.169%
33 14.824 1177 1180 1181 rBV 14250 23549 1.12% 0.117%

34 14.881 1181 1185 1188 rVV 126724 230594 10.99% 1.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/1Z

Sample - G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.995 1190 1195 1198 rBV3 15918 36233 1.73% 0.181%
36 15.315 1219 1223 1227 rBV 218344 365978 17.44% 1.823%
37 15.498 1236 1239 1243 rBV 20600 36948 1.76% 0.184%
38 16.641 1335 1339 1342 rVV3 16674 32785 1.56% 0.163%
39 16.710 1342 1345 1349 rVB 28334 44144 2.10% 0.220%
40 17.224 1386 1390 1397 rBV 599839 1055949 50.31% 5.261%
41 17.853 1442 1445 1446 rBVY 35119 57696 2.75% 0.287%
42 17.887 1446 1448 1451 rVB 34906 63192 3.01% 0.315%
43 18.310 1479 1485 1489 rBV4 7633 26141 1.25% 0.130%
44 18.824 1526 1530 1533 rBVY 194455 332650 15.85% 1.657%
45 18.870 1533 1534 1537 rVB 35779 55998 2.67% 0.279%
46 18.938 1537 1540 1543 rBVY 31675 50091 2.39%% 0.250%
47 18.996 1543 1545 1549 rVB 20786 38358 1.83% 0.191%
48 19.979 1627 1631 1634 rBVY 29249 54328 2.59% 0.271%
49 20.059 1635 1638 1641 rVV 12922 21561 1.03% 0.107%
50 20.116 1641 1643 1648 rVB 19612 31983 1.52% 0.159%
51 20.356 1661 1664 1673 rVB2 13124 33384 1.59% 0.166%
52 20.584 1677 1684 1695 rBV 85132 232603 11.08% 1.159%
53 20.801 1699 1703 1706 rVVv2 8972 23598 1.12% 0.118%
54 20.904 1710 1712 1717 rBV 25560 46171 2.20% 0.230%
556 21.259 1740 1743 1746 rBV2 11430 26200 1.25% 0.131%
56 21.350 1749 1751 1753 rVV2 13182 23208 1.11% 0.116%
57 21.453 1757 1760 1765 rVVv2 92600 205649 9.80% 1.025%
58 21.602 1769 1773 1775 rBV2 24759 46994 2.24% 0.234%
59 21.830 1789 1793 1799 rBV2 51083 117949 5.62% 0.588%
60 21.956 1801 1804 1806 rBV 30493 61980 2.95% 0.309%
61 22.070 1810 1814 1816 rBV3 42622 59008 2.81% 0.294%
62 22.162 1818 1822 1824 rBV 1047318 1315156 62.67% 6.552%
63 22.310 1831 1835 1836 rBv4 11929 28527 1.36% 0.142%
64 22.585 1856 1859 1860 rBV2 13947 25155 1.20% 0.125%
65 22.619 1860 1862 1864 rVB2 23355 28655 1.37% 0.143%
66 22.882 1883 1885 1887 rBV2 11276 24482 1.17% 0.122%
67 22.973 1891 1893 1897 rVvv4 29217 79413 3.78% 0.396%
68 23.030 1897 1898 1900 rVB 23427 21541 1.03% 0.107%
69 23.270 1917 1919 1922 rVB2 18407 28337 1.35% 0.141%
70 23.396 1927 1930 1931 rBV2 95608 155174 7.39% 0.773%
71 23.430 1931 1933 1934 rVB 192045 234698 11.18% 1.169%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/1Z

Sample - G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 23.533 1940 1942 1944 rBV2 20621 22981 1.10% 0.114%
73 23.750 1959 1961 1964 rBV 31797 45809 2.18% 0.228%
74 24.082 1988 1990 1994 rVB2 46232 75911 3.62% 0.378%

75 24.859 2057 2058 2062 rVB 114485 163283 7.78% 0.814%

Sum of corrected areas: 20071439
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF091015\

BF081581.D

10 Sep 2015 23:24

umsiz

G3497-01

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.61 86.80 ng 1385950 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 286 (4.606 min): BF081581.D (-280) (-) m/z 43.10 100.00%
a3
59
5000
. | o 18 420 440 460 480 500
SRS [ 1 PN Y1 SIS NN MM m/z 59.10 56.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S AR R L
420 440 4.60 4.80 5.00
m/z 101.10 14 .69%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480 500
5000 m/z 58.10 13.53%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R e e AR,
59 420 440 4.60 4.80 5.00
m/z 41.10 9.36%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' R S A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 4 2-Piperidinecarboxylic acid... Concentration Rank 13

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

7.55 3.86 ng 61700 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Piperidinecarboxylic acid, 2-m... 143 C7H13NO2 072518-41-3 53
2 3H-Pyrazole, 3,4-diamino- 98 C3H6N4 1000288-40-0 43
3 4H-1,2,4-Triazol-3-amine, 4-methyl- 98 C3H6N4 016681-76-8 43
4 Piperidine, 1,1"-methylenebis- 182 C11H22N2 000880-09-1 42
5 Benzen-d5-amine 98 C6H2D5N 004165-61-1 42

Abundance Scan 544 (7.554 min): BF081581.D (-542) (-) m/z 98.10 100.00%
9
5000 /\
42 71 """""""I""I'
| 49 o | 7.20 7.40 7.60 7.80
rreprrrrr A e e m/z 71.10 27 .55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19453: 2-Piperidinecarboxylic acid, 2-methyl- A
98
5000 R IR U L
7.20 7.40 7.60 7.80
42 70 m/z 70.10 20.77%
\3\0 \ \‘ e 8\2 i 116 128 142
m/z--> 10 20 30 40 50 60 fo 80 90 100 110 120 130 140 150
Abundance
98
R IR UL L
7.20 7.40 7.60 7.80
5000 m/z 42.10 20.56%
40 67
15 29 52 81
wmmﬁwmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2973: 4H-1,2,4-Triazol-3-amine, 4-methyl- e R T
4 98 720 7.40 7.60 7.80
m/z 97.10 10.12%
28
5000
”P'“I””I“'W”'W'ETP”qg'”P'” SO AR SRS SARSE SR N R IR I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 5 unknown7.81 Concentration Rank 1

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

7.81 130.98 ng 2091450 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 566 (7.806 min): BF081581.D (-562) (-) m/z 132.05 100.00%
132
5000 68
75 104 7.40 7.60 7.80 8.00 8.20
..,....,....,...:,“.'.‘.‘? i T 1 - A = NN 1 R m/z 68.05 48.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 USRI SR UL R
7.40 7.60 7.80 8.00 8.20
78 m/z 134.10 33.26%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00 820
5000 m/z 66.10 33.24%
15 28 39 52 6 77 o0 104 o
wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine B S R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 19.92%
5000
33 44 o g7 105
st P Bes | | ms |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 7 Benzocycloheptatriene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.09 3.49 ng 70818 Naphthalene-d8 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocycloheptatriene 142 C11H10 000264-09-5 91
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
3 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 91
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90
Abundance Scan 1028 (13.086 min): BF081581.D (-1025) (-) m/z 142.10 100.00%
142
5000 115
o s 631 s 1280 13,00 13,20 1340
ST N o N | MSS— | NE— m/z 141.10 90.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18494: Benzocycloheptatriene
141
115 /\
5000 R NN SURN SUMSN SUM
12:80 13.00 13.20 13.40
63 89 m/z 115.10 44 _34%
o | 102 128 \
miz-> 20 % 40 50 60 70 80 0 100 110 130 130 140 180
Abundance
141
12.80 13.00 13.20 13.40
5000 115 m/z 139.10 12.66%
27 ¥ 51 % 8 126
ﬁwwmﬁmmmmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18503: 1H-Indene, 1-ethylidene- B Bk
141 12:80 13.00 13.20 13.40
m/z 143.10 12 .44%
5000 115
3 s 63 7L 89 1L
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 8 Naphthalene, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.64 ng 48273 Acenaphthene-d10 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
Abundance Scan 1156 (14.549 min): BF081581.D (-1153) (-) m/z 156.10 100.00%
141 186
5000
15 .0
51 63 76 14.20 14.40 14.60 14.80
SN /) SN N N1 174 m/z 141.10 88.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
14.20 14.40 14.60 14.80
w76 115 159 m/z 155.10 32.38%
— |1|5| .2‘.7. |3\|9| Iﬁfll‘ I‘h L ‘lhl IE?‘QI .1|Q.2. I‘; I .“.‘. i ‘I" - —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
11 14.20 14.40 14.60 14.80
5000 m/z 115.00 23.51%
115
15 27 39 51 83 76 o0 e
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27193: Naphthalene, 1,4-dimethyl-
156 14.20 14.40 14.60 14.80
141 m/z 128.10 17.39%
5000
115
27 39 51 65 /7 89 102 | . || Hw\ A
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80

8270-BF090115.M Fri Sep 11 15:56:30 2015 S Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 9 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.85 3.47 ng 57696 Phenanthrene-d10 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 78
4 Tridecane 184 C13H28 000629-50-5 78
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
Abundance Scan 1445 (17.853 min): BF081581.D (-1442) (-) m/z 57.10 100.00%
57
43
5000 71
85
| 99113 17.60 17.|8O 18.IOO 18.|20
R L e L B B R e m/z 43.10 75.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LRI UL I SRR S
85 ﬂmﬂmmmmm
29 m/z 71.10 44 .92%
T =T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
el L
17.|60 17.|80 18.|00 18.|20
5000 71 m/z 41.10 32.28%
85
29
99113127141155169183197 226
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R L B e
57 17.60 17.80 18.00 18.20
43 m/z 85.10 32.00%
71
5000 85
29
15 \‘ bb g 4 %9113127141155169 198
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo 17%0 1780 18.00 1820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 10 unknownl7.89 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.89 3.80 ng 63192 Phenanthrene-d10 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 37
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
3 Octane, 2-iodo- 240 C8H171 000557-36-8 37
4 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 37
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 28
Abundance Scan 1448 (17.887 min): BF081581.D (-1446) (-) m/z 57.10 100.00%
57 7
5000 113
44 141 183 R T e e
Lu | 84 o7 127 17.60 17.80 18.00 18.20
SN | NN Y| /S S S - m/z 71.10 99.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20287: 1-Pentanol, 3-methyl-2-propyl-
57 71
43
5000 27 113 A
17.60 17.80 18.00 18.20
83 m/z 113.20  40.30%
-1 A R =~ 7 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 1
43 17.60 17.80 18.00 18.20
5000 28 m/z 56.10 38.23%
113
18 83 o7 123 135 149 192
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #82718: Octane, 2-iodo- e AR mamm A
57 7 17.60 17.80 18.00 18.20
43 m/z 112.10 34.17%
5000
113
‘\ 83 97 1%7 141 155 169 183
m/z--> ' ' éo 80 100 120 140 1éo 180 ' 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 11 unknownl18.94 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.94 3.01 ng 50091 Phenanthrene-d10 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Undecane 156 Cl11H24 001120-21-4 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
Abundance Scan 1540 (18.938 min): BF081581.D (-1537) (-) m/z 57.10 100.00%
57
43
5000 71
85
99 18.60 18.80 19.00 19.20
e m/z 43.10 73.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 B AUNALSUNUNARAR
85 18. 60 18 80 19. oo 19.20
29 m/z 71.10 46 .97%
R = L PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
18.60 18.80 19.00 19.20
5000 71 m/z 85.10 34.99Y%
85
29
99 113127141155169183197 226
ﬁmﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45577: Undecane, 3,5-dimethyl- s i I A
57 18.60 18.80 19.00 19.20
m/z 41.05 32.92%
5000 43 7
29 85 g9
| || 113127141155169184
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo 2éo 1860 1880 1900 1920 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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

85

Peak Number 12 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.98 3.27 ng 54328 Phenanthrene-d10 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 59
3 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 47
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 47
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 47
Abundance Scan 1631 (19.979 min): BF081581.D (-1627) (-) m/z 57.10 100.00%
57
43
5000 71
I I I I

99 19.60 19.80 20.00 20.20
m/z 43.10 76 .68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
5000 71 LI L L L L L L L LB}

85 19.60 19.80 20.00 20.20
- | m/z 71.10  47.68%
L

| L ¥ 13127141 155 169 183 197 226

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

57

%

19.60 19.80 20.00 20.20

5000 43 - m/z 85.10  35.92%

29 85 g9
112 127 140 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45611: Decane, 2,2,6-trimethyl-

5[7 19.60 19.80 20.00 20.20
m/z 41.10 27.10%

:

5000

%

7
29 M | 8 o9 113127 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 19 60 19. 80 20. 00 20 20

8270-BF090115.M Fri Sep 11 15:56:35 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 13 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.58 13.98 ng 232603 Phenanthrene-d10 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1684 (20.584 min): BF081581.D (-1677) (-) m/z 43.10 100.00%

60
73

5000

143157171185 213227 256 20.20 20.40 20.60 20.80
m/z 60.00 86.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 | LA BN N B L B

20.20 20.40 20.60 20.80
m/z 57.10 77 .40%

256
I \“ \H %01;15 i 143157171185199213227242 i

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e RRmE
29 20.20 20.40 20.60 20.80
5000 m/z 73.00 77.08%
o 129 242
199
101115 143157171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid e e
60 73 20.20 20.40 20.60 20.80
m/z 55.10 77.07%
5000 29 129
185
143 171 228
AL [ | sowm T 2 )
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 20. 20 20. 40 20. 60 20. 80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF091015\
BF081581.D

10 Sep 2015 23:24

umziz

G3497-01

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 2,4,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.00 2.78ng 46171  Phenanthrene-di0 18.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 90

2 Octane, 2,4,6-trimethyl-

3 Tetradecane
4 Pentadecane
5 Hexadecane

156 C11H24
198 C14H30
212 C15H32
226 C16H34

062016-37-9 86
000629-59-4 72
000629-62-9 72
000544-76-3 64

m/z 57.05 100.00%

F

20.60 20.80 21.00 21.20

m/z

43.10

72 .28%

F

20. 60 20 80 21. OO 21 20

29

99

Abundance Scan 1712 (20.904 min): BF081581.D (-1710) (-)
57
43
71
5000 85
9 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85
29 %
| L L 99113127141 155160 282
T T e T [ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
5000
71 g5

113127141 156

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

m/z 71.05 44 _50%

%

20.60 20.80 21.00 21.20

Abundance
57

5000

71

99
i

#55009: Tetradecane

113127141155169 198

m/z 85.10 36.42%

3

20.60 20.80 21.00 21.20

m/z 41.10 32.90%

?

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

20. 60 20 80 21. 00 21 20

8270-BF090115.M Fri Sep 11 15:56:37 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 15 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.60 4.00 ng 46994 Chrysene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Tetratriacontane 479 C34H70 014167-59-0 72
3 Docosane 310 C22H46 000629-97-0 64
4 Octadecane 254 C18H38 000593-45-3 58
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1773 (21.602 min): BF081581.D (-1769) (-) m/z 57.10 100.00%
57
5000 85
111 147 179203 21.20 2140 21.60 21.80 22.00
L m/z 43.10 66.07%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85 R AU SRR UL
2120 21.40 21.60 21.80 22.00
m/z 71.05 54 .16%
29 113 141
|| ] \M\‘ M W ‘169 197 225 253 281 309 337 380
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57
21.20 21.40 21.60 21.80 22.00
5000 85 m/z 85.10 37 .93%
29 113
141 169 197 225 253 281 311337 367 410435
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57 21.20 21.40 21.60 21.80 22.00
m/z 55.05 30.27%
5000 85
291 || M3 141 160 197 225 253 281 310

m/z--> 0 50 100 150 200 250 300 350 400 21. 20 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 16 Butyraldehyde, semicarbazone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.96 5.28 ng 61980 Chrysene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 50
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 D-Glucose, 4-0-.alpha.-D-glucopy... 342 C12H22011 000069-79-4 27
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 14
Abundance Scan 1804 (21.956 min): BF081581.D (-1801) (-) m/z 43.10 100.00%
57
73
5000
2160 21.80 22.00 22.20
m/z 57.10 88.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12388: Butyraldehyde, semicarbazone
0
5000 43 UL DU PRI SUG R SUGAR
21'60 21.80 22.00 22.20
0,
‘ J 86 101 129 m/z 55.10 76 .34%
'”I”'WM”W'F%IA'J'Pﬁ'L'P'”I”'W'”'"”I”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 2160 21.80 22.00 22.20
5000 m/z 60.00 74 _.51%
129
29 85 os 115 11 214
17 152 185 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75072: Tetradecanoic acid
60 78 21.60 21.80 22.00 22.20
43 m/z 73.10 72 .98%
5000 129
185
29 85
97 115 | 143 __171 228
.?'.Sl .‘.‘. -‘i‘ﬁ‘- Allltl WL IHH‘I .‘l‘”l‘. .“k‘ ‘; - L I" ; fl?r. .‘. - IJ:?QIZI]-I]-I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 21.60 21.80 22.00 22.20

8270-BF090115.M Fri Sep 11 15:56:40 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 17 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.07 5.03 ng 59008 Chrysene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 62
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 38
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 27
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 27

Abundance Scan 1814 (22.070 min): BF081581.D (-1810) (-) m/z 56.10 100.00%
56
5000

21.80 22.00 22.20 22.40
m/z 57.10 62.19%

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

Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LA L L L L L L L
41 21'80 22.00 22.20 22.40
m/z 43.10 52.17%
‘ ‘ 101 129 185 213 239 27 312
< O e O Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R RN RS R
21.80 22.00 22.20 22.40
5000 41 m/z 41.10 45 .34%
73
129
26 112 157 185 213 29257 55 317
mmmm@ﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7810: Pentanoic acid, 4-oxo- e e ERRES BE s
43 21.80 22.00 22.20 22.40
m/z 55.10 34.58%
5000
27
%3 73 101116

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. 80 22. 00 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 18 n-Butyl laurate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.97 6.77 ng 79413 Chrysene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl laurate 256 C16H3202 000106-18-3 59
2 n-Butyl myristate 284 C18H3602 000110-36-1 59
3 Butyl caprate 228 C14H2802 030673-36-0 53
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 53
5 Decanamide, n-pentyl- 241 C15H31NO 064891-15-2 47

Abundance Scan 1893 (22.973 min): BF081581.D (-1891) (-) m/z 56.10 100.00%

5p
4

22.60 22.80 23.00 23.20
m/z 57.10 58.81%

98,1,129 155171 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92222: n-Butyl laurate
56
41
5000 201 L L L B L L
183 22.60 22.80 23.00 23.20
‘ ‘ m/z 43.10 46.78%
157
| w .“5..‘..1,‘?:?..,..‘..,;‘...;‘....,2.2]7.. I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
B o e N N
22.60 22.80 23.00 23.20
5000 a1 m/z 41.10 35.58%
73 211 229
98 129 185
26 115 143 17 255269284
mm‘mmﬂ?‘ﬁwmrﬁrﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75063: Butyl caprate R EEma T B
56 22.60 22.80 23.00 23.20
173 m/z 55.10 33.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22. 60 22. 80 23 00 23 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 19 Undecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.75 3.90 ng 45809 Chrysene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 64
2 Heptadecane 240 C17H36 000629-78-7 62
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 53
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53
Abundance Scan 1961 (23.750 min): BF081581.D (-1959) (-) m/z 57.10 100.00%
g7
43
5000 71
85
L ] 5oz 136 150 17 1900000 02 23140 23160 2380 2400
e b LR AT T TA09216 2 L L Tm/z 43.10  71.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27117: Undecane
43 57
5000 71 AR UGS B
g5 23140 23.60 23.80 24.00
29 m/z 71.10 42 .62%
5| ®usy s
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance
57
3 71 23.40 23.60 23.80 24.00
5000 85 m/z 85.10 29.36%
29
" 99 113127141155169183197211 240 AAJAKJfWMANA»NArNj“A\AAJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl- R R RREEEEa
57 23.40 23.60 23.80 24.00
m/z 41.10 24 . 70%
43
85
2 ‘ 99 113
by ‘ il 127141155169183196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 23140 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/I1Z

Sample : G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 20 Methoxyacetic acid, 2-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .08 6.47 ng 75911 Chrysene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 74
2 1-Bromodocosane 388 C22H45Br 006938-66-5 72
3 Tritetracontane 605 C43H88 007098-21-7 72
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 1990 (24.082 min): BF081581.D (-1988) (-) m/z 57.10 100.00%
[ M
5000
97 LA AN SN BN B
J 156 196230 283 23.80 24.00 24.20 24.40
T |----'-'-!W%%mmmw m/Z 43-10 84-68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester
57
5000 LRI BRI UL UL B
23.80 24.00 24.20 24.40
2 o7 m/z 71.10 59.01%
197
..\.l,a.w‘l\.m,ﬁ'ﬁi,ﬂ%?. R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
' 23.80 24.00 24.20 24.40
5000 m/z 55.10 39.79%
97
127161 197 231 273303 345 388
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane e e ERRES BE s
57 23.80 24.00 24.20 24.40
m/z 85.10 39.22%
5000
97
| 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081581.D

Acq On : 10 Sep 2015 23:24

Operator : UM/1Z

Sample - G3497-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4.61 86.8 ng 1385950 1 8.27 319357 20.0
2-Piperidinecarbo. .. 7.55 3.9 ng 61700 1 8.27 319357 20.0
unknown7 .81 7.81 131.0 ng 2091450 1 8.27 319357 20.0
Benzocycloheptatr... 13.09 3.5 ng 70818 2 11.18 405865 20.0
Naphthalene, 2,3-... 14.55 2.6 ng 48273 3 15.32 365978 20.0
Eicosane 17.85 3.5 ng 57696 4 18.82 332650 20.0
unknownl17 .89 17.89 3.8 ng 63192 4 18.82 332650 20.0
unknownl18.94 18.94 3.0 ng 50091 4 18.82 332650 20.0
Hexadecane 19.98 3.3 ng 54328 4 18.82 332650 20.0
n-Hexadecanoic acid 20.58 14.0 ng 232603 4 18.82 332650 20.0
Octane, 2,4,6-tri... 20.90 2.8 ng 46171 4 18.82 332650 20.0
Heptacosane 21.60 4.0 ng 46994 5 23.43 234698 20.0
Butyraldehyde, se... 21.96 5.3 ng 61980 5 23.43 234698 20.0
Hexadecanoic acid... 22.07 5.0 ng 59008 5 23.43 234698 20.0
n-Butyl laurate 22.97 6.8 ng 79413 5 23.43 234698 20.0
Undecane 23.75 3.9 ng 45809 5 23.43 234698 20.0
Methoxyacetic aci... 24.08 6.5 ng 75911 5 23.43 234698 20.0
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