LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.507 26 28 31 rVB 1838924 2070979 69.71% 7 .006%
2 1.656 38 41 44 rVB 149222 264651 8.91% 0.895%
3 1.770 50 51 55 rBv 244341 333817 11.24% 1.129%
4 1.838 55 57 61 rvv 187805 262708 8.84% 0.889%
5 1.907 61 63 84 rVB 1265743 2887242 97.18% 9.768%
6 5.164 346 348 356 rVB 195941 299508 10.08% 1.013%
7 5.656 388 391 393 rBVY 1692518 1983962 66.78% 6.712%
8 6.902 498 500 503 rBVY 1892681 1909785 64.28% 6.461%
9 7.062 512 514 517 rBVY 1991006 2059152 69.31% 6.966%
10 7.359 537 540 542 rBV 440282 452955 15.25% 1.532%

11 7.542 554 556 559 rvB 1820489 1598721 53.81% 5.409%
12 8.045 597 600 602 rBV 1478288 1275985 42.95% 4.317%
13 8.936 675 678 680 rBvV 507114 612703 20.62% 2.073%
14 10.274 793 795 798 rBV 2158116 2453268 82.57% 8.300%
15 10.776 837 839 842 rBV 106405 112242 3.78% 0.380%

16 11.108 866 868 871 rBV 751856 711457 23.95% 2.407%
17 12.091 951 954 956 rBV 1456680 1641256 55.24% 5.553%

18 12.274 968 970 974 rBV 28034 35435 1.19% 0.120%
19 12.948 1027 1029 1031 rBV 556797 756885 25.48% 2.561%
20 12.982 1031 1032 1034 rVB 47357 36236 1.22% 0.123%
21 13.245 1053 1055 1058 rBV 61336 62849 2.12% 0.213%
22 13.668 1089 1092 1095 rBV 69841 114722 3.86% 0.388%
23 14.457 1159 1161 1164 rVB 52895 68782 2.32% 0.233%
24 14.651 1175 1178 1183 rBV3 19520 44932 1.51% 0.152%
25 14.743 1183 1186 1187 rVV 70110 81905 2.76% 0.277%

26 14.765 1187 1188 1190 rVV2 214138 253481 8.53% 0.858%
27 14.811 1190 1192 1196 rVvVv 464531 605444 20.38% 2.048%
28 14.868 1196 1197 1199 rVvVv 61126 54414 1.83% 0.184%
29 14.948 1202 1204 1207 rVB 2379973 2971059 100.00% 10.051%
30 15.657 1263 1266 1268 rBV 197647 189380 6.37% 0.641%

31 15.714 1268 1271 1272 rVV2 33774 30601 1.03% 0.104%
32 15.908 1285 1288 1292 rBV2 13231 29775 1.00% 0.101%
33 16.126 1305 1307 1315 rBV 204081 316538 10.65% 1.071%
34 16.251 1315 1318 1320 rVV 780945 895139 30.13% 3.028%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.286 1320 1321 1324 rVB2 53778 64223 2.16% 0.217%
36 16.548 1342 1344 1348 rVB 58839 72731 2.45% 0.246%
37 16.948 1377 1379 1384 rBV 59132 111458 3.75% 0.377%
38 17.154 1395 1397 1399 rVB 31838 36513 1.23% 0.124%
39 17.360 1412 1415 1417 rBV 40626 66989 2.25% 0.227%
40 17.531 1427 1430 1431 rBV 46882 64356 2.17% 0.218%
41 17.566 1431 1433 1439 rVB 34163 82717 2.78% 0.280%
42 17.760 1447 1450 1451 rBV 48792 88462 2.98% 0.299%
43 17.897 1460 1462 1464 rBV 23351 30692 1.03% 0.104%
44 17.954 1465 1467 1471 rVV 26372 43729 1.47% 0.148%
45 18.034 1471 1474 1483 rVB 647945 902222 30.37% 3.052%
46 18.160 1483 1485 1490 rBV2 34358 57704 1.94% 0.195%
47 18.377 1501 1504 1506 rBV3 20473 35015 1.18% 0.118%
48 18.629 1523 1526 1528 rBVY 44063 78231 2.63% 0.265%
49 18.674 1528 1530 1533 rBV3 26915 61535 2.07% 0.208%
50 19.154 1569 1572 1577 rBV3 18147 47311 1.59% 0.160%
51 19.452 1595 1598 1601 rVV3 15493 32204 1.08% 0.109%
52 19.532 1602 1605 1611 rVB3 14715 35275 1.19% 0.119%
53 19.772 1622 1626 1630 rBV2 25537 66114 2.23% 0.224%

54 20.195 1659 1663 1668 rBV3 38608 103362 3.48% 0.350%

Sum of corrected areas: 29558811
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF050515\

BF078945.D

5 May 2015 17:28

TP/1Z

G2032-02

17 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

1.51

TIC: BFO78945.D

7.06

6,90 7.54

5.66

191

7.36

1644

5.16

0

Time--> 1.

7.50

50 2.00 2.50

4.00 4.50 5.00

5.50

Abundance

2000000

8.04

1500000

1000000

500000

TIC: BFO78945.D

12.09

11.11

8.94 12.95

10.78

.9813.25 13.67 14.4l
| 12.27 19.98 64,

05
Time--> 8.00

14.00 14.50

12.50 13.00

11.00 11.50 12.00

8.50 9.00 9.50 10.00 10.50 13.50

Abundance

2000000

1500000

1000000

500000

14./r7
L4

0

14.81

TIC: BFO78945.D

14195

16.25
18.03

1566 16.1
71501 )\ 18.2916.55  16.957.187.3q75517. 160988.16.8.381887

19.15 198%319.77  20.19

v
L

1

Time-->

19.00 19.50 20.00

17.50 18.00 18.50

5.00 15.50

16.00 16.50 17.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.51 91.44 ng 2070980 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 28 (1.507 min): BF078945.D (-26) (-) m/z 73.10 100.00%
73
43
5000
89 A
55 140 160 180 '
0'W””I”“P'Jﬁl“Pm”'”WJ”I””P'”P”'P”W'”W”'W””I”' m/z 43.10 53.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 TTrp T T
140 160 1.80
a1 89 m/z 89.10 28.11%
0'W'“W'“ML“MLAH'En'“Wl“W'“'P“'P“'P“'P“'P“'P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
LA I AL N
140 160 1.80
5000 m/z 41.05 10.72%
41 57
29
o 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
73 140 160 1.80
m/z 45.10 8.14%
5000 55
43
0 27 35 |, || 65 | 8189 101100 119 129137145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.84 11.60 ng 262708 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (1.838 min): BF078945.D (-55) (-) m/z 73.10 100.00%
7B
5000
43 55 87 A Y U
37 o7 1.60 1.80 2.00 2.20
/N X N IS .-/ N R — m/z 55.05 26.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R UL R R
43 1.60 1.80 2.00 2.20
55 87 m/z 43.10 25.97%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1.60 1.80 2.00 2.20
5000 - m/z 87.10 24 .07%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 N
Abundance #4342: Pentane, 3-methoxy- P T
7B 1.60 1.80 2.00 2.20
m/z 71.10 11.45%
5000
45
29
o Ll 3‘9“\ ® 7 | 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.16 13.22 ng 299508 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 348 (5.164 min): BF078945.D (-346) (-) m/z 43.10 100.00%
43
59
5000
101 A R UL IR I
| 83 | 007 4.80 5.00 5.20 5.40
ol —— e m/z 59.10 55 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LU IR I
4.80 5.00 5.20 5.40
59 m/z 101.10 19.33%
A H 6o 8 %
L S L L UL B L B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.45%
0 69 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3099: 5-Hexen-2-one A R B
43 4.80 5.00 5.20 5.40
m/z 41.10 8.15%
5000
55
2r 71 83 98
Oy T e T e e S BARREARANRRRSE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown7.06 Concentration Rank 3

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

7.06 90.92 ng 2059150 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 514 (7.062 min): BF078945.D (-512) (-) m/z 132.00 100.00%
132
5000 68
26 I LN LN L L
40 54 28 | 106 J 6.80 7.00 7.20 7.40
0 4N N A | AN m/z 68.10 44.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
2 51 m/z 134.00 32.11%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 720 7.40
5000 gg 116 m/z 66.10 28.92%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14006: 5-Aminoindole  Emm o A mma
132 6.80 7.00 7.20 7.40
m/z 69.10 17.67%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.67 3.03 ng 114722 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tridecane 184 C13H28 000629-50-5 10
5 Pentadecane 212 C15H32 000629-62-9 10
Abundance Scan 1092 (13.668 min): BF078945.D (-1089) (-) m/z 73.00 100.00%
43 60 P
5000 129
5 8 115 213 R AR ARE R AR RS R
1431571711185 199 | 0 256 13.40 13.60 13.80 14.00
0 m/z 60.00 82 .50%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
5000 LI UL BRI B I
29 Bmmmnmmm
m/z 43.05 82.30%
0‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 13.40 13.60 13.80 14.00
5000 129 m/z 57.10 70.75%
29 87 185 228
. 99 115 ' 14357171 199213
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 250 2é0
Abundance #65565: Tridecanoic acid
60 73 13.40 13.60 13.80 14.00
43 m/z 55.05 69.90%
5000 129
29
’ 15 oh 214
99 143 157 185
0|-‘l--‘i‘-‘--”l“|‘-“‘|”‘---m“ ‘”lu‘.‘..l‘....‘l..l..‘.:.L.g?...‘.....lunulu MR e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Hexadecanoic acid, 1,1-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.77 5.66 ng 253481 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 76
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 1188 (14.765 min): BF078945.D (-1187) (-) m/z 56.10 100.00%
56
5000 41
73
1
97 239 257 14.40 14.60 14.80 15.00
185 213
Obrrrrrrres !'.-:".\.,- o L m/z 57.05 56.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 14.40 14.60 14.80 15.00
m/z 43.10 41 .29%
o \‘ . ‘\ H‘ ot 13 17 15 213 X9 2‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
14.40 1460 14.80 15.00
5000 m/z 41.05 40.39%
2 & 257
o 101 12 o 485 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #17590: Urea, N,N-di-2-propeny!l- AR R e e
14.40 14.60 14.80 15.00
m/z 55.10 32.53%
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 13.53 ng 605444 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 49
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 43
Abundance Scan 1192 (14.811 min): BF078945.D (-1190) (-) m/z 213.10 100.00%
213
5000
119
s o 65 77 1 07 228 14.40 14.60 14.80 15.00 15.20
51 135 152 165 197 . . . . .
o...l,-....,.'...',..|..',.'..J.;...'.,....,....1?.1...,....,.1.., m/z 119.00  29.00%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
14.40 14.60 14.80 15.00 15.20
119 228 m/z 91.05 17.21%
o 51 6§ 7 9a 107 135 152 165
m/z--> 40 60 85 160 150 150 1éo 180 200 250
Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 214.10 16 .45%
185
228
. 51 63 77 g9 101 128 199
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #64994: Carbamic acid, [1,1"-biphenyl]-3-yl-
213 14.40 14.60 14.80 15.00 15.20
m/z 228.10 15.10%
5000
L o5en m | e
mz> 40 e 8 100 13 140 160 180 200 230 | | 1440 14560 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.66 4.23 ng 189380 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 38
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
Abundance Scan 1266 (15.657 min): BF078945.D (-1263) (-) m/z 56.10 100.00%
56

5000

|

15.40 15.60 15.80 16.00

0! m/z 57.10 61.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
15.40 15.60 15.80 16.00
29 m/z 43.10 43.06%
‘ ‘ ‘ 185 2a1 267285 340
ol bt S 57 155 a1 21 FTED g o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
R ERERE e e e
15.40 15.60 15.80 16.00
5000 m/z 41.05 35.72%
229
73 211
101 129 185 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- T T
56 15.40 15.60 15.80 16.00
m/z 55.10 33.52%
5000
28
ol ' ‘ 8 111 140 168 196
quupn T T T e e A REREEE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 7.07 ng 316538 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Nonadecene 266 C19H38 018435-45-5 83
Abundance Scan 1307 (16.126 min): BF078945.D (-1305) (-) m/z 57.05 100.00%
g7
83
5000 4
NN SRR
196 153 15.80 16.00 16.20 16.40
Obrrrrrrrodlhrs 08 2% m/z 43.10 84.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 RN DN SRR B
29 15.80 16.00 16.20 16.40
15 m/z 55.05 75.74%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 RN DN SRR B
15.80 16.00 16.20 16.40
5000 m/z 83.05 75.52%
111
68
27
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester e e B RARaR
15.80 16.00 16.20 16.40
69 m/z 69.10 66.61%
5000
125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15%0 1&00 1&20 1&40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.95 2.49 ng 111458 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 1379 (16.948 min): BF078945.D (-1377) (-) m/z 57.10 100.00%
57
5000
Jgg 16,60 16,80 17.00 17.20
141 191 282 : : : :
oL 2gL 20t 20282 | w/z 71.10  63.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57
5000 LA SUNE UL
16.60 16.80 17.00 17.20
m/z 43.10 59.25%
99
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16,60 16,80 17.00 17.20
5000 m/z 85.10 46.15%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109917: Methoxyacetic acid, 2-tetradecyl ester
57 16.60 16.80 17.00 17.20
m/z 55.10 29.30%
5000
97
oL 2L 141 197 548
B R B e R R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 60 16. 80 17. 00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078945.D

Aca On : 5 May 2015 17:28

Operator : TP/1Z

Sample : 62032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknown20.19 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.19 2.29 ng 103362 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 11
2 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 10
3 2.3-Dehvdro-4-oxo-.beta.-ionol 206 C13H1802 1000108-72-3 10
4 Ethanone. 1-T4-(1-hydroxy-1-meth... 178 C11H1402 054549-72-3 10
5 1H-Pyrrole-1-carboxylic acid, 2-... 329 C15H24BrNO2 168106-33-0 10
Abundance Scan 1663 (20.195 min): BF078945.D (-1659) (-) m/z 43.10 100.00%
43
81 105 145
5000 276
177 313 25571 303 320 414 R
| || | | || | ‘ 19.80 20.00 20.20 20.40 20.60
0 e m/z 57.05 65.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 NN SRR I
81 368 19.80 20.00 20.20 20.40 20.60
107 m/z 55.10 64 .95%
‘ 145 329 414
oL I‘ N ‘U “.“.H“‘l H\‘I\ \‘l‘\ I\M "““I \W}Z?llg?z}? . ?‘\]}7\'2'?'5 .3?1. : “l : I\ul \h T .“‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
19.80 20.00 20.20 20.40 20.60
5000 m/z 145.10 60.38%
99
67 213
o 121 195 171191 254 283 326
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #60047: 2,3-Dehydro-4-oxo-.beta.-ionol
43 163 19.80 20.00 20.20 20.40 20.60
m/z 81.00 59.75%
5000
135
69 105 } j 191
0 “W““Lh‘“""l""l""I"" T NSRBI I
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078945.D

Acq On : 5 May 2015 17:28

Operator : TP/1Z

Sample - G2032-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.51 91.4 ng 2070980 1 7.36 452955 20.0
Butane, 2-methoxy... 1.84 11.6 ng 262708 1 7.36 452955 20.0
2-Pentanone, 4-hy... 5.16 13.2 ng 299508 1 7.36 452955 20.0
unknown? .06 7.06 90.9 ng 2059150 1 7.36 452955 20.0
Pentadecanoic acid 13.67 3.0 ng 114722 4 12.96 756885 20.0
Hexadecanoic acid... 14.77 5.7 ng 253481 5 16.25 895139 20.0
Phenol, 4,4"-(1-m... 14.81 13.5 ng 605444 5 16.25 895139 20.0
Octadecanoic acid... 15.66 4.2 ng 189380 5 16.25 895139 20.0
1-Docosene 16.13 7.1 ng 316538 5 16.25 895139 20.0
Eicosane 16.95 2.5 ng 111458 5 16.25 895139 20.0
unknown20.19 20.19 2.3 ng 103362 6 18.03 902222 20.0
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