LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : G4650-05

Misc :

ALS Vial : 27 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-BF120815.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 2.430 63 65 74 rVB3 10410 28620 1.60% 0.119%
2 3.515 159 160 175 rBvV 136975 294483 16.49% 1.229%
3 3.984 199 201 223 rBvV 422054 953531 53.39% 3.981%
4 5.276 311 314 323 rBV 681100 1478024 82.75% 6.171%
5 5.401 323 325 338 rVB 810524 1435081 80.35% 5.991%
6 5.699 348 351 358 rBV 584059 930672 52.11% 3.886%
7 5.916 367 370 382 rVB 436771 726255 40.66% 3.032%
8 6.350 406 408 416 rBvV2 14023 40171 2.25% 0.168%
9 6.522 421 423 439 rBV 638308 993822 55.64% 4.149%
10 7.596 514 517 530 rBV 913793 1192028 66.74% 4_977%
11 9.150 650 653 657 rBV 20463 29102 1.63% 0.121%
12 9.333 666 669 678 rBY 1167146 1544592 86.48% 6.449%
13 9.550 686 688 692 rVB 14215 17871 1.00% 0.075%
14 10.030 727 730 735 rBV 308457 473880 26.53% 1.978%
15 10.213 744 746 750 rVB3 10074 18338 1.03% 0.077%
16 10.385 758 761 766 rBV 907827 1325883 74.24% 5.536%
17 10.785 790 796 799 rBV3 13177 37428 2.10% 0.156%
18 10.888 802 805 806 rvv2 9837 18481 1.03% 0.077%
19 10.933 806 809 811 rVvB2 21493 32899 1.84% 0.137%
20 10.991 811 814 817 rBV 13983 19328 1.08% 0.081%
21 11.151 824 828 831 rBV2 12651 27219 1.52% 0.114%
22 11.219 832 834 837 rVvVv 95970 144921 8.11% 0.605%
23 11.276 837 839 843 rvv4 9543 18649 1.04% 0.078%
24 11.585 862 866 868 rBV 34163 74545 4.17% 0.311%

25 11.676 871 874 881 rvV 1205960 1786047 100.00% 7.457%

26 11.996 899 902 906 rBvV2 123267 216800 12.14% 0.905%

27 12.065 906 908 911 rvB2 32340 49946 2.80% 0.209%
28 12.122 911 913 915 rBV2 26332 37607 2.11% 0.157%
29 12.305 927 929 931 rvv2 22518 44404 2.49% 0.185%
30 12.339 931 932 937 rVB3 26239 50850 2.85% 0.212%
31 12.419 937 939 941 rBV 29201 50250 2.81% 0.210%
32 12.465 941 943 945 rVB2 17805 27759 1.55% 0.116%
33 12.614 953 956 959 rBVS5 10516 27179 1.52% 0.113%
34 12.728 964 966 968 rvv 63495 83384 4.67% 0.348%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : G4650-05

Misc :

ALS Vial : 27 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.774 968 970 978 rvVv 666894 1140620 63.86% 4.762%

36 12.888 978 980 982 rvv2 16476 26707 1.50% 0.112%
37 12.934 982 984 987 rvv2 17034 30254 1.69% 0.126%
38 13.025 990 992 996 rvVB2 11369 19939 1.12% 0.083%
39 13.356 1019 1021 1024 rVB2 9446 19075 1.07% 0.080%
40 13.425 1024 1027 1031 rBV3 20219 38028 2.13% 0.159%
41 13.699 1049 1051 1054 rBV3 17304 35046 1.96% 0.146%
42 13.757 1054 1056 1059 rVVv3 13155 24503 1.37% 0.102%
43 13.825 1059 1062 1072 rVV 169170 339700 19.02% 1.418%
44 14.202 1091 1095 1100 rBV 26232 57643 3.23% 0.241%
45 14.282 1100 1102 1105 rBVY 16770 22981 1.29% 0.096%
46 14.339 1105 1107 1110 rBVZ2 18237 25990 1.46% 0.109%
47 14.442 1114 1116 1118 rBV 29918 40779 2.28% 0.170%
48 14.545 1123 1125 1129 rVV 54236 103403 5.79% 0.432%
49 14.614 1129 1131 1132 rVV 21195 27904 1.56% 0.116%
50 14.648 1132 1134 1137 rVB3 16089 25321 1.42% 0.106%
51 14.751 1140 1143 1146 rBV 32091 65002 3.64% 0.271%
52 14.854 1149 1152 1154 rVB2 58938 81055 4._.54% 0.338%
53 14.968 1159 1162 1166 rBV5 16104 42341 2.37% 0.177%
54 15.105 1172 1174 1178 rBV2 130320 212961 11.92% 0.889%
55 15.162 1178 1179 1183 rVV 18700 30753 1.72% 0.128%
56 15.242 1183 1186 1189 rVB4 26941 44002 2.46% 0.184%
57 15.402 1197 1200 1205 rVB 1254499 1728578 96.78% 7.217%
58 15.688 1222 1225 1229 rBV2 33044 60908 3.41% 0.254%
59 15.871 1238 1241 1243 rBV4 14652 36308 2.03% 0.152%
60 15.917 1243 1245 1248 rVB 20635 28512 1.60% 0.119%
61 16.100 1258 1261 1266 rBV6 18651 43699 2.45% 0.182%
62 16.237 1266 1273 1275 rBV2 97199 205242 11.49%% 0.857%
63 16.294 1275 1278 1283 rVB2 43899 81898 4_59% 0.342%
64 16.420 1285 1289 1291 rVV3 37554 84224 4.72% 0.352%
65 16.488 1293 1295 1298 rVV 55088 88425 4_95% 0.369%
66 16.545 1298 1300 1303 rVB 28820 40394 2.26% 0.169%
67 16.671 1309 1311 1313 rBV2 13291 18793 1.05% 0.078%

68 16.763 1316 1319 1323 rVB 83705 138333 7.75% 0.578%
69 16.911 1329 1332 1336 rBV3 185856 369724 20.70% 1.544%
70 16.991 1336 1339 1344 rVB 597205 849172 47 .54% 3.545%
71 17.243 1359 1361 1363 rBV2 14609 18842 1.05% 0.079%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : G4650-05

Misc :

ALS Vial : 27 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-BF120815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 17.345 1368 1370 1373 rBV 38643 62360 3.49% 0.260%
73 17.734 1401 1404 1409 rVB2 133100 204639 11.46% 0.854%
74 17.894 1417 1418 1420 rVB 33371 31093 1.74% 0.130%
75 18.146 1438 1440 1442 rVB 40959 53060 2.97% 0.222%
76 18.226 1444 1447 1448 rBV3 37131 70810 3.96% 0.296%

77 18.408 1460 1463 1467 rBV2 69781 192586 10.78% 0.804%
78 18.626 1480 1482 1488 rVB 505901 706201 39.54% 2.948%
79 19.071 1519 1521 1522 rBV 49331 67417 3.77% 0.281%
80 19.106 1522 1524 1531 rVB6 49953 147928 8.28% 0.618%

81 20.271 1623 1626 1631 rBv4 73482 226094 12.66% 0.944%
82 20.671 1658 1661 1667 rVB7 60704 158747 8.89% 0.663%
83 20.854 1673 1677 1683 rBV5 107100 343947 19.26% 1.436%
84 20.957 1683 1686 1691 rVB3 116107 303249 16.98% 1.266%
85 21.060 1692 1695 1699 rVB4 39189 91878 5.14% 0.384%

86 21.677 1746 1749 1753 rBV6 29659 93338 5.23% 0.390%
87 21.826 1757 1762 1769 rVB2 243075 721886 40.42% 3.014%

Sum of corrected areas: 23952341
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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:\HPCHEMI\BNA F\DATA\BF120815\

BF083619.D

9 Dec 2015 3:38

umsiz

G4650-05

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF083619.D

7.60
5.40

5.24
6.52
5.70

3.98 5.92

3.52

2.43 6.35

0
Time-->

2.

3.00

BB
00 2.50

3.50 4.00 4.50

5.00 5.50

6.00 6.50 7.00

Abundance

1200000

1000000

800000

600000

400000

200000

0!

Time--> 8.50

TIC: BF083619.D

11.68
9.33

10.38

12.77

10.03

9.15

10.50

11.50 12.00

11.00

9.00 9.50 10.00 13.50 14.00 14.50

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BF083619.D

15140

18.63

16.99

Time--> 15.

16.00 16.50

17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

3.52 6.33 ng 294483 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 160 (3.515 min): BF083619.D (-159) (-) m/z 43.05 100.00%
43.0
59.1 \\\y_
5000
| o 350 340 3b0 3ho
S P S P m/z 59.10 55.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
59.0 3.20 3.40 3.60 3.80
0
150 a0 1010 m/z 58.10 14_.17%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
320 3.40 360 3.80 '
5000 m/z 101.10 13.87%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T T A
59.0 3.20 3.40 3.60 3.80
m/z 41.10 8.20%
5000 41.0
31.0
I [
15.0 98.0
"w""w"ll“"hﬁ“§qpﬂ'|"“|"'w"jw""w"'|' MN:?M£M%4A
m/z--> 10 20 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown5.40 Concentration Rank 1

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

5.40 30.84 ng 1435080 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 325 (5.401 min): BF083619.D (-323) (-) m/z 132.05 100.00%
13p.1
5000 68.1 K
40.0 9.0 J 500 520 540 560 580
B e T B m/z 68.10 46.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN U S R
5.00 520 5.40 5.60 5.80
310 510 ‘ ‘ m/z 134.10 33.05%
‘ I 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 500 520 540 560 580
5000 9go 1160 m/z 66.10 27.83%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
13p.0 5.00 520 5.40 5.60 5.80

m/z 69.10 17.68%

5000
104.0
66.0 ‘
270 510 %0 ge | |
2 i e 80 M

m/z--> 20 40 60 80 100 120 140 160 180 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.19 ng 144921 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
Abundance Scan 834 (11.219 min): BF083619.D (-832) (-) m/z 57.05 100.00%
57.0
e _/AkAfuNN,,\J\N»AMA,\/\NNT
LA SRR SURIUR B B
39 113.2 10.80 11.00 11.20 11.40 11.60
0 1411 m/z 43.10 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
57.0
5000 R R DU B B
85.0 10. 80 11. oo 11. 20 11. 40 11. 60
29.0 : m/z 71.10 50.43%
Lol J 1130 1410 169.0 197.0 226.0
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 250 250
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
0
5000 g5.0 m/z 85.10 33.19%
29.0
113.0  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane e B R e ma e T e
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 33.04%
5000 85.0
29.0
b M80 1410 1690 1960 240.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 180 200 220 24'10 10. 80 11. oo 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.80 ng 216800 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 902 (11.996 min): BF083619.D (-899) (-) m/z 57.10 100.00%
57.1
85.0
21, 1180 1180 1200 1220 1240
] m/z 43.10 77 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LAV UL
85.0 nmnmnmnmnm
20.0 m/z 71.10 59.36%
e 1410 1690 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
11/60 11.80 12.00 12.20 12.40
5000 m/z 41.10 35.48%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane A e B
57.0 11.60 11.80 12.00 12.20 12.40
m/z 85.05 34.10%
5000 85.0
29.0
A d jriP0, 1410 169.0 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.96 ng 339700 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1062 (13.825 min): BF083619.D (-1059) (-) m/z 43.10 100.00%
431 |, 730
5000
o1 129.1; 461 S
' 1851 2132 256, 13.60 13.80 14.00 14.20

m/z 60.10 91.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 LI I L L L L L L L

13 60 13. 80 14. 00 14. 20

129.0 m/z 73.05 90.99%
97.0 2130 2960 |
“ ) ‘h ll 157.0 185.0 ’
.”,”.q.”.“..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
R ERRANS SR e
13.60 13.80 14.00 14.20
5000 m/z 41.10 76.31%
29.0 85.0 129.0
186.0
107.0 157.0
R B o RS e ma a e R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid A B
43.0 |, 73.0 13.60 13.80 14.00 14.20
m/z 57.10 76.17%
5000 /VAN\VPA¥/V\/\\x/ﬂuJAVJAy/V
...,.‘l..‘i‘:‘.. R EE RRE R m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknownl6.49 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.08 ng 88425 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvithiazole 127 C6HONS 017626-75-4 35
2 1.4-Dioxaspirol4.51decan-8-one. ... 186 C9H1404 108177-20-4 33
3 1.4-Dioxaspirol4._51decan-8-one 156 C8H1203 004746-97-8 32
4 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 32
5 Ethanedicarboxamide, N-(3,5-dime... 304 C16H24N402 346596-53-0 25
Abundance Scan 1295 (16.488 min): BF083619.D (-1293) (-) m/z 99.10 100.00%
99.1
57.1
5000
1592 16.20 16.40 16.60 16.80
1311 2152 281.2 - - - :
S S O = w0 By ORI 10T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11409: 2-Propylthiazole
58.0 99.0
s000{ 27 IR UL B A S
16,20 16.40 16.60 16.80
126.0 m/z 69.10 26.82%
||‘| “ \\‘M \‘ |||||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
16.20 16.40 16.60 16.80
5000 55.0 1200 m/z 111.10 26.13%
27.0 155.0
77.0 186.0
W‘Wwﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27476: 1,4-Dioxaspiro[4.5]decan-8-one B R R
99.0 16.20 16.40 16.60 16.80
m/z 97.10 24 .04%
h M
55.0
28.0 ; 126.0 156.0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 16,20 16.40 16.60 16.80

8270-BF120815.M Wed Dec 09 18:01:11 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.91 8.71 ng 369724 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 83
4 1-Tetracosanol 354 C24H500 000506-51-4 81
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 74
Abundance Scan 1332 (16.911 min): BF083619.D (-1329) (-) m/z 57.10 100.00%
57.1
97.1
5000
RN SUNLIRE SR
25.1 16.60 16.80 17.00 17.20
154.2
At 29392 m/z 43.10 92.56%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 UL S SURRRE SRR
16 60 16. 80 17.00 17.20
25.0 m/z 55.10 91.28%
! ﬂ I H J ‘ L ?5401820210023802660
m/z--> §o oo 150 260 2éo 300 3%0
Abundance
43.0
16,60 16,80 17.00 17.20
5000 83.0 m/z 83.10 71.49%
111.0
15,0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> §o 160 1éo 200 250 300 3%0
Abundance #106398: 5-Eicosene, (E)- UL LI LS BN L BRI
55.0 16.60 16.80 17.00 17.20
m/z 69.10 65.52%
83.0
5000
111.0
zﬂo [l ‘1‘L 1139.0167.0196.0224.0252.0280.0
m/z--> 50 1(')0 1&'30 2(')0 2&'30 3(')0 3&1,0 16 60 16. 80 17. 00 17'20 '

8270-BF120815.M Wed Dec 09 18:01:11 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.82 ng 204639 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 80
3 Oxirane. [(dodecvloxv)methvll- 242 C15H3002 002461-18-9 80
4 1-Tetracosanol 354 C24H500 000506-51-4 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 74
Abundance Scan 1404 (17.734 min): BF083619.D (-1401) (-) m/z 57.10 100.00%

57.1

83.1

5000

.

17.40 17.60 17.80 18.00
m/z 43.10 89.13%

139.1141 1183.2905,1227.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

g

83.0

I I I
o 17.40 17.60 17.80 18.00
1L m/z 83.10 71.63%
.0 196.0
139.0 168.0 2270 555

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R N RERmEERE
17.40 17.60 17.80 18.00
5000 £9.0 m/z 69.10 70.42%
97.0

1250 1540 181.0  224.0 2520

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

Abundance #83705: Oxirane, [(dodecyloxy)methyl]- e EEEREEEEE R
.0 17.40 17.60 17.80 18.00

m/z 55.10 60.22%

-

5000

%

29.0 111.0

140.0 166.0 197.0
L e o e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00

8270-BF120815.M Wed Dec 09 18:01:12 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.41 5.45 ng 192586 Perylene-d12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tritetracontane 605 C43H88 007098-21-7 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 1463 (18.408 min): BF083619.D (-1460) (-) m/z 57.10 100.00%
57.1
5000 V\\rﬁyﬂf/\FANjK\4~_a,,A~\x,\
L1, 207 Loce 23022 1800 1850 18,40 18,60 18,80
S .Ll...?“3.9.1..,...2.53,5’.-?.'.,....~,....,....,....,....,....,... m/z 71.10 61.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane
57.0
5000 U AU RN

18.00 18.20 18.40 18.60 18.80
m/z 43.10 60.36%

|11 1230 1600 2680

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance
57.0
R e R
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 45.68%
113.0
169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane R ARRasaEEa LS
57.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 31.65%
2000 M
1016902250281033703930 463.0 519.0 575.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 18. OO 18 20 18. 40 18. 60 18 80

8270-BF120815.M Wed Dec 09 18:01:13 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Cyclopentanone, 3-(3-hydrox... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.11 4.19 ng 147928 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 3-(3-hvdroxv-1-p... 140 C8H1202 074473-08-8 53
2 17-Pentatriacontene 491 C35H70 006971-40-0 52
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 38
4 1-Cvclohexvl-1-(4-methvlcvclohex... 208 C15H28 002027-12-5 30
5 1-Hexadecanethiol 258 C16H34S 002917-26-2 30

Abundance Scan 1524 (19.106 min): BF083619.D (-1522) (-) m/z 83.10 100.00%

5000

18.80 19.00 19.20 19.40
m/z 55.10 81.48%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17814: Cyclopentanone, 3-(3-hydroxy-1-propenyl)-
83.0

5000 41 ||||||||IIII|IIII|IIII|
’ 18.80 19.00 19.20 19.40

m/z 57.10 76 .25%
140.0

1 ‘\h I \

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
57.0
97.0 B
18.80 19.00 19.20 19.40
5000 m/z 43.10 74 .61%
1390 1810 “J\MwFVvJM\VVMJkJLWﬂ
15.0 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
L T e A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #145521: Bromoacetic acid, hexadecy! ester R e B ma e
43. 18.80 19.00 19.20 19.40
3.0 m/z 97.10 73.09%
5000
J123.0
196.0
m/z--> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40

8270-BF120815.M Wed Dec 09 18:01:13 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown20.27 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.27 6.40 ng 226094 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Estran-17-one. 3-hvdroxv-. (3.al... 276 C18H2802 001225-01-0 35
2 2-Naphthalenol. 1-I(2.4-dimethvl... 276 C18H16N20 003118-97-6 25
3 16.22-Epoxvcholestan-3-ol 402 C27H4602 1000252-58-8 22
4 Bicvclol2.2.21oct-2-ene. 1.4.5.5... 276 C10H10F602 077495-76-2 18
5 12H-Benzothieno[2,3-d]pyrido[l1,2... 276 C1l4H16N2S2 102254-63-7 15
Abundance Scan 1626 (20.271 min): BF083619.D (-1623) (-) m/z 43.10 100.00%
431
276.1
5000
329.4 AR R TR BB U
“l 381.3414.5 20.00 20.20 20.40 20.60
el m/z 276.10  72.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104222: Estran-17-one, 3-hydroxy-, (3.alpha.,5.alpha.)-
276.0
5000
20.00 20.20 20.40 20.60
202.0 m/z 55.10 49 _.37%
1620 ) | 2500‘
miz-> 50 100 150 200 250 300 350 400
Abundance
143.0 275.0 e
105.0 20.00 20.20 20.40 20.60
5000 ' m/z 41.10 46 .77%
51.0 203.0233.0
miz-> 50 100 150 200 250 300 350 400
Abundance #157042: 16,22-Epoxycholestan-3-ol B A RRREE R
43.0 278.0 20.00 20.20 20.40 20.60
83.0 m/z 95.10 46 .63%
5000
290 331.0
L e
— .Ll".‘.‘“.i.\"l .‘“4“.‘“‘.“‘] ‘." Ill\l " z%xslol PR \I —— .{. _ |38|5|'0| — R B
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

8270-BF120815.M Wed Dec 09 18:01:14 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown20.67 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.67 4.50 ng 158747 Perylene-di12 18.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 38
2 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I1 1000195-85-9 22
3 .alpha.-Cedrene oxide 220 C15H240 1000159-39-1 14
4 Osalmid 229 C13H11NO3 000526-18-1 11

5 Pyrazole, 1-(2,4-dichlorophenoxy... 298 C13H12CI2N202 013241-78-6 11

Abundance Scan 1661 (20.671 min): BF083619.D (-1658) (-) m/z 81.10 100.00%
. A

55.1
5000

276.1 31323411 T
20.40 20.60 20.80 21.00
m/z 95.10 93.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71058: 1,4-Methanoazulene-9-methanol, decahydro-4,8,8-tri...
41.0

20. 40 20 60 20. 80 21. OO
m/z 109.10 92 .56%

5000

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

Abundance
109.0
41.0 R B
81.0 149.0 20.40 20.60 20.80 21.00
m/z 205.20 78.61%
5000 205.0
frs0 235.0 276.0 332.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69499: .alpha.-Cedrene oxide B A RRREE R
205.0 20.40 20.60 20.80 21.00
m/z 93.10 68.10%
41.0
5000

69.0 950 123.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. 40 20 60 20. 80 21. OO

8270-BF120815.M Wed Dec 09 18:01:15 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknown20.85 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 9.74 ng 343947 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehyde 220 C15H240 019890-84-7 46
2 1.5-Cvcloundecadiene. 9-(l-methyv... 190 C14H22 062338-55-0 44
3 1-Formvl-2.2.6-trimethvl-3-(3-me... 220 C15H240 108287-18-9 41
4 lsoaromadendrene epoxide 220 C15H240 1000159-36-6 38
5 Culmorin 238 C15H2602 018374-83-9 38
Abundance Scan 1677 (20.854 min): BF083619.D (-1673) (-) m/z 95.10 100.00%
55.1 o '1121.1 189.2
5000 149 1
P19.1 HR AN RN
247.2p732 315.3 350.2 20.60 20.80 21.00 21.20
m/z 189.20 90.72%
m/z--> 50 100 150 200 250 300 350
Abundance #69487: Longifolenaldehyde
5000 205.0 AN RN
20.60 20.80 21.00 21.20
m/z 93.10 85.22%
Iu‘“\l “.“ IM' — ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance
41.0 93.0
67.0 121.0 R DU BN DR
20.60 20.80 21.00 21.20
5000 m/z 109.15 80.96%
147.0 175.0
m/z--> - 'go' B '160' B '150' B '260' B '2éo' B '300' ' "350'
Abundance #69561: 1-Formyl-2,2,6-trimethyl-3-(3-methyl-but-2-enyl)-6... R B B S
69.0 20.60 20.80 21.00 21.20
m/z 81.10 78.52%
220.0
5000 109.0
137.0
WL s
Iy S e
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

8270-BF120815.M Wed Dec 09 18:01:16 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown20.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.96 8.59 ng 303249 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 38
2 1-I1sopropenvl-4_.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 30
1-(4-Undecviphenvl)ethanone 274 C19H300 1000185-92-4 25
4 Phosphoric acid. 3-(1.1-dimethvl... 274 C12H1905P 094420-61-8 22
5 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 22
Abundance Scan 1686 (20.957 min): BF083619.D ( 1683) (-) m/z 259.25 100.00%

95.1 3

5000
2072 414 20.60 20.80 21.00 21.20
A ekl m/z 95.10 85.33%
m/z--> 50 100 150 200 250 300 350
Abundance #103086: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259.0
5000 LI LI L L BRI L B
217.0 20.60 20.80 21.00 21.20
41.0 930 1360 901 m/z 109.10 62.54%
o ‘.‘“ |h"“" “l‘\ .H‘Hl““. u‘;“h‘ ‘Ih\\‘\\\l\\\i ‘.“ I\‘hl ‘\‘; I‘ : ‘\I Y- T .‘. : ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
95.0
R e R R
149.0 20.60 20.80 21.00 21.20
5000 55.0 205.0 m/z 69.10 60.50%
27,0 22.0 3130 WW
U {28 176.0 237.0 267.0
m/z--> 50 100 150 200 250 300 350
Abundance #103051: 1-(4-Undecylphenyl)ethanone R e R R
259.0 20.60 20.80 21.00 21.20

m/z 134.10 56.01%

5000 43.0
9L.0 4340
1 \‘ | ‘J‘ L | 175020302310 |

(| " N
LA Y B B B R T T 1T LA B B B B R B B B LI LA AL LI L L L BB L LB I

m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

8270-BF120815.M Wed Dec 09 18:01:16 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown21.06 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.06 2.60 ng 91878 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 25
2 Nonadecane 268 C19H40 000629-92-5 15
3 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 11
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 10
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 10

Abundance Scan 1695 (21.060 min): BF083619.D (-1692) (-) m/z 57.10 100.00%
57.1
5000
20,80 21.00 21.20 21.40
—_ | 3551 "m/z 43.10 76.80%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57.0
5000 85.0 L S SULRIE UL IR
29.0 20.80 21.00 21.20 21.40
' m/z 124.10 60.32%
J_hmkf$%MMwmwm5mmﬁwo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
20,80 21.00 21.20 21.40
5000 85.0 m/z 55.10 57.47%
29.0
113.0141.0169.0197.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #10112: 4H-Pyran-4-one, 2,6-dimethyl- L B A e
43.0 124.0 20.80 21.00 21.20 21.40
m/z 71.10 55.38%
5000
95.0
15.0 \
|‘|‘I|'|“|‘||“||||‘||||||| ——— ——— ——— W S
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40

8270-BF120815.M Wed Dec 09 18:01:17 2015

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknown21.68 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.68 2.64 ng 93338 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.E-11.Z-13-Heptadecatriene 234 C17H30 080625-35-0 46
2 1.4-Methanoazulen-7(1H)-one. oct... 220 C15H240 018319-28-3 46
3 1.4-Methanoazulen-9-one. decahvd... 220 C15H240 000465-26-9 43
4 11-Hexadecvnal 236 C16H280 086426-73-5 35
5 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 35

Abundance Scan 1749 (21.677 min): BF083619.D (-1746) (-) m/z 109.10 100.00%

69.1 109.1

165.1

135.1 207.1

5000

:

2140 21.60 21.80
m/z 69.10 89.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78716: 1,E-11,7-13-Heptadecatriene
67.0
41.0
5000 96.0 LI B B B e

2140 21.60 21.80
234.0 m/z 96.05 77.12%

149.0 177.0 205.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

109.0

;

41.0

21.40 21.60 21.80
m/z 95.10  73.95%

67.0
5000

135.0 165.0 220.0

192.0

WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69605: 1,4-Methanoazulen-9-one, decahydro-1,5,5,8a-tetram... T
21.40 21.60 21.80

m/z 81.10 73.67%

:

5000

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21 60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083619.D

Aca On : 9 Dec 2015 3:38

Operator : UM/I1Z

Sample : 6G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
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 unknown21.83 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.83 20.44 ng 721886 Perylene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethyl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 47
2 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 46
3 7-Tetradecvne 194 C14H26 035216-11-6 46
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 42
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 42
Abundance Scan 1762 (21.826 min): BF083619.D (-1757) (-) m/z 69.10 100.00%
5000 M\—/\\,
21. 40 21.60 21.80
39 )
YL "W/z 55.10  79.96%
m/z--> 100 150 200 250 300 350 400
Abundance #68212 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41.0 95.0
5000 L A S
34.0 218.0 21. 40 21 60 21 80
0
‘ “1150 m/z 95.10 77.41%
.H. MH\ H\HM‘H\HH‘\\\L”IIIIIIHIIHHIH
m/z--> 250 300 350 400
Abundance
69.0
2140 2160 2180
5000 m/z 109.10 66.77%
123.0
39.0
15901920
m/z--> §0 160 150 200 250 300 350 460
Abundance #52066: 7-Tetradecyne —
67.0 21. 40 21.60 21.80
m/z 81.10 66.44Y%
- T W\/\/\’/\w
29.0
1650
.“.‘.,J‘. .\.l... 1950........,....,....,.. e e e
m/z--> 50 100 150 200 250 300 350 400 21. 40 21 60 21 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083619.D

Acq On : 9 Dec 2015 3:38

Operator : UM/1Z

Sample - G4650-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120815.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... 3.52 6.3 ng 294483 1 5.70 930672 20.0
unknown5 .40 5.40 30.8 ng 1435080 1 5.70 930672 20.0
Hexadecane 11.22 2.2 ng 144921 3 10.38 1325880 20.0
Eicosane 12.00 3.8 ng 216800 4 12.79 1140620 20.0
n-Hexadecanoic acid 13.83 6.0 ng 339700 4 12.79 1140620 20.0
unknown16 .49 16.49 2.1 ng 88425 5 16.99 849172 20.0
1-Nonadecene 16.91 8.7 ng 369724 5 16.99 849172 20.0
Ethanol, 2-(tetra... 17.73 4.8 ng 204639 5 16.99 849172 20.0
Nonadecane 18.41 5.5 ng 192586 6 18.63 706201 20.0
Cyclopentanone, 3... 19.11 4.2 ng 147928 6 18.63 706201 20.0
unknown20.27 20.27 6.4 ng 226094 6 18.63 706201 20.0
unknown20.67 20.67 4.5 ng 158747 6 18.63 706201 20.0
unknown20.85 20.85 9.7 ng 343947 6 18.63 706201 20.0
unknown20.96 20.96 8.6 ng 303249 6 18.63 706201 20.0
unknown21 .06 21.06 2.6 ng 91878 6 18.63 706201 20.0
unknown21.68 21.68 2.6 ng 93338 6 18.63 706201 20.0
unknown21.83 21.83 20.4 ng 721886 6 18.63 706201 20.0
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