LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081030.D
Acq On : 18 Aug 2015 5:20 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 63310-07 P001-DS04-0012-01
ALS Vial : 28 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-BF081715_.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 4_753 239 242 245 rBV 609490 879931 58.58% 5.097%
2 5.199 279 281 284 rBV 1032079 1349389 89.83% 7.816%
3 6.273 372 375 377 rVB 1531194 1502090 100.00% 8.700%
4 6.387 383 385 388 rBV 1101199 1296522 86.31% 7 .509%
5 6.627 404 406 408 rBV 421480 357508 23.80% 2.071%
6 6.787 417 420 422 rBY 783678 1011918 67.37% 5.861%
7 7.199 453 456 458 rBV 796320 953324 63.47% 5.522%
8 7.907 516 518 521 rBVY 382362 429244 28.58% 2.486%
9 8.993 610 613 615 rBvY 1740577 1486086 98.93% 8.607%
10 9.393 645 648 650 rvB 224640 228000 15.18% 1.321%
11 9.656 669 671 673 rBY 470221 434619 28.93% 2.517%
12 10.113 709 711 712 rVB 17851 17436 1.16% 0.101%
13 10.445 737 740 742 rVB 636643 696300 46.36% 4.033%
14 10.582 750 752 756 rvVB 31081 37515 2.50% 0.217%
15 11.028 788 791 792 rBvV 28852 24850 1.65% 0.144%
16 11.131 798 800 802 rBV 464811 399716 26.61% 2.315%
17 11.211 804 807 809 rvB 14244 22520 1.50% 0.130%
18 11.451 826 828 829 rBvV 22554 21716 1.45% 0.126%
19 11.485 829 831 833 rvB2 16387 19337 1.29% 0.112%
20 11.645 840 845 847 rBV2 26178 51919 3.46% 0.301%
21 11.679 847 848 852 rvv 96819 141241 9.40% 0.818%
22 11.748 852 854 856 rvB3 53384 79297 5.28% 0.459%
23 11.919 867 869 871 rBV 27876 27963 1.86% 0.162%
24 12.262 896 899 901 rVvB3 141748 192169 12.79% 1.113%
25 12.331 903 905 908 rvB 93797 87278 5.81% 0.506%
26 12.399 908 911 913 rBV2 35192 48839 3.25% 0.283%
27 12.445 913 915 917 rVwVv 170861 177714 11.83% 1.029%
28 12.479 917 918 921 rVB 61798 50923 3.39% 0.295%
29 12.559 922 925 927 rBV 104875 100881 6.72% 0.584%
30 12.605 927 929 931 rBvV 53643 52237 3.48% 0.303%
31 12.651 931 933 937 rBv2 45837 73965 4.92% 0.428%
32 12.719 937 939 942 rVB 1046608 1163657 77.47% 6.740%
33 12.811 946 947 951 rVvB3 15162 21774 1.45% 0.126%
34 12.902 953 955 956 rvB2 82974 82997 5.53% 0.481%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081030.D
Acq On : 18 Aug 2015 5:20 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 63310-07 P001-DS04-0012-01
ALS Vial : 28 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.937 956 958 960 rBV 159353 154689 10.30% 0.896%

36 13.085 969 971 973 rBV 97235 106531 7.09% 0.617%

37 13.119 973 974 977 rVB2 46611 91676 6.10% 0.531%
38 13.188 977 980 983 rVB5 21331 21207 1.41% 0.123%
39 13.257 983 986 987 rBV2 14625 20149 1.34% 0.117%
40 13.302 987 990 994 rVB 137875 176335 11.74% 1.021%
41 13.508 1005 1008 1011 rBV4 43886 51872 3.45% 0.300%
42 13.634 1017 1019 1022 rBV 122206 180271 12.00% 1.044%
43 13.691 1022 1024 1026 rVB3 14613 20785 1.38% 0.120%
44 13.748 1026 1029 1036 rVB3 404031 541810 36.07% 3.138%
45 13.862 1036 1039 1040 rBV2 8139 18918 1.26% 0.110%
46 13.954 1045 1047 1050 rVB3 13733 21452 1.43% 0.124%
47 14.137 1061 1063 1065 rBV2 15196 19547 1.30% 0.113%
48 14.262 1072 1074 1077 rBV2 44991 97777 6.51% 0.566%
49 14.525 1094 1097 1100 rBV 302256 375223 24.98% 2.173%
50 14.605 1103 1104 1107 rVVv 32338 34771 2.31% 0.201%

51 14.674 1107 1110 1112 rVV 93912 100917 6.72% 0.585%
52 14.742 1113 1116 1120 rVV 44877 95986 6.39% 0.556%
53 14.834 1122 1124 1126 rVV 83658 140920 9.38% 0.816%
54 14.868 1126 1127 1133 rVV3 80842 145024 9.65% 0.840%

55 14.994 1136 1138 1141 rVV 35431 44637 2.97% 0.259%
56 15.051 1141 1143 1145 rVV 35407 48829 3.25% 0.283%
57 15.108 1145 1148 1150 rVV 180016 275236 18.32% 1.594%
58 15.165 1150 1153 1155 rVB2 18440 27983 1.86% 0.162%
59 15.337 1165 1168 1169 rBV 49763 71781 4.78% 0.416%
60 15.531 1182 1185 1188 rBV 168044 238173 15.86% 1.379%
61 15.588 1188 1190 1192 rVV2 22135 42643 2.84% 0.247%
62 15.737 1200 1203 1206 rVB3 13991 28679 1.91% 0.166%
63 15.863 1212 1214 1219 rVB5 15435 31330 2.09% 0.181%
64 15.954 1219 1222 1225 rVB2 9822 17508 1.17% 0.101%
65 16.194 1240 1243 1247 rBV2 43602 75603 5.03% 0.438%
66 16.331 1252 1255 1257 rBV2 10979 23851 1.59% 0.138%
67 16.445 1262 1265 1268 rBV 49370 97520 6.49% 0.565%
68 16.697 1284 1287 1289 rBV 10179 20070 1.34% 0.116%
69 16.845 1296 1300 1307 rVB7 21487 65594 4._.37% 0.380%
70 17.246 1330 1335 1337 rBV5 6356 19809 1.32% 0.115%
71 17.383 1343 1347 1353 rVB3 15868 46809 3.12% 0.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/1Z

3?22 le 63310-07 P001-DS04-0012-01
ALS Vial : 28 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-BF081715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 17.680 1370 1373 1381 rVB4 13875 57516 3.83% 0.333%
73 18.068 1403 1407 1413 rBv4 28834 76502 5.09% 0.443%
74 18.709 1459 1463 1468 rBV7 4608 18442 1.23% 0.107%

Sum of corrected areas: 17265250
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081030.D
6.27
1500000
6.39
5.20
1000000
6.79 7.20
4.75
500000
6.63 701
o777 T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081030.D
8|99
1500000
12.72
1000000
10.44
500000 9.66 11.13
9.39
1 .45 12.9 o
11. %ﬁ B 12. )
o 10.11 10.58 li 1,21111%@3. ng : . : oobA. o
I e e e e e o o I A e e L e e e e e e LI o e e L B e e e e e e e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081030.D
1500000
1000000
500000
611 1553
. 2F,3415.98 1851618159516 76.85  17.28.38 17.68  18.07 18.71
B e e e e e T e e e e e e e T i B B e e e e e e e e o e B B e S e S LI B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.75 49.23 ng 879931 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 242 (4.753 min): BF081030.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 rojprTTrrTTe T T T T T T T T
440 4.60 4.80 5.00
Ol bl B3 60 8 | "hm/z 59.10  55.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SR A
440 4.60 4.80 5.00
59 m/z 58.10 14.98%
0 21 37 53“‘ o7 778 o ‘O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .14%
a1 101
o 15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
59 440 4.60 4.80 5.00
m/z 41.10 9.07%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' ARSI N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 4 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.68 7.07 ng 141241 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 (1R, 3R,4R,5R)-(-)-Quinic acid 192 C7H1206 000077-95-2 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Heptanoic acid 130 C7H1402 000111-14-8 43
Abundance Scan 848 (11.679 min): BF081030.D (-847) (-) m/z 43.10 100.00%
60 73
5000
8597 129 LELELEN BLULELEL B B B
115 143 157 171 185 213 11.40 11.60 11.80 12.00
01 m/z 60.00 80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43
11.40 11.60 11.80 12.00
29 129 143 m/z 73.05 76.57%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,.... T
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
60 73
43 A BARAE RN SN S
11.40 11.60 11.80 12.00
5000 129 m/z 57.05 75.31%
85 157
29 101 115
143 171 200
0 '}?I""I""I""I""I""I""I""I'"'%qq"l""l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50717: (1R,3R,4R,5R)-(-)-Quinic acid N B e,
43 60 11 11.40 11.60 11.80 12.00
m/z 41.10 71.95%
5000 1 100 147
129
1829 ‘
. w ‘\ HH RN ™S 7SN R OGO VA LSV S
m/z--> 1m1m m 160 180 200 1Mmmmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 5 (2,3,4,5-Tetrachloro-2,4-cy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.26 9.62 ng 192169 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2,3,4,5-Tetrachloro-2,4-cyclope... 324 C12H5CI5 029887-33-0 99
2 1,1"-Biphenyl, 2,3,3",4" ,6-penta... 324 C12H5CI5 038380-03-9 99
3 1,1°-Biphenyl, 2,27,3,5,5"-penta... 324 C12H5CI5 052663-61-3 99
4 1,1"-Biphenyl, 2,27,4,4" ,5-penta... 324 C12H5CI5 038380-01-7 98
5 1,1"-Biphenyl, 2,2",3",4,5-Penta... 324 C12H5CI5 041464-51-1 98
Abundance Scan 899 (12.262 min): BF081030.D (-896) (-) m/z 254.00 100.00%
2
5000
109127
50 12.00 12.20 12.40 12.60
0 m/z 256.00 96 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129512: (2,3,4,5-Tetrachloro-2,4-cyclopentadienylidene)-(...
254
5000
12.00 12.20 12.40 12.60
1 m/z 325.90 85 .54%
92 109
ol28 50 75 163 202, 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326
254
12.00 12.20 12.40 12.60
5000 m/z 184.00 57 .94%
109127 184
4 92 149 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129507: 1,1-Biphenyl, 2,2',3,5,5-pentachloro- h
2 326 12.00 12.20 12.40 12.60

m/z 323.90 54 .65%

5000

o!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 6 1,1°-Biphenyl, 2,3,3",4",6-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.45 6.56 ng 177714 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1"-Biphenyl, 2,3,3",4",6-penta... 324 C12H5CI5 038380-03-9 99
2 1,1°-Biphenyl, 2,2%,4,4" ,5-penta... 324 C12H5CI5 038380-01-7 99
3 1,1"-Biphenyl, 2,3,3",4,4%-penta... 324 C12H5CI5 032598-14-4 99
4 1,1"-Biphenyl, 2,37,4,4" ,5-penta... 324 C12H5CI5 031508-00-6 98
5 1,1"-Biphenyl, 2,3,3",4,6-Pentac... 324 C12H5CI5 074472-35-8 96

Abundance Scan 915 (12.445 min): BF081030.D (-913) (-) m/z 254.00 100.00%

2 326

5000

12.20 12.40 12.60 12.80

0 m/z 256.00 96.63%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129488: 1,1'-Biphenyl, 2,3,3',4',6-pentachloro-
326
254

5000
12.20 12.40 12.60 12.80

m/z 325.90 93.96%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326
254
12.20 12.40 12.60 12.80
5000 m/z 323.90 61.64%
184
109 127 vo1
3 4o 145163 218
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129511: 1,1-Biphenyl, 2,3,3',4,4-pentachloro-
326 12.20 12.40 12.60 12.80
56 m/z 327.90 60.33%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 7 1,1"-Biphenyl, 2,2%,4,4" ,5-__._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.94 5.71 ng 154689 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1"-Biphenyl, 2,3,3",4",6-penta... 324 C12H5CI5 038380-03-9 99
2 1,1°-Biphenyl, 2,2%,4,4" ,5-penta... 324 C12H5CI5 038380-01-7 99
3 1,1"-Biphenyl, 2,3,3",4,4%-penta... 324 C12H5CI5 032598-14-4 99
4 1,1"-Biphenyl, 2,27,3,5,5"-penta... 324 C12H5CI5 052663-61-3 97
5 1,1"-Biphenyl, 2,2",4,4% ,6-Penta... 324 C12H5CI5 039485-83-1 97
Abundance Scan 958 (12.937 min): BF081030.D (-956) (-) m/z 326.00 100.00%
3%6
254
5000

109 127

74 92 12.60 12.80 13.00 13.20

147163

I m/z 327.90  66.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129488: 1,1'-Biphenyl, 2,3,3',4',6-pentachloro-
326
254

5000
12.60 12.80 13.00 13.20

m/z 323.90 61.67%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326
254
12.60 12.80 13.00 13.20
5000 m/z 254.00 59.91%
184
109 127 vo1
3 4o 145163 218
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129511: 1,1'-Biphenyl, 2,3,3',4,4"-pentachloro-
326 12.60 12.80 13.00 13.20
955 m/z 256.00 57 .55%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 8 1,1"-Biphenyl, 2,27,3,4,5,5... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.30 6.51 ng 176335 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2,2",3,4,5,5"-hex... 358 C12H4CI6 052712-04-6 99
2 1,1"-Biphenyl, 2,3,3",4,5,6-hexa... 358 C12H4CI6 041411-62-5 99
3 1,1"-Biphenyl, 3,3",4,47,5,5"-he... 358 C12H4CI6 032774-16-6 99
4 1,1"-Biphenyl, 2,37,4,4",5,5"-he... 358 C12H4CI6 052663-72-6 99
5 1,1"-Biphenyl, 2,2",3,4,4" ,5-hex... 358 C12H4CI6 035694-06-5 99
Abundance Scan 990 (13.302 min): BF081030.D (-987) (-) m/z 290.00 100.00%
290 360
5000
13.00 13.20 13.40 13.60
o m/z 359.90 90.31%
m/z--> 50 100 150 200 250 300 350
Abundance #143887: 1,1'-Biphenyl, 2,2',3,4,5,5'-hexachloro-
360
290
5000 218 305 13.00 13.20 13.40 13.60
m/z 288.00 76.22%
o "0 | %% | \\L 343
m/z--> ) 250 300 350
Abundance
360
145 290 13.00 13.20 13.40 13.60
5000 109 m/z 361.90 71.65%
127 218
73 91 163181
. 40 254, 324
m/z--> 50 100 150 200 250 300 350
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360 13.00 13.20 13.40 13.60
m/z 218.00 49.81%
5000
0‘
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF081715.M Tue Aug 18 18:47:11 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081030.D

Acq On : 18 Aug 2015 5:20

Operator : UM/I1Z

Sample - G3310-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 9 Pentafluoropropionic acid, ... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.63 6.65 ng 180271 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid, octad... 416 C21H37F502
2 17-Pentatriacontene 491 C35H70

3 1-Docosene 308 C22H44

4 1-Hexacosanol 382 C26H540

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

006971-40-0 91
001599-67-3 81
000506-52-5 72
074339-53-0 70

1000280-07-7 91

Abundance Scan 1019 (13.634 min): BF081030.D (-1017) (-) m/z 57.10 100.00%
83
5000
111 IIIIIIIIIIIIIIIIIIIIIII
139 13.40 13.60 13.80 14.00
O m/z 43.10 84 _09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 LIS I L L L L L L L L
13.40 13.60 13.80 14.00
97 m/z 55.10 79.58%
oL B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
e e LA o
13.40 13.60 13.80 14.00
5000 83 m/z 83.10 56.20%
111
o 139167 196224 267292 321 462 490
T T T T T T [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene L T e B e
55 13.40 13.60 13.80 14.00
m/z 97.10 51.64%
97
5000
29
125
L o o o e I A e S S R e SIS
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BF081715.M Tue Aug 18 18:47:12 2015 S

P001-DS04-0012-01

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 10 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

1453 27.27ng 375223  Perylene-di2 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 9-octadecenamide, (Z)- 281 CI8H3SNO 000301-02-0 72

2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1097 (14.525 min): BF081030.D (-1094) (-) m/z 59.10 100.00%
59
5000 /\_
126 14.20 14.40 14.60 14.80
0 154170 : : : :
0 198 221 240256 294 320 n/z 72.10 56 990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LA L L L LB L L
Mmmmmmmm
41 m/z 55.10 49 _.42%
0 18 | H \‘\‘ \‘\ \H Al \\4 7136 154 184 220238 2642?1
“wnupnwnnpu.””.”w“”.”.””.”.“”.”.””.”.””P.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
AR
14.20 14.40 14.60 14.80
5000 m/z 43.10 30.99%
41
oL 18 86 111128 156 184 590227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91513: Hexadecanamide e
59 14.20 14.40 14.60 14.80
m/z 41.10 29.56%
5000
43
oL 27 oy ) 8 114 142 170 195212 233255
R e A aaaaas EE e e R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF081715.M Tue Aug 18 18:47:13 2015 S

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 11 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .67 7.33 ng 100917 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 74
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 68
4 1,15-Pentadecanediol 244 C15H3202 014722-40-8 64
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1110 (14.674 min): BF081030.D (-1107) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 43.10 91.35%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99460: Oxirane, hexadecyl-

5000

14.40 14.60 14.80 15.00
m/z 82.10 73.66%

152166180194208222236250 267

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82
a1 9% 14.40 14.60 14.80 15.00
5000 m/z 55.10 69.87%
110124
o 27 138152166180194208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93393: 1,16-Hexadecanediol T T
55 14. 40 14. 60 14. 80 15. 00

m/z 96.10 51.40%

96
110124
138152166130194208222 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. OO

5000

o

8270-BF081715.M Tue Aug 18 18:47:15 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 12 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.83 10.24 ng 140920 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octacosane 394 C28H58 000630-02-4 81
3 Tetracosane 338 C24H50 000646-31-1 74
4 Eicosane 282 C20H42 000112-95-8 74
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1124 (14.834 min): BF081030.D (-1122) (-) m/z 57.10 100.00%
57
5000 P
13 22 " 14.60 14.80 15.00 15.20
141 : : : :
0 ..J,.. AT TS 209 .J...., | | m/z 43.10 60.53%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 L UL L S S
a5 Mmmmmmmm
29 m/z 71.10 49 .86%
ol k | | J 113 141 169 197 226
m/z--> 55 160 150 200 2éo 360 3%0 '
Abundance
57
" 14.60 14.80 15.00 15.20
5000 g5 m/z 85.05 37.20%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #136481: Tetracosane B L B o S
57 14.60 14.80 15.00 15.20
m/z 55.10 23.13%
- I AN_ijﬂxf\___fﬁ\_,\_~mﬁ,\_1
29
ol ] e 141‘169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3%0 ' 14%0 1480 1500 1520

8270-BF081715.M Tue Aug 18 18:47:16 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 13 Trichloroacetic acid, tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 10.54 ng 145024 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 86
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 68
3 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 49
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 38

Abundance Scan 1127 (14.868 min): BF081030.D (-1126) (-) m/z 57.10 100.00%

83 97

5000

14.60 14.80 15.00 15.20

153

0 m/z 55.10 94 _86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43 83

5000

14.60 14.80 15.00 15.20
m/z 43.10 92.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
57
83 W S
97 14.60 14.80 15.00 15.20
5000 m/z 97.10 86.96%
111
29 125
o 153167181 208224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81303: Thieno[2,3-d]-1,3-thiaselenol-2-thione R B R M e
69 14.60 14.80 15.00 15.20
0
45 238 m/z 83.10 84.72%
5000 117 158
194
‘ 136
O,H.NH.WHHW”” - e = R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20

8270-BF081715.M Tue Aug 18 18:47:18 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 14 1,16-Hexadecanediol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.34 5.22 ng 71781 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 72
3 Hexadecanal 240 C16H320 000629-80-1 72
4 Octadecanal 268 C18H360 000638-66-4 68
5 15-Octadecenal 266 C18H340 056554-93-9 52

Abundance Scan 1168 (15.337 min): BF081030.D (-1165) (-) m/z 57.10 100.00%

5000

b

15.00 15.20 15.40 15.60
o’ m/z 43.10 80.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82 gg

5000 IR
15.00 15.20 15.40 15.60

m/z 82.10 61.22%

110
124

138

152166180194 211 236250 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55 82
R o e n
96 15.00 15.20 15.40 15.60
5000 i m/z 55.10 60.40%
110124
27 138150166180194208222 240

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

Abundance #82579: Hexadecanal R R RS S
15.00 15.20 15.40 15.60

m/z 83.10 45.38%

5000

110,54

138152166180196 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. OO 15. 20 15. 40 15.60

8270-BF081715.M Tue Aug 18 18:47:19 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 15 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.53 17.31 ng 238173 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 1185 (15.531 min): BF081030.D (-1182) (-) m/z 57.10 100.00%
57
5000 85 ,\
113 q4q 15.20 15.40 15.60 15.80
ol JJ.JJ.*.JJ Moo der %S | m/z 43.10 56.99%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 LR SRR DL B B
85 15.20 15.40 15.60 15.80
29 m/z 71.10 51.21%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
15,20 15.40 15.60 15.80
5000 m/z 85.10 38.41%
85
0 29 113 141 169 197 225 253 281 323 351 380
NI N UL SRR LY UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- A BAAREEE e ey
57 15.20 15.40 15.60 15.80
m/z 55.10 20.87%
5000 85
29 113 210
ol e B gy e T
m/z--> 50 100 150 200 250 300 350 15.20 15. 40 15. 60 15.80

8270-BF081715.M Tue Aug 18 18:47:20 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 16 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.19 5.49 ng 75603 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 70
2 17-Octadecenal 266 C18H340 056554-86-0 62
3 Hexadecanal 240 C16H320 000629-80-1 62
4 16-Octadecenal 266 C18H340 056554-87-1 62
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 58

Abundance Scan 1243 (16.194 min): BF081030.D (-1240) (-) m/z 57.10 100.00%

5000

g

15.80 16.00 16.20 16.40 16.60
m/z 43.10 75.13%

276
110124138 163
o 101 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal
43 57 8,

-

I I I I I
15.80 16.00 16.20 16.40 16.60
0,
110124138 rpy 250 m/z 82.10 67.13%
152166180194208 236

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43
96 15.80 16.00 16.20 16.40 16.60
5000 m/z 55.10 56.28%
29
1o,
15 138157 1681821962102242382°2 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82579: Hexadecanal R Ra e e
15.80 16.00 16.20 16.40 16.60
m/z 96.05 40.09%

5000

1105,

%

138152166180 196 222

I I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60

8270-BF081715.M Tue Aug 18 18:47:22 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 17 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.45 7.09 ng 97520 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1265 (16.445 min): BF081030.D (-1262) (-) m/z 57.10 100.00%
5
99 ' 16.20 16.40 16.60 16.80
141 : : :
0 281 m/z 71.10 53.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57
5000 LRI B LU BURBLN B
16 20 16 40 16. 60 16. 80
99 m/z 43.10 52.63%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
"' 16.20 16.40 16.60 16.80
5000 m/z 85.05 39.29%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
IRRRE RN SRR BN RN B RN LR B B BN B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151556: Heptacosane L
57 16.20 16.40 16.60 16.80
m/z 55.10 21.84Y%
>0 \«/V\A/\waNNJ\/M\AW\,ﬂv/W\J,
Jgg
oh 28004 y, 141 183 225 267 323 380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16 40 16. 60 16. 80

8270-BF081715.M Tue Aug 18 18:47:23 2015 S Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 19 unknownl7.68 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.68 4.18 ng 57516 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, dichloro-bis(methoxy)- 160 C2H6CI1202Si 018544-45-1 37
2 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 25
3 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 9
4 2,5-Furandicarboxaldehyde 124 C6H403 000823-82-5 9
5 Benzenemethanamine, 4-fluoro- 125 C7H8FN 000140-75-0 9
Abundance Scan 1373 (17.680 min): BF081030.D (-1370) (-) m/z 124.10 100.00%
124
5000 >
43 229
1 193 L DR DU UL UL
| ||“ | || 1ﬁ9 163 | 17.40 17.60 17.80 18.00
0...“.”,.”t“..w..hujn.ﬂ..w..”,.”....w..”,.”. m/z 57.10 53.32%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #29481. Silane, dichloro-bis(methoxy)-
124
5000 UL BRI B SN UL
160 1740 17.60 17.80 18.00
o 99 145 ‘ m/z 229.20 37.77%
59
0 ...|.2.‘9..|4..‘5...‘|‘.‘...“...Hl”‘l‘ 111\ ‘\M ..‘..‘H‘l... A BaEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
124
17.40 17.60 17.80 18.00
5000 56 m/z 43.10 32.78%
39 95
e R U R UL S S SN WA LS WS A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10093: 1,4-Benzenediol, 2-methyl- B A RRREE R
124 17.40 17.60 17.80 18.00
m/z 125.10 30.65%
5000
95
39 55 67 o) 107 \
0...|..‘..M ‘”‘.|‘.“‘...ﬁ“...‘llu“‘...“...|....|....|....|....|.... S S 8 ) E— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081715\

Data File : BF081030.D

Acg On : 18 Aug 2015 5:20

Operator : UM/I1Z

ﬁ?ggle i 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknownl18.07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.56 ng 76502 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-cyanomethyl-6-piperidi... 218 C10H14N6 1000241-05-9 47
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 45
3 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 45
4 3,4-2H-Coumarin, 4,4,5,6,8-penta... 218 C14H1802 1000129-70-7 43
5 2,3-Diethoxyquinoxaline 218 C12H14N202 057050-66-5 43
Abundance Scan 1407 (18.068 min): BF081030.D (-1403) (-) m/z 218.20 100.00%
43 218
189
5000 55 122 203
69 81 95107 135149161175 L W )
17.80 18.00 18.20 18.40
0 m/z 43.10 84.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218
189
s000 o i e o s e
45 135 103 m/z 189.20 52.72%
pm 8P wmy w
0...|.l‘..‘|“.. “l.‘l..|...‘.l..‘..|...l|..‘”..|‘l...‘ ..‘..ll...l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance ﬂ
218
A LA UL SUMIURA BRI B
41 91 133 203 17.80 18.00 18.20 18.40
5000 55 107119 147 161 175 m/z 203.20 50.16%
77
29
66 190
e L S L UL B B B S B B W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68257: Pyrene, hexadecahydro- R e
8 17.80 18.00 18.20 18.40
m/z 122.10 45 .65%
5000
121 135
148 ﬂ
o} R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081030.D
Acq On : 18 Aug 2015 5:20 Instrument :
Operator : UM/I1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 63310-07 P001-DS04-0012-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.75 49.2 ng 879931 1 6.63 357508 20.0
Undecanoic acid 11.68 7.1 ng 141241 4 11.13 399716 20.0
(2,3,4,5-Tetrachl_... 12.26 9.6 ng 192169 4 11.13 399716 20.0
1,1*-Biphenyl, 2,_... 12.45 6.6 ng 177714 5 13.75 541810 20.0
1,1*-Biphenyl, 2,... 12.94 5.7 ng 154689 5 13.75 541810 20.0
1,1*-Biphenyl, 2,_... 13.30 6.5 ng 176335 5 13.75 541810 20.0
Pentafluoropropio... 13.63 6.7 ng 180271 5 13.75 541810 20.0
9-Octadecenamide, ... 14.53 27.3 ng 375223 6 15.11 275236 20.0
Oxirane, hexadecyl- 14.67 7.3 ng 100917 6 15.11 275236 20.0
Hexadecane 14.83 10.2 ng 140920 6 15.11 275236 20.0
Trichloroacetic a... 14.87 10.5 ng 145024 6 15.11 275236 20.0
1,16-Hexadecanediol 15.34 5.2 ng 71781 6 15.11 275236 20.0
Octacosane 15.53 17.3 ng 238173 6 15.11 275236 20.0
Octadecanal 16.19 5.5 ng 75603 6 15.11 275236 20.0
Heneicosane 16.45 7.1 ng 97520 6 15.11 275236 20.0
unknownl7 .68 17.68 4.2 ng 57516 6 15.11 275236 20.0
unknown18.07 18.07 5.6 ng 76502 6 15.11 275236 20.0
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