LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 6G3505-10

Misc :

ALS Vial : 37 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-BF090115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.541 169 171 177 rBB 8808 18092 1.26% 0.083%
2 4.410 244 247 258 rVB 543831 860073 60.04% 3.924%
3 4.913 289 291 294 rBV 900693 1237793 86.40% 5.647%
4 6.044 387 390 392 rBV 993567 1322222 92.30% 6.032%
5 6.136 396 398 400 rBVY 1463516 1269270 88.60% 5.791%
6 6.364 416 418 421 rVB 418100 365901 25.54% 1.669%
7 6.524 430 432 434 rBV 1180136 1044396 72.90% 4_.765%
8 6.947 466 469 471 rBV 934775 932125 65.07% 4_.253%
9 7.656 529 531 534 rBV 557259 467635 32.64% 2.133%
10 8.742 623 626 628 rBY 1723160 1432572 100.00% 6.536%

11 9.142 659 661 664 rBv 181158 171484 11.97% 0.782%
12 9.370 675 681 682 rBvV 9117 17206 1.20% 0.078%
13 9.393 682 683 686 rvB 356658 429932 30.01% 1.961%
14 10.182 749 752 754 rBV 823714 770467 53.78% 3.515%

15 10.330 762 765 771 rVB 29912 47481 3.31% 0.217%
16 10.456 774 776 778 rBV 39102 36070 2.52% 0.165%
17 10.776 802 804 805 rBvV 29804 23746 1.66% 0.108%
18 10.868 809 812 815 rBV 307332 479916 33.50% 2.189%
19 10.936 815 818 819 rvv2 24483 22959 1.60% 0.105%
20 10.959 819 820 824 rVB 37150 37286 2.60% 0.170%
21 11.131 830 835 839 rBv4 13194 33091 2.31% 0.151%
22 11.199 839 841 844 rVB 23414 24129 1.68% 0.110%
23 11.359 853 855 856 rBvV 18570 18391 1.28% 0.084%
24 11.393 856 858 860 rvB2 14039 19646 1.37% 0.090%
25 11.439 860 862 864 rBvV 179260 192361 13.43% 0.878%
26 11.702 882 885 889 rvB2 12904 26525 1.85% 0.121%
27 11.942 904 906 909 rBV3 16690 23707 1.65% 0.108%
28 11.988 909 910 911 rBV 21963 18088 1.26% 0.083%
29 12.022 911 913 915 rvv 30142 39084 2.73% 0.178%
30 12.056 915 916 920 rVB 118188 96234 6.72% 0.439%
31 12.159 922 925 927 rVB 66345 65991 4.61% 0.301%
32 12.216 927 930 933 rBvV2 32011 50141 3.50% 0.229%
33 12.274 933 935 940 rvv2 88452 154680 10.80% 0.706%
34 12.388 943 945 948 rVB3 13442 20199 1.41% 0.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 6G3505-10

Misc :

ALS Vial : 37 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-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.445 948 950 953 rBV 1030334 939060 65.55% 4.284%

36 12.616 961 965 968 rvB2 12260 23683 1.65% 0.108%
37 12.708 968 973 975 rBV2 55828 136013 9.49% 0.621%
38 12.868 985 987 989 rBV 61550 60128 4._.20% 0.274%
39 12.914 989 991 993 rBV 36982 51492 3.59% 0.235%
40 13.005 997 999 1000 rvv 32050 28683 2.00% 0.131%
41 13.051 1000 1003 1004 rVB2 30227 36127 2.52% 0.165%
42 13.165 1011 1013 1015 rBV2 32518 31034 2.17% 0.142%

43 13.371 1028 1031 1034 rBV 362416 487023 34.00% 2.222%
44 13.474 1037 1040 1044 rBV2 277325 444023 30.99% 2.026%

45 13.588 1046 1050 1052 rBV3 18982 46428 3.24% 0.212%
46 13.691 1057 1059 1062 rVB 61765 77491 5.41% 0.354%
47 13.805 1067 1069 1071 rBV 46927 61408 4._.29% 0.280%
48 13.999 1083 1086 1089 rBV 595678 745902 52.07% 3.403%
49 14.114 1095 1096 1098 rVB2 31792 28946 2.02% 0.132%
50 14.205 1102 1104 1107 rVVv2 29651 47932 3.35% 0.219%

51 14.285 1107 1111 1115 rVV2 66241 163826 11.44% 0.747%
52 14.342 1115 1116 1120 rVV 42338 65362 4_.56% 0.298%
53 14.411 1120 1122 1124 rVV 292323 284027 19.83% 1.296%
54 14.457 1124 1126 1130 rVV 70386 153646 10.73% 0.701%
55 14.537 1130 1133 1134 rVV2 46966 81121 5.66% 0.370%

56 14.571 1134 1136 1140 rVV2 401793 939585 65.59% 4.287%
57 14.628 1140 1141 1144 rVV 155305 181294 12.66% 0.827%
58 14.685 1144 1146 1149 rVVv2 76937 148683 10.38% 0.678%
59 14.731 1149 1150 1152 rVV 60648 83668 5.84% 0.382%
60 14.777 1152 1154 1157 rVvV 259554 340783 23.79% 1.555%

61 14.857 1159 1161 1162 rVV 64385 95236 6.65% 0.434%
62 14.891 1162 1164 1165 rVV2 37121 69326 4._.84% 0.316%
63 14.925 1165 1167 1171 rVV 48137 109061 7.61% 0.498%
64 15.005 1171 1174 1176 rVV 252410 373968 26.10% 1.706%
65 15.085 1179 1181 1184 rVV2 38649 71393 4.98% 0.326%

66 15.177 1186 1189 1191 rVV 332251 479977 33.50% 2.190%
67 15.211 1191 1192 1195 rVV 219256 407229 28.43% 1.858%
68 15.257 1195 1196 1198 rVV 165711 215050 15.01% 0.981%
69 15.348 1202 1204 1208 rVB2 67059 114363 7.98% 0.522%
70 15.497 1215 1217 1219 rBV3 12177 25019 1.75% 0.114%

71 15.542 1219 1221 1224 rVV2 22162 36568 2.55% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 6G3505-10

Misc :

ALS Vial : 37 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.600 1224 1226 1228 rVV3 19298 39566 2.76% 0.181%
73 15.645 1228 1230 1234 rVB2 44226 75811 5.29% 0.346%
74 15.748 1236 1239 1246 rBV 296933 510996 35.67% 2.331%
75 15.851 1246 1248 1251 rVV2 26401 63063 4._.40% 0.288%
76 15.908 1251 1253 1255 rVV3 29055 58671 4._.10% 0.268%

77 15.965 1255 1258 1262 rVV 81631 182829 12.76% 0.834%
78 16.034 1262 1264 1267 rVV 89691 219224 15.30% 1.000%
79 16.091 1267 1269 1274 rVB 161171 329524 23.00% 1.503%

80 16.171 1274 1276 1278 rBV 12859 24021 1.68% 0.110%
81 16.297 1283 1287 1292 rBV4 66519 262641 18.33% 1.198%
82 16.514 1303 1306 1308 rBV3 43692 86118 6.01% 0.393%
83 16.754 1324 1327 1332 rVB3 47724 131366 9.17% 0.599%
84 16.845 1332 1335 1340 rBV5 13944 39996 2.79% 0.182%

85 17.005 1346 1349 1355 rVB3 44352 113889 7.95% 0.520%

86 17.234 1365 1369 1377 rVB 51277 167891 11.72% 0.766%
87 17.737 1409 1413 1421 rVB6 48205 130661 9.12% 0.596%
88 18.846 1506 1510 1514 rVB4 9579 29532 2.06% 0.135%

Sum of corrected areas: 21919250
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASEN\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081415.D
1500000 6.14
t 6.52
1000000 a0l 6.0 6.95
4.41 7.66
500000 6.36
3.54 L
O e e e T e e e o L o
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: BF081415.D
8|74
1500000
12.44
1000000
10.18

14.00

500000

o) A A - oS lRY 1L ] o A A
Time--> 8.50 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: BF081415.D
1500000
1000000
500000

17.74 18.85

O T T T T T T e T T e e e T

T
Time--> 15.00 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\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.41 47.01 ng 860073 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 247 (4.410 min): BF081415.D (-244) (-) m/z 43.10 100.00%
43
59
5000
101 [rr T[T T
4.00 4.20 4.40 4.60 4.80
e el 83l eo 8 | /7 59.10  58.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR R R L
4.00 4.20 4.40 4.60 4.80
m/z 101.10 14.89%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 4.60 4.80
5000 m/z 58.10 14.16%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T R e
59 4.00 420 4.40 4.60 4.80
m/z 41.10 8.79%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 1

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

6.14 69.38 ng 1269270 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.136 min): BF081415.D (-396) (-) m/z 132.10 100.00%
132
5000 68
40 14 7 87 9|6 5 J I5I.86' Ib:.O(I)I Ié.ZCI)I Ié.hbl -
AL s m/z 68.10 48.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AR NAREE SRS S LR
5.80 6.00 6.20 6.40
33 44 o 105 m/z 66.10 32.69%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 580 6.00 620 640
5000 gg 116 m/z 134.10 31.62%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE -
132 5.80 6.00 6.20 6.40
m/z 69.10 19.55%
5000
92
65
105
|'2?' ?E' ?%' fd” '?z EEnN ”--1}7- L AL AL SARL AR NAREE SRR S LR
m/z--> 20 40 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.44 8.02 ng 192361 Phenanthrene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 862 (11.439 min): BF081415.D (-860) (-) m/z 43.10 100.00%
43 60 73
5000
85 129
143157171 192 213 11.20 11.40 11.60 11.80
S 21 28 m/z 60.00 96.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 L S UL B B
nmnmnmnm
m/z 73.10 85.35%
\\‘ \ H H\ }Ol;}S \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 1éo 200 220 250 2éo
Abundance
43 60 73
- "' 1120 11.40 11.60 11.80
5000 m/z 57.10 83.38%
o 129 242
199
101115 143157171185 213226
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #75071: Tetradecanoic acid L BE BEE o
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 76.62%
5000 129
. 185 228
01115 143 171
»\ yo \ u‘ L T* bRl .\..1.9?.2.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.37 21.94 ng 487023 Chrysene-di12 13.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 83
3 1-Hexacosanol 382 C26H540 000506-52-5 80
4 1-Tetracosanol 354 C24H500 000506-51-4 80
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 76
Abundance Scan 1031 (13.371 min): BF081415.D (-1028) (-) m/z 57.10 100.00%
57
83
5000
5t 15100 1220 1340 1aea T
3 139 178 : : : :
0 e A m/z 43.10 85.25%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 UL RUUAEE B
29 Bmmmmmmm
125 m/z 55.10 80.14%
| \,\ IJ,H,?, A :L Ao es e S8
m/z--> 50 100 150 200 250 300 350
Abundance
43
o 13.00 13.20 13.40 13.60
5000 m/z 83.10 60.43%
97
125 169 210
m/z--> o 'éo' - 160" "150" ' 560" "250" ' éoo" "350"
Abundance #152038: 1-Hexacosanol e REEE R REE S
43 13.00 13.20 13.40 13.60
m/z 97.10 53.83%
5000 83
18 ﬂ ‘111
‘h‘{ G ' | \139 168 196 224 252 278 308 336 364
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 13. oo 13 20 13. 40 13. 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.00 33.60 ng 745902  Chrysene-d12 13.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 1086 (13.999 min): BF081415.D (-1083) (-) m/z 57.10 100.00%

57

5000

83

111
| l 139167 211240

55

13.60 13.80 14.00 14.20 14.40

m/z 43.10 79.98%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 R R R R e e
13.60 13.80 14.00 14.20 14.40
11 m/z 55.10 70.41%
M Md “139167196224 267292 321 462 490
o e B e
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
57
83 R AR
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 49_90%
111
29 139 168 210238 g5
T e B B e s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)- R e e A BE
57 13.60 13.80 14.00 14.20 14.40
m/z 97.10 44_18%
83
5000
29 111
139 168196
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13 80 14. OO 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.29 9.61 ng 163826 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 1111 (14.285 min): BF081415.D (-1107) (-) m/z 57.10 100.00%

57
5000

97
|, 141 203 253 14.00 14.20 14.40 14.60
SN N ¥ 8 1 e N m/z 43.10 60.91%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 AL DAL BRI L B

14,00 14.20 14.40 14.60
m/z 71.10  49.54%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

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

H

Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 37.91%
141 183 299 281 323
L B i L B L B L L L B L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane S B L B B
57 14.00 14.20 14.40 14.60
m/z 55.10 25.45%
5000

3

99
26 | 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14 20 14. 40 14 60

8270-BF090115.M Fri Sep 04 16:44:53 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .57 55.14 ng 939585 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 1136 (14.571 min): BF081415.D (-1134) (-) m/z 57.10 100.00%

57
5000 85

113 14.20 14.40 14.60 14.80
141 169
...J,..'.J.II, MOl AL L m/z 43.10 60.22%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 LA L L L L L L L LB B
85 14.20 14.40 14.60 14.80
m/z 71.10 49 _.92%
29
> | | | 118141 169 197 225 253 281 323 351 380
T S R~ =L B
miz-> 0 50 100 150 200 250 300 350 400
Abundance
57
A L
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 37.96%
29 113
141 169 197 225 253 281 311337 367 410435
T T o I ==t
miz-> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane B A REEE L B e
57 14.20 14.40 14.60 14.80
m/z 55.10 21.81%
85
5000
29 113
UL 7,241 169 197 225 953 296
I

m/z--> 0 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80

8270-BF090115.M Fri Sep 04 16:44:53 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Methyl n-hexadecyl ketone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.63 10.64 ng 181294 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl n-hexadecvl ketone 268 C18H360 007373-13-9 59
2 2-Nonadecanone 282 C19H380 000629-66-3 59
3 2-Heptadecanone 254 C17H340 002922-51-2 59
4 2-Tetradecanone 212 C14H280 002345-27-9 50
5 2-Dodecanone 184 C12H240 006175-49-1 47
Abundance Scan 1141 (14.628 min): BF081415.D (-1140) (-) m/z 59.10 100.00%
59
43
5000

14.40 14.60 14.80 15.00

‘ 00 123138151 169 207 270

,....,'...|. g 30 1231se181 169 207 20 o758 10 84, 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99465: Methyl n-hexadecy! ketone

58

43

5000
14.40 14.60 14.80 15.00

m/z 43.10 67 .60%

268

111127 152166180194 210 225239253
mzz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance
43 58
S = RN NS
14.40 14.60 14.80 15.00
5000 m/z 71.10 31.68%
29 85
111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91004: 2-Heptadecanone O S REEAE RS S
58 14.40 14.60 14.80 15.00
m/z 57.10 19.36%
43
5000
29 96
] j w 82 “°110 127 152166180196211225239 \
R T R s S e A e EEaEEEae St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. 00

8270-BF090115.M Fri Sep 04 16:44:54 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.01 21.95 ng 373968 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 13-Octadecenal 266 C18H340 056554-90-6 90

Abundance Scan 1174 (15.005 min): BF081415.D (-1171) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20 15.40
m/z 43.10 83.01%

110124
138153 175191505221 237 264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal
43 57 82

14 60 14. 80 15. 00 15. 20 15. 40
110 - 419
124, rpy 250 m/z 82.10 66.41%
152166180194208<“»36

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 e a Ee A
96 14.60 14.80 15.00 15.20 15.40
5000 m/z 55.10 63.82%
29
110124
15 138152 168182196210224238°>% 270
mmm‘mmmﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93393: 1,16-Hexadecanediol A B
55 2 14.60 14.80 15.00 15.20 15.40

m/z 96.10 46.96%
96

5000 M

110124

Zﬂ\

138152166180194208222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 60 14. 80 15. 00 15. 20 15. 40

8270-BF090115.M Fri Sep 04 16:44:55 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.18 28.17 ng 479977 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1189 (15.177 min): BF081415.D (-1186) (-) m/z 57.10 100.00%

5000

:

14.80 15.00 15.20 15.40
m/z 43.10 57.48%

0 13141169197205 278

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107661: Nonadecane, 9-methyl-

-

85

5000 | BNLENL L L L L LB B
14.80 15.00 15.20 15.40
14%58 m/z 71.10 49.62%
AP T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T BB R R RS
14.80 15.00 15.20 15.40
5000 o m/z 85.10 37.70%
29

113141169197 225253 281300337 379 421449477 506

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

8

Abundance #142112: Pentacosane e o A
57 14.80 15.00 15.20 15.40
m/z 55.10 21.85%
5000 85 «,ﬂﬁ/»«\J\\n»JAﬁm&v\VN\A,\,«\
113
29 []7141169 211239267 205323 352
T T T T e T AR EEAREmat
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 80 15. 00 15. 20 15.40

8270-BF090115.M Fri Sep 04 16:44:56 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Acetic acid, chloro-, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.21 23.90 ng 407229 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 72
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 72
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 62
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 1192 (15.211 min): BF081415.D (-1191) (-) m/z 57.10 100.00%
57
. ‘JJKA/\M
111
LRSI B SRR BSUA B
139167 14.80 15.00 15.20 15.40 15.60
- ,..J.,l.l.a,-.-...2]0?...,2.‘3.7..,....,....,....,...., m/z 43.10 79.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 I SRR DR BN B
14. 80 15. oo 15. 20 15.40 15.60
111 m/z 55.10 77.96%
M\Md “139167196224 267292 321 462 490
m/z--> 5 150 200 250 300 350 460 4%0 '
Abundance
69
97
43 NI AU SUNI LR B
14.80 15.00 15.20 15.40 15.60
5000 m/z 83.10 70.30%
125
154 196224 ogq
miz-> 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecyl ester A RRE R REE ST
57 83 14.80 15.00 15.20 15.40 15.60
m/z 97.10 67.12%
5000 111
29
}Mih‘ | 139 168 210238266295
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3éo 4(')0 4&1;0 ' 14. 80 15. oo 15. 20 15. 40 15|60

8270-BF090115.M Fri Sep 04 16:44:57 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentadecanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.26 12.62 ng 215050 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 59
2 2-Nonadecanone 282 C19H380 000629-66-3 59
3 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 53
4 2-Tetradecanone 212 C14H280 002345-27-9 53
5 2-Tridecanone 198 C13H260 000593-08-8 50
Abundance Scan 1196 (15.257 min): BF081415.D (-1195) (-) m/z 59.10 100.00%
59
43
5000
85 15.00 15.20 15.40 15.60
00 127
e ..‘..,-n.l..%,....,....144.1.5%..178..1.95?99.2%?.. 26282 | Tes 10 79-.30%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73908: 2-Pentadecanone

58

43

5000
15.00 15.20 15.40 15.60
‘ m/z 43.10 66.22%
4l

29
L 0 s 168183197211 il

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

Abundance
43 58
R R IEEEE SRR
15.00 15.20 15.40 15.60
5000 m/z 71.10 38.20%
29 85
111127 152166180 222 239 267282
mwwwwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3858: Oxirane, 3-ethyl-2,2-dimethyl- T T
59 15. 00 15 20 15. 40 15. 60
41 m/z 57.10 24 .07%
5000
2 85
100
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-BF090115.M Fri Sep 04 16:44:58 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Oxirane, heptadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.75 29.99 ng 510996 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 1.13-Tetradecadiene 194 C14H26 021964-49-8 92
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 1239 (15.748 min): BF081415.D (-1236) (-) m/z 57.10 100.00%

43

5000

15.40 15.60 15.80 16.00
m/z 43.10 81.29%

138152166 189203 223

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl-
43 82

96

3

5000 29 LA LI L L L L B LB B B
15.40 15.60 15.80 16.00
110 m/z 82.10 61.07%
Il 152166180194208222236250264 282
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 82 |||||||||II|IIII|||||||
96 15.40 15.60 15.80 16.00
5000 m/z 55.10 58.87%
110
27 12

4138152166 104

mmmwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecy!- R S E i
15.40 15.60 15.80 16.00

9 m/z 96.10 44 _86%

3

5000

:

124,40
152166180194208222236250 268
s s e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BF090115.M Fri Sep 04 16:44:58 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.97 10.73 ng 182829 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 1258 (15.965 min): BF081415.D (-1255) (-) m/z 57.10 100.00%
57
5000 1 J/LAM
13 15,60 15.80 16.00 16,20
155 183204
....,...J.ﬂ,....,..1.8?,....,..2?1.,....,....,...., m/z 43.10 57.58%

m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane

3

5000 85 LA L L L L L L L L L
15.60 15.80 16.00 16.20
m/z 71.10 48 .96%
29 113 141
Tyl g J |~ /141 169 197 225 253 281 309 337 380
—— it RSl ST N
mz--> 50 100 150 200 250 300 350 400
Abundance
57
I I I

15.60 15.80 16.00 16.20

5000 m/z 85.10 37.82%
85
29 113 141 169
197 225 253 280 309 351 379 407 436
T T T T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- L m e B o
57 15.60 15.80 16.00 16.20
m/z 55.10 24 _49%
5000 85

3

113
| 70141 169 197 229 267 294 323 352

m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. OO 16 20

8270-BF090115.M Fri Sep 04 16:44:59 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Trifluoroacetic acid, n-oct... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.03 12.87 ng 219224 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 72
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 72
4 1-Hexacosanol 382 C26H540 000506-52-5 68
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 68
Abundance Scan 1264 (16.034 min): BF081415.D (-1262) (-) m/z 57.10 100.00%
57
97
5000
M 1 1125 153 007 278 " 15.80 16.00 16.20 1640
s L e I e e i B R m/z 43.10 78.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 R SUNLR SR UL B
15.80 16.00 16.20 16.40
111 m/z 55.10 73.61%
\ ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2%0 300 350 460 4éo '
Abundance
43
6 " 15.80 16.00 16.20 1640
5000 m/z 97.10 70.70%
97
125 154 183 224 252
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R B B B
57 83 15.80 16.00 16.20 16.40
m/z 83.10 64.82%
29
| J\ I ‘ 139168104 22420 207 369
m/z--> §0 160 1%0 260 2%0 360 350 460 4éo ' 15%0 1ebo 1650 1&40

8270-BF090115.M Fri Sep 04 16:45:00 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Oxirane, tetramethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.09 19.34 ng 329524 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 64
2 Oxirane., 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 59
3 2-Heptadecanone 254 C17H340 002922-51-2 50
4 Bis(2-methoxvethvl) phthalate 282 C14H1806 000117-82-8 45
5 2-Pentadecanone 226 C15H300 002345-28-0 42

Abundance Scan 1269 (16.091 min): BF081415.D (-1267) (-) m/z 59.05 100.00%

5000

15.80 16.00 16.20 16.40
m/z 58.10 73.89%

109 127 150 175 191205019233

267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3779: Oxirane, tetramethyl-
59
43
5000
15.80 16.00 16.20 16.40
) m/z 43.10 64.21%
15 85 100
rﬁ'rrrr“rn-rrrrrrrrnTrrrrrrrrrrrrrrrrrrrrrrrq-rrrrrrrrrrrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
41 R IEEE s
15.80 16.00 16.20 16.40
5000 m/z 71.10 32.96%
27 85
100
wﬁmwwwmmmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91004: 2-Heptadecanone R B A
58 15.80 16.00 16.20 16.40
m/z 57.10 22.94%
43
5000
29 96
‘ ‘ | w 82 °°110 127 152166180196211225239 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 18 unknownl16.30 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.30 15.41 ng 262641 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allopreanane-3.beta..7.alpha.-di... 334 C21H3403 000566-20-1 22
2 7-Oxabicvclol4.1.01lheptane. 1-me... 168 C10H1602 000096-08-2 16
N-(2-Hvdroxy-1-methvlene-2-prop-... 191 C11H13N0O2 1000194-35-2 14
4 1.3-Cyclopentadiene. 5.5-dimethv... 136 C10H16 1000163-57-0 11
5 (4R,5S)-(+)-4-Methyl-5-phenyl-2-___. 177 C10H11NO2 077943-39-6 11
Abundance Scan 1287 (16.297 min): BF081415.D (-1283) (-) m/z 43.10 100.00%
43
107
5000

213

231 255
273 303 329 16.00 16.20 16.40 16.60
m/z 55.10 58.58%

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

Abundance #134793: Allopregnane-3.beta.,7.alpha.-diol-20-one
43
5000 LA L L L L L L L
16. OO 16 20 16 40 16 60
m/z 107.10 54 _.76%
|68 H (107 133 161178194 213931 255271 208310334
R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R EEEER RS S
16.00 16.20 16.40 16.60
5000 m/z 57.10 49 .84%
67 a3 107
123 153

WWTWWWWWWWWT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49792: N-(2-Hydroxy-1-methylene-2-prop-1-ynyl-pent-3-ynyl... R EEEER RS S
43 16.00 16.20 16.40 16.60
107 m/z 41.10 45.72%

5000 67

27

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 00 16 20 16 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 17-Octadecenal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.75 7.71 ng 131366 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
3 17-Octadecenal 266 C18H340 056554-86-0 80
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
5 1,19-Eicosadiene 278 C20H38 014811-95-1 80
Abundance Scan 1327 (16.754 min): BF081415.D (-1324) (-) m/z 57.10 100.00%
57
i % W
5000
7
123138152 16.40 16.60 16.80 17.00
175 193208 m/z 43.10 71.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal
43 82
5000 NN BV I
16.40 16.60 16.80 17.00
2+ m/z 82.10 63.52%
IIIII‘lII‘IHII\ 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 NN U BN I
16.40 16.60 16.80 17.00
5000 67 m/z 55.10 52.63%
of 111
138 166 194 200236 264 g
wﬂwﬁmﬁﬂwﬂmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98126: 17-Octadecenal R e R B
16.40 16.60 16.80 17.00
m/z 96.10 48 .24%
196 224 252 5
R

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081415.D

Aca On : 4 Sep 2015 11:30

Operator : UM/I1Z

Sample : 63505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 20 unknownl7.23 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.23 9.85 ng 167891 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 50
2 2-Tetradecanone 212 C14H280 002345-27-9 43
3 2-Nonadecanone 282 C19H380 000629-66-3 40
4 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 40
5 Octanal, 7-hydroxy-3,7-dimethyl- 172 C10H2002 000107-75-5 38

Abundance Scan 1369 (17.234 min): BF081415.D (-1365) (-) m/z 59.10 100.00%

59

43
5000

%

110 127 151 189 H0g221 17.00 17.20 17.40 17.60
m/z 58.10 62.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3780: Oxirane, tetramethyl-
a3 59
5000
17.00 17.20 17.40 17.60
m/z 43.10 61.59%
85 100
R B e o B B R RARESEEEREEEEsRea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
L e LA o
43 17.00 17.20 17.40 17.60
5000 m/z 71.10 34.11%
29
o 01T 154169183197212 /\V’WNW/KMVIJ/\\vWJVJVVW/\N
mewwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107622: 2-Nonadecanone R B B B S
17.00 17.20 17.40 17.60

m/z 57.10 25.46%

5000

I

111127 152166180 222 239 267282
R A
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081415.D

Acq On : 4 Sep 2015 11:30

Operator : UM/1Z

Sample - G3505-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.41 47.0 ng 860073 1 6.36 365901 20.0
unknown6.14 6.14 69.4 ng 1269270 1 6.36 365901 20.0
n-Hexadecanoic acid 11.44 8.0 ng 192361 4 10.87 479916 20.0
1-Docosene 13.37 21.9 ng 487023 5 13.47 444023 20.0
17-Pentatriacontene 14.00 33.6 ng 745902 5 13.47 444023 20.0
Tetratetracontane 14 .29 9.6 ng 163826 6 14.78 340783 20.0
Heptacosane 14 .57 55.1 ng 939585 6 14.78 340783 20.0
Methyl n-hexadecy... 14.63 10.6 ng 181294 6 14.78 340783 20.0
Octadecanal 15.01 21.9 ng 373968 6 14.78 340783 20.0
Nonadecane, 9-met... 15.18 28.2 ng 479977 6 14.78 340783 20.0
Acetic acid, chlo... 15.21 23.9 ng 407229 6 14.78 340783 20.0
2-Pentadecanone 15.26 12.6 ng 215050 6 14.78 340783 20.0
Oxirane, heptadecyl- 15.75 30.0 ng 510996 6 14.78 340783 20.0
Hentriacontane 15.97 10.7 ng 182829 6 14.78 340783 20.0
Trifluoroacetic a... 16.03 12.9 ng 219224 6 14.78 340783 20.0
Oxirane, tetramet... 16.09 19.3 ng 329524 6 14.78 340783 20.0
unknown16.30 16.30 15.4 ng 262641 6 14.78 340783 20.0
17-Octadecenal 16.75 7.7 ng 131366 6 14.78 340783 20.0

6

unknownl7.23 17.23 9.8 ng 167891 14.78 340783 20.0
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