LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF090215\

Data File : BF081375.D

Acg On : 3 Sep 2015 4:59 Instrument :
Operator : UM/I1Z BNA_F

Sample - 63491-01 ClientSampleld :
Misc : FK-EF-01-004-ABCD
ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.599 174 176 182 rBvY 21364 40849 1.56% 0.180%
2 4.399 244 246 248 rBY 32258 51263 1.96% 0.226%
3 4._467 248 252 262 rVB 754575 1761077 67.19% 7.751%
4  4.959 292 295 297 rBV 2074072 2620906 100.00% 11.535%
5 5.370 329 331 335 rBvY 31075 31094 1.19% 0.137%
6 6.067 389 392 394 rBV 2090950 2363979 90.20% 10.404%
7 6.159 397 400 403 rVV 2241829 2216389 84.57% 9.755%
8 6.387 418 420 422 rBvVY 497784 418142 15.95% 1.840%
9 6.547 431 434 436 rBV 1919550 1942676 74.12% 8.550%
10 6.970 468 471 473 rBV 1582076 1736690 66.26% 7.643%

11 7.679 530 533 535 rBvV 555707 519864 19.84% 2.288%
12 8.765 625 628 630 rBV 2485438 2526297 96.39% 11.119%
13 9.165 661 663 665 rBv 317836 287475 10.97% 1.265%
14 9.416 683 685 687 rBvV 625288 518195 19.77% 2.281%
15 10.205 751 754 756 rBV 1352114 1464947 55.89% 6.447%

16 10.354 765 767 770 rBV 28794 45661 1.74% 0.201%
17 10.788 803 805 807 rBvV 24930 33579 1.28% 0.148%
18 10.879 811 813 814 rvV 567309 473048 18.05% 2.082%
19 10.959 817 820 825 rVB3 24010 42783 1.63% 0.188%
20 11.154 833 837 841 rBV2 25069 45205 1.72% 0.199%

21 11.462 862 864 869 rBv3 103549 190879 7.28% 0.840%
22 12.079 916 918 920 rBV 136745 137701 5.25% 0.606%
23 12.297 934 937 938 rBV 137956 131122 5.00% 0.577%
24 12.468 949 0952 954 rBV 1684002 1549928 59.14% 6.821%
25 12.628 962 966 969 rBV 19517 28608 1.09% 0.126%

26 13.394 1030 1033 1038 rBV 134117 221889 8.47% 0.977%
27 13.485 1038 1041 1046 rVvv2 326096 441645 16.85% 1.944%

28 14.022 1086 1088 1090 rVB 20105 33490 1.28% 0.147%
29 14.308 1109 1113 1115 rBV5 19205 58330 2.23% 0.257%
30 14.365 1116 1118 1122 rVB 82685 90849 3.47% 0.400%
31 14.468 1125 1127 1131 rBV 52859 116620 4.45% 0.513%
32 14.708 1146 1148 1150 rBV 45324 59415 2.27% 0.261%
33 14.754 1150 1152 1154 rVV 44461 50828 1.94% 0.224%

34 14.800 1154 1156 1161 rVB 228010 277427 10.59% 1.221%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/1Z

3?22'6 i 63491-01 FK-EF-01-004-ABCD
ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.200 1189 1191 1193 rBV2 26621 52893 2.02% 0.233%
36 15.588 1223 1225 1228 rVV 21765 38937 1.49% 0.171%
37 15.646 1228 1230 1238 rVB7 29007 73478 2.80% 0.323%
38 16.068 1265 1267 1269 rVB2 16155 27332 1.04% 0.120%

Sum of corrected areas: 22721490
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

Abundance TIC: BF081375.D

6.16
4.96 6.0
2000000 6.55

6.97
1500000

1000000
4.47

7.68
500000 6.39

3.60 4. L 5.37

K G s

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: BF081375.D
8(76

2000000
12.47

1500000 10.20

1000000

9.42 10.88

500000 13.49

9.16 14.80

12.082.30 13. a2
10.35  10.7W.9861.15 11/66 JL12'63 14.02 121.

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: BF081375.D

2000000
1500000
1000000

500000

1520 15585 16.07

O T T T e e e e e

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\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 unknown4.40 Concentration Rank 11

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

4.40 2.45 ng 51263 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 28
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
3 3,4-Dimethyl-5-hexen-3-0l 128 C8H160 001569-45-5 9
4 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 246 (4.399 min): BF081375.D (-244) (-) m/z 73.10 100.00%
7B
5000 43
55 87 103 4.00 420 4.40 4.60 4.80
o..,....,....,....,|:.|..,..'.-.,....-,'..-..,...-.,....,.~...,. m/z 43.10 40.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7316: 2-Methyl-5-hexen-3-ol
73
55
43
5000 SRR SRS LR
4.00 420 4.40 4.60 4.80
m/z 41.10 16.25%
15 M\ “ 8
0"I"'W""P"'I'”'I"”I""P"'I'”'I"”I""P
m/z--> 10 20 70 80 90 100 110
Abundance
73
400 420 4.40 4.60 4.80
5000 m/z 45.10 14 .34%
29
35 67 80
e S U S S I UL SIS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 [\\
Abundance #12177: 3,4-Dimethyl-5-hexen-3-ol e e
73 4.00 420 4.40 4.60 4.80
m/z 71.10 8.59%
43
5000 55
15 \\ Ll 87 | 79 99
0"I"'W""P"'I'“'I"”I""P"'I'”'I"'W""I' SRR SRS R
m/z--> 10 20 40 50 60 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.47 84.23 ng 1761080 1,4-Dichlorobenzene-d4 6.39
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 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 252 (4.467 min): BF081375.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
101
420 4.40 4.60 4.80
O Tl 5360 88 | 55 05 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN RIS I L R
59 420 440 4.60 4.80
m/z 101.10 16.42%
15 31 101
0 \ 25,7 37 53, 83
miz--> A S D A N T
Abundance
59
420 440 460 480
5000 m/z 58.10 14_.67%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T .
59 420 4.40 460 4.80

m/z 41.05 8.97%

5000 41
31
‘ 69 &7
15 M Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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

Peak Number 3 unknown6.16 Concentration Rank 1

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

6.16 106.01 ng 2216390 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 400 (6.159 min): BF081375.D (-397) (-) m/z 132.10 100.00%
132
68
5000
w0 sl o P e | 250 obo b0 6
Obrr e e bl i e S e b e e | M/Z 68.10  52.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS NS UL L
5.80 6.00 6.20 6.40
3l ., 1 78 m/z 66.10 34.43%
0"P'”I”'W'”M'h'M'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 600 620 640
5000 97 m/z 134.10 32.12%
70
31
. 44 51 €0 7T g6 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R
132 5.80 6.00 6.20 6.40
m/z 69.10 20.92%
5000
Jas 28 3 52 77 90 14 5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.46 8.07 ng 190879 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 864 (11.462 min): BF081375.D (-862) (-) m/z 60.10 100.00%
6o 73
5000 129
157 213 I BN
143 1171185 o 256 11.20 11.40 11.60 11.80
0! m/z 43.10 98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 73
5000 129 L B B B B
185 nmnmnmnm
29 ﬁ7 15 | 143 1m1 228 m/z 73.10  91.72%
01
ol 15 “‘.‘l‘.‘. IH“ :h\ M‘ ol .|‘..:.L.57..‘.. s IJ:?QIZI:!'? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073 .
11!20 11!40 11)60 11!80
5000 29 m/z 57.10 88.24Y%
129
87 115 171 214
o 101 143157 | 185,90
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid L R A e
43 60 73 11.20 11.40 11.60 11.80
m/z 55.10 84 .55%
29
5000
. “ I 143 157171 1851
m/z--> ) Qd' 'ﬁb'” 60 80 100 120 140 160 180 200 220 240 260 ' ii éo'ii id ii éd ii éd'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.39 10.05 ng 221889 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95
3 11-Tricosene 322 C23H46 052078-56-5 91
4 1-Octadecene 252 C18H36 000112-88-9 91
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 1033 (13.394 min): BF081375.D (-1030) (-) m/z 57.10 100.00%
57
83
s000{ 4t
RIS ISR BN SRR B
139 191 234 13.00 13.20 13.40 13.60 13.80
Obprrreis 167 m/z 43.10 86.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 UL BRI BN B
1300 13.20 13.40 13.60 13.80
125 m/z 55.10 81.69%
ol 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
83 NI RIS BN SRR B
13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 61.14%
111
27 67

126 153 182 210

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e RS B B
43 13.00 13.20 13.40 13.60 13.80
m/z 97.10 56.79%

5000 83
111

0 ‘ | | 126 154 183 210 238 266 204 322
S N Y O e - B L L 2 i A s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60 13.80

8270-BF090115.M Thu Sep 03 13:55:47 2015 S Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

Sample : G3491-01

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
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 7 unknownl14.31 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.31 4.21 ng 58330 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, 3-methyl- 282 C20H42 006418-45-7 38
2 7,12-DIHYDROBENZO[K]FLUORANTHENE 254 C20H14 1000080-17-7 35
3 Hexadecanoic acid, 2-oxo-, methy... 284 C17H3203 055836-30-1 25
4 Tetratetracontane 619 C44H90 007098-22-8 22
5 Octacosane 394 C28H58 000630-02-4 22

Abundance Scan 1113 (14.308 min): BF081375.D (-1109) (-) m/z 57.10 100.00%
57
43
5000 71 253
9 159173 190 219 207 N S SIS B I
13127 143 2 14.00 14.20 14.40 14.60
0 J m/z 43.10 61.32%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107660: Nonadecane, 3-methyl-
57
43
5000 71 L B SIS I UL
85 14.00 14.20 14.40 14.60
% 253 m/z 55.10 56.88%
ol ‘ | 1131271?1155169183197211225 | 267282
m/z--> 40 eb éo 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.00 14.20 14.40 14.60 |
5000 196 m/z 253.20 50.43%
113
100 224
O S T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108757: Hexadecanoic acid, 2-oxo-, methyl ester
3 ¥ 14.00 14.20 14.40 14.60
4 m/z 71.10 41.52%
5000 1
85 225
LA | Pz
o.qk”¢yk”J”.M.mwh”.“.” e N — N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

Sample : G3491-01

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
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 8 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .37 6.55 ng 90849 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 87
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 87
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 80
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 78
Abundance Scan 1118 (14.365 min): BF081375.D (-1116) (-) m/z 69.10 100.00%
69
5000 ,,NAAV\_,\,,_~AL»,~_,w-Af~v»
41
UUUNLUAR UL B I
121 149 14.00 14.20 14.40 14.60
ol bl a7, 190213284 206 sz 81.10  54.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000, 4t RSB SIS I B
14.00 14.20 14.40 14.60
9 m/z 41.10 32.44%
5 137
o L I H 17 M‘16l 191 217 273 299 341 367 410
rTrTTT rrrrrrTrTTT T TTTT T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.00 14.20 14.40 14.60
5000 m/z 95.10 13.36%
41
% 121 149
0 175 203 231 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10—trim9thy|—, (Z)' LI L I L
69 14.00 14.20 14.40 14.60
a1 m/z 68.05 11.58%
95 123
okt Llﬂ'lw Ahi'ﬂ'x}jg'%?7' UL ALY UAR LY SR B LU AU IR DU I
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 unknownl15.20 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.20 3.81 ng 52893 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 S-Butyl n-hexyl disulfide 206 C10H22S2 169611-28-3 22
2 Benzene, (2,4-dimethylpentyl)- 176 C13H20 054518-00-2 14
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 14
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 14
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 14
Abundance Scan 1191 (15.200 min): BF081375.D (-1189) (-) m/z 57.10 100.00%
57
5000 85
4 109 231 S
26 149 176 201216 a7 2580 14.80 15.00 15.20 15.40 15.60
oLl e m/z 43.10 54.82%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59743: S-Butyl n-hexyl disulfide

57

5000

14.80 15.00 15.20 15.40 15.60
m/z 55.10  48.74%

0!
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R B
14.80 15.00 15.20 15.40 15.60
5000 g1 m/z 85.10 39.48%
27
) 65 117 176
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12286: Heptane, 2,4-dimethyl- I RREEEEEES T
43 14.80 15.00 15.20 15.40 15.60
m/z 71.10 34.92%
5000 85
27 7
o Ll 113128
e e e e e R AR RS
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60

8270-BF090115.M Thu Sep 03 13:55:51 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 unknownl5.59 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.81 ng 38937 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, [1-(5-ethenyltetrahydro-... 242 C13H2602Si 057397-14-5 38
2 Methanol, [1-[2-(4-methylphenoxy... 282 C17H18N202 313067-45-7 38
3 Benzimidazole, 2-(1H-1,2,4-triaz... 231 C10HON5S 332904-20-8 36
4 Pyrido[2,3-b]pyrazine 131 C7H5N3 000322-46-3 32
5 2-Methyl-1,3-bis(trimethylsiloxy... 262 C12H3002Si2 122424-36-6 32
Abundance Scan 1225 (15.588 min): BF081375.D (-1223) (-) m/z 131.10 100.00%
131
5000
231
455 T 0ie | g 110 o | 2soar 24| 1550 1540 1560 150 160
0...,“...'.',.'.""' "',“."...?.'. '|""|"'!|"|""|I"I"|'!I'||'|I I ””ll|” m/z 231.15 31.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83428: Silane, [1-(5-ethenyltetrahydro-5-methyl-2-furanyl...
131
5000 73 R UM BRI BN
1520 15.40 15.60 15.80 16.00
m/z 132.10 16.78%
0 43 59 || 93 115 \144159 209 227
m/z--> 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
131
77 145 280 15.20 15.40 15.60 15.80 16.00
5000 T s m/z 232.20 12.78%
161175
51 e 104
o 38 191 207221235 252266
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76685: Benzimidazole, 2-(1H-1,2,4-triazol-5-ylthiomethyl)-
131 15.20 15.40 15.60 15.80 16.00
m/z 75.00 12.28%
231
5000
77
162
o oo | s | [y gy, |
m/z--> 4'0 60 80 1(')0 12'0 140 1('30 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/I1Z

ﬁ?ggle i 63491-01 FK-EF-01-004-ABCD
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

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 unknownl5.65 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.65 5.30 ng 73478 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 40
2 lIsoquinoline, 1,2,3,4-tetrahydro... 283 C18H21N0O2 036646-87-4 40
3 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 32
4 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 32
5 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 32

Abundance Scan 1230 (15.646 min): BF081375.D (-1228) (-) m/z 191.15 100.00%

191

5000

211 237252 285 LB L
15.40 15.60 15.80 16.00

o} m/z 95.10 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145075: Anthracene, 9-dodecyltetradecahydro-
95 191

15.40 15.60 15.80 16.00
m/z 55.10 44.02%

5000

206221236 264280 303318

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
R LA o S R B
15.40 15.60 15.80 16.00
5000 m/z 109.10 43.00%
120
135 162 240 282

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

Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- AN maa T e
15.40 15.60 15.80 16.00

m/z 81.10 30.84%

41

5000

274
o 217232 259

T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\

Data File : BF081375.D

Acq On : 3 Sep 2015 4:59

Operator : UM/1Z

3?22'6 i 63491-01 FK-EF-01-004-ABCD
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]
unknown4 .40 4.40 2.5 ng 51263 1 6.39 418142 20.0
2-Pentanone, 4-hy... 4.47 84.2 ng 1761080 1 6.39 418142 20.0
unknown6.16 6.16 106.0 ng 2216390 1 6.39 418142 20.0
Tetradecanoic acid 11.46 8.1 ng 190879 4 10.88 473048 20.0
Trichloroacetic a... 13.39 10.1 ng 221889 5 13.49 441645 20.0
unknownl14 .31 14.31 4.2 ng 58330 6 14.80 277427 20.0
Squalene 14.37 6.5 ng 90849 6 14.80 277427 20.0
unknown15.20 15.20 3.8 ng 52893 6 14.80 277427 20.0
unknown15.59 15.59 2.8 ng 38937 6 14.80 277427 20.0
unknownl15.65 15.65 5.3 ng 73478 6 14.80 277427 20.0
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