LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 1.440 8 9 15 rBv 142378 366902 16.65% 1.818%
2 1.531 15 17 50 rvB 668754 2204211 100.00% 10.924%
3 4.480 270 275 287 rBV 321920 972183 44.11% 4.818%
4 4.914 310 313 319 rVvB 48576 86998 3.95% 0.431%
5 5.143 330 333 335 rBvV 28929 57729 2.62% 0.286%
6 5.349 347 351 367 rBVY 909169 1700617 77.15% 8.428%
7 5.669 376 379 385 rvB 23720 40690 1.85% 0.202%
8 7.612 544 549 553 rBY 891433 1738862 78.89% 8.617%
9 7.703 553 557 560 rvV 1037426 1775000 80.53% 8.796%
10 8.183 596 599 603 rBY 200573 308622 14.00% 1.529%

11 8.515 624 628 631 rBvY 739682 1216289 55.18% 6.028%
12 8.561 631 632 636 rVB 18755 28455 1.29% 0.141%
13 9.486 708 713 716 rBV 588253 1131968 51.35% 5.610%
14 11.086 849 853 855 rBvV 231240 401794 18.23% 1.991%
15 11.132 855 857 864 rVvB 37523 69577 3.16% 0.345%

16 13.727 1079 1084 1087 rBV 908514 1679939 76.21% 8.325%
17 14.778 1173 1176 1184 rBV 161467 271325 12.31% 1.345%
18 15.213 1210 1214 1219 rBV2 245751 424733 19.27% 2.105%
19 17.121 1376 1381 1384 rBV 664900 1213371 55.05% 6.013%

20 17.761 1432 1437 1442 rVB 12335 31076 1.41% 0.154%
21 18.722 1517 1521 1524 rBV 245712 448177 20.33% 2.221%
22 18.836 1528 1531 1535 rBV2 13685 25519 1.16% 0.126%
23 19.682 1600 1605 1612 rBV 15513 36309 1.65% 0.180%
24 20.482 1671 1675 1690 rVB 133484 265886 12.06% 1.318%
25 21.876 1795 1797 1806 rBV 56761 91189 4.14% 0.452%

26 22.082 1812 1815 1818 rBV 1119993 1613087 73.18% 7.994%
27 23.351 1921 1926 1929 rBV2 339784 689274 31.27% 3.416%

28 23.819 1963 1967 1969 rVB 60797 89839 4.08% 0.445%
29 24.014 1982 1984 1988 rBV 81190 119790 5.43% 0.594%
30 24.448 2020 2022 2024 rBV 80865 78656 3.57% 0.390%
31 24.631 2034 2038 2040 rBVZ2 23120 50340 2.28% 0.249%
32 24.791 2049 2052 2055 rBV 310905 300407 13.63% 1.489%
33 24.894 2058 2061 2064 rBV 16941 25192 1.14% 0.125%
34 25.031 2070 2073 2075 rVB 36033 38907 1.77% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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:\HPCHEMI\BNA_F\METHODS\8270-BF090115.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.236 2089 2091 2093 rVvVv 35922 55116 2.50% 0.273%
36 25.717 2131 2133 2137 rVB2 55872 88321 4_.01% 0.438%
37 25.922 2148 2151 2154 rBvV4 16684 37998 1.72% 0.188%
38 25.991 2154 2157 2160 rVvVv3 15014 40712 1.85% 0.202%
39 26.048 2160 2162 2168 rVB5 11713 29853 1.35% 0.148%
40 26.219 2174 2177 2182 rBV3 34271 110674 5.02% 0.548%
41 26.414 2190 2194 2198 rBv4 24419 57785 2.62% 0.286%
42 26.562 2205 2207 2210 rBvV2 14056 23556 1.07% 0.117%
43 26.722 2218 2221 2223 rVvVv4 11378 29201 1.32% 0.145%
44 26.779 2223 2226 2230 rVB4 10442 30412 1.38% 0.151%
45 26.882 2230 2235 2240 rBvV8 9841 39061 1.77% 0.194%
46 27.088 2248 2253 2258 rVB5 13521 42889 1.95% 0.213%

Sum of corrected areas: 20178491
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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: BF081654.D
7.70

1000000
5.35 7.d1

800000 8.51

1.53

600000 9.49

400000
4.48

2000001; 4

4.9%5 1 k 5.67 56
M

R e e R i W e

T T
Time--> 150 200 250 3.00 350 4.00 4.50 .00 550 6.00 650 700 750 800 850 9.00 9.50 10.00
Abundance TIC: BF081654.D

a1 =

1000000
13.73

800000
17.12

600000

400000

11.09 15.21 18.72
200000 14.78

113 | h 17.76 8.84

o
T T

O L e L o L o I LA e B

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081654.D
22|08

1000000

800000

600000

400000
23.35 24.79

200000 20.48

21.88 23.84.01 24.45 . . T2 o5 9B a0
19.68 N RABY A ‘ﬁ‘f’fg' o NI ERS .09
L e B L S L e e e e B e e B L B e

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.48 63.00 ng 972183 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 275 (4.480 min): BF081654.D (-270) (-) 43.05 100.00%
43
59
5000
101
4.20 4.40 4.60 4.80
eSOt S 8l | "m/z 59.10 55.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 460 480
m/z 58.10 13.68%
15 31 101
\ 25 7 37 53, 83
miz--> R P I NS N N N
Abundance
59
420 440 460 480
5000 m/z 101.10 13.53%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Rma m
59 420 440 4.60 4.80
m/z 41.10 9.06%
5000 41
31
| [
"'I'}é'I"'MI""Mlh"l?%lkl'"'M""I"j'l"??I""I' IS SSRBUAARE
m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 Benzene, 1,3-dimethyl- Concentration Rank 19

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

5.67 2.64 ng 40690 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Xylene 106 C8H10 000106-42-3 91
2 o-Xylene 106 C8H10 000095-47-6 91
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 90
4 Ethylbenzene 106 C8H10 000100-41-4 86
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 83

Abundance Scan 379 (5.669 min): BF081654.D (-376) (-) m/z 91.10 100.00%
g1
5000 106
51 — e —
39 | 65 77 | 5.40 5.60 5.80 6.00
B MRS SR N NSRS TS N N m/z 106.10 45.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4957: p-Xylene
91
5000 106 HRRE UL R L U
5.40 5.60 5.80 6.00
0,
- 39 51 . 77 m/z 51.10 17 .05%
S S = A - - [ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
540 560 580 600
5000 106 m/z 105.10 16.51%
39 51 77
21 45 57 o 85 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl- b N W m
o 5.40 5.60 5.80 6.00
m/z 77.10 11.89%
5000 106
39 51 &
S RN Ul NN U 1 - S N O |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 7 unknown7.70 Concentration Rank 2

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

7.70 115.03 ng 1775000 1,4-Dichlorobenzene-d4 8.18
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 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 557 (7.703 min): BF081654.D (-553) (-) m/z 132.10 100.00%
5000 68
40 75 ® 104 740 7.60 7.80 8.00
..,....,....,...!,“.'.‘.‘.7" 64"|,..':~.,..5.‘.7,....,.'!..,.1.1F3.,...., b | m/z 68.10  49.18%
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 U I I U I
7.40 7.60 7.80 8.00
0
3638 Sﬁ 78 ‘ m/z 66.05 34 .29%
1 | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.10 32.57%

70
31 4451 60

T 86 105 116
wwwwmwmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R RmE s L
132 7.40 7.60 7.80 8.00
m/z 69.10 20.39%

5000

63
15 28 39 &2 I 77 90 104 6

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.48 11.87 ng 265886 Phenanthrene-d10 18.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1675 (20.482 min): BF081654.D (-1671) (-) m/z 43.10 100.00%
43 60 45
5000
213
157 171185 20.20 20.40 20.60 20.80
— 143 199 | 227 256 77 6000 91 56
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 B UL B B
mmmmmmmm
m/z 57.10 82.80%
Il o \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 45 80 100 150 150 1éo 1éo 260 220 250 260
Abundance
43 60 73
- ' 20.20 20.40 20.60 'zb's'o'"
5000 m/z 73.10 82.57%
129 242
?7101115 | 143157171 185'% 213226
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid .
60 73 mmmmmmmm
m/z 55.05 78.39%
5000 29 129
185 -
143, .,171
,,I,\,,,\I\,\,H\\,w,‘ H\H B el I T A B D) A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 20 20 20. 40 20 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 Undecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.88 2.65 ng 91189 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Lactose 342 C12H22011 000063-42-3 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1797 (21.876 min): BF081654.D (-1795) (-) m/z 43.10 100.00%
43 57
73
5000
5 97 129 S R BRI BN BN
| ‘ ﬂl | 115 185 041 21.60 21.80 22.00 22.20
o o L L o e R S R A R m/z 57.10 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46615: Undecanoic acid
60 78
5000 43
21.60 21.80 22.00 22.20
29 85 129 143 m/z 60.10 77.38%
‘ | ‘ 97 115 ‘ 157,59 186
.??,.L..hb..ﬂ‘k‘ | HH..NJ...L,:M.. L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 21,60 21.80 22.00 22.20
5000 m/z 73.00 72.09%
129
29 85 os 115 11 214
17 152 185 197
m/z--> ﬁo Jo éo 85 160 150 150 1é0 1éo 200 250 250
Abundance #56047: Dodecanoic acid R ama e e RS
60 78 21.60 21.80 22.00 22.20
m/z 55.10 71.14%
43
5000
129
i 1011 157 P
171
as [ W M‘\ Al LS e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 1,19-Eicosadiene Concentration Rank 20

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

23.82 2.61 ng 89839 Chrysene-di12 23.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1,19-Eicosadiene 278 C20H38 014811-95-1 90

2 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 87

3 1,15-Pentadecanediol 244 C15H3202 014722-40-8 86

4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83

5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 80
Abundance Scan 1967 (23.819 min): BF081654.D (-1963) (-) m/z 57.05 100.00%

5000

110
124138152166180194208222236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105306: 1,19-Eicosadiene
55
82
41
5000
110124
27 | J 138152166180194208222236250 278
RESRREREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41
82
5000
96
27

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

264

Abundance #84852: 1,15-Pentadecanediol
55
41
82
5000
96
2 ‘ 110124
”.PU”JLJ| 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

23 40 23.60 23.80 24.00 24.20

m/z 43.10 91.97%

L

23. 40 23. 60 23. 80 24 00 24. 20

m/z 55.10 70.79%

L

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'
23.40 23.60 23.80 24.00 24.20

m/z 82.10 69 .58%

Va'4
LI N B I e e

23.40 23.60 23.80 24.00 24.20

m/z 41.10 55 .54%

.

23. 40 23. 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 12 Oxirane, [(hexadecyloxy)met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .01 3.48 ng 119790 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 83
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 74
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
4 1-Hexacosanol 382 C26H540 000506-52-5 49
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 1984 (24.014 min): BF081654.D (-1982) (-) m/z 57.10 100.00%
43 97
5000 71
97
w o 23160 23130 24100 24.20 2440
m/z 43.05 83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-
57
43

23. 60 23. 80 24. 00 24. 20 24 40
m/z 55.10 58.12%

5000

125139153 169 250 267281

224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
RN EEEE SRS R R
43 23.60 23.80 24.00 24.20 24.40
5000 71 m/z 71.10 44 _86%
97
29 11
15 125140 166 183197
wmmﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46869: 1-Octanol, 2-butyl-
43 57 23.60 23.80 24.00 24.20 24.40
m/z 41.10 39.83%
5000 71
29 85
ﬂ‘ I ﬂ . 1195140154168
R e A e e R A R REEREEEER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23. 60 23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 13 1,16-Hexadecanediol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .45 5.24 ng 78656 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
3 Pentadecanal- 226 C15H300 002765-11-9 83
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 74
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 2022 (24.448 min): BF081654.D (-2020) (-) m/z 57.10 100.00%

5000

[

24.20 24.40 24.60 24.80
m/z 43.10 87.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105306: 1,19-Eicosadiene
55
82
41

5000 LA L B L LB L L B B
24.20 24.40 24.60 24.80
110 m/z 55.10 63.74%
27 | J 124138152166180104208222236250 278
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45 82
9% e s e
24.20 24.40 24.60 24.80
5000 m/z 82.10 62.85%
111
27 125

152166180194208222236250 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73898: Pentadecanal-

24.20 24.40 24.60 24.80
m/z 41.05 46.81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24. 20 24. 40 24 60 24. 80

8270-BF090115.M Thu Sep 17 14:06:23 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 14 17-Pentatriacontene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24 .63 3.35 ng 50340 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 l1-Hentetracontanol 593 C41H840 040710-42-7 72
3 1-Nonadecene 266 C19H38 018435-45-5 64
4 1-Eicosanol 298 C20H420 000629-96-9 62
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 59
Abundance Scan 2038 (24.631 min): BF081654.D (-2034) (-) m/z 57.10 100.00%

57
97
5000

207 24. 40 24 60 24 80 25. 00
"'I""I"l"l""I""'I""I""I""I""I""I""I""I' m/z 55.10 67.20%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168066: 17-Pentatriacontene
43

5000 83 s B B
24.40 24.60 24.80 25.00

m/z 43.10 65.23%

25
P 167 210 267 307 490
- LS ] AR . —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

o7 24,40 24'60 24.80 25.00
5000 m/z 97.05 56.39%
18
139 181 223 278 320 362 404 446 488518 572
e e e A A e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98171: 1-Nonadecene . R
43 97 24,40 2460 24.80 25.00

m/z 83.10 53.45%

5000
| P?% 182 204 266

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.40 24 60 24 80 25. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 15 1-Docosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.24 3.67 ng 55116 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 86
3 11-Tricosene 322 C23H46 052078-56-5 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 72
Abundance Scan 2091 (25.236 min): BF081654.D (-2089) (-) m/z 57.10 100.00%
57
83
5000 4
111
33 191 25.00 25.20 25.40 25.60
el m/z 55.10 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55

5000 LA L L L L L L L L L
29 25 00 25 20 25 40 25. 60
‘ m/z 43.10 77 .37%
el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 69
R AN EEEa T S S
97 25.00 25.20 25.40 25.60
5000 m/z 83.10 65.41%
27 126
154 182
wﬂmﬁvmﬁwmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e LA e o
43 25 00 25 20 25 40 25. 60

m/z 97.10 56.29%

5000 83
‘ 111
|

|, 140 168 196 224243 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 25 00 25 20 25 40 25. 60

8270-BF090115.M Thu Sep 17 14:06:26 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 16 unknown25.72 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.72 5.88 ng 88321 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2,6-bis(2-methylp... 206 C14H220 092368-82-6 43
2 1H-Naphtho[2,1-b]pyran, 4a,5,6,6... 262 C18H300 056245-50-2 30
3 Anthracene, 2-ethyl- 206 C16H14 052251-71-5 11
4 1,4-Diphenyl-1,3-butadiene 206 C16H14 000886-65-7 11
5 4-(2,6,6-Trimethylcyclohexa-1,3-... 206 C14H220 1000195-14-8 11
Abundance Scan 2133 (25.717 min): BF081654.D (-2131) (-) m/z 43.10 100.00%

9% 137

N
o
(@]

5000

25.40 25.60 25.80 26.00
m/z 55.10 96.47%

257

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60218: Cyclohexanone, 2,6-bis(2-methylpropylidene)-
6

95 191 2

41

g .

25.40 25.60 25.80 26.00
m/z 95.10 76.43%

5000] o7

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

%

Abundance
43 95 136
81 IIIIIIIIIIIIIIIIIIIIIII
121 25.40 25.60 25.80 26.00
5000 m/z 41.10 74 .40%
67 108
149 175 199 229 244 262
R LA e B e LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60337: Anthracene, 2-ethyl- B AREmmEEE R
191 206 25.40 25.60 25.80 26.00
m/z 137.20 70.14%
5000

28 59 63 76 ‘\ 103 126139152 \ 178 h M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 17 Vinyl lauryl ether Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.99 2.71ng 40712 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 vinyl lauryl ether 212 C14H280 000765-14-0 59
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 49

3 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 49
4 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 49

5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 47
Abundance Scan 2157 (25.991 min): BF081654.D (-2154) (-) m/z 57.10 100.00%
7
43 69 83

5000

25.60 25.80 26.00 26.20 26.40
m/z 43.10 80.13%

T
m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #64490: Vinyl lauryl ether
43 57
5000 29 69 LI L L L TT T
83 25 60 25 80 26. OO 26 20 26. 40
m/z 69.10 72.74%
111 166 197
s Ll M 9o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
R N N EEREE
25.60 25.80 26.00 26.20 26.40
5000 69 m/z 83.10 72.01%
29 83

97
11 125 140 154 168 196

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #122698: Dichloroacetic acid, tridecyl ester I RREEEEEES T
43 57 25.60 25.80 26.00 26.20 26.40
69 83 m/z 55.10 71.92%

97

5000
111

29
154
| . " \H “\ ), 140 182

m/z--> 0 20 40 60 80 100 120 140 160 180 200 25 60 25 80 26. OO 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/I1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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 19 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.41 3.85 ng 57785 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 Cl15H24 004630-07-3 70
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 64
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 64
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 50
5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 025246-27-9 46
Abundance Scan 2194 (26.414 min): BF081654.D (-2190) (-) m/z 135.10 100.00%
204
43 — 107191
5000 149 ;75189
287
‘ | 26.00 26.20 26.40 26.60 26.80
B L £ e S m/z 204.20 94 _52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204

41

79
5000 93107 135 R o
%5 26.00 26.20 26.40 26.60 26.80

121 m/z 43.10 78.50%

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

Abundance
41 161
93 04 R B R REE B
69 107 11 26.00 26.20 26.40 26.60 26.80
5000 55 m/z 107.10 78.16%
189
27 147
175
Tﬁwmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58764: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-...
a9 161 26.00 26.20 26.40 26.60 26.80

m/z 121.10 73.27%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 26.00 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
Data File : BF081654.D

Acq On : 16 Sep 2015 18:00

Operator : UM/1Z

Sample - G3654-02

Misc :

ALS Vial : 12 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... 4.48 63.0 ng 972183 1 8.18 308622 20.0
Benzene, 1,3-dime... 5.67 2.6 ng 40690 1 8.18 308622 20.0
unknown7 .70 7.70 115.0 ng 1775000 1 8.18 308622 20.0
n-Hexadecanoic acid 20.48 11.9 ng 265886 4 18.72 448177 20.0
Undecanoic acid 21.88 2.6 ng 91189 5 23.35 689274 20.0
1,19-Eicosadiene 23.82 2.6 ng 89839 5 23.35 689274 20.0
Oxirane, [(hexade... 24.01 3.5 ng 119790 5 23.35 689274 20.0
1,16-Hexadecanediol 24.45 5.2 ng 78656 6 24.79 300407 20.0
17-Pentatriacontene 24 .63 3.4 ng 50340 6 24.79 300407 20.0
1-Docosene 25.24 3.7 ng 55116 6 24.79 300407 20.0
unknown25.72 25.72 5.9 ng 88321 6 24.79 300407 20.0
Vinyl lauryl ether 25.99 2.7 ng 40712 6 24.79 300407 20.0
Naphthalene, 1,2,... 26.41 3.9 ng 57785 6 24.79 300407 20.0
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