LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072715\

Data File : BF080695.D

Aca On - 28 Jul 2015 3:28 Instrument :
Operator : TP/UM BNA_F

Sample  : G3084-04 St
Misc i DUMBO-EP-4
ALS Vial : 23 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-BF072715.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.224 9 12 25 rBv 17891 90905 8.17% 1.066%
2 4.453 205 207 213 rVB 19386 24558 2.21% 0.288%
3 5.093 261 263 266 rBV 622512 638725 57.38% 7.493%
4 5.516 297 300 302 rBV 895036 1113056 100.00% 13.057%
5 5.927 334 336 339 rVB 47992 45023 4.04% 0.528%
6 6.533 387 389 392 rBV 979119 995480 89.44% 11.678%
7 6.682 400 402 405 rBV 1049725 1075483 96.62% 12.617%
8 6.922 421 423 426 rVB 230182 191169 17.18% 2.243%
9 7.082 434 437 439 rBV 986694 829351 74.51% 9.729%
10 7.482 470 472 474 rBV 871733 674543 60.60% 7.913%
11 7 .550 477 478 484 rVB2 9116 11212 1.01% 0.132%

12 8.213 534 536 538 rBvV 187995 212014 19.05% 2.487%
13 9.288 627 630 632 rBV 1057445 935714 84.07% 10.977%
14 9.676 662 664 666 rBvV 222262 173167 15.56% 2.031%
15 9.962 687 689 691 rvVB 200943 166113 14.92% 1.949%

16 10.751 756 758 760 rBV 427271 379294 34.08% 4._.450%

17 10.876 767 769 772 rVB 8177 11540 1.04% 0.135%
18 11.448 817 819 820 rBV 141550 115178 10.35% 1.351%
19 11.676 837 839 844 rBV 23395 37072 3.33% 0.435%
20 11.974 864 865 868 rBV2 9814 14878 1.34% 0.175%
21 12.236 886 888 890 rBV 59804 54033 4 .85% 0.634%
22 12.671 924 926 928 rBV 45818 39332 3.53% 0.461%
23 12.911 943 947 949 rBV 41197 43116 3.87% 0.506%
24 13.059 958 960 963 rVB 520019 455053 40.88% 5.338%
25 14.054 1045 1047 1051 rvB4 7007 12497 1.12% 0.147%
26 14.202 1058 1060 1062 rBV 60698 75212 6.76% 0.882%
27 15.162 1141 1144 1146 rBV3 4886 12530 1.13% 0.147%
28 15.242 1148 1151 1153 rVV 23573 29383 2.64% 0.345%
29 15.391 1162 1164 1169 rBv4 6729 18197 1.63% 0.213%
30 15.825 1200 1202 1206 rVB 19163 31755 2.85% 0.373%
31 17.757 1368 1371 1374 rVB2 9132 18712 1.68% 0.220%
Sum of corrected areas: 8524295
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072715\

BF080695.D

28 Jul 2015  3:28

TP/UM

G3084-04

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 3-Penten-2-one, 4-methyl- Concentration Rank 12

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

4.45 2.57 ng 24558 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
4 3-Hexen-2-one 98 C6H100 000763-93-9 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 56

Abundance Scan 207 (4.453 min): BF080695.D (-205) (-) m/z 55.10 100.00%
55 83
5000 43 98
50 420 440 460 480
S T N4 RN MU S m/z 83.00 92.01%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR SR S
29 98 4.20 4.40 4.60 4.80
m/z 43.00 46.24%
“\ ‘ 37\‘\ Ly 49\ ‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55
83 ERE R R R I
4.20 4.40 4.60 4.80
5000 41 m/z 98.00 40.54%
27 98
15 63 ° 77
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e N B
5 83 4.20 4.40 4.60 4.80
m/z 39.10 37.33%
41
5000 7 o8
15 ‘ 69
SN .:lh.%4.ail M. LI X PR A0 - S S & S | N
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 66.82 ng 638725 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 263 (5.093 min): BF080695.D (-261) (-) m/z 43.00 100.00%
a3
5000 59
101 PSSR SRR SRR B
4.80 5.00 5.20 5.40
e Sl S8 e & | "m/z 59.00 51.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R R I
59 480 500 520 5.40
m/z 101.00 14 .23%
25 3 37 | 83 g3 0t
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 58.00 14 .20%
a1 101
15 31 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime ...,....,....,....,..A.
43 4.80 5.00 5.20 5.40
m/z 41.00 8.77%
5000
101
15 53137, 51 % 69 86 .
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.93 4.71 ng 45023 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Heptane 100 C7H16 000142-82-5 7

Abundance Scan 336 (5.927 min): BF080695.D (-334) (-) m/z 43.00 100.00%
43
73
5000
- 0o 15 560 580 600 6.20
R L L o AL m e o m/z 73.10 75.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IR AR LU AR
5.60 5.80 6.00 6.20
m/z 41.00 12.26%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
5.60 5.80 6.00 6.20
5000 58 m/z 115.10 9.29%
15
24 52
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #727: Formamide, N,N—dimethyl— LI L L L L L L L
44 (] 5.60 5.80 6.00 6.20
m/z 39.10 8.26%
5000
28
18 -
”'I”"P'”w"?ﬁh”'ﬁ%'“"”ll“'l”"ﬁ"W"”I'”'I” IR AR LU AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 unknown6.88 Concentration Rank 1

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

6.68 112.52 ng 1075480 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 402 (6.682 min): BF080695.D (-400) (-) m/z 132.00 100.00%
5000 68
IR SRR U
6.40 6.60 6.80 7.00
B E e m/z 68.10 50.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 DRSS SRR U
6.40 6.60 6.80 7.00
21 70 m/z 66.00 34.77%
“% | s 116
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 134.00 31.85%
31 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ma e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 21.86%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SRS | NN 1 R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 unknownl10.88 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.00 ng 11540 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 25
2 Trifluoroacetic acid. 2-tetrahvd... 198 C7H9F303 071239-15-1 25
3 Pentane. 2-bromo-4-methvl- 164 C6H13Br 030310-22-6 25
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 9
5 Pentane, 2-bromo-2-methyl- 164 C6H13Br 004283-80-1 9
Abundance Scan 769 (10.876 min): BF080695.D (-767) (-) m/z 57.10 100.00%
57
43
71
5000
85
10.60 10.80 11.00 11.20
m/z 43.10 65.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6533: 1-Hexene, 4,5-dimethyl-
43 71
5000 55 USRI AL N BN
10.60 10.80 11.00 11.20
27 m/z 71.10 52 .55%
'“I}ﬁI“jm'“'H‘“fﬁéﬂ'“wﬂ'“lﬁ%W'g7"“I“'W'“'P'“I“'W'“'P'“I“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 71
10.60 10.80 11.00 11.20
5000 al m/z 41.00 37.04%
57 95
WWFWWWFWWWWFWWWWFWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32161: Pentane, 2-bromo-4-methyl-
43 10.60 10.80 11.00 11.20
m/z 85.10 34 .35%
85
5000
27 69
15 ‘ ‘ 57 ‘
...,..‘..,..al‘,...aﬁ.:..,.‘.‘a‘.,....,....,.l:. = .%.0.7..},2.1...,....,....,....,1.§f".,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 1-Hexadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.68 6.44 ng 37072 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 62
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 58
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 58
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 50
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 49
Abundance Scan 839 (11.676 min): BF080695.D (-837) (-) m/z 55.10 100.00%
4 56 69 g3 167
97
5000
111 439

11.40 11.60 11.80 12.00
m/z 43.00 95.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43 57

o

83

11.40 ll.IGO ll.ISO 12.IOO
m/z 167.00 89.71%

5000

12

5
I 140154168182196 224
A RAASARAS

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

55 g9

83
41 LIS L L L L L L L LB
11.40 11.60 11.80 12.00

5000 o1 m/z 69.00 88.10%

111
27 125
139154168182196 224 252

Wﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
83 11.40 11.60 11.80 12.00
m/z 57.00 87.67%

97
5000
125

139153168182196210224 252 280
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 D-Glucose, 4-0-.alpha.-D-gl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.58 ng 14878 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Glucose. 4-0-.alpha.-D-alucopy... 342 C12H22011 000069-79-4 50
2 l17-Pentatriacontene 491 C35H70 006971-40-0 43
3 1-Hexacosanol 382 C26H540 000506-52-5 43
4 1-Tetracosanol 354 C24H500 000506-51-4 38
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 38
Abundance Scan 865 (11.974 min): BF080695.D (-864) (-) m/z 55.10 100.00%
5000 33
h | 191 11.60 11.80 12.00 12.20
I B m/z 43.00 90.18%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #137742: D-Glucose, 4-O-.alpha.-D-glucopyranosyl-
73
5000 43 R DAL SRR DAL BN I
97 11.60 11.80 12.00 12.20
m/z 41.00 87 .20%
18 ‘ 126 163
‘:‘““‘:‘”“lmwuh‘u‘|“||‘||1|91|2?]|-| s B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
11.60 11.80 12.00 12.20
5000 83 m/z 73.00 84 ._77%
111
139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #152038: 1-Hexacosanol e
43 11.60 11.80 12.00 12.20
m/z 57.00 75.02%
5000 83
18 MJ Pll
LU L] L 139 168 196 224 252278 308336 364
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 Isopropyl Myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.24 9.38 ng 54033 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Mvristate 270 C17H3402 000110-27-0 59
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 59
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
4 Heptanoic acid. propvl ester 172 C10H2002 007778-87-2 43
5 Vitamin d3 384 C27H440 001406-16-2 43
Abundance Scan 888 (12.236 min): BF080695.D (-886) (-) m/z 43.05 100.00%
43
60
5000
102
115 129 157 185 213 239 256 12.00 12.20 12.40 12.60
ey mh Ml m/z 60.00 52 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100684: Isopropyl Myristate
a3 0 102
73 L
5000 228 12.'00 12.'20 12. 40 12. 60
o 129 L85 211 m/z 57.10 46.48%
220 Y B 572 S il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
12.00 12.20 12.40 12.60
5000{ 27 60 m/z 41.00 44 .78%
73 102 155
R AN i -1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 7 12.00 12.20 12.40 12.60
m/z 55.00 31.61%
5000{ 29
21
m/z--> 'ﬁd" ﬁb"'gd 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 unknownl14.05 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.05 3.32 ng 12497 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. octvl- 156 C10H200 002404-44-6 38
2 2-1sopropvl-5-methvl-1-heptanol 172 C11H240 091337-07-4 22
3 Chloroacetic acid. 3-tetradecvl ... 290 C16H31CIO02 1000280-08-5 14
4 17-Pentatriacontene 491 C35H70 006971-40-0 14
5 1-(Cyclopropyl-nitro-methyl)-cyc... 185 C9H15NO3 1000186-67-0 14

Abundance Scan 1047 (14.054 min): BF080695.D (-1045) (-) m/z 57.05 100.00%
43 57 7
5000 85 97
‘ | | o1 207 "' 13/80 14.00 14.20 1440
i ,.”.,..”,..”,..”,..”,...w...w.... m/z 43.00 99.13%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #26933: Oxirane, octyl-
55 71
41
5000 LR S UL S B
29 82 o 1380 1400 14,20 14.40
‘ m/z 71.00 96.91%
113
”1|5| ‘\\ \\ N M T 1271.38..].'5.5....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
i 2N
85 13.80 14.00 14.20 14.40
5000 m/z 55.10 86.77%
29 97 191 125
15 141154 15
m/z--> 25 Jo eb éo 160 150 150 160 180 260
Abundance #112062: Chloroacetic acid, 3-tetradecyl ester A BT B S
43 13.80 14.00 14.20 14.40
57 m/z 56.10 64.65%
29
5000
111 135
125 196
...,.a‘..il“”“ Il ... “ ,‘..“ .1.5.4.1(?8..,....,.... e
m/z--> 20 40 140 160 180 200 13.80 14.00 14.20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080695.D

Aca On : 28 Jul 2015 3:28

Operator : TP/UM

Sample : 6G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 4

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

15.24 18.51 ng 29383 Perylene-d12 15.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 64
.6.10-Dodecatriene. 3(BE).7(E).1... 236 C1l6H280 1000159-57-9 59
aualene 410 C30H50 007683-64-9 59

abrwNPE
TNONN

.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 59
ropanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 56
Abundance Scan 1151 (15.242 min): BF080695.D (-1148) (-) m/z 69.00 100.00%
6
5000 A/W\/iww
41
93 123 |||||||||||||||||||
ﬁ || 189209 081 15.00 15.20 15.40 15.60
Aodd 28, | m/z 81.05 52.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LA B L L L L L L
a1 15.00 15.20 15.40 15.60
137 m/z 41.05 26.32%
95
L ! “‘ 17 | 161 191 217 244 273 299 341 367 410
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
s B
15.00 15.20 15.40 15.60
50001 41 m/z 93.10 17.65%
93
136
115 161181204 236
L e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69 15.00 15.20 15.40 15.60
m/z 107.10 16.56%
5000
41
95 137
p b p 1 337 ] 163 191 217 245 273299 341 367 410
i B e T e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
Data File : BF080695.D

Acq On : 28 Jul 2015 3:28

Operator : TP/UM

Sample - G3084-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715_.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]
3-Penten-2-one, 4. .. 4.45 2.6 ng 24558 1 6.92 191169 20.0
2-Pentanone, 4-hy... 5.09 66.8 ng 638725 1 6.92 191169 20.0
2-Pentanone, 4-me... 5.93 4.7 ng 45023 1 6.92 191169 20.0
unknown6 .88 6.68 112.5 ng 1075480 1 6.92 191169 20.0
unknown10.88 10.88 2.0 ng 11540 4 11.45 115178 20.0
1-Hexadecanol 11.68 6.4 ng 37072 4 11.45 115178 20.0
D-Glucose, 4-0O-.a... 11.97 2.6 ng 14878 4 11.45 115178 20.0
Isopropyl Myristate 12.24 9.4 ng 54033 4 11.45 115178 20.0
unknown14 .05 14.05 3.3 ng 12497 5 14.20 75212 20.0
2,6,10,14,18,22-T... 15.24 18.5 ng 29383 6 15.84 31755 20.0
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