LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.

Integrator: RTE
Smoothing : ON
Sampling 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.007 235 238 251 rVB
2 5.430 272 275 277 rBV
3 5.830 308 310 313 rVB
4 6.470 363 366 368 rBV
5 6.596 374 377 379 rBV
6 6.824 395 397 399 rBvV
7 6.984 408 411 413 rBvV
8 7.396 444 447 449 rBvY
9 7.499 453 456 462 rVB
10 8.104 507 509 512 rBV

24 12.551 897 898 903 rVvB
25 12.653 905 907 911 rBV2

26 12.756 914 916 917 rBV
27 12.779 917 918 925 rVvB2
28 12.928 929 931 934 rBV
29 13.156 948 951 954 rBV
30 13.374 968 970 971 rBV

31 13.408 971 973 979 rvV
32 13.499 979 981 984 rVB2
33 13.831 1007 1010 1015 rVB
34 13.979 1020 1023 1025 rBV

8270-BF032416.M Fri Mar 25 19:18:

peak
height
374490
2713784
48730
2639854
3086105

789649
2666738
2085744

63522

663342

3792588
636991
87934
916011
79210

33329
1764619
92342
54971
518174

245018
110050
576744
33196
26897

61412
46304
2427679
55904
77343

363741

42419
108144
641564

10 2016

corr.
area
559320
2972940
47318
3136649
3017240

668368
2640275
2236693

82224

814966

3498116
569559
66944
831536
98540

45496
1718563
102223
43357
659570

327481
154944
690061
50885
54989

90125
84046
2287405
97477
80458

767037

70059
169802
676323

corr.
% max.
15.99%
84 .99%

1.35%
89.67%
86.25%

19.11%
75.48%
63.94%
2.35%
23 .30%

100.00%
16.28%
1.91%
23.77%
2.82%

1.30%
49_13%
2.92%
1.24%
18.86%

9.36%
4.43%
19.73%
1.45%
1.57%

2.58%
2.40%
65.39%
2.79%
2.30%

21.93%
2.00%
4._.85%

19.33%

0.156%
10.351%
9.957%

2.206%
8.713%
7.381%
0.271%
2.689%

11.544%
1.880%
0.221%
2.744%
0.325%

0.150%
5.671%
0.337%
0.143%
2.177%

1.081%
0.511%
2.277%
0.168%
0.181%

0.297%
0.277%
7.548%
0.322%
0.266%

2.531%
0.231%
0.560%
2.232%

Instrument :
BNA_F

ClientSampleld :
[TRACK-D-GRID-14B
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02

Misc :

ALS Vial : 31 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.094 1030 1033 1036 rBV2 55446 147495 4.22% 0.487%
36 15.397 1144 1147 1151 rVB 447945 578539 16.54% 1.909%
37 16.048 1202 1204 1212 rVB2 69954 165901 4.74% 0.547%

Sum of corrected areas: 30302924
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085747.D

3500000

6.60
3000000
5.43 6.47 6.98

2500000
7.40
2000000
1500000
1000000 6.82

500000 5.01

5.83 d 7.50

A
T T T

o ,
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF085747.D

T
6.00 6.50 7.00 7.50

3500000
3000000
2500000 12.93

2000000 10.65

1500000

1000000 9.86

0 9,58 11.34 12.39

500000 l\ A 1157 A 13.41
, ' 11.88 12§§£¥J 161383.50
| 9, 10.3010.57 (10,77 11.L211L A 1Llss 12 78| 13.16

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085747.D

3500000
3000000
2500000
2000000

1500000

1000000
13.98 15.40

500000
.83/(14.09 16.05

0 ————————————— ]

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.01 16.74 ng 559320 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 238 (5.007 min): BFO85747.D (-235) (-) m/z 43.10 100.00%
43
59
5000
i 5 ik 5bo 8% 5
51 69 83 ' : ' : :
...,....,....,....I,'::..,..~:.|,....,....,.'...,....-,....,....,....,....,...., m/z 59.10 62.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SRR R R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 22 .85%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.41%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— | S B L LB B N B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.46%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'VHWH'WH“V'“V”'l N SRR R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.60 Concentration Rank 1

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

6.60 90.29 ng 3017240 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 377 (6.596 min): BF085747.D (-374) (-) m/z 132.10 100.00%
132
5000 68
6 Trrryprrrryprrrrrrrrrp[rr
40 54 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,....,".'..?,....??.l.' SN -1 A W TS . [ N m/z 68.10  38.49%
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 USRS RS L
620 640 6.60 6.80 7.00
78 m/z 134.10 33.05%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.11%
41 97
53 2 117
34 60 89 105 124
Wm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e EARaS mmaLE A
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.19%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexanoic acid, 2-ethyl- Concentration Rank 18

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

7.50 2.02 ng 82224 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 1,4-Dioxane 88 C4H802 000123-91-1 37
4 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 36
5 Ethanamine, N-methyl-N-nitroso- 88 C3H8N20 010595-95-6 32

Abundance Scan 456 (7.499 min): BF085747.D (-453) (-) m/z 73.10 100.00%
B
88
5000
101 RN RS SRR SRS AR
” 1ﬁ6 720 7.40 7.60 7|80
“W““P“W““V“W““V“w”“v”W““V“W““P“W““V“W““V“ m/z 88.10 77.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 U R UL UL IR
a1 7.20 7.40 7.60 7.80
57 101 116 m/z 57.10 31.44%
15 \‘M e
m/z--> 10 20 §o 40 55 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
7.20 7.40 7.60 7.80
5000 m/z 41.10 30.74%
" 101
29 55
158
wwmmmwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1980: 1,4-Dioxane
28 7.20 7.40 7.60 7.80
g8 m/z 87.10 21.73%
5000 58
15 43 \
'HPAWH”N“WMHV“M“ﬁg“W““b“W““V“WH“P“W““V“W“' U R UL UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.37 ng 98540 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 701 (10.299 min): BF085747.D (-697) (-) m/z 57.10 100.00%
57
43 1
5000
% 113157 141 166 110,00 10.20 10.40 10.60
m/z 71.10 69.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 o7
5000 & LRI BN BN BN B
a5 10.00 10.20 10.40 10.60
29 m/z 43.10 66.29%
| “ L w 99 113127 141 155 169 183197 226
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 240
Abundance
57
43 71 LSRN AR RN U
85 10.00 10.20 10.40 10.60
5000 m/z 85.05 50.67%
29 99
15 113127141155169183197211 240
m/z--> 25 Jo éo éo 160 150 110 1éo 180 260 250 240
Abundance #55008: Tetradecane A A AN
57 10 00 10. 20 10. 40 10 60
43 m/z 41.10 30.90%
71
5000 85
29
15 \‘ N | %9 113 127141 155 169 198
m/z--> 25 Jo éo éo 160 150 110 160 180 200 250 210 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.10 ng 102223 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 742 (10.768 min): BF085747.D (-740) (-) m/z 57.10 100.00%
57
5000 85
4
15 1m 1040 10160 10180 1100
m/z 71.10 69.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57
5000 85 R LA DR DGR SRR B
4 mmmmmmum
m/z 43.10 68.46%
2 | | | M3 141 e 198
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 210 2éo 2éo 300
Abundance
57
o 10,40 10.60 10.80 11.00
5000 m/z 85.10 48.14%
41
113
26 141 169 197 225 253268 296
wmwﬁm‘mmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane AR REEA LT
57 10.40 10.60 10.80 11.00
m/z 41.10 30.61%
5000
4 85
‘ Ll M8 141 169 282
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 240 260 2éo 300 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1-Tetradecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.57 9.93 ng 327481 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 98
2 Cyclotetradecane 196 C14H28 000295-17-0 97
3 2-Tetradecene, (E)- 196 C14H28 035953-53-8 97
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 812 (11.568 min): BF085747.D (-810) (-) m/z 55.10 100.00%
43 69 83
97
5000
111
125 e .| 1130 114011601180
el 228 20809 198 1 Th/z 69.10  90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53618: 1-Tetradecene
48
69
5000 29 8 U B B R
97 11.20 11.40 11.60 11.80
1 m/z 83.10 88.04%
Ll H‘ ‘\‘\ | | 1% 140 154 168 19
miz--> B b6 a0 10 10 1o ik o 2
Abundance
55
4l 60 83 RN DR BN BN
11.20 11.40 11.60 11.80
5000 97 m/z 43.10 87.58%
29 111
125 139 153 168 196
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53627: 2-Tetradecene, (E)- LA L L L L L L B
55 11.20 11.40 11.60 11.80
41 m/z 57.10 79.40%
5000 29 69
1
ST “\ | 125 140 153 168 181 1%
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 11'20 11. 40 11. 60 11|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.88 4.70 ng 154944 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 839 (11.876 min): BF085747.D (-835) (-) m/z 73.00 100.00%
7B
43 60
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 82.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 78
5000 UL S SN S B
nmumnmnm
m/z 43.05  79.96%
' J \ by
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11,80 12.00 12.20
5000 m/z 57.10 69.86%
129
29 g7 115 11 214
15 jo1 152 1854
m/z--> ﬁo 45 éo 86 160 150 150 160 1éo 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 63.99%
5000 129
. 185 228
01115 | 143,171
|||||||||||T|} H‘ e |‘||:|I-|57||‘|| |‘||1|99||2:|L|3||‘||||||||| e A s e et —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknownl2.76 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.76 2.67 ng 90125 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 43
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 43
3 Hexadecanamide 255 C16H33NO 000629-54-9 35
4 Decanamide- 171 C10H21NO 002319-29-1 35
5 Octanamide 143 C8H17NO 000629-01-6 35
Abundance Scan 916 (12.756 min): BF085747.D (-914) (-) m/z 59.10 100.00%
59
72
5000
a3 257
97 194129 43157171 1 o 199213, 20" 12.40 12,60 12.80 13.00
L. 185 226 m/z 72.10 52.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74438: Tetradecanamide
59
5000
72 12.40 12.60 12.80 13.00

m/z 56.10 46.23%

..w.”.“.”,”.w.”.“.”,”.w.”......”...” EARAmanuE )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

12.40 12.60 12.80 13.00

5000 72 m/z 43.10 32.94%
114
29 43
15 86 100 | 128142156171
I LA = e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91512: Hexadecanamide I e =
59 12. 40 12. 60 12. 80 13. OO

m/z 57.10 31.89%

5000
72
43 255
29 1b | 86100114128142156170184198212226240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Heneicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.16 2.88 ng 97477 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetratriacontane 479 C34H70 014167-59-0 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 951 (13.156 min): BF085747.D (-948) (-) m/z 57.10 100.00%
5000
11 e 100 220 15150 1300 1320 1340
m/z 71.10 73.24%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 UNNUUUNER SURUSE BSULRE
12.80 13.00 13.20 13.40
29 113 m/z 43.10 65.73%
\‘ J ‘ “\ ‘hw h‘ u‘ \‘141\169 197 225 253 296
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance
57
12:80 13.00 13.20 13.40
5000 85 m/z 85.10 55.70%
29 113
141 169 197 225 253 281 311337 367 410435
miz--> 0 §o 160 1%0 260 250 360 3%0 460
Abundance #107656: 10-Methylnonadecane T
57 12.80 13.00 13.20 13.40
m/z 41.10 29.86%
85
5000
154
29
""'l'“"'qli?“ 'J“' L A 2'6'7"| R Y DA NV SRS B
miz--> 0 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40

8270-BF032416.M Fri Mar 25 19:18:19 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 4,8,12,16-Tetramethylheptad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.38 ng 80458 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 64
2 Silane, dimethyldi-2-propenyl- 140 C8H16Si1 001113-12-8 52
3 Methylphosphonic acid, fluoroanh... 238 C11H24FO02P 211192-71-1 50
4 2-l1sobutylthiazole 141 C7H11INS 018640-74-9 49
5 4,8,12-Trimethyltridecan-4-olide 254 C16H3002 220904-24-5 47

Abundance Scan 970 (13.374 min): BF085747.D (-968) (-) m/z 99.10 100.00%

9o

5000 43 69

n

126 1> 165180197 234 13.00 13.20 13.40 13.60
m/z 43.10 45_.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 LA L L L L L L L L
13.00 13.20 13.40 13.60
69 126 m/z 55.10 42.92%
‘ “ L0l 151167184109 201 254 306 324
R s e L R R AIEARREEREEaRamsE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
B R i e i o
59 13.00 13.20 13.40 13.60
5000 m/z 57.10 40.15%
41
WWWWWWWWWWWWWWF
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80683: Methylphosphonic acid, fluoroanhydride, 1-methylno... B e e o e N
99 13.00 13.20 13.40 13.60
m/z 69.10 38.38%
5000 55
29 83 140
B R e e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13 40 13.60

8270-BF032416.M Fri Mar 25 19:18:20 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.41 22 .68 ng 767037 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 90
2 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 64
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Hexadecanamide 255 C16H33N0 000629-54-9 64
5 Dodecanamide 199 C12H25N0 001120-16-7 64
Abundance Scan 973 (13.408 min): BF085747.D (-971) (-) m/z 59.10 100.00%
59
5000
41
R s mmae
81 9811212614015, 13.00 13.20 13.40 13.60 13.80
168 184198 220 238 264 281 n/z 72.10 71 03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 U DAL IR
1300 13.20 13.40 13.60 13.80
41 m/z 55.10 36.53%
27 | “M |33 1428 1sag7oisucs 220 238 264 %
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2é0 280
Abundance
59
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 28.59%
o7 4 86 184
100114128142156170 | 200 220234248263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide LN B
59 13.00 13.20 13.40 13.60 13.80
m/z 43.10 23.81%
5000
44
52 || 86100114128 43
miz--> "'z'o' e 'e'o' M o 15 1h0 18 180 20 230 k0 ok oo | | 1350 1520 1540 1360 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.02 ng 169802 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 95
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
4 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
Abundance Scan 1010 (13.831 min): BF085747.D (-1007) (-) m/z 57.10 100.00%

83

5000

3

125 B

230
139154168182 200 267 282 13.60 13.80 14.00 14.20
215 253 m/z 83.10 80.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

5000 LA L B L LB L L B B
13. 60 13 80 14. 00 14. 20
” 195 m/z 43.10 77.42%
I |‘|‘. |‘|‘l T |‘ - i 154168182196210 2% 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 83 B e e
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 70.35%
111

mﬁmr’mﬁwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester T
43 57 13.60 13.80 14.00 14.20

m/z 97.10 68.78%

33

5000

%

111
125

139154168183 210224 252
. .
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20

8270-BF032416.M Fri Mar 25 19:18:22 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecanamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.09 4.36 ng 147495 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 64
2 Octadecanamide 283 C18H37NO 000124-26-5 64
3 8-Methyl-6-nonenamide 169 C10H19NO 1000293-20-9 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 1033 (14.094 min): BF085747.D (-1030) (-) m/z 59.00 100.00%

59

5000

%

81
13.80 14.00 14.20 14.40
m/z 72.00 74.45%

154170 193505224 246 266 283

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide
59
5000
13.80 14.00 14.20 14.40
e m/z 55.10 48.99%
29 | || | 86100114128142156170184198212226240255
L Y B AN Mt bt S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
e
13.80 14.00 14.20 14.40
5000 m/z 41.10 38.39%
43
15 2° 73 98 114128 45156170184108212226240254263283

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

Abundance #35400: 8-Methyl-6-nonenamide Al B E RE
41 59 13.80 14.00 14.20 14.40
m/z 43.10 36.74%
- Mvvhﬁﬁj\‘VJ\,“/\ﬂ\N,JLAW/N\/k
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

ive to ISTD

Peak Number 18 _beta.-iso-Methyl ionone
R.T. EstConc Area Relat
16.05 5.74ng 165001  Perylene-d12  15.40
Hit# of 5 Tentative ID Mw
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-

2 1-Cyclohexene, 1,3,3-trimethyl-2.__. 206
3 6-(2-Fluoro-phenyl)-5-nitro-pipe... 238
4 7-Hydroxy-2,5,8-quinoline trione 191
5 Anthracene, 9-cyclohexyltetradec... 274

C14H220
C14H220
C11H11FN203
CO9H5N0O4
C20H34

1000285-40-2 64
1000197-08-4 43
1000275-16-4 38
015544-54-4 38
055255-70-4 27

Abundance Scan 1204 (16.048 min): BF085747.D (-1202) (-) m/z 191.15 100.00%
191
95
69
5000 123
41 163 RS B e
4 214 242 ,,,288 327 355 15.80 16.00 16.20 16.40
m/z 81.10 64 .32%
m/z--> 50 100 150 200 250 300 350
Abundance #60190: .beta.-iso-Methyl ionone
191
5000/ 28 L o Emme
15.80 16.00 16.20 16.40
s 95 135 163 m/z 95.10 64 .32%
N P
m/z--> 50 100 150 200 250 300 350
Abundance
191
R N IER S S
15.80 16.00 16.20 16.40
5000 43 m/z 69.10 54 _.20%
o5 23 149
7 173
208
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #80627: 6-(2-Fluoro-phenyl)-5-nitro-piperidin-2-one T
191 15.80 16.00 16.20 16.40
m/z 177.15 40.81%
5000
162
55 122 }
TR T S T S B —
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF032416.M Fri Mar 25 19:18:24 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085747.D

Acq On = 25 Mar 2016 7:32

Operator : UM/SJ

Sample - H1885-02 TRACK-D-GRID-14B
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.01 16.7 ng 559320 1 6.82 668368 20.0
unknown6 .60 6.60 90.3 ng 3017240 1 6.82 668368 20.0
Hexanoic acid, 2-... 7.50 2.0 ng 82224 2 8.10 814966 20.0
Hexadecane 10.30 2.4 ng 98540 3 9.86 831536 20.0
Tetradecane 10.77 3.1 ng 102223 4 11.34 659570 20.0
1-Tetradecene 11.57 9.9 ng 327481 4 11.34 659570 20.0
Pentadecanoic acid 11.88 4.7 ng 154944 4 11.34 659570 20.0
unknownl2.76 12.76 2.7 ng 90125 5 13.98 676323 20.0
Heneicosane 13.16 2.9 ng 97477 5 13.98 676323 20.0
4,8,12,16-Tetrame... 13.37 2.4 ng 80458 5 13.98 676323 20.0
9-Octadecenamide, ... 13.41 22.7 ng 767037 5 13.98 676323 20.0
Pentafluoropropio... 13.83 5.0 ng 169802 5 13.98 676323 20.0
Hexadecanamide 14.09 4.4 ng 147495 5 13.98 676323 20.0
-beta.-iso-Methyl... 16.05 5.7 ng 165901 6 15.40 578539 20.0
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