LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 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-BF030316.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 5.133 247 249 256 rvVB 174685 240615 6.87% 0.756%
2 5.544 282 285 287 rBV 2851245 3501780 100.00% 11.004%
3 6.562 371 374 377 rBV 2624749 3128198 89.33% 9.830%
4 6.699 383 386 389 rBvV 2751272 3287062 93.87% 10.329%
5 6.939 404 407 409 rBVY 720743 821133 23.45% 2.580%
6 7.087 418 420 423 rBV 1980709 2371630 67.73% 7.453%
7 7.499 453 456 458 rBV 2295700 2135207 60.97% 6.710%
8 7.579 461 463 471 rVB 41671 46498 1.33% 0.146%
9 8.219 517 519 522 rBV 1212160 1039418 29.68% 3.266%
10 9.293 611 613 616 rBvV 2266244 3150391 89.97% 9.900%

11 9.693 646 648 650 rBvV 589685 521280 14.89% 1.638%
12 9.911 664 667 669 rBvV 100511 87932 2.51% 0.276%
13 9.979 671 673 675 rvV 1316611 1111891 31.75% 3.494%
14 10.413 707 711 712 rBV 98595 146326 4.18% 0.460%
15 10.631 726 730 733 rBV 47634 84129 2.40% 0.264%

16 10.768 739 742 744 rBV 1977015 1826940 52.17% 5.741%
17 10.882 750 752 757 rBV 158148 180607 5.16% 0.568%

18 11.328 789 791 793 rBV 79604 71581 2.04% 0.225%
19 11.465 800 803 804 rBV 1148197 956234 27.31% 3.005%
20 11.488 804 805 807 rvv 101802 86177 2.46% 0.271%

21 11.991 847 849 855 rvv2 332444 336248 9.60% 1.057%
22 12.082 855 857 861 rvB 22694 37160 1.06% 0.117%
23 12.677 907 909 911 rBV 185062 170228 4._86% 0.535%
24 12.779 916 918 922 rBV 78729 125290 3.58% 0.394%
25 12.905 927 929 931 rVB 141024 125352 3.58% 0.394%

26 13.054 939 942 944 rVB 2425911 2302078 65.74% 7.234%
27 13.511 976 982 986 rBV6 21051 75168 2.15% 0.236%
28 13.945 1018 1020 1026 rVB 268273 293060 8.37% 0.921%
29 14.105 1030 1034 1036 rBV 964668 1027601 29.35% 3.229%

30 14.494 1063 1068 1069 rBV 19096 44163 1.26% 0.139%
31 14.585 1073 1076 1078 rBV 70043 130026 3.71% 0.409%
32 14.734 1087 1089 1091 rVB 57690 55149 1.57% 0.173%
33 14.951 1107 1108 1111 rVB 54177 65216 1.86% 0.205%

34 15.145 1122 1125 1129 rBV 73420 147739 4.22% 0.464%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.214 1129 1131 1136 rVV2 51416 112700 3.22% 0.354%

36 15.443 1149 1151 1153 rVB 39856 52956 1.51% 0.166%
37 15.500 1154 1156 1159 rVvVv 42377 60025 1.71% 0.189%
38 15.568 1159 1162 1170 rVB 488858 697748 19.93% 2.193%
39 16.037 1200 1203 1205 rBV 32262 46485 1.33% 0.146%
40 16.083 1205 1207 1215 rvve 34599 94606 2.70% 0.297%
41 16.277 1222 1224 1231 rVB5 27664 89029 2.54% 0.280%
42 17.031 1287 1290 1296 rVB2 22764 68919 1.97% 0.217%
43 17.214 1303 1306 1309 rBv4 21685 57729 1.65% 0.181%
44 17.466 1326 1328 1333 rVB 24884 55513 1.59% 0.174%
45 17.626 1338 1342 1347 rBv4 52573 160842 4 _.59% 0.505%
46 17.843 1358 1361 1365 rvB2 36731 67750 1.93% 0.213%
47 18.117 1382 1385 1388 rBV5 34742 99023 2.83% 0.311%
48 18.186 1388 1391 1396 rVB4 68691 175648 5.02% 0.552%
49 18.426 1410 1412 1422 rVB9 20251 77280 2.21% 0.243%
50 18.654 1429 1432 1439 rVB6 22709 70181 2.00% 0.221%
51 19.203 1477 1480 1485 rVB6 17016 39943 1.14% 0.126%
52 19.523 1505 1508 1510 rBV4 24995 66918 1.91% 0.210%
Sum of corrected areas: 31822802
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085416.D
5|54 &5@70

2500000
7.50

2000000 7.09

1500000
1000000

6.94

500000

5.13

| 7.58
- . i A A Ty

1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085416.D

-
T T T T

2500000 13.05
9.29

2000000 10.77

1500000 908

8.22 11.47
1000000

9.69
500000 11.99

10.88 12.6812.91
) 1041106 11.381.49 jLz.os 1A 13.51

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: BF085416.D

2500000

2000000

1500000

14.11

1000000

500000
13.95

.7314.9993:21 153 16608816.28 17.037.21 17.4%7.6317.84 1883491 4318.65 19.20 19.5

0 T T T

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\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown5.13 Concentration Rank 4

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

5.13 5.86 ng 240615 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (5.133 min): BF085416.D (-247) (-) m/z 43.05 100.00%
a3
59
5000
101 IBESARAE RS RARE AR
51 | 83 | 4.80 5.00 520 5.40
o) BEMSY Y5 FEc m/z 59.10 58.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL I
59 480 500 520 540
m/z 101.10 20.34%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.91%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A e
43 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000 101
28 59
15 ‘ ‘ 70 84
0'“v”'VJW'“WM'E%Mi“”LM'HLWH'W““l”“V'“V“'w“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.70 Concentration Rank 1

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

6.70 80.06 ng 3287060 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 386 (6.699 min): BF085416.D (-383) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 % 640 660 680 7.00
54 104 : . . .
o R 1 ??...'....,..?‘.7,....,....,.1.1:‘3.,....,'...,.. m/z 68.10 44.04%
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 N
5000 ISR LS S R
6.40 6.60 6.80 7.00
2 78 m/z 134.10 32.53%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 27 .80%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A ma e

132 6.40 6.60 6.80 7.00
m/z 69.10 17 .56%

117
5000
39 91
51
27 ‘ 105 ‘

ol Bl o Lol Wl L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.41 2.63 ng 146326 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 711 (10.413 min): BF085416.D (-707) (-) m/z 57.10 100.00%

g7
43 | 71

5000

99 10.00 10.20 10.40 10.60 10.80

113127 141 155 169

0 m/z 71.10 70.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 71
85
5000

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
10.00 10.20 10.40 10.60 10.80
29 99 m/z 43.05 65.82%

s | | MPrimassies1ssio7on 240

) MEL O B A | S Rl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 RN EEEE SRS
71 10.00 10.20 10.40 10.60 10.80
5000 g5 m/z 85.05 52.40%
29 99
0 113 127 141 155 169 183 212
I AR EEEan e e e e e R RIRERARRERRE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane RN R e S
57 10.00 10.20 10.40 10.60 10.80
43 m/z 41.10 30.47%
71
5000 85
29
ol 15 “ I %9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. OO 10. 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.88 3.78 ng 180607 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 752 (10.882 min): BF085416.D (-750) (-) m/z 57.10 100.00%

57
43 1

5000

10.60 10.80 11.00 11.20

113 127 141 155 168 183

0! m/z 71.10 69.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64575: Pentadecane
57
43
71
5000 LA L L L L L L
85 10.60 10.80 11.00 11.20
m/z 43.10 64 .95%
29 99
o Ll | 118127 141155 160 163 212
L I B e e e ARARREE SR REEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 L WA AR
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 49 .69%
29
ol 15 9 113 127 141 155 169 198
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane B e
57 10.60 10.80 11.00 11.20
43 m/z 41.10 33.27%
71
5000 85
0 L Iy | 113 127 141 155 169 183 197 226
R B L L B e e e AN I B L B ma e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 7.03 ng 336248 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 849 (11.991 min): BF085416.D (-847) (-) m/z 73.10 100.00%
73
43 60
5000 129
i 213
8 115 | 143157171185,100° 7 0 oce 11:60 11.80 12.00 12.20 12.40
o} m/z 43.10 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
5000 T T T T T T T T
29 nmumnmnmnm
: us 171 214 m/z  60.00  79.65%
R Sl P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/60 11.80 12,00 12.20 12.40
5000( o 129 m/z 57.10 67.77%
87 242
143 199
101 115 157 171 185
m/z--> 25 46 éo 85 160 150 110 1éo 180 200 220 210 2é0
Abundance #75071: Tetradecanoic acid T T
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.10 64 .89%
5000 129
185 228
9 115 | 1435171
0 “ ‘\ |:T||||||||||||||||fl-|5|7|||| |‘||1|99||25L|3||‘||||||||| mas eSS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.62 ng 125290 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 43

Abundance Scan 918 (12.779 min): BF085416.D (-916) (-) m/z 73.00 100.00%

43

5000

~

12.40 12.60 12.80 13.00
m/z 43.10 88.26%

202 227

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73

43

3

5000 LA L L L L L L L LB L L
12.40 12.60 12.80 13.00
29 m/z 60.00 83.41%
ol15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
M 12.40 12.60 12.80 13.00
5000 126 m/z 57.10 76.91%
27

87
115 172
101 143157

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid o B Lo B B o o S
73 12.40 12.60 12.80 13.00
m/z 55.10 69.57%
43
51
5000
129
29 157 200
‘ ‘ T71011 ‘ 143 | 171
NECH | 0 Y vl . 5 W B st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.70 ng 293060 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1020 (13.945 min): BF085416.D (-1018) (-) m/z 57.10 100.00%

5000

:

125 230 Trrrrryrrrryrrrryrrrr[|r
139153167181 200 13.60 13.80 14.00 14.20

m/z 83.10 95.93%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43

%

5000 BRI ARt
13.60 13.80 14.00 14.20
29 125 m/z 55.10 89.27%
oL15 |l 139154168182106210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 VAL A A A
97 13.60 13.80 14.00 14.20
5000 70 m/z 69.10 86.50%
- 111

25
139153167182 210

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester T
43 13.60 13.80 14.00 14.20
57 m/z 43.10 86.41%
5000

111

%

0 I 125140153 169182 210
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Pentafluoropropionic acid, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.53 ng 130026 Chrysene-di2 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 81
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 78
4 1-Octadecene 252 C18H36 000112-88-9 78
5 1-Nonadecene 266 C19H38 018435-45-5 76
Abundance Scan 1076 (14.585 min): BF085416.D (-1073) (-) m/z 57.10 100.00%
5000 1 M
240
152 105 i 397 || 14.20 1440 14.60 14.80 15.00
ol S | m/z 83.10 95.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 U SRR UM IR B
14.20 14.40 14.60 14.80 15.00
m/z 97.10 92.42%
0 J ﬂ ‘ﬂ | L 122 154 181 205224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 1420 14.40 14.60 14.80 15.00
5000 m/z 55.10 82.26%
111
29 139 169 0,010 238,00
O T e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #89757: E-15-Heptadecenal AR B
14.20 14.40 14.60 14.80 15.00
83 m/z 69.10 80.38%
5000
111
0 } d | J 1139 168 106 224 252
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF030316.M Mon Mar 14 09:54:13 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.21 3.23 ng 112700 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eilcosane 282 C20H42 000112-95-8 80
3 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
Abundance Scan 1131 (15.214 min): BF085416.D (-1129) (-) m/z 57.10 100.00%
57
85
5000
iy ” £ a0,y 2 12150 1510 1520 1540 1560
ol —2# il ..IJ..|.||.1 'I"""l.l..'.l....l.. m/z 71.10 82 _38%
m/z--> 50 1 o 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 AR DAL UL B B
mmmmmmmmmm
m/z 43.10 64 .30%
29 113
0 \‘ l h H It H‘ l 141 169 197 225 268
m/z--> 50 160 150 200 250 300 3%0
Abundance
57
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 58.00%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 150 200 2%0 300 3%0
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethylbutyl)- R BRE B e
43 14.80 15.00 15.20 15.40 15.60
m/z 55.10 26.56%
71
5000
o J || H 127 155 183 211229 251 281 310 337 364
m/z--> 50 150 200 250 300 3%0 1480 1500 1520 1540 1560

8270-BF030316.M Mon Mar 14 09:54:14 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 2.71ng 94606  Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid, heptadecyl ... 366 CIOH36CI202  1000282-98-2 83
2 1-Heptadecene 238 C17H34 006765-39-5 80

3 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 72
4 Trichloroacetic acid, dodecyl ester 330 C14H25CI1302 074339-50-7 72
5 1-Octadecanol 270 C18H380 000112-92-5 59

Abundance Scan 1207 (16.083 min): BF085416.D (-1205) (-) m/z 83.10 100.00%

5000

281 15.80 16.00 16.20 16.40
m/z 97.10  91.55%

162 183 202217337

265
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

5000

15.80 16.00 16,20 16.40
m/z 69.10 89.72%

154169 191 210 238 26 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57 83
41 UL USRI SN SURBLLE B
15.80 16.00 16.20 16.40
5000 m/z 43.10 86.14%
111
26 126 154 150 210 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138591: Trichloroacetic acid, tridecyl ester e e ERRES BE s
15.80 16.00 16.20 16.40

m/z 55.10 85.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16.40

8270-BF030316.M Mon Mar 14 09:54:15 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl6.28 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.28 2.55 ng 89029 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2,5,5,8a-Tetramethyl-4-methylene... 206 C14H220 093175-76-9 25
2 Bicyclo[3.3.0]octan-3-one, 6-iod... 264 C9H1310 1000150-13-4 15
3 3,4-Dimethoxy-N,N-diethyl cinnamide 263 C15H21NO3 185410-48-4 14
4 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 11
5 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 10
Abundance Scan 1224 (16.277 min): BFO85416 D (-1222) (-) m/z 95.10 100.00%

81 95
177
43 67
5000 109 13 148 219 237 203
163 B B e e o o e B e e o o e e
o 282 16.00 16.20 16.40 16.60
0 i m/z 191.10 95.55%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60271: 2,5,5,8a-Tetramethyl-4-methylene-4a,5,6,7,8,8a-hex...
123 191
5000 43 137 206 I B B B

16 00 16 20 16 40 16 60

gg 95109 163177 m/z 81.10 93.77%
AP T O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
I Rmma B
16.00 16.20 16.40 16.60
5000 67 m/z 69.10 77.53%
109
39 53 81 187
oh.25 123 | 151167 193207 264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96137: 3,4-Dimethoxy-N,N-diethyl cinnamide e Al Eama s R S
191 16.00 16.20 16.40 16.60
m/z 177.05 71.19%
5000 263
72
0 ﬁ2\58 L, oA 118132148 M 177 ‘ 234248 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 00 16 20 16 40 16 60

8270-BF030316.M Mon Mar 14 09:54:16 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 13 unknownl7.63 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.63 4.61ng 160842  Perylene-di2 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C20H500 000986-19-6 30

2 5-(3-(2-FurybDacryloyl)-2-methyl.._. 213 C13H11NO2 091718-59-1 14
3 3-[(3,7,11,15-Tetramethylhexadec... 374 C25H46N2 067374-05-4 9
4 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 9
5 Androstane-2,11-dione, (5.alpha.)- 288 C19H2802 001449-57-6 9

Abundance Scan 1342 (17.626 min): BF085416.D (-1338) (-) m/z 43.10 100.00%
43
107 145
5000 79 213
173
2% 38y T
| I | | N 17.40 17.60 17.80 18.00
0 e m/z 55.10 60.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LA L L L L L
81 368 17.40 17.60 17.80 18.00
107 329 m/z 57.10 56.88%
L \\\ H‘ H\ L l ars 28 wrosao | M
0.... H \H\H h [ ‘.“...H..‘..l‘..‘l.|‘“.‘.‘ .|.“‘.
m/z--> 5 15 200 250 300 350 400
Abundance
213
R ARE mam T e S
120 17.40 17.60 17.80 18.00
5000 m/z 107.05 53.88%
39 159 184
0 15
i B e L e B L Baman s o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #149871: 3-[(3,7,11,15-Tetramethylhexadecyl)amino]pyridine T
107 17.40 17.60 17.80 18.00
m/z 145.10 53.43%
5000 303
43 374
o | T8 150 191 233 261 331
e A e e e R ARE mam T e S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17. 80 18. 00

8270-BF030316.M Mon Mar

14 09:54:17 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl18.12 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.12 2.84 ng 99023 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanol, 3-methyl-2-(2-pen... 168 C11H200 137303-64-1 46
2 1H-Cyclooctapyrazole, 4,5,6,7,8,... 150 C9H14N2 015984-10-8 38
3 1,3-Cyclohexadiene-1-carboxaldeh... 150 C10H140 000116-26-7 30
4 2-Caren-10-al 150 C10H140 1000151-85-9 27
5 Spiro[5.5]Jundec-1-ene 150 C11H18 000699-56-9 20
Abundance Scan 1385 (18.117 min): BF085416.D (-1382) (-) m/z 95.10 100.00%
9% 150
55 69 121 229
41 13
5000 175
192
215 267 por e
17.80 18.00 18.20 18.40
0 m/z 93.10 86.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34660: Cyclopentanol, 3-methyl-2-(2-pentenyl)-
g1 % 121
5000 LRI NI N B
17.80 18.00 18.20 18.40
m/z 107.10 84 .64%

04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

94 150
MMM
121 17.80 18.00 18.20 18.40
5000 i3 m/z 150.05 84.48%
80
135
66

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22826: 1,3-Cyclohexadiene-1-carboxaldehyde, 2,6,6-trimethyl-

17.80 18.00 18.20 18.40
m/z 137.10  83.54%

5000

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

8270-BF030316.M Mon Mar 14 09:54:17 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl18.19 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.19 5.03 ng 175648 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 ()-(2)-Longipinane 206 C15H26 1000156-12-3 44
2 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38
3 Longifolenaldehyde 220 C15H240 019890-84-7 35
4 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 30
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 22
Abundance Scan 1391 (18.186 min): BF085416.D (-1388) (-) m/z 205.20 100.00%
121
55
79 149
5000 245
189 313 N
5 169 LRI URBURA UL BN B
39 b1 281 17.80 18.00 18.20 18.40 18.60
of ! m/z 95.10 97 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60293: (+)-(2)-Longipinane
9
5000 LRI SRR SN BN B
17.80 18.00 18.20 18.40 18.60
m/z 107.10 95 .45%
163 191206
oly2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
107123 206
41 81 LRI URIURA SIS BN B
17.80 18.00 18.20 18.40 18.60
5000 163 191 m/z 109.10 94.83%
ji o ““Vv/\f»ﬁvv/mj\/\kvvwa/\HVVVJAW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69487: Longifolenaldehyde B A
17.80 18.00 18.20 18.40 18.60
m/z 81.10 87 .94%
o W
of B T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40 18.60

8270-BF030316.M Mon Mar 14 09:54:18 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl18.43 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.22 ng 77280 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2R,4R)-p-Mentha-[1(7),8]-diene,... 168 C10H1602 1000292-74-1 32
2 2-Furanmethanamine, N-(2-furanyl... 177 C10H11NO2 018240-50-1 27
3 Cyclohexanecarboxamide, N-furfuryl- 207 C12H17N0O2 006341-32-8 27
4 Silane, trimethylphenyl- 150 C9H14Si 000768-32-1 25
5 1,2,4-Triazol-4-amine, 3-(3,5-di... 178 C7H10N6 1000258-98-0 25
Abundance Scan 1412 (18.426 min): BF085416.D (-1410) (-) m/z 95.05 100.00%
53 g1 9p 109122148 190 207
68
5000
| ‘ H 1820 18.40 18.60 18.80
Ok AL m/z 109.10 98.63%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34459: (2R,4R)-p-Mentha-[1(7),8]-diene, 2-hydroperoxide
67 | 93 109
41
134
5000 LRI SURULN IUULN SUGN R
18.20 18.40 18.60 18.80
150 m/z 122.10 89.82%
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
96 109 18.20 18.40 18.60 18.80
5000 53 m/z 148.10 89.04%
39
. 68 141 1
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60823: Cyclohexanecarboxamide, N-furfuryl-
81 18.20 18.40 18.60 18.80
55 207 m/z 105.10 88 .45%
0 i fwh/ﬁv\u\mvj\MvA/\vaﬂpv
6 111 152 178
0 . -
m/z--> 40 60 80 100 120 140 160 180 200 230 240 260 280 18.20 18.40 18.60 18.80

8270-BF030316.M Mon Mar 14 09:54:19 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl8.65 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.65 2.01 ng 70181 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 27
2 Hexadecane 226 C16H34 000544-76-3 27
3 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 25
4 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 25
5 Nonane, 1-iodo- 254 C9H191 004282-42-2 22
Abundance Scan 1432 (18.654 min): BF085416.D (-1429) (-) m/z 71.10 100.00%
57 7
124
5000
4 ' 18.40 1860 18.80 19.00
0! m/z 57.10 91.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 1 LR SULBLLN UL SN S
4 18140 1860 18'80 19.00
o m/z 43.10 82.88%
ol 26 L L e 21 239254
m/z--> 20 46 60 80 100 120 150 1éo 1éo 200 220 240 260 280
Abundance
57 41
1840 1860 18'80 19.00
5000 a m/z 124.10 69.85%
99
oh 26 13 m 169183198 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73983: Pentadecane, 2-methyl-
43 18.40 18.60 18.80 19.00
m/z 85.10 59.60%
71
5000
99
113 183
. IR
m/z--> 20 46 60 80 160 120 140 1éo 180 200 250 240 260 280 1840 1860 18.80 19.00

8270-BF030316.M Mon Mar 14 09:54:20 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085416.D

Acq On : 12 Mar 2016 13:08

Operator : UM/SJ

Sample : H1731-22

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
unknown5.13 5.13 5.9 ng 240615 1 6.94 821133 20.0
unknown6.70 6.70 80.1 ng 3287060 1 6.94 821133 20.0
Heptadecane 10.41 2.6 ng 146326 3 9.98 1111890 20.0
Pentadecane 10.88 3.8 ng 180607 4 11.47 956234 20.0
Tridecanoic acid 11.99 7.0 ng 336248 4 11.47 956234 20.0
Tetradecanoic acid 12.78 2.6 ng 125290 4 11.47 956234 20.0
1-Nonadecene 13.95 5.7 ng 293060 5 14.11 1027600 20.0
Pentafluoropropio... 14.59 2.5 ng 130026 5 14.11 1027600 20.0
Nonadecane 15.21 3.2 ng 112700 6 15.57 697748 20.0
Dichloroacetic ac... 16.08 2.7 ng 94606 6 15.57 697748 20.0
unknownl16.28 16.28 2.5 ng 89029 6 15.57 697748 20.0
unknownl7.63 17.63 4.6 ng 160842 6 15.57 697748 20.0
unknownl18.12 18.12 2.8 ng 99023 6 15.57 697748 20.0
unknown18.19 18.19 5.0 ng 175648 6 15.57 697748 20.0
unknown18.43 18.43 2.2 ng 77280 6 15.57 697748 20.0
unknown18.65 18.65 2.0 ng 70181 6 15.57 697748 20.0
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