LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

3?22'6 i H1722-08 170TH-SB-28(0.5-2.5
ALS Vial : 23 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 5.156 248 251 258 rVB 229524 311869 7.24% 0.666%
2 5.556 283 286 288 rBV 3897652 4091030 95.02% 8.735%
3 6.527 367 371 372 rBY 35714 48666 1.13% 0.104%
4 6.573 372 375 377 rVV 3486633 3891141 90.38% 8.308%
5 6.710 384 387 390 rBV 3426293 4203193 97.63% 8.975%
6 6.939 405 407 410 rVB 751721 1036683 24.08% 2.214%
7 7.099 419 421 424 rVB 2804470 3233006 75.09% 6.903%
8 7.510 454 457 459 rBvV 2780018 2946211 68.43% 6.291%
9 7.590 461 464 467 rVB 94550 148610 3.45% 0.317%
10 7.956 490 496 500 rBv 29481 55642 1.29% 0.119%

11 8.230 517 520 522 rBV 1692970 1474428 34.25% 3.148%
12 9.305 611 614 617 rBV 4102513 4305412 100.00% 9.193%
13 9.419 622 624 626 rVB 58251 49782 1.16% 0.106%
14 9.705 646 649 650 rBv 817886 1009515 23.45% 2.156%
15 9.910 665 667 670 rvB 90947 127588 2.96% 0.272%

16 9.990 671 674 676 rVV 1491410 1537404 35.71% 3.283%

17 10.185 689 691 694 rVB3 38031 70081 1.63% 0.150%
18 10.242 694 696 698 rBv2 33160 43066 1.00% 0.092%
19 10.390 707 709 710 rBV 58539 57602 1.34% 0.123%

20 10.413 710 711 713 rVB 207450 187378 4 _35% 0.400%

21 10.630 728 730 734 rBV 62401 132851 3.09% 0.284%
22 10.779 740 743 745 rBV 2918750 3024845 70.26% 6.459%
23 10.893 750 753 757 rBV 177206 273457 6.35% 0.584%
24 11.088 767 770 771 rBV2 31707 53150 1.23% 0.113%
25 11.339 789 792 793 rBV 144746 146208 3.40% 0.312%

26 11.362 793 794 797 rVB 43617 62145 1.44% 0.133%
27 11.476 801 804 805 rBV 1521324 1625388 37.75% 3.471%
28 11.499 805 806 807 rvv 228667 165569 3.85% 0.354%
29 11.545 807 810 812 rVB 78847 107917 2.51% 0.230%
30 11.693 821 823 827 rBV 451426 455546 10.58% 0.973%

31 11.762 827 829 831 rVB 86802 76177 1.77% 0.163%
32 11.922 841 843 846 rBvV2 50962 85313 1.98% 0.182%
33 12.002 848 850 852 rvv 631041 691176 16.05% 1.476%
34 12.082 856 857 861 rvB2 71042 103242 2.40% 0.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

3?22'6 i H1722-08 170TH-SB-28(0.5-2.5
ALS Vial : 23 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

35 12.173 862 865 867 rvB 57649 56762 1.32% 0.121%
36 12.253 869 872 874 rBvV2 52819 82500 1.92% 0.176%
37 12.516 892 895 897 rBv3 151792 182373 4.24% 0.389%
38 12.562 897 899 901 rvv 64368 84193 1.96% 0.180%
39 12.608 901 903 906 rVB3 31469 45821 1.06% 0.098%

40 12.688 908 910 911 rBV 509572 681891 15.84% 1.456%

41 12.711 911 912 917 rVvV 649064 642076 14.91% 1.371%
42 12.779 917 918 925 rVvB3 230788 401075 9.32% 0.856%
43 12.916 926 930 933 rvv 316550 475277 11.04% 1.015%
44 13.065 940 943 945 rVvB 3372812 3951265 91.77% 8.437%

45 13.236 955 958 960 rBV 43049 76410 1.77% 0.163%
46 13.305 960 964 966 rvv2 39613 78374 1.82% 0.167%
47 13.339 966 967 971 rVB3 42703 78550 1.82% 0.168%
48 13.614 989 991 997 rVB7 26561 61448 1.43% 0.131%
49 13.739 1000 1002 1005 rVB 26839 44280 1.03% 0.095%
50 13.854 1010 1012 1014 rBVZ2 30709 46048 1.07% 0.098%

51 13.956 1019 1021 1025 rVB 202293 324251 7.53% 0.692%
52 14.105 1030 1034 1040 rBV2 893638 1299182 30.18% 2.774%

53 14.585 1073 1076 1078 rBV 45487 72067 1.67% 0.154%
54 14.859 1098 1100 1104 rBV 130569 170569 3.96% 0.364%
55 14.962 1107 1109 1111 rVB 76716 76957 1.79% 0.164%
56 15.031 1113 1115 1118 rVB2 30246 48861 1.13% 0.104%
57 15.145 1122 1125 1130 rBV 127102 254662 5.91% 0.544%
58 15.225 1130 1132 1133 rBV 42619 52592 1.22% 0.112%

59 15.442 1149 1151 1154 rVB 75864 105160 2.44% 0.225%
60 15.511 1154 1157 1160 rBV 89587 127196 2.95% 0.272%

61 15.568 1160 1162 1165 rBV 545519 812401 18.87% 1.735%

62 15.808 1180 1183 1185 rVB2 25199 43877 1.02% 0.094%
63 16.094 1206 1208 1216 rVB9 23821 71055 1.65% 0.152%
64 16.277 1222 1224 1231 rVB7 23211 72224 1.68% 0.154%
65 16.837 1270 1273 1280 rVB3 21721 61359 1.43% 0.131%

66 17.031 1286 1290 1295 rVB2 49027 112980 2.62% 0.241%
67 17.214 1303 1306 1309 rBv4 16725 46319 1.08% 0.099%
68 17.465 1325 1328 1336 rVB 45374 106926 2.48% 0.228%
69 17.625 1338 1342 1347 rBV5 35595 111860 2.60% 0.239%
70 18.654 1430 1432 1438 rVB7 15341 43743 1.02% 0.093%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 46833875
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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: BF085324.D
4000000 5.56

3000000 7.10 7.51

2000000

1000000 6.94

5.16

5 7.59
0 6.5 J 7.96
-—— 7 —— e P A

T
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: BF085324.D
4000000 9(30

L
T T T

13.06

3000000 10.78

2000000
9.99 11.48

1000000 9.70

10.41 5
19.42 9.91 10009 10.6;} 60'89 841 761 dboromers 1 1IBBBY 13.63.7¢

R e e L e e

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: BF085324.D
4000000

3000000

2000000

1000000

15.81 16.096.28 16.84L7.037.21 17.4¥7.63 18.65

0 e A o = e S e S R

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\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.16 6.02 ng 311869 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (5.156 min): BF085324.D (-248) (-) m/z 43.10 100.00%
43
59
5000
i Th o S50 ko
83 - : - :
o...,....,....,....','::..‘??.'rl,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 61.03%
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 I L I B
59 480 500 520 540
m/z 101.10 22 _47%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
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 16.41%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R e e A
43 4.80 5.00 5.20 5.40
m/z 41.05 9.11%
5000
101
oL 15 3 ] 50 6o g6
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\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 unknown6.71 Concentration Rank 1

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

6.71 81.09 ng 4203190 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 387 (6.710 min): BF085324.D (-384) (-) m/z 132.10 100.00%
132
5000 68
— e
40 54 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':.,..?‘.7,....,.'!..,.1.1:‘3.,...., b M7z 68.10 42.67%
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 A RAREE SR AL LA
6.40 6.60 6.80 7.00
78 m/z 134.10 32 .34%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 26 .65%
104
oL 14 27 37 4451 58 6 77 4997 | 15
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- e
132 6.40 6.60 6.80 7.00
m/z 69.10 17.07%
117
5000
39 91
51
S 730 T B N B SO | O |
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\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 Hexanoic acid, 2-ethyl- Concentration Rank 14

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

7.59 2.02 ng 148610 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 42
4 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 40
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 40

Abundance Scan 464 (7.590 min): BF085324.D (-461) (-) m/z 73.00 100.00%
7B
5000
41
101
Jﬂll | 7.20 7.40 7.60 7.80 8.00
ob—— Ml e m/z 88.10 79.96%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
A
5000 R L S LR
41 7.20 7.40 7.60 7.80 8.00
‘ 101 m/z 41.10 35.80%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
720 7.40 7.60 7.80 8.00
5000 71 m/z 57.10 34 .98%
0 109 135155173 214 242 272 294313 355
LI L (L ISULL UL SR SR B
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88 7.20 7.40 7.60 7.80 8.00
m/z 87.00 23.40%
5000
41
7
ol ..JHJ:E.. . — MRS UMM
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.41 2.44 ng 187378 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 80

Abundance Scan 711 (10.413 min): BF085324.D (-710) (-) m/z 57.10 100.00%

g7
43

5000

99 10.00 10.20 10.40 10.60 10.80

113127141155170

o m/z 43.10 69.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57
43
71
5000 85 L B B I
10. OO 10. 20 10. 40 10. 60 10 80
29 m/z 71.10 56.18%
015 ‘\ Il ﬂ9113127141155169 198
P T e e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 T T
71 10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 40.57%
29 141
. 9113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R R S
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 33.53%
71
5000
85
29 9
0 | L L Ly 3127141156169 282
e e e e e e e e e RN R SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.89 3.36 ng 273457 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 753 (10.893 min): BF085324.D (-750) (-) m/z 57.10 100.00%
57
71
43
5000
99 DA PN N SUNR A SN
113127141 155169 10.60 10.80 11.00 11.20
A I—— A L 3107 m/z 71.10 70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36157: Dodecane
43 57
71
5000 R B BRI SR SR
85 10 60 10 80 11. 00 11. 20
29 m/z 43.10 61.16%
I ‘ ‘ 99 1131271417 170
0 ,....‘,....,..“..,l...”,..:‘.,.‘...,.... e — R R R N RRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a3 SRR SR SURILE U
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 49 .31%

85
29 9
113127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane e
57 10.60 10.80 11.00 11.20
43 m/z 41.10 28.07%
71
5000 85
29 99
Ok e o 12T141155169183 212
R AR B e AR RARRaRazas eSS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 1-Tetradecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.69 5.61 ng 455546 Phenanthrene-d10 11.48
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 96
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Cyclododecane 168 C12H24 000294-62-2 93
5 2-Tetradecene, (E)- 196 C14H28 035953-53-8 91
Abundance Scan 823 (11.693 min): BF085324.D (-821) (-) m/z 55.10 100.00%
43
5000
125 167 11,40 1160 11.80 12.00
) I— 179 1% m/z 83.10 93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53618: 1-Tetradecene
43
69
so00] 29 83 R EamasntATS LA
97 11/40 11.60 11.80 12.00
111 m/z 69.10 87.87%
o \wﬂﬂwh%mmm 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55
41 69 83 T
11.40 11.60 11.80 12.00
5000 97 m/z 43.10 82.29%
29 111
o 125 139 153 168 196
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol A
43 5 11.40 11.60 11.80 12.00
69 &3 m/z 57.10 77.36%
97
5000
29 111
0 | 18 H ‘H ‘\ m 140 154 168 182 196 224
m/z--> 20 40 60 100 120 140 160 180 200 220 11,40 11.60 11.80 12.00

8270-BF030316.-M Thu Mar 10 15:49:47 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.00 8.50 ng 691176 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 850 (12.002 min): BF085324.D (-848) (-) m/z 73.10 100.00%
73
43 60
5000 129
11,60 11.80 12.00 12.20 12.40
Okl m/z 60.00 76.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 11.60 11.80 12.00 12.20 12.40
5727 213 m/z 43.10 72.76%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LSNP SRR DU I
11.60 11.80 12.00 12.20 12.40
5000 g 129 m/z 57.10 63.33%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #46617: Undecanoic acid R B e e RS
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.10 58.67%
50001 o9
129
143
Ll L ] T
0 “uu‘i‘}“u‘u”““‘ “l e — Se— —_ —
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\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 1-Heptadecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.52 2.24 ng 182373 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 93
2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 1-Pentadecanol 228 C15H320 000629-76-5 87
4 Cyclotetradecane 196 C14H28 000295-17-0 83
5 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 81
Abundance Scan 895 (12.516 min): BF085324.D (-892) (-) m/z 55.10 100.00%
9
Y9139 154 178 12.20 12.40 12,60 12.80
o} m/z 83.10 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92320: 1-Heptadecanol
43 55 69 83
97
5000 AR AU
111 12.20 12.40 12.60 12.80
125 m/z 69.10 90.40%
0 \M b \h L4 ) 139154168182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55
69 83 USSR BN SRR B
12.20 12.40 12.60 12.80
5000 97 m/z 57.10 86.47%
29 111
o 125 140 154 168 182 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75205: 1-Pentadecanol R A R RS
41 55 69 83 12.20 12.40 12.60 12.80
o7 m/z 43.10 84 .82%
5000 111
125
ol || B0sher 2 o
m/z--> 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.78 4.94 ng 401075 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 918 (12.779 min): BF085324.D (-917) (-) m/z 43.10 100.00%
43 57 73
5000
o7 129
202 ISR PN SN SUNRE B
115 | 143157171185 241 12.40 12.60 12.80 13.00
Obrrrrrrr i 222 A "m/z 73.05 94.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T8
5000 AR AR A R
2 nmnmnmnm
m/z 57.10 85.43%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 54 1240 12.60 12.80 13.00
5000 m/z 60.00 80.92%
129 -
115 214
21 il 101 152 185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.10 76.23%
5
5000 129
185 228
115
1 143 171
OHIIHHIIHIIIIT{ ]TH\ H‘ “.‘..l‘....‘luuu.‘..1.99.?:.[.3..‘......|....|... e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.99 ng 324251 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 1-Docosene 308 C22H44 001599-67-3 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1021 (13.956 min): BF085324.D (-1019) (-) m/z 57.10 100.00%
43 97 83

97

5000

:

13.60 13.80 14.00 14.20
m/z 83.10 82.65%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

5

5000

13,60 13.80 14.00 14.20
m/z 43.10 82.55%

29

126140154168182

238250266

210 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance M\_/JI\\/\AA
57
43 83 UV A A
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 74.26%
111
29

126140154169 196210 238 4o og3

H-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester LI L e e
57 13.60 13.80 14.00 14.20
43 83 g7 m/z 97.10  73.88%
29
o d 1#614015416815, 210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 9-Octadecenamide, (Z)- Concentration Rank 8

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

14.86 4.20 ng 170569 Perylene-di12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 74
2 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 59

001119-29-5 50
061338-98-5 47

4 Pentanamide, 4-methyl- 115 C6H13NO
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3

m/z 59.10 100.00%

Abundance Scan 1100 (14.859 min): BF085324.D (-1098) (-)

59

5000

.

14.60 14.80 15.00 15.20

138154

184 205 231 262 282

0! m/z 72.10 75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106876: 9-Octadecenamide, (2)- K
59
5000 43 U U DAL SR RN
14.60 14.80 15. 00 15. 20
m/z 55.10 50.51%
86 126 281
Obrrrrrrrtbr oo A0 194 188 03200238 204
m/z--> 2|0 4|0 60 80 100 120 140 160 180 200 220 240 260 280 300 32|O
Abundance
59
14.I60 14.|80 15.|00 15.|20
5000 m/z 41.10 31.78%

41

%

0
0 86 114 1472 170 195212 262278 304321
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #74439: Tetradecanamide A EEEamE B

59 14.60 14.80 15.00 15.20
m/z 69.10 30.79%

5000
43 297
97 128 134

PN A R A 7. T B AN [ E==tscssoduc s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14. 80 15. 00 15. 20

8270-BF030316.M Thu Mar 10 15:49:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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 unknownl7.63 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.75 ng 111860 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 22
2 Cyclopentanemethanol, 5-methyl-2._._. 290 C20H340 1000197-19-1 20
3 Norflurazon 303 C12H9CIF3N30 027314-13-2 11
4 4,7-Ethanoisobenzofuran-1,3-dion... 290 C16H1805 052918-81-7 11
5 Octanoic acid, hexyl ester 228 C14H2802 001117-55-1 11
Abundance Scan 1342 (17.625 min): BF085324.D (-1338) (-) m/z 43.10 100.00%
43 107
. 145 213
69 267
5000 1p1 231
124 9 303 329
28 ' 17.40 17.60 17.80 18.00
o} m/z 107 .05 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53402: 4-Hydroxy-4-(4,6-dimethylcyclohex-3-enyl)butan-2-one
43 95
67 120
5000 LI LU UL SULLN
138 17,40 17.60 17.80 18.00
0
‘ ‘ ‘ 160 178 m/z 95.10 74 .85%
0 ----.“‘--‘-‘.--‘--“‘-‘--1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 136
250 ' 17.40 17.60 17.80 18.00
5000 79 229 m/z 145.10 74.18%
41 247
119 177
o 17 129 201 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118972: Norflurazon A maE TS e S
145 17.40 17.60 17.80 18.00
m/z 57.10 70.97%
5000 303
102
o g 75 | 128 173 206 284_||
mz-> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 17,40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085324.D

Acq On : 10 Mar 2016 3:17

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 5.16 6.0 ng 311869 1 6.95 1036680 20.0
unknown6.71 6.71 81.1 ng 4203190 1 6.95 1036680 20.0
Hexanoic acid, 2-... 7.59 2.0 ng 148610 2 8.23 1474430 20.0
Tetradecane 10.41 2.4 ng 187378 3 9.99 1537400 20.0
Dodecane 10.89 3.4 ng 273457 4 11.48 1625390 20.0
1-Tetradecene 11.69 5.6 ng 455546 4 11.48 1625390 20.0
n-Hexadecanoic acid 12.00 8.5 ng 691176 4 11.48 1625390 20.0
1-Heptadecanol 12.52 2.2 ng 182373 4 11.48 1625390 20.0
Pentadecanoic acid 12.78 4.9 ng 401075 4 11.48 1625390 20.0
Dichloroacetic ac... 13.96 5.0 ng 324251 5 14.11 1299180 20.0
9-Octadecenamide, ... 14.86 4.2 ng 170569 6 15.57 812401 20.0
unknownl7.63 17.63 2.8 ng 111860 6 15.57 812401 20.0
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