LSC Area Percent Report

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

Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

3?22'6 i H1722-02 170TH-SB-34(0.5-2.0
ALS Vial : 20 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 5.167 249 252 257 rBV 223979 353808 6.89% 0.716%
2 5.556 283 286 289 rBV 3721055 4296275 83.68% 8.700%
3 6.573 372 375 378 rBV 3518302 4493945 87.53% 9.100%
4 6.710 384 387 390 rBV 3565117 4952968 96.47% 10.030%
5 6.939 405 407 410 rBVY 863235 1026297 19.99% 2.078%
6 7.099 419 421 424 rVB 3253978 3658781 71.26% 7.409%
7 7.510 453 457 459 rBV 3024809 3368143 65.60% 6.820%
8 7.590 459 464 467 rVB 96047 140422 2.73% 0.284%
9 7.945 494 495 500 rvB2 41773 58574 1.14% 0.119%
10 8.230 517 520 522 rBV 1649566 1505675 29.33% 3.049%

11 9.305 611 614 617 rBV 4291297 5134410 100.00% 10.397%
12 9.419 622 624 626 rvV 111019 95875 1.87% 0.194%
13 9.705 646 649 650 rBv 847126 1043363 20.32% 2.113%
14 9.911 665 667 669 rvB 82619 102853 2.00% 0.208%
15 9.991 671 674 676 rVB 1438547 1621307 31.58% 3.283%

16 10.413 710 711 713 rVB 158559 138790 2.70% 0.281%
17 10.631 728 730 734 rBV 50307 95630 1.86% 0.194%
18 10.779 740 743 745 rBV 3326882 3504519 68.26% 7.097%
19 10.894 751 753 759 rvVB 131094 216801 4.22% 0.439%
20 11.088 767 770 772 rBV3 24126 55571 1.08% 0.113%

21 11.339 788 792 793 rBV 119295 126507 2.46% 0.256%
22 11.476 801 804 805 rBV 1438358 1727779 33.65% 3.499%
23 11.499 805 806 807 rvv 112482 85902 1.67% 0.174%
24 11.545 807 810 812 rvVvB2 56159 100957 1.97% 0.204%
25 11.694 821 823 827 rBV 780044 734409 14 .30% 1.487%

26 11.762 827 829 831 rVB 75597 70076 1.36% 0.142%
27 12.002 848 850 852 rBvV 163526 242427 4.72% 0.491%
28 12.082 855 857 863 rvB 37340 51606 1.01% 0.105%
29 12.254 870 872 877 rVB2 52637 99884 1.95% 0.202%

30 12.517 892 895 898 rBvV 994104 1137202 22.15% 2.303%

31 12.562 898 899 901 rvB 51200 52738 1.03% 0.107%
32 12.677 908 909 911 rBV 162372 227360 4.43% 0.460%
33 12.779 916 918 922 rBV 157783 180417 3.51% 0.365%
34 12.905 925 929 936 rBV3 144526 342988 6.68% 0.695%

8270-BF030316.M Thu Mar 10 15:48:22 2016 Page: 1



LSC Area Percent Report

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

Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

3?22'6 i H1722-02 170TH-SB-34(0.5-2.0
ALS Vial : 20 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 13.065 940 943 945 rVB 4200626 4666865 90.89% 9.450%

36 13.282 959 962 966 rvB2 39287 68935 1.34% 0.140%
37 13.499 980 981 985 rVvB3 104405 193088 3.76% 0.391%
38 13.957 1019 1021 1028 rVvVv 119125 193917 3.78% 0.393%
39 14.105 1030 1034 1040 rVB 1027746 1265221 24.64% 2.562%
40 14.585 1073 1076 1078 rBV2 26492 54353 1.06% 0.110%

41 14.860 1098 1100 1104 rBV 152702 200080 3.90% 0.405%
42 14.963 1106 1109 1112 rVB 101777 124992 2.43% 0.253%
43 15.145 1122 1125 1129 rVB 52775 108105 2.11% 0.219%
44 15.225 1129 1132 1134 rBVY 65768 92646 1.80% 0.188%
45 15.568 1159 1162 1165 rBVY 518119 727521 14.17% 1.473%

46 16.540 1237 1247 1256 rBV4 45574 277709 5.41% 0.562%

47 17.020 1286 1289 1295 rBvV2 20807 55630 1.08% 0.113%

48 17.466 1325 1328 1334 rVB 23925 55641 1.08% 0.113%

49 17.626 1339 1342 1347 rVV5 28870 104134 2.03% 0.211%

50 17.706 1347 1349 1356 rVB5 28334 68885 1.34% 0.139%

51 18.437 1409 1413 1421 rBV6 19891 81231 1.58% 0.164%
Sum of corrected areas: 49383212
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030916\

BF085321.D

10 Mar 2016 1:52

UM/SsJ

H1722-02

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF085321.D

5.56

5.17

A

{

6.5P.71

7.10

6.94

7.51

7.59
A 7.94

Ot
Time-->

2.50

3.00

3.50

4.00

4.50

T T
5.00 5.50

Abundance

4000000

3000000

2000000

1000000

6.00
TIC: BF085321.D

9|30

10.78

9.99 11.48

9.70 11.69

£8511.76 12 %2 25

9.

10.41 3Jlo.s 11.
{9.42 9*110.631%8%1.09

12.52

5

18.91

13.2813.50

0
Time-->

10.50 11.00

9.50

10.00

11.50 12.00

T
8.50 9.00

12.50

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

13.96

TIC: BF085321.D

14.11

15.57

16.54 17.02

14,50 14809451553 17.47718371

18.44

0
Time-->

14.00

17.50 18.00

16.50 17.00

14.50

15.00 15.50 16.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 6

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

5.17 6.89 ng 353808 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 252 (5.167 min): BF085321.D (-249) (-) m/z 43.05 100.00%
a3
59
5000
101 S I N
480 5.00 520 5.40 5.60
Lyl 51, | 8.3 . 0
) R R SR AN AR AR RARRA RARAN AARAN LA SALSS SRS RARRY m/z 59.10 59.67%
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 R R UL L
59 4.80 5.00 520 5.40 5.60
m/z 101.10 23.23%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.67%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one R R A T
43 480 5.00 520 5.40 5.60
m/z 41.10 8.94%
5000
55
0 20| | esm 8 98 3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 96.52 ng 4952970 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 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.710 min): BF085321.D (-384) (-) m/z 132.10 100.00%
32
5000 68
40 | 75 % ‘ 640 6.60 680 7.00
54 104 : : . .
O 282 o2l 2 e | W oms W n/z 68.10 42.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RN SR AR LA
6.40 6.60 6.80 7.00
78 m/z 134.10 32.62%
31 38 4, 51
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 26.95%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- e
132 6.40 6.60 6.80 7.00
m/z 69.10 17.10%
5000
6 104
39 51 | 7 90 117
OH'W'“”H'“P“'wlM'V“ml“'ﬂ““'wu“l“”w'“'”t“l“' IS RRAE SR AL LA
m/z--> 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 : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.89 2.51 ng 216801 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 753 (10.894 min): BF085321.D (-751) (-) m/z 57.10 100.00%

g7
71

5000

10.60 10.80 11.00 11.20

99
113127141 155169183

0 m/z 71.10 74 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane
43 57
71
5000 LA L L L L L L LB
29 85 10 60 10 80 11. 00 11. 20
m/z 43.10 62.03%
| R ——
P T P R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R A REEEE RS R
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 47.75%
85
29 9
0 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane B L o e
57 10.60 10.80 11.00 11.20
43 m/z 41.10 28.06%
71
5000 85
29 99
0 ‘ h Ll \‘ 1%3127141155169183197211 240
”w.”q.”q.”q”.w”..”..”..”..”..”..”..”.w”.q” R RS R
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 : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 Cyclotetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.69 8.50 ng 734409 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene, (E)- 196 C14H28 035953-53-8 96
3 Cyclododecane 168 C12H24 000294-62-2 91
4 1-Pentadecanol 228 C15H320 000629-76-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 823 (11.694 min): BF085321.D (-821) (-) m/z 55.10 100.00%
43 % 6
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
125 11.40 11.60 11.80 12.00

o 140 154 167 179 196207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53621: Cyclotetradecane
41 55

m/z 83.10 96 .09%

[e2]

©
(o]
w

5000 29 97 11.40 11.60 11.80 12.00
111 m/z 69.10 92.72%
I = I~
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'-

41
11.40 11.60 11.80 12.00
5000 29 69 m/z 43.10 83.24%
8 o
111
ol 15 125 140 153 168 181 1°°
e L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34706: Cyclododecane R s e
5 g9 11.40 11.60 11.80 12.00
41 83 m/z 57.05 78.82%
5000 o7
29 111
| \ LT
olts [l Il e Y ey
miz--> 20 40 60 140 160 180 200 1140 1160 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.81 ng 242427 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46
Abundance Scan 850 (12.002 min): BF085321.D (-848) (-) m/z 73.10 100.00%
73
43 60
5000 129 192

157171 256
43 11.60 11.80 12.00 12.20 12.40

01 m/z 60.10 71.08%
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 ------------------

11.60 11.80 12,00 12.20 12.40
m/z 43.10 68.84%

157171 213
|||||||||||| | HH‘ MH . H‘\ |“|‘||14‘|.3||||||||?‘?|5|]:9|9|||‘||2|2|7|?4|.9”:‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73 l \ A

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
11.60 11.80 12.00 12.20 12.40

129

o

5000 m/z 57.10 62 .54%
29
129
g7 115 171 214
101 143157 | 185,99

o NERARY W11 L S A .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid [ R
60 78 11. 60 11. 80 12. 00 12 20 12. 40

m/z 55.10 59.03%

43
5000 12
29 . 185 228
9 115 | 143...171 ‘
,”..,....P.T Lyl L 199213

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.52 13.16 ng 1137200 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 99
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
Abundance Scan 895 (12.517 min): BF085321.D (-892) (-) m/z 83.10 100.00%

5000

—

125 L e e e RRMEamE
139 154 165 191 206 224 257 12.20 12.40 12.60 12.80

0! m/z 55.10 89.43%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-
55
43
69 oo
12.20 12.40 12.60 12.80
29 111 m/z 69.10 87.63%
0 \‘ 1| h‘ 1 | | %5139 154168181 105 224 252
R o T P R PR e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55 5o 83
97
12.20 12.40 12.60 12.80
5000 111 m/z 97.10 83.85%
29 125
139153167 182 106009 224 252
O e T T T T T T T T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane B e AN B e
41 5B 83 12.20 12.40 12.60 12.80
69 m/z 57.10 78.78%
97
5000
29 111
ol ‘ ‘\ | 139158167181 106 224
l|llll|llll |lll| |llll|llll|llll|llll|llll| _l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—r
miz--> 20 40 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 : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 17
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.09 ng 180417 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Heptacosane 380 C27H56 000593-49-7 11
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 11
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 918 (12.779 min): BF085321.D (-916) (-) m/z 73.05 100.00%

5000

.

12.40 12.60 12.80 13.00
o’ m/z 43.10 85.60%

m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43 |73

5000
242 12.40 12.60 12.80 13.00
129 0
m/z 57.10 80.42%

‘ 97 ‘ 199
ol .‘. Mlu‘u .““H.“h‘l‘ .”“.‘. Iﬂ|52|1|?1|\| ‘I |2|23| "I ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

43 12.40 12.60 12.80 13.00

5000 m/z 60.10 80.35%
129
185 228
97
166
ol bbbl Lyl
m/z--> 50 100 150 200 250 300 350

Abundance #151555: Heptacosane R A maa e

57 12.40 12.60 12.80 13.00

m/z 55.10 70.18%

5000 85
2 113 14
ol b g | 169 197 225 253 281 309 337 380
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_‘

m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 4,8,12,16-Tetramethylheptad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.05 ng 193088 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 64
2 4,8,12-Trimethyltridecan-4-olide 254 C16H3002 220904-24-5 50
3 Hexanoic acid, 2-tetradecyl ester 312 C20H4002 055193-21-0 50
4 Hexanoic acid, 2-tridecyl ester 298 C19H3802 055193-20-9 47
5 Allyl IlIsothiocyanate 99 C4H5NS 000057-06-7 43

Abundance Scan 981 (13.499 min): BF085321.D (-980) (-) m/z 99.10 100.00%

9%

5000 43 gg

13.20 13.40 13.60 13.80

153169 191208 234

0! m/z 43.10 47 .89%
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 LN L L L L N L |
13.20 13.40 13.60 13.80
69 m/z 55.10 47 .41%
0 L ‘ | M ‘L 151167184 203 221 254 306 324
P T T e e I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
e A REAmE R S
13.20 13.40 13.60 13.80
5000 23 m/z 69.10 41 .61%
69
o 126 151167184200 221 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124090: Hexanoic acid, 2-tetradecy! ester e A REAmE R S
4 99 13.20 13.40 13.60 13.80
m/z 57.10 41 .10%
5000 -
2 117
196
0 143 168 212
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 Heptafluorobutanoic acid, h... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.96 3.07 ng 193917 Chrysene-d12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 83

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 76

Abundance Scan 1021 (13.957 min): BF085321.D (-1019) (-) m/z 57.10 100.00%

5000

13.60 13.80 14.00 14.20
m/z 43.10 73.77%

139154, 202

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester

5000

1360 13.80 14.00 14.20
m/z 83.10 70.54%

125 -
139154169 196210 265 283

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R B
71 13.60 13.80 14.00 14.20
5000 97 m/z 71.10 65.50%
29 111125
ol 15 1391541685191, 227 554
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester AR B S
43 57 13.60 13.80 14.00 14.20

m/z 97.10 62.08%

5000

111
125140154169 195210204 252

Ol bl S

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 : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.86 5.50 ng 200080 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 80
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Nonanamide 157 C9H19NO 001120-07-6 47
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 47

Abundance Scan 1100 (14.860 min): BF085321.D (-1098) (-) m/z 59.10 100.00%

o

5000
97 11126 4160 14180 15,00 1520
149166 184 207221 249 283 : : : :
0 m/z 72.10 72.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LI I L L L L L LB
14.60 14.80 15.00 15.20
41 m/z 55.10 52.11%
o2 | ) % 98118 1sayzoianc 220 2 264 %O
S 1 A 0 Y T e -0 e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
AR oo
14.60 14.80 15.00 15.20
5000 m/z 43.10 33.79%
43
o 29 86 100114128142156170184198212226240255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108158: Octadecanamide R B A B
59 14.60 14.80 15.00 15.20
m/z 41.10 33.34%
5000
43
o 529 4 BB o8 1%4128142156170184198212226240254268283
SN T | S0 O M v T, C2 S LB s 22 L AR a B a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Library Search

= Z:\HPCHEMI\BNA_F\DATA\BF030916\
: BF085321.D

: 10 Mar 2016 1:52

: UM/SJ

: H1722-02

20 Sample Multiplier: 1

Compound Report

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

Quant Title : 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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.96 3.44 ng 124992 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Squalene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
4 2,6,10,14,18-Pentamethyl-2,6,10, ... 342 C25H42 075581-03-2 78
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72

Abundance Scan 1109 (14.963 min): BF085321.D (-1106) (-) m/z 69.10 100.00%
69
e ka/L .
41 95 LA L L L I B
137 14.60 14.80 15.00 15.20
175 203 231254 282 : ; = :
o ddd Ly by o203 220 282 e G 5388
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69 ’
5000 LA L L L L L L L LB B
41 14.60 14.80 15.00 15.20
95 137 m/z 41.10 18.85%
0 15 fifl “\ ‘\ H\ h‘\‘ H \“ u‘| \‘1§1M1?1\ 231 273 299 341 367 410
i T e e e e e e
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69
o B e o
14.60 14.80 15.00 15.20
5000 41 m/z 95.10 16.41%
% 137
0 161 191 217 273299 341367 410
e e o e B e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T
69 14.60 14.80 15.00 15.20
a1 m/z 68.10 11.74%
5000
95 123 149
0 .N.Uﬂ.imﬂ,nﬂ.n\.%fﬁ S — MR/ Bt
mz-> 0 50 100 150 200 250 300 350 400 1460 1480 15.00 15.20

8270-BF030316.-M Thu Mar

10 15:48:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.23 2.55 ng 92646 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 1132 (15.225 min): BF085321.D (-1129) (-) m/z 57.10 100.00%
57
85
5000
113 LN SN SUN B
l 1 “ | J141 169 211 239 268 15.00 15.20 15.40 15.60
Ot b o m/z 71.10 77 .72%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #99476: Nonadecane
57
85
5000 LRI AL BURRL DU B
15.00 15.20 15.40 15.60
29 m/z 85.10 61.38%
0 | \“ i HH\ \H\ \\‘1%3\14‘.1 169 197 268
miz--> 0 §o 160 1éo 260 2%0 360 3%0 460
Abundance
57
"' 15.00 15.20 15.40 15.60
5000 85 m/z 43.10 50.78%
. 113 141 182 211 252 281 308 337 AMW\\
miz--> 0 §o 160 1%0 260 2%0 360 3%0 460
Abundance #167078: Tetratriacontane Al BT S S
57 15.00 15.20 15.40 15.60
m/z 99.10 23.48%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
miz--> 0 §o 160 1éo 260 250 360 3%0 460 15.00 15.20 15.40 15.60
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5

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

16.54 7.63 ng 277709 Perylene-di12 15.57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 47
4 Benzoic acid, 4-(3,4-dihydro-2,4... 361 C20H15N304 317326-96-8 35
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 35

Abundance Scan 1247 (16.540 min): BF085321.D (-1237) (-) ; m/z 360.20 100.00%
360
152
5000
179
57 e B T e
%l]$w¢y| | ﬂ52?%1 mmmmmmmm
SN AFF YV HE 2. NI SR Y AT 'R i —— m/z 152.10 52.64%
miz--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360
5000 ||||||||||||||||||||
152 16.20 16.40 16.60 16.80
47 7 179 m/z 361.20 30.79%
127 ‘
SN T o P D 7 S
miz--> 50 100 150 200 250 300 350
Abundance
360
e
16.20 16.40 16.60 16.80
5000 m/z 179.10 28.82%
207
332
180
oL15 39 67 93 123 153 205 257 285 314
e A
miz--> 50 100 150 200 250 300 350
Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360 16.20 16.40 16.60 16.80
m/z 359.20 22.27%
5000
158 180
0 44 71 96115 138 .|| 214 240258 283 316 342
e S S S e e
miz--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80

8270-BF030316.M Thu Mar 10 15:48:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 unknownl8.44 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.44 2.23 ng 81231 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 2,3,4,5-tet... 190 Cl1l4H22 1000161-28-7 46
2 Methoxyacetic acid, 2-adamantyl ... 224 C13H2003 1000282-98-5 22
3 Benzenamine, 2,4,6-trimethyl- 135 C9H13N 000088-05-1 14
4 Methoxyacetic acid, 2-(l-adamant... 252 C15H2403 1000282-98-7 14
5 1,5-Cycloundecadiene, 9-(l1-methy... 190 C14H22 062338-55-0 11
Abundance Scan 1413 (18.437 min): BF085321.D (-1409) (-) m/z 189.20 100.00%
9

5000

18.20 18.40 18.60 18.80

0 m/z 135.10 86.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49332: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent...
135
121
41 107
5000 LA L L L L L
. o1 175190 18.20 18.40 18.60 18.80
5 77 149 m/z 81.10 73.86%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
o3 R Al Baa TS B s
79 18.20 18.40 18.60 18.80
5000 m/z 107.10 66.90%
45
107
0 29 65 120 | 149 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15075: Benzenamine, 2,4,6-trimethyl- A Baa TS e
135 18.20 18.40 18.60 18.80
120 m/z 68.10 65.81%
5000
91
o 3953 777 107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80

8270-BF030316.M Thu Mar 10 15:48:36 2016 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085321.D

Acq On : 10 Mar 2016 1:52

Operator : UM/SJ

Sample : H1722-02

Misc :

ALS Vial : 20 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... 5.17 6.9 ng 353808 1 6.94 1026300 20.0
unknown6.71 6.71 96.5 ng 4952970 1 6.94 1026300 20.0
Tridecane 10.89 2.5 ng 216801 4 11.48 1727780 20.0
Cyclotetradecane 11.69 8.5 ng 734409 4 11.48 1727780 20.0
n-Hexadecanoic acid 12.00 2.8 ng 242427 4 11.48 1727780 20.0
5-Octadecene, (E)- 12.52 13.2 ng 1137200 4 11.48 1727780 20.0
Pentadecanoic acid 12.78 2.1 ng 180417 4 11.48 1727780 20.0
4,8,12,16-Tetrame... 13.50 3.0 ng 193088 5 14.11 1265220 20.0
Heptafluorobutano... 13.96 3.1 ng 193917 5 14.11 1265220 20.0
9-Octadecenamide, ... 14.86 5.5 ng 200080 6 15.57 727521 20.0
2,6,10,14,18,22-T... 14.96 3.4 ng 124992 6 15.57 727521 20.0
Nonadecane 15.23 2.5 ng 92646 6 15.57 727521 20.0
Dibenzylidene 4,4... 16.54 7.6 ng 277709 6 15.57 727521 20.0
unknownl18.44 18.44 2.2 ng 81231 6 15.57 727521 20.0
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