LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 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-BF112316.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 1.755 3 6 9 rBV 4477514 5207186 88.65% 8.336%
2 1.904 17 19 41 rVB 2881520 5586226 95.10% 8.943%
3 2.178 41 43 49 rvVB 60035 120868 2.06% 0.193%
4 5.070 293 296 302 rBV 1267806 1986697 33.82% 3.180%
5 5.481 329 332 335 rBV 3723640 5461360 92.97% 8.743%
6 6.510 418 422 424 rBV 4913252 5874150 100.00% 9.404%
7 6.647 431 434 436 rBV 5320462 5129056 87.32% 8.211%
8 6.876 452 454 457 rBV 1413633 1272275 21.66% 2.037%
9 7.036 465 468 470 rBV 4361760 3813351 64.92% 6.105%
10 7.436 500 503 506 rBV 2333248 3422498 58.26% 5.479%
11 8.167 564 567 569 rBvV 1595189 1764926 30.05% 2.825%
12 8.876 627 629 631 rBV 116767 95511 1.63% 0.153%
13 9.242 658 661 664 rBVY 5519146 5157867 87.81% 8.257%
14 9.345 666 670 671 rBV 48624 67162 1.14% 0.108%
15 9.505 682 684 687 rBvV2 46644 65912 1.12% 0.106%
16 9.573 688 690 692 rBV 58776 73848 1.26% 0.118%

17 9.630 694 695 698 rvB 341831 333106 5.67% 0.533%
18 9.916 718 720 722 rBV 1943919 1783330 30.36% 2.855%
19 9.950 722 723 725 rVB 161985 121673 2.07% 0.195%
20 10.122 736 738 740 rBV 179376 144269 2.46% 0.231%

21 10.362 752 759 760 rBV2 75518 100069 1.70% 0.160%
22 10.465 766 768 770 rVB 145641 124037 2.11% 0.199%
23 10.705 786 789 792 rBV 3630036 3504088 59.65% 5.609%
24 10.831 798 800 805 rvB 103976 118845 2.02% 0.190%
25 11.196 831 832 835 rVB 56604 77154 1.31% 0.124%

26 11.402 847 850 851 rBV 1984495 1765602 30.06% 2.826%
27 11.471 854 856 858 rvB 144460 137807 2.35% 0.221%
28 11.939 895 897 899 rvv 286066 447110 7.61% 0.716%
29 12.008 902 903 908 rvB2 43434 74233 1.26% 0.119%
30 12.191 917 919 923 rVB2 36099 59554 1.01% 0.095%

31 12.614 953 956 957 rBV 161917 219007 3.73% 0.351%
32 12.716 963 965 972 rBV 153235 199072 3.39% 0.319%
33 12.831 972 975 977 rVB2 122693 178655 3.04% 0.286%
34 12.991 986 989 991 rVB 3718640 3844644 65.45% 6.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 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-BF112316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.882 1065 1067 1072 rBV 115699 143460 2.44% 0.230%
36 14.031 1077 1080 1085 rBV 1481893 1403207 23.89%% 2.246%
37 14.797 1145 1147 1154 rBV 527850 645842 10.99% 1.034%
38 14.899 1154 1156 1158 rVB 260178 262201 4._.46% 0.420%
39 15.060 1167 1170 1176 rVB 30540 67512 1.15% 0.108%
40 15.471 1203 1206 1209 rBVY 971895 1252145 21.32% 2.004%

41 19.037 1509 1518 1530 rVB6 52703 361825 6.16% 0.579%

Sum of corrected areas: 62467340
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF112316\

BF091293.D

23 Nov 2016 23:43

UM/SsJ

H5740-09

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

.76

4000000

3000000

2000000

1000000

1.90

TIC: BF091293.D

6.51

5.48

5.07 6.88

2.18

7.04

7.44

0

Time-->

2.00

5.50

4.00

T s
2.50

3.00

T T
3.50 4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF091293.D
24

10.70

9.92 11.40

11.94
TB2.01219  12B27Z83

9.63
1950.12 46 47
8.88 9.30 867 o< 10 1083 11.20

12.99

0
Time-->

12.50

12.00

10.50 11.00

9.00

9.50 10.00 11.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

13.88

TIC: BF091293.D

14.03
15.47

19.04

Time-->

17.00 17.50

18.00

18.50

14.00 14.50 19.

15.00 16.50

00

8270-BF112316.

M Sat Nov 26 06:21:16 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 unknownl.76 Concentration Rank 2

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

1.76 81.86 ng 5207190 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 23
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 17
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 6 (1.755 min): BF091293.D (-3) (-) m/z 73.10 100.00%
73
43
5000
89
I
55 1.80 1.90 2.00 2.10 2.20
O S8 L R0 67 | Tmjz 43.05  71.45%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 U AR U A AN L
1.80 1.90 2.00 2.10 2.20
31 89 m/z 89.10 30.92%
T "|"2'¢'|"'3$ “4?|'“?Z|' LB S UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43 B
30 180 1.90 200 2.10 2.20
5000 58 m/z 41.05 13.66%
15
L SRR SR SN LA UL SRR SUELLELN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2101: Propane, 2-methoxy-2-methyl-
73 1.80 1.90 2.00 2.10 2.20
m/z 45.10 10.49%
5000
57
29
"I'}é'l'”'l""l'”'?{'"P"'I"”I""I”"I RS IR U A U U
m/z--> 10 20 30 50 60 70 80 90 1.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 31.23 ng 1986700 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 296 (5.070 min): BF091293.D (-293) (-) m/z 43.00 100.00%
43
59
5000
101 T ARD END Ebg Eug
4.80 5.00 5.20 5.40
36,1 51 69 83
e 30l STl 6o B | "W/z 59.00 53.18%
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 LR L L IS I
59 480 5.00 520 540
m/z 58.00 15.77%
31 101
'W'“'P”Tﬂ'”ﬂ'”I”“I”'W'”'fi'ﬁa'“'”l”'ﬁ”'ﬂ'”ﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 101.10 12.97%
31
69 87
15 51 98
mmmmwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
50 4.80 5.00 5.20 5.40
m/z 41.10 8.65%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'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\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 unknown6.65 Concentration Rank 3

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

6.65 80.63 ng 5129060 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 434 (6.647 min): BF091293.D (-431) (-) m/z 132.00 100.00%
32
5000 68
— e —
75 104 6.40 6.60 6.80 7.00
.,....,....'!'!.‘.‘.7," .6:1!'.'.|,..':~.,..?‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 48.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U IS A I
6.40 6.60 6.80 7.00
78 m/z 134.00 33.14%
31 g il
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 32.91%
33 44 g7 105
51 60 0 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE — e
132 6.40 6.60 6.80 7.00
m/z 69.10 19.76%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
m/z--> 20 30 40 50 60 70 8 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\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.94 5.06 ng 447110 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 18
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 15
4 Decane 142 C10H22 000124-18-5 11
5 Undecane 156 Cl11H24 001120-21-4 11
Abundance Scan 897 (11.939 min): BF091293.D (-895) (-) m/z 43.10 100.00%

43 73
. T %_L/L
213
143157171185199 256 11.60 11.80 12.00 12.20

m/z 60.00 97 .13%

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

21 m/z 73.00 91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
11.60 11.80 12.00 12.20
0
5000 71 85 129 m/z 57.05 86.71%
29
56 100 144
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #124061: Acetic acid, octadecy! ester e EAREamEE AR e
43 11.60 11.80 12.00 12.20
m/z 55.10 84.37%
5000 .
83 97
29 0 111
125
| 139153 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 unknownl2.72 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.84 ng 199072 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol acetate 270 C17H3402 000629-58-3 15
2 Trichloroacetic acid, 3-tetradec... 358 C16H29C1302 1000282-06-7 11
3 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 11
4 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 11
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 11
Abundance Scan 965 (12.716 min): BF091293.D (-963) (-) m/z 43.10 100.00%
a3

57 73

5000

:

12.40 12.60 12.80 13.00
m/z 55.10 76.60%

241

143157171185199213227 255 284

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100689: 1-Pentadecanol acetate
43
5000 e
ol 83, 12.40 12.60 12.80 13.00
11 210 m/z 57.05 76.41%

1
L | 125139154168182195 | 208 255270
el

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

41

:

55 12.40 12.60 12.80 13.00
5000 o7 69 m/z 60.00 75.48%

83 g7
1

11 196
125147 168

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

Abundance #134521: Bromoacetic acid, tetradecyl ester A BAREE TR L
43 12.40 12.60 12.80 13.00
m/z 73.00 70.14%
5000
29
S
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\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 1,2-Octadecanediol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.04 ng 143460 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Octadecanediol 286 C18H3802 020294-76-2 90
2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
3 Cycloeicosane 280 C20H40 000296-56-0 87
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
5 1-Octadecanol 270 C18H380 000112-92-5 87

Abundance Scan 1067 (13.882 min): BF091293.D (-1065) (-) m/z 57.05 100.00%

43 37

83 g7

5000

5

111 230 LI I o B e o o e I e
125
139153 175 200 281 13.60 13.80 14.00 14.20

m/z 55.10 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110004: 1,2-Octadecanediol
43 57

83

5

97

5000 LANLENLEN LI L L BN L (LI
13.60 13.80 14.00 14.20
29 195 m/z 43.05 82.63%
| “ | 139154168182 207 224 255 281
b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 g3 e
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 59.13%
29 111
125
141 166180196 222 269
wﬁmﬁwwﬁmﬁwﬁmﬁwﬁrﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106397: Cycloeicosane e S
55 13.60 13.80 14.00 14.20
Tl e 83 m/z 69.10 55.36%
97
5000
2 125
+ b 139153 168182196210224238252 280
L S AAA A 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

8270-BF112316.M Sat Nov 26 06:21:22 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 9-Octadecenamide, (Z)- Concentration Rank 6

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

14.80 10.32 ng 645842 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 72

000638-58-4 72
1000163-86-1 59

227 C14H29NO
15-bromo- 319 C15H30BrNO

4 Tetradecanamide
5 Pentadecanamide,

Abundance Scan 1147 (14.797 min): BF091293.D (-1145) (-) m/z 59.00 100.00%

5000

e

14.40 14.60 14.80 15.00 15.20
m/z 72.00 53.95%

0 126 154970 193 221240

277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)- A
59
5000 LN R IR NN
14. 40 14 60 14. 80 15. 00 15. 20
41 m/z 55.05 53.90%
ey L L Maeise 1o oo 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
a1 14.|40 14.|60 14.|80 15.|00 15.|20
5000 m/z 41.05 33.07%
137
8 112

154 103 221240 277294 320337
Twwmmmwwrrwwwwwwrrmrrwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #91513: Hexadecanamide T I e
59 14.40 14.60 14.80 15.00 15.20
m/z 43.10 32.93%
B L/L
4
! 1 i 8 114 JLa2_170 195212 233255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Squalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.90 4.19ng 262201  Perylene-di2 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 007683-64-9 91

2,6,10,14,18,22-Tetracosahexaene... 410 C30H50

,6,10,14-Hexadecatetraenoic aci...

2

32

4 2,6-0Octad
51

332 C22H3602

000111-02-4 91
024035-35-6 72

iene, 2,6-dimethyl- 138 C10H18 002792-39-4 50
,b-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 49
Abundance Scan 1156 (14.899 min): BF091293.D (-1154) (-) m/z 69.10 100.00%
69
5000
41
l 9||5 7 6s 203 931283 it 14.60 14.80 15.00 15.20
S TN 1 =Y 0 L S B £ L M. S m/z 81.10 53.08%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 Tri[rrrrrrrrrrrrrrrrj
14.60 14.80 15.00 15.20
41 137 m/z 41.10 32.41%
95
L 16 163 191 217 245 273 299 341367 410
T e e A
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69
I e
14.60 14.80 15.00 15.20
5000 " m/z 95.10 14 .88%
9% 137
15 161 191 231 273299 341367 410
L e e e T e e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... T B
69 14.60 14.80 15.00 15.20
m/z 68.05 12.32%
5000
41
136
TNy M\ \} 161 199 215236 263287 332
A i TR P S e e
mz-> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 [1,1"-Biphenyl]-4-carboxyli... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.04 5.78 ng 361825 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,1"-Biphenyl]-4-carboxylic aci... 285 C16H15N04 053366-26-0 64
2 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 53
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 43
4 1-Octadecanethiol 286 C18H38S 002885-00-9 38
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 35
Abundance Scan 1518 (19.037 min): BF091293.D (-1509) (-) m/z 57.10 100.00%

285
5000

.

18.80 19.00 19.20 19.40

143163 185 208 350
m/z 43.10 79.18%

AR SR SRR DA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109274: [1,1'-Biphenyl]-4-carboxylic acid, 4'-methoxy-2--...
237 285
5000 255 18.80 19.00 19.20 19.40
139 211 m/z 285.30 64.37%
108 ‘\‘ ‘ ‘ |
m/z--> 20 4IO 6IO 8I0 100 120 140 160 180 200 220 240 260 280 3(I)O 32IO 3210 !
Abundance
57
i\
83 UL SN SV SULIULE I
18.80 19.00 19.20 19.40
5000 11 m/z 71.00 43.69%
29

139
167 196 224 553271589307305

B R L L L R L L R I L R L R RN R RN ER R R Ra R ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

S

Abundance #83804: 1-Decanol, 2-hexyl- T
57 18.80 19.00 19.20 19.40
m/z 97.10 41 .36%
5000
29 85
111
Wl g 139 196 224
T R mmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 80 19. 00 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091293.D

Acq On : 23 Nov 2016 23:43

Operator : UM/SJ

Sample : H5740-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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]
unknownl.76 1.76 81.9 ng 5207190 1 6.88 1272280 20.0
2-Pentanone, 4-hy... 5.07 31.2 ng 1986700 1 6.88 1272280 20.0
unknown6 .65 6.65 80.6 ng 5129060 1 6.88 1272280 20.0
n-Hexadecanoic acid 11.94 5.1 ng 447110 4 11.40 1765600 20.0
unknownl2.72 12.72 2.8 ng 199072 5 14.03 1403210 20.0
1,2-Octadecanediol 13.88 2.0 ng 143460 5 14.03 1403210 20.0
9-Octadecenamide, ... 14.80 10.3 ng 645842 6 15.47 1252150 20.0
Squalene 14.90 4.2 ng 262201 6 15.47 1252150 20.0
[1,1"-Biphenyl]-4... 19.04 5.8 ng 361825 6 15.47 1252150 20.0

8270-BF112316.M Sat Nov 26 06:21:25 2016 Page: 13



