LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acq On : 19 Mar 2016 11:41 Instrument :
Operator : UM/SJ BNA_F

Sample - H1804-07 ClientSampleld :
Misc - TRACK-D-GRID-9A
ALS Vial : 32 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-BF031816.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 5.064 241 243 249 rVB 52224 77325 1.85% 0.195%
2 5.453 274 277 280 rBV 2705344 3554296 84.91% 8.969%
3 6.493 364 368 370 rBV 2963871 4033708 96.37% 10.179%
4 6.619 376 379 382 rBV 2997672 3591318 85.80% 9.062%
5 6.847 397 399 402 rBVY 656055 735040 17.56% 1.855%
6 7.007 410 413 416 rBV 2809275 2868698 68.53% 7.239%
7 7.270 434 436 443 rVB 36445 48504 1.16% 0.122%
8 7.419 446 449 451 rBV 2285243 2411439 57.61% 6.085%
9 7.510 455 457 465 rVB 46907 66630 1.59% 0.168%
10 8.139 509 512 513 rBV 1067193 1003603 23.98% 2.532%
11 8.162 513 514 516 rVB 92066 65587 1.57% 0.166%

12 9.213 603 606 609 rBV 3656999 4153551 99.23% 10.481%
13 9.613 638 641 642 rBvY 403201 5565556 13.27% 1.402%
14 9.887 663 665 668 rBY 1069942 997747 23.84% 2.518%

15 10.322 699 703 705 rBvV2 64189 77185 1.84% 0.195%
16 10.436 711 713 716 rVB 48210 45219 1.08% 0.114%
17 10.676 731 734 737 rBV2 1955962 2747095 65.63% 6.932%
18 10.790 743 744 749 rBV 52999 86492 2.07% 0.218%
19 11.248 781 784 785 rBV 42767 52564 1.26% 0.133%

20 11.373 793 795 796 rBV 1248276 1080525 25.81% 2.727%

21 11.396 796 797 799 rvVv 193579 151651 3.62% 0.383%
22 11.442 799 801 803 rvB2 42482 64807 1.55% 0.164%
23 11.602 813 815 819 rBvV 70645 125048 2.99% 0.316%
24 11.911 840 842 844 rBV 432901 534897 12.78% 1.350%
25 11.991 847 849 853 rvB2 25592 42608 1.02% 0.108%

26 12.585 898 901 902 rBV 114080 132709 3.17% 0.335%
27 12.688 908 910 916 rBvV2 197558 255100 6.09% 0.644%
28 12.779 916 918 919 rvv 153326 136266 3.26% 0.344%
29 12.813 919 921 922 rVB 66117 84424 2.02% 0.213%
30 12.962 931 934 936 rBV 4123903 4185852 100.00% 10.563%

31 13.191 951 954 957 rBV 77042 106858 2.55% 0.270%
32 13.442 973 976 981 rBv2 307632 847086 20.24% 2.138%
33 13.534 981 984 986 rVvB2 165662 202810 4._.85% 0.512%
34 13.854 1010 1012 1020 rBV 711817 1021811 24.41% 2.578%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 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-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.002 1022 1025 1029 rBV 883644 991674 23.69% 2.502%

36 14.116 1034 1035 1038 rVvVv 51037 91066 2.18% 0.230%
37 14.174 1038 1040 1048 rVB 419537 421684 10.07% 1.064%
38 14.482 1064 1067 1069 rBV 334602 421656 10.07% 1.064%
39 14.779 1090 1093 1095 rBV 262482 291385 6.96% 0.735%
40 14.848 1097 1099 1101 rBV 104058 109929 2.63% 0.277%

41 15.019 1112 1114 1119 rVB3 32357 74416 1.78% 0.188%
42 15.099 1119 1121 1126 rBVY 184065 205491 4.91% 0.519%
43 15.431 1147 1150 1152 rBV 500590 642979 15.36% 1.622%
44 15.877 1186 1189 1191 rBV 38882 59789 1.43% 0.151%
45 15.945 1191 1195 1205 rVB6 41745 175141 4.18% 0.442%

Sum of corrected areas: 39629219
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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:\HPCHEM1I\BNA_F\DATA\BF031816\

BF085568.D

19 Mar 2016 11:41

UM/SsJ

H1804-07

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

TRACK-D-GRID-9A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 18

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

5.06 2.10 ng 77325 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 243 (5.064 min): BF085568.D (-241) (-) m/z 43.10 100.00%
43
59
5000
101 ] A
51 | 83 480 5.00 5.20 5.40
T IS VL PN m/z 59.10 58.74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 5.40
m/z 101.10 23.77%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 19.44%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4000: Morpholine, 4—methy|— LI L L L LB
43 480 5.00 5.20 5.40
m/z 41.10 9.85%
5000
101
71
"'l'ﬁ?'|'"?Fl""F'l'4?"ﬁs'l""i""l"qql' ASasaasss T T ""I""I"ﬁ
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 9.90 ng 534897 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 842 (11.911 min): BF085568.D (-840) (-) m/z 73.05 100.00%
73
43 60
5000 129

213

256 11.60 11.80 12.00 12.20
m/z 60.05  77.79%

157171185
43 199

1y
P~
miz-> 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
213 m/z 43.10 72.44%
157171 185
L ,\.w. I \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R ABEREREEEE RS
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 65.35%
29
87 15 ok 214
99 143157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid

60 78 11.60 11.80 12.00 12.20
m/z 55.10 61.48%

43
5000 126
, 185 228

o 115
,....“..T Ll | MPasr il | 19991

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.69 5.14 ng 255100 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 76
3 4-Oxazolidinone, 2-hydroxy-3-met... 201 C10H19NO3 056440-43-8 30
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 11
5 Tridecane 184 C13H28 000629-50-5 11

Abundance Scan 910 (12.688 min): BF085568.D (-908) (-) m/z 73.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.10 92.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5
5000 LA L L L L LN
129 1240 12,60 12.80 13.00
15 185 228 m/z 60.10 80.65%
1011 143157171 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
R AR mane
12.40 12.60 12.80 13.00
5000 41 m/z 57.10 77.14%
129

7
115
101 143157 172

wmwmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56620: 4-Oxazolidinone, 2-hydroxy-3-methyl-5,5-bis(1-meth... e B REE BE e
60 12.40 12.60 12.80 13.00

m/z 55.10 71.89%

43

5000 158

130
| 83 g7111 | e 184 201

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\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknownl2.78 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.75 ng 136266 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 43
2 Tetradecanamide 227 C14H29NO 000638-58-4 43
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 41
4 Hexadecanamide 255 C16H33NO 000629-54-9 38
5 7-Nonenamide 155 C9H17NO 090949-53-4 37
Abundance Scan 918 (12.779 min): BF085568.D (-916) (-) m/z 59.10 100.00%
50
5000 43
83 129 50 1960 1990 1200
101 185 239 257 12.40 12.60 12.80 13.00
Al 17 23 m/z 56.10  64.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
50
5000
114 12.40 12.60 12.80 13.00
43 m/z 72.10 48.80%
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
59
12.40 12.60 12.80 13.00
5000 m/z 43.10 43.27%
43
27 86 114,43, 149 155184 og5 227
R R KA LA R B B AN LA LA AR LA LR LAY LA AN LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester LR ma e
56 12.40 12.60 12.80 13.00
m/z 57.10 43.07%
5000
29 73
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tetratetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.16 ng 106858 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Tetratriacontane 479 C34H70 014167-59-0 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 954 (13.191 min): BF085568.D (-951) (-) m/z 57.10 100.00%

57
5000

99
ﬂ 141 20 12 80 13.00 13.20 13.40 13.60
o m/z 71.10 72.60%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57

12.80 13.00 13.20 13.40 13.60
m/z 43.10 63.34%

26 ‘ \H‘\‘4¥ 183 225 267 309 351 393 435 491 535 574 617
B i - L AR S SR R S ST B
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43

12. 80 13. 00 13. 20 13 40 13.60

5000 o m/z 85.10 54.37%
127 169 225 264295 337
e T R T T T T T e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57 12.80 13.00 13.20 13.40 13.60

m/z 55.05 28 .85%

5000
99
15| | | 141 183 225 267 311 367 410

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. OO 13. 20 13 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.44 17.08 ng 847086 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 76
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 42
4 Octanamide 143 C8H17NO 000629-01-6 38
5 Hexadecanamide 255 C16H33N0 000629-54-9 38

Abundance Scan 976 (13.442 min): BF085568.D (-973) (-) m/z 59.05 100.00%

83 98112126 3.20 13.40 13.60 13.80
140154168 184 238 264 L 1340 1 1
198 221 261 m/z 72.05 75.93%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59

59
5000
T"'rlll'm

5000 I
13.20 13.40 13.60 13.80

m/z 55.10 38.59%

||||||||| |||||||||| T T |||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59

13.20 13.40 13.60 13.80

5000 m/z 41.10 30.66%
43
28 86 100114128 149 170184198 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydroxy-... T ./}“. T . B e

13.20 13.40 13.60 13.80
m/z 43.10 23.71%

5000
3 91 111795141155170 196 212 229 /L_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.53 4.09 ng 202810 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Triacontane 422 C30H62 000638-68-6 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 984 (13.534 min): BF085568.D (-981) (-) m/z 57.10 100.00%
57
85
5000
113 149 13.20 13.40 13.60 13.80
ol .1-.‘|, Ly X8t e W/z T71.10  74.44%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000
13.20 13.40 13.60 13.80
- 13 m/z 85.10 60.31%
\‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
13.20 13.40 13.60 13.80
5000 85 m/z 43.10 58.76%
29
13 m 169 197 225 254
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #155178: Octacosane
57 13.20 13.40 13.60 13.80
m/z 99.10 20.30%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 11 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.85 20.61ng 1021810  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

491 C35H70

402 C20H35F502
452 C21H35F702
366 C19H36CI1202

006971-40-0 91
1000283-04-2 87
1000282-97-3 81
1000282-98-2 81

2 17-Pentatriacontene

3 Pentafluoropropionic acid, hepta...
4 Heptafluorobutanoic acid, heptad...
5 Dichloroacetic acid, heptadecyl ...

Abundance Scan 1012 (13.854 min): BF085568.D (-1010) (-) m/z 57.10 100.00%
57
83
5000
111
l 13.60 13.80 14.00 14.20
139
A ARy [T 16896 267 m/z 43.10 77.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000
13.60 13.80 14.00 14.20
29 ‘ 111 m/z 71.10 61.77%
9168196
m/z--> 0 50 200 250 300 350 400 450
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 55.10 59.95%
29 125153
181 209236 267292 320 348 376 406 434 462 490
LA i e e e o B R s EE e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57 13.60 13.80 14.00 14.20
83 m/z 83.10 59.37%
5000
111
29
139 238
LR 2020 2ey
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF031816.M Mon Mar 21 16:54:20 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Tetratriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.48 8.50 ng 421656 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
Abundance Scan 1067 (14.482 min): BF085568.D (-1064) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
. J, “I Ll oPaer 290267 39 m/z 71.10 77.97%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85
14.20 14.40 14.60 14.80
- m/z 85.10 61.66%
‘\J‘} h‘$ H M ‘1$1‘169 197 225 253 281 311337 367 410435
miz--> 0 éo 100 1éo 260 250 360 3%0 460
Abundance
57
85 14.20 14.40 14.60 14.80
5000 m/z 43.10 56.94Y%
29
13 141 169 197 225 253 296
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #142113: Heptadecane, 9-octyl- e BB EREEE e
57 14.20 14.40 14.60 14.80
m/z 55.10 22.11%
5000 85
‘ |12 141 160 197 239 267 294 323 352
miz--> 0 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&1;0 4(')0 14'20 14. 40 14. 60 14I80

8270-BF031816.M Mon Mar 21 16:54:21 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085568.D

Acq On : 19 Mar 2016 11:41

Operator : UM/SJ

Sample - H1804-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Squalene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.85 3.42 ng 109929 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64

Abundance Scan 1099 (14.848 min): BF085568.D (-1097) (-) m/z 69.10 100.00%
69
5000 I ﬂl
41 i e e
9 137 14.60 14.80 15.00 15.20
. I a g lapijeriee 281 ' n/z 81.10 53.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 IR BN SUNIULN B B
14.60 14.80 15.00 15.20
41 m/z 41.10 21.46%
95 137
Ll 1217 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14:60 14.80 15.00 15.20
5000 m/z 95.10 14 .22%
41
% 121 149
175 203 231 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R AR RRRES T
69 14.60 14.80 15.00 15.20
m/z 68.05 12.02%
41
5000
1|t \\ ‘ uh \h\ r’v'-‘lq l 161 205 248
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF031816.M Mon Mar 21 16:54:22 2016

TRACK-D-GRID-9A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085568.D

Acq On : 19 Mar 2016 11:41

Operator : UM/SJ

Sample - H1804-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number 18 1-Heneicosyl formate

R.T. EstConc Area Relative to ISTD R.T.
15.95 5.45 ng 175141 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 86
2 1-Docosene 308 C22H44 001599-67-3 76
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 68
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 1-Octadecanol 270 C18H380 000112-92-5 64

Abundance Scan 1195 (15.945 min): BF085568.D (-1191) (-) m/z 97.10 100.00%
57 9
5000 125 \JNM
161 LU LS RN B
5 T - 3%5 15,60 15.80 16.00 16.:20
... T m/z 57.10 96.78%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57
5000 AL R SRR SR
15.60 15.80 16.00 16.20
m/z 83.10 91.63%
m/z--> 50 200 250 300 350
Abundance
55
o7 15.60 15.80 16.00 16.20
5000 m/z 69.10 82.71%
29
125
79 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #124064: Acetic acid, octadecy! ester B Em R B
43 15.60 15.80 16.00 16.20
m/z 43.10 82.50%
5000
125
15 ! | J\ \ \ I 53 181 2?4 252 297
m/z--> 200 250 300 350 15.60 15.80 16.00 16.20 '

8270-BF031816.M Mon Mar 21 16:54:23 2016

TRACK-D-GRID-9A
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085568.D

Acg On : 19 Mar 2016 11:41

Operator : UM/SJ

a?ggle i H1804-07 TRACK-D-GRID-9A
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.06 2.1 ng 77325 1 6.85 735040 20.0
n-Hexadecanoic acid 11.91 9.9 ng 534897 4 11.37 1080530 20.0
Tetradecanoic acid 12.69 5.1 ng 255100 5 14.00 991674 20.0
unknownl2.78 12.78 2.8 ng 136266 5 14.00 991674 20.0
Tetratetracontane 13.19 2.2 ng 106858 5 14.00 991674 20.0
9-Octadecenamide, ... 13.44 17.1 ng 847086 5 14.00 991674 20.0
Heneicosane 13.53 4.1 ng 202810 5 14.00 991674 20.0
Ethanol, 2-(tetra... 13.85 20.6 ng 1021810 5 14.00 991674 20.0
Tetratriacontane 14 .48 8.5 ng 421656 5 14.00 991674 20.0
Squalene 14.85 3.4 ng 109929 6 15.43 642979 20.0
1-Heneicosyl formate 15.95 5.5 ng 175141 6 15.43 642979 20.0
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