LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086951.D
Acq On : 13 May 2016 1:16 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 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-BF050916_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 1.632 3 4 12 rVB 454790 704661 10.82% 1.557%
2 1.747 12 14 56 rvB 2794079 6509859 100.00% 14.384%
3 4.764 275 278 285 rBV 244533 383078 5.88% 0.846%
4 5.221 315 318 320 rBV 3359426 4170139 64.06% 9.214%
5 6.296 409 412 414 rBV 3653588 4459610 68.51% 9.854%
6 6.399 418 421 423 rBV 4168986 4222429 64.86% 9.329%
7 6.616 438 440 443 rBVY 883732 1120808 17.22% 2.476%
8 6.776 452 454 457 rBV 3019762 2849968 43.78% 6.297%
9 7.199 488 491 493 rBV 2841971 2893303 44.44% 6.393%
10 7.907 551 553 556 rBV 1574555 1423641 21.87% 3.146%

11 8.993 645 648 650 rBV 3659867 3974940 61.06% 8.783%
12 9.393 680 683 684 rBvV 416140 489713 7.52% 1.082%
13 9.599 699 701 703 rBvV 150959 138929 2.13% 0.307%
14 9.656 703 706 709 rBV 1607340 1421818 21.84% 3.142%
15 10.102 743 745 746 rBV 219692 170664 2.62% 0.377%

16 10.319 761 764 767 rBV 63726 97710 1.50% 0.216%
17 10.445 772 775 777 rBV 2079245 1958854 30.09% 4.328%
18 10.570 784 786 790 rBV 211232 222698 3.42% 0.492%
19 11.016 823 825 826 rBV 119626 97740 1.50% 0.216%
20 11.131 833 835 839 rvB 1183479 1090566 16.75% 2.410%

21 11.679 881 883 887 rBvV 195160 230389 3.54% 0.509%
22 12.559 958 960 963 rBvV 57423 74527 1.14% 0.165%
23 12.719 971 974 976 rBV 2633985 2532611 38.90% 5.596%
24 13.211 1014 1017 1022 rBV 108466 287673 4.42% 0.636%
25 13.622 1051 1053 1062 rBV 333593 496892 7.63% 1.098%

26 13.759 1062 1065 1067 rBV 1291337 1283223 19.71% 2.835%
27 13.885 1072 1076 1080 rBVZ2 43279 133924 2.06% 0.296%
28 14.262 1104 1109 1114 rBV3 106579 286413 4._.40% 0.633%
29 14.662 1143 1144 1147 rVB 56244 72837 1.12% 0.161%
30 14.754 1150 1152 1156 rVB2 40268 79258 1.22% 0.175%

31 14.834 1157 1159 1161 rBV 111535 127442 1.96% 0.282%
32 15.119 1181 1184 1187 rBV 788875 907264 13.94% 2.005%
33 15.325 1200 1202 1205 rBV2 77968 108542 1.67% 0.240%
34 15.577 1221 1224 1228 rBV4 49945 153254 2.35% 0.339%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 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 = Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.182 1275 1277 1281 rVB 45037 83675 1.29% 0.185%

Sum of corrected areas: 45259052
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\

Data File : BF086951.D

Acq On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial :© 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF086951.D
4000000 6{40
6.30
5.22
6.78
3000000{ 1.75 7.20
2000000
1000000 6.62
.63
[&N 4.76
0...|....|....|....|....|....,..I.L.|....|....|....|....,....,
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086951.D
4000000
8.99
3000000
12.72
10.44
2000000
7.91 9.66
11.13
1000000
9.39 10.10 Jlo 57
9. ' - 11.0 11.68 13.21
IS | SR | GG | SN I S v S NS | S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF086951.D
4000000
3000000
2000000
13.76
1000000
1389 1426 141 15.33 1558 16.18
O e e e B T e S T e e
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\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 6

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

4.76 6.84 ng 383078 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 278 (4.764 min): BF086951.D (-275) (-) m/z 43.10 100.00%
a3
5000 59 4}\\
101 0 480 4av0 Eog
4.40 4.60 4.80 5.00
O Bl 8l Tm/z 59.10  46.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 58.10 13.04%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 101.10 12.96%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide e e
43 4.40 4.60 4.80 5.00
m/z 41.05 8.83%
5000 59
73
101
0 28 37 || 51 67 79 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknown6.40 Concentration Rank 2

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

6.40 75.35 ng 4222430 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 421 (6.399 min): BF086951.D (-418) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 ¥ 6.00 6.20 640 6.60 6.80
104 : : . . .
o.w“.w”.w”.ﬂm??"G%IL.bw”§ﬂ”.wﬂn,yﬁ,””rh“,“ m/z 68.10 47.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 IR SRS SR LR L
6.00 6.20 6.40 6.60 6.80
21 70 m/z 134.10 33.49%
. 4451 60 | 77 g5 | 105 136 |
mz> 10 20 % 4 50 60 7o 8 9 10 110 120 130 140
Abundance
132
69 NS SRS R RS L
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.05 32.46%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14012: 1H-Benzimidazole, 2-methyl- T REaER R R RS
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.85%
5000
63
15 2 ¥ s o7 92 1w 4, |
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.10 2.40 ng 170664 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Undecane 156 Cl11H24 001120-21-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 745 (10.102 min): BF086951.D (-743) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40
m/z 43.10 80.17%

o 99 113127141155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

43 57

5000 n e
9.80 10.00 10.20 10.40

85 m/z 71.10 41.51%

29
0 N w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
A SR A L
- 9.80 10.00 10.20 10.40
5000 m/z 41.10 39.89%
85
29
. 99113127141155160 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane R R A
43 57 9.80 10.00 10.20 10.40
m/z 85.10 32.26%
71
5000 85
29 9113
ol “ || T7127141155169183197211225 254
N e & SUALLLS A S AL
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 9
R.T. EstConc Area Relative to ISTD R.T.
11.68 4.23 ng 230389 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 883 (11.679 min): BF086951.D (-881) (-) m/z 43.05 100.00%
48 60
73
5000
19 11.40 11.60 11.80 12.00
143157171185 199213 . . . )
3 S—"l 1997 2r 26 m/z 60.00 78.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 L B B B B
nmnmnmnm
m/z 41.10 77 .64%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
- 11,40 11.60 11.80 12.00
5000 m/z 73.00 69.41%
129 242
87 199
. 101115 | 143157171185 213996
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid AR RS L
60 7 11.40 11.60 11.80 12.00
m/z 55.10 67.47%
5000 43
29 129 43
101115 186 Wu
o ,;§Phylpﬁlﬂl\\ A H k,??7gz% T N -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 7
R.T. EstConc Area Relative to ISTD R.T.
13.21 4_.48 ng 287673 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 95
2 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
3 Octanamide 143 C8H17NO 000629-01-6 56
4 Decanamide- 171 C10H21NO 002319-29-1 53
5 Octadecanamide 283 C18H37NO 000124-26-5 53
Abundance Scan 1017 (13.211 min): BF086951.D (-1014) (-) m/z 59.10 100.00%
59
5000 41 /\/\
T e
126 154 12.80 13.00 13.20 13.40 13.60
o 184 221238 281 302 326 n/z 72.10 58 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59
A
5000 UNAAUALRR DU
12.80 13.00 13.20 13.40 13.60
41 m/z 55.10 43.22%
0 18 | “ il \‘ | 8\ﬁ uly H \;36 154 184 220238 26428\1
m/z--> ﬁ&mmmmmmmmmmmmmﬁ
Abundance
59
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 42 .95%
o 83 111 141157 180196212229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #19501: Octanamide L B
59 12.80 13.00 13.20 13.40 13.60
m/z 43.10 35.11%
5000
43
0 1 8‘6 | 1]\-4 143
miz> % 40 60 85 100 120 140 150 130 200 520 240 250 280 300 520 | | 1280 1300 13,20 1340 1360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.62 7.74 ng 496892 Chrysene-di2 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Cycloeicosane 280 C20H40 000296-56-0 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 1053 (13.622 min): BF086951.D (-1051) (-) m/z 43.10 100.00%
83
5000
of |1 " JAl40 1950 1750 14100
139 : : :
o 168 193209 231 315 n/z 57.10 93 91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

83

:

5000 T T T T
13.40 13.60 13.80 14.00

4
m/z 55.10 83.25%
NE 139 168 194210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 e M
97 13.40 13.60 13.80 14.00
5000 m/z 41.10 60.97%
27 125

153169 196 224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecy! ester R B
4 13.40 13.60 13.80 14.00
83 m/z 83.10 58.39%
5000
111
2 6
o 139155 182 210

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .26 4_.46 ng 286413 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
5 2-Heptadecenal 252 C17H320 1000143-48-6 90
Abundance Scan 1109 (14.262 min): BF086951.D (-1104) (-) m/z 57.10 100.00%
g7
83
5000
R SRR BN I B
138 168 19207 240059 201 313 340 14.00 14.20 14.40 14.60
(o} m/z 43.10 95.68%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 L B B L B
29 14.00 14.20 14. 40 14 60
15 m/z 55.10 90.47%
L) s
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
43
83 ' 14.00 14.20 14.40 14.60
5000 m/z 83.10 66.11%
111
o 65 139 168 196 224 252
m/z--> 55 160 150 200 250 300 3éo
Abundance #89785: 5-Octadecene, (E)- e B A REREE R
55 14.00 14.20 14.40 14.60
m/z 41.10 56.83%
83
5000 M
29 111
L I‘ | )| 139 1e8 195 224 252
m/z--> 50 1(')0 150 200 25'30 300 3&'30 14'00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.81 ng 127442 Perylene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Octadecane, l1-iodo- 380 C18H371 000629-93-6 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1159 (14.834 min): BF086951.D (-1157) (-) m/z 57.10 100.00%

5000 AJ\/\L\_/

14.60 14.80 15.00 15.20
m/z 43.10 68.38%

113141169197224252 289 333 368
mz-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #151556: Heptacosane

s

5000 B

85 14.60 14.80 15.00 15.20
m/z 71.10 50.97%
29
o by 113141169197 225253281 323351 380
e T I L I e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
AL mam e
14.60 14.80 15.00 15.20
5000 m/z 85.10 36 .89%
85
o 113141 183211549
L e T B s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane L B T .
14.60 14.80 15.00 15.20
m/z 55.10 23 .53%
5000 JJMW\A/\J

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.33 2.39 ng 108542 Perylene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 86
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 70
3 1,19-Eicosadiene 278 C20H38 014811-95-1 70
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 58
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 53

Abundance Scan 1202 (15.325 min): BF086951.D (-1200) (-) m/z 57.10 100.00%

7
82
5000

15.00 15.20 15.40 15.60
m/z 43.10 98.47%

157174 200218  247,0-284302 325 351

0!
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl-

?

15.00 15.20 15.40 15.60
110 m/z 82.10 58.81%

5000

138
o \‘\W 1, Id166 1942;1|?3§ I%szgg S
m/z--> 50 1 150 200 250 300 350
Abundance
55
82 B BBEmma B B
15.00 15.20 15.40 15.60
5000 m/z 55.10 57.39%
29
110
138 166 194 222
o b Lt
m/z--> 50 100 150 200 250 300 350
Abundance #105307: 1,19-Eicosadiene B BBEmma B B
55 15.00 15.20 15.40 15.60
m/z 41.10 42 _.68%
- i W
29
109
ol | J || ) 188157 180 208 228 250 278
e R AREE R S
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

ﬁ?ggle i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 1-Hexadecanethiol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.58 3.38 ng 153254 Perylene-di12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 89
2 1-Eicosanol 298 C20H420 000629-96-9 87
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
4 7-Hexadecene, (2)- 224 C16H32 035507-09-6 83
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 83
Abundance Scan 1224 (15.577 min): BF086951.D (-1221) (-) m/z 43.10 100.00%
a3
83
5000
6 139160 104 222243 73 299318337358 | 15.20 15.40 15.60 15.80
bl m/z 57.10 90.23%
m/z--> 50 100 150 200 250 300 350
Abundance #93397: 1-Hexadecanethiol
55
5000 R U UL R
29 111 15.20 15.40 15.60 15.80
224 m/z 55.10 87 .85%
‘ H 140 168 196 258
OII‘\I‘I\‘I\“‘ I\ |‘|“|||‘|||‘|||“|||||||||||
m/z--> 50 200 250 300 350
Abundance
43
83 15.20 15.40 15.60 15.80
5000 m/z 83.10 64.61%
111
oL 18 65 139 167 196 252
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosy! formate A REaRE RS RS
57 83 15.20 15.40 15.60 15.80
m/z 97.10 59.14%
5000 111
. } i J’ | 4 11,167 196 222 266 2% spo3u
m/z--> 50 100 15 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051216\

Data File : BF086951.D

Acg On : 13 May 2016 1:16

Operator : UM/SJ

3?22'6 i H2977-04 90TH-AVE-SB-21-0.5-6.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.76 6.8 ng 383078 1 6.63 1120810 20.0
unknown6 .40 6.40 75.3 ng 4222430 1 6.63 1120810 20.0
Hexadecane 10.10 2.4 ng 170664 3 9.66 1421820 20.0
n-Hexadecanoic acid 11.68 4.2 ng 230389 4 11.13 1090570 20.0
9-Octadecenamide, ... 13.21 4.5 ng 287673 5 13.76 1283220 20.0
Pentafluoropropio... 13.62 7.7 ng 496892 5 13.76 1283220 20.0
1-Docosene 14.26 4.5 ng 286413 5 13.76 1283220 20.0
Heptacosane 14.83 2.8 ng 127442 6 15.12 907264 20.0
Oxirane, heptadecyl- 15.33 2.4 ng 108542 6 15.12 907264 20.0
1-Hexadecanethiol 15.58 3.4 ng 153254 6 15.12 907264 20.0
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