LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06 Instrument :

Operator : SJ/I1Z E?Afs el
- _ lentosampleld :

3?22Ie - 11684-04 48-BRIDGE-GRID-2

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\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 heiaht area % max. total
1 2.344 3 5 12 rVB 54560 88053 1.61% 0.182%
2 5.190 251 254 262 rVB 773516 1256003 22.95% 2.599%
3 5.590 285 289 291 rBVY 3676875 5143476 93.98% 10.644%
4 6.596 373 377 380 rBVY 3553537 4388177 80.18% 9.081%
5 6.744 386 390 392 rBVY 4079316 5272757 96.34% 10.911%
6 6.973 407 410 412 rBV 1002480 1046649 19.12% 2.166%
7 7.133 421 424 426 rVB 3087535 4044152 73.89% 8.369%
8 7.533 456 459 461 rBV 2966387 3245385 59.30% 6.716%
9 7.602 461 465 471 rvVB 47785 67005 1.22% 0.139%
10 8.253 519 522 524 rBY 1623514 1443649 26.38% 2.987%

11 9.328 613 616 619 rBVY 3842356 5472848 100.00% 11.325%
12 9.716 648 650 652 rBvV 439107 503366 9.20% 1.042%
13 9.933 667 669 672 rVB 54617 66844 1.22% 0.138%
14 10.013 673 676 678 rVB 1543811 1560622 28.52% 3.230%
15 10.436 711 713 715 rVB 152499 128033 2.34% 0.265%

16 10.653 729 732 736 rBV 51335 97177 1.78% 0.201%
17 10.802 741 745 747 rBV 3319604 3502267 63.99% 7.248%
18 10.916 752 755 759 rVB2 114149 223262 4.08% 0.462%
19 11.362 791 794 795 rBV 81166 92479 1.69% 0.191%
20 11.499 803 806 807 rBV 1395829 1545910 28.25% 3.199%

21 11.568 809 812 813 rVB3 36760 65152 1.19% 0.135%
22 12.014 849 851 858 rBvV 415158 484150 8.85% 1.002%
23 12.265 872 873 876 rBvV 56647 72764 1.33% 0.151%

24 12.699 909 911 916 rBV 98050 138069 2.52% 0.286%
25 12.802 917 920 927 rVvV 135083 179693 3.28% 0.372%

26 12.928 927 931 934 rVB 82930 136005 2.49% 0.281%
27 13.088 942 945 947 rVB 3636821 4888417 89.32% 10.116%
28 13.968 1020 1022 1028 rBV 316340 338287 6.18% 0.700%
29 14.128 1032 1036 1042 rVB2 1255377 1594880 29.14% 3.300%
30 14.882 1098 1102 1106 rVV2 122845 214418 3.92% 0.444%

31 14.985 1108 1111 1113 rVV 77756 99702 1.82% 0.206%

32 15.168 1125 1127 1131 rVB 38164 71467 1.31% 0.148%
33 15.602 1162 1165 1171 rVB 602059 852397 15.58% 1.764%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 48323515
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085215.D
4000000 6|74

5.59 6.60

7.13
3000000 7.53

2000000

1000000 519

2.34 .60

o~ = B L RSN | SO S A S LA,

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085215.D
4000000 9.33

10.80

3000000

2000000

8.25 10.01
11.50

1000000

9.72 12.01
10.44 A_SJ 10.92 L LD [
JX 9 i 10.69/ {150 11.3611 57 12.26 1280.93) |

oMt A e e e A

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF085215.D
4000000

3000000

2000000

14.13
1000000
15.60

13.97
1488995 17

0 e e T

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

5.19 24.00 ng 1256000 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 254 (5.190 min): BF085215.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101 Y I
480 5.00 5.20 5.40 5.60
83
o...,....,....,....','::..‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 62.05%
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 59 GRS LS SRS IR L
480 5.00 5.20 5.40 5.60
m/z 101.10 23.75%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.10 16.61%
29 101
o 2 7383
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 e R B R
59 480 5.00 5.20 5.40 5.60
m/z 41.10 9.17%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 1

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

6.74 100.76 ng 5272760 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 390 (6.744 min): BF085215.D (-386) (-) m/z 132.10 100.00%
132
5000 68
——— e ———
40 ,, 54 75 104 ‘ 6.40 6.60 6.80 7.00
Obrr ey e Ol 87 Ll us 0 “m/z 68.10  36.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SR BARSS SAASE AR AR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.10 34.36%
0 “I""P"'I?ﬂ'l"'W"'ﬁ""P"'I”'g?'”'I}Pﬁl'"W%%?'I"'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 23.15%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- R R
132 6.40 6.60 6.80 7.00
m/z 96.10 15.45%
5000
63 81
313 50 74 | 88 101 112 |
O et e e e e SRR § EN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.89 ng 223262 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 755 (10.916 min): BF085215.D (-752) (-) m/z 57.10 100.00%
57
5000 85
41 S WA SN
| | 113 141 169 10.60 10.80 11.00 11.20
Ob prrretbrelh el b dh e b it oo e e e || M7z 71.10  72.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91035: Octadecane
57
5000 85 R AR R SR SR
mmmmnmnm
m/z 43.10 60.84%
29 113
0 \‘ | H\ Il H‘ ‘ J 141 169 197 225 254
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57
10,60 10.80 11.00 11.20
5000 g5 m/z 85.10 48.75%
29

113 941 169 196 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane T e
57 10.60 10.80 11.00 11.20
m/z 41.10 26.61%
5000 85
29 113
o y |11 141 169 197 225 253 281 309 338
,”up”quupuqu”.u.”“.u.”u.”.””.”.””.u.””.”qu O AL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 6.26 ng 484150 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Nonanoic acid 158 C9H1802 000112-05-0 11
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 851 (12.014 min): BF085215.D (-849) (-) m/z 73.10 100.00%
43 o 7B
5000
129
° 115 157171185 ;09 213 1150 1130 1100 1220 1240
143 199 256 : : : : :
S — =l m/z 43.10  85.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 S A AR AR
nmnmnmnmnm
m/z 60.10 83.43%
. ‘mHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 57.10 68.30%
87 242
143 199
115 185
101 157171 213
O R R A m e
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid e R BN e SRy S
60 78 11.60 11.80 12.00 12.20 12.40
m/z 55.10 64 .14%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:l:su?||||||||1|98|||| e A S B A
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.80 2.32 ng 179693 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 15
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 11
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 11

Abundance Scan 920 (12.802 min): BF085215.D (-917) (-) m/z 73.05 100.00%

43 L&
5000 129

12.40 12.60 12.80 13.00 13.20

0! m/z 43.10 79.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid
43 73
5000 129 LA L L L B
2 12.40 12.60 12.80 13.00 13.20
m/z 57.10 78.22%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 R e e o S R
12.40 12.60 12.80 13.00 13.20
5000 m/z 60.10 77.63%
129
97 185 228
o SR 113 149166 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125129: Ethanol, 2-(octadecyloxy)-
57 12.40 12.60 12.80 13.00 13.20

m/z 55.10 67.97%

5000 4

111

:

127 155

183198 224  25256728379g313
M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.24 ng 338287 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1022 (13.968 min): BF085215.D (-1020) (-) m/z 83.10 100.00%
43

5000

-

125 e L 2
i w20 B e

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7

%

5000 R AR EE e RS
1360 1380 14.00 14.20
29 125 m/z 55.10 94.62%
oL15 Ll 139154168182106210224238 266
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R e
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 89.96Y%
29 111

25
139153167182196210224 252 280

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester T T T T T
43 13.60 13.80 14.00 14.20
57 m/z 43.10 87 .56%
5000

111

%

| 125140155 182 210
Ol e et

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\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.88 5.03 ng 214418 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 59
2 Decanamide- 171 C10H21NO 002319-29-1 53
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 47
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
Abundance Scan 1102 (14.882 min): BF085215.D (-1098) (-) m/z 59.10 100.00%

—

5000
A
97 149 LA T L L B
126
165 189 207 203 14.60 14.80 15.00 15.20
o m/z 72.10 71.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106876: 9-Octadecenamide, (2)-
59
5000 43 LI L L L L L LB LN L
14.60 14.80 15.00 15.20
281 m/z 55.10 54 _.59%
0 ‘\\H ‘H\\m P M 154170184 207222238 264
R B B B L AL B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R R IEEEE e s
14.60 14.80 15.00 15.20
5000 m/z 69.10 54 _.53%
43
29 86 114128 171
0 154
WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108159: Octadecanamide e e A R
59 14.60 14.80 15.00 15.20
m/z 43.10 42 .46%
5000
43
128
o ‘ || | B8 14%%143 170 198y;3 240555 283
..q”.w.”w.”q.”.P”.“.”P.”,””,”” T R R IEEEE e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15. 00 15 20

8270-BF030316.M Mon Mar 07 18:40:18 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\

Data File : BF085215.D

Aca On : 4 Mar 2016 21:06

Operator : SJ/1Z

ﬁ?ggle i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.34 ng 99702 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 91
4 _beta.-d-Mannofuranoside. O-aeranvl 316 C16H2806 1000154-77-2 78
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 74
Abundance Scan 1111 (14.985 min): BF085215.D (-1108) (-) m/z 69.10 100.00%
69
2% M—/\JL'
41 95 LRI BUREUE SUNILE S B
137 14.60 14.80 15.00 15.20 15.40
175
ol J,u.' ad B0 208 2 njz 81.10 55.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4! LRI BUREUE SURILE SR B
14.60 14.80 15.00 15.20 15.40
95 m/z 41.10 19.57%
137
ol by L 17 1 161 101217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 15.46%
41
% 121 149
0 175 203 231 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... AR B
69 14.60 14.80 15.00 15.20 15.40
m/z 68.10 12.06%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\

Data File : BF085215.D

Acq On : 4 Mar 2016 21:06

Operator : SJ/1Z

3?22'6 i H1684-04 48-BRIDGE-GRID-2
ALS Vial : 15 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... 5.19 24_.0 ng 1256000 1 6.97 1046650 20.0
unknown6 .74 6.74 100.8 ng 5272760 1 6.97 1046650 20.0
Octadecane 10.92 2.9 ng 223262 4 11.50 1545910 20.0
n-Hexadecanoic acid 12.01 6.3 ng 484150 4 11.50 1545910 20.0
Pentadecanoic acid 12.80 2.3 ng 179693 4 11.50 1545910 20.0
1-Nonadecene 13.97 4.2 ng 338287 5 14.13 1594880 20.0
9-Octadecenamide, ... 14.88 5.0 ng 214418 6 15.60 852397 20.0
Squalene 14.99 2.3 ng 99702 6 15.60 852397 20.0
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