LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/1Z

Sample - G3875-07

Misc :

ALS Vial : 41 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-BF092815_.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 5.086 254 258 269 rBvV 841254 1147287 38.41%  4.537%
2 5.497 291 294 296 rBV 1490374 2021429 67.67% 7.993%
3 6.526 381 384 386 rBV 1613641 2118238 70.91% 8.376%
4 6.663 393 396 398 rBV 2147785 2266947 75.89% 8.964%
5 6.892 414 416 428 rVB 422984 546721 18.30% 2.162%
6 7.052 428 430 432 rBV 1974165 1804039 60.40% 7.134%
7 7.463 463 466 468 rBV 1232265 1267391 42.43% 5.012%
8 8.183 526 529 531 rBVY 647606 653098 21.86% 2.582%
9 9.258 620 623 625 rBvY 2891172 2696138 90.26% 10.661%
10 9.646 655 657 660 rBVY 426183 439341 14.71% 1.737%
11 9.932 680 682 685 rBY 901034 844572 28.27% 3.340%
12 10.355 715 719 721 rBV2 29761 49283 1.65% 0.195%
13 10.721 748 751 759 rBV 1566471 1710141 57.25% 6.762%
14 10.835 759 761 768 rvVB 51285 84121 2.82% 0.333%
15 11.281 798 800 801 rBvV 46163 38519 1.29% 0.152%
16 11.418 810 812 825 rBV 798910 896646 30.02% 3.546%
17 11.704 831 837 839 rBvV 42510 62627 2.10% 0.248%
18 11.944 856 858 864 rBv 155607 201119 6.73% 0.795%
19 12.149 874 876 881 rvVB 57456 72415 2.42% 0.286%
20 12.447 900 902 904 rBvV 42185 37030 1.24% 0.146%
21 12.504 904 907 913 rBvV2 42618 153130 5.13% 0.606%
22 12.584 913 914 917 rVvv3 26790 42148 1.41% 0.167%
23 12.652 918 920 922 rVB 49284 42934 1.44% 0.170%

24 12.721 924 926 928 rVB 411617 362564 12.14% 1.434%
25 12.824 933 935 938 rBv2 395167 582419 19.50% 2.303%

26 13.007 948 951 962 rBV 2934552 2987057 100.00% 11.811%

27 13.327 977 979 981 rBV 70135 56168 1.88% 0.222%
28 13.464 987 991 993 rBVv3 127888 132926 4.45% 0.526%
29 13.967 1030 1035 1039 rBV3 18309 77900 2.61% 0.308%

30 14.058 1040 1043 1055 rvVvB 697371 878844 29.42% 3.475%
31 14.812 1106 1109 1114 rBV 174065 288817 9.67% 1.142%

32 14.892 1114 1116 1119 rVB 105268 119714 4.01% 0.473%
33 15.498 1167 1169 1184 rBV 353300 607716 20.34% 2.403%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/1Z

Sample - G3875-07

Misc :

ALS Vial : 41 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25289439
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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\BF100115\

BF081977.D

2 Oct 2015 10:22

umsiz

G3875-07

41 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 3

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

5.09 41_.97 ng 1147290 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 258 (5.086 min): BF081977.D (-254) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 SRS as s e
480 500 520 5.40
...,....,....,....-,'.-...,..'.'I,..??-,O....f‘ﬁzl..,...:,|....,. m/z 59.10 60.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U I LS R
59.0 480 500 520 5.40
0,
150 a0 1010 m/z 101.10 19.76%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 18.35%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester
43.0 480 5.00 5.20 5.40
m/z 41.10 8.66%
57.0
5000
20.0 101.0
e ‘ 73.0 83.0
miz--> b % % 4 % s 7 8 90 100 1o 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 2 unknown6.66 Concentration Rank 1

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

6.66 82.93 ng 2266950 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 396 (6.663 min): BF081977.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1 A;
96.1 EPUASESE SARRE SRR
40.0 54.1 6.40 6.60 6.80 7.00
et e 850 Ly 1150 UL h77 68.10  36.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U R IR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.85%
'W“'W”'WtJWJ'WW'W'“W'“W'“W'”W'”W'”'P”'I”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.33%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14.87%
5000
104.0
120 27.0 390 5.0 00770 490 | 1550 ‘\
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\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.49 ng 201119 Phenanthrene-d10 11.42
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18

Abundance Scan 858 (11.944 min): BF081977.D (-856) (-) m/z 73.10 100.00%

431 | 731

5000

:ﬁ

129.1
97.1 L LI e R e
| | JJ 157.1 1g5p 2132 o56.2 11.60 11.80 12.00 12.20
,.”.,LP.. ; m/z 60.00 92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L [N L L L B L |

11.60 11.80 12.00 12.20
m/z 43.10 89.38%

97.0 129.0 256.0
I \ H At 1 152.00710 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
B L A
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 79.01%
570 189.0 242.0
157.0
1800
AR e RARAS BaA RS L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R LS
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 75.49%
5000 129.0 JL
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\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.50 3.42 ng 153130 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 91
2 Silane, trichlorodocosyl- 442 C22HA5CI3Si1 007325-84-0 83
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 80
4 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
5 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 74

Abundance Scan 907 (12.504 min): BF081977.D (-904) (-) m/z 57.10 100.00%
51.1
5000
971
1220 12.40 12.60 12.80
....,..”,....,....,...w....,....,....“..., m/z 43.10 73.46%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 SR LR AR LR SR
97.0 12.20 12:40 12.60 12.80
m/z 55.10 60.24%
1.5'.q..1|. Hh ‘ 1400 ..1.97|'(.)...|....|....|....|....|
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
1220 1240 12.60 12.80
5000 m/z 71.05 54 _14%
83.0
125.0 168.0 210.0  266.0 398.0 442.0
m/z--> 0 50 100 150 200 250 300 350 400 '
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R o R Rmmn
43.0 12.20 12.40 12.60 12.80
m/z 83.05 40.49%
5000
83.0
L k l }250 167.0205.0_ 252.0
m/z--> 0 50 100 150 200 250 300 350 400 ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 9.51 ng 288817 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 80
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Decanamide- 171 C10H21NO 002319-29-1 47
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 35

Abundance Scan 1109 (14.812 min): BF081977.D (-1106) (-) m/z 59.10 100.00%

59.1

5000

%

83.1

126.1 14.40 14.60 14.80 15.00 15.20

m/z 72.10 64 .66%

154.1 184.1208.1  249.2 294.3320.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LI L L L LELELEL L
14. 40 14. 60 14. 80 15. OO 15 20
m/z 55.10 55.32%
0L B0 00 a0 0o 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R e ABEEREEE S
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 32.52%
29.0 97.0 128.0152.0 184.0 227.0
mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36755: Decanamide- R B B A
59.0 14.40 14.60 14.80 15.00 15.20
m/z 41.10 31.59%
5000
29.0 8?0 128.0 171.0
J Dl | |
e e e T e P e e e R R REREEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14. 60 14. 80 15. 00 15 20

8270-BF092815.M Mon Oct 05 06:41:16 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/I1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Squalene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.80 3.94ng 119714  perylene-d12 15.50
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

000111-02-4 91

066408-55-7 72
061691-98-3 72
001117-52-8 64

2

3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280
4 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300

Abundance Scan 1116 (14.892 min): BF081977.D (-1114) (-) m/z 69.10 100.00%
69.1
- Ajk
1211 14,60 14.80 15.00 15.20
.?9.\1,--.' Ay i3l 2032 g1 77 81.10 51.61%

1
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0

5000 R T
14.60 14. 80 15. 00 15. 20

m/z 41.10 23.70%

137.0
e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
S ETEE A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

14.60 14. 80 15. 00 15.20

5000 m/z 95.10 12.03%
121.0
29.0 161.0191.0 231.0 273.0 341.0 410.0
e A o e L e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R L ma
69.0 14. 60 14. 80 15. 00 15. 20
m/z 68.10 11.62%
5000
136.0
2%9‘ ‘l | 1050, | 177.0 2150248.0

T
m/z--> 100 150 200 250 300 350 400

14.60 14. 80 15. 00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081977.D

Acq On : 2 Oct 2015 10:22

Operator : UM/1Z

Sample - G3875-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.09 42.0 ng 1147290 1 6.89 546721 20.0
unknown6 .66 6.66 82.9 ng 2266950 1 6.89 546721 20.0
n-Hexadecanoic acid 11.94 4.5 ng 201119 4 11.42 896646 20.0
Oxirane, [(dodecy... 12.50 3.4 ng 153130 4 11.42 896646 20.0
9-Octadecenamide, ... 14.81 9.5 ng 288817 6 15.50 607716 20.0
Squalene 14.89 3.9 ng 119714 6 15.50 607716 20.0
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