LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : H5527-09 GW-105-11.25-30.0

ALS Vial : 32 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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3.596 123 129 139 rBvY 989829 1771715 21.54% 3.869%
2 5.329 419 424 433 rVB 201802 312808 3.80% 0.683%
3 5.799 496 504 512 rBV 984967 1691965 20.57% 3.695%
4 7.403 768 777 788 rBV 686355 1280995 15.58% 2.797%
5 7.791 836 843 855 rVB 1695123 3027467 36.81% 6.611%
6 8.267 914 924 935 rBV 423334 769967 9.36% 1.681%
7 8.590 972 979 987 rBVY 1497653 2684096 32.64% 5.862%
8 9.442 1116 1124 1132 rBV 1329819 2456098 29.87% 5.364%
9 10.359 1275 1280 1285 rBV5 49094 89365 1.09% 0.195%
10 11.093 1397 1405 1414 rBvV 535036 996812 12.12% 2.177%

11 11.839 1526 1532 1539 rBV2 87256 164465 2.00% 0.359%
12 13.126 1745 1751 1756 rBV6 50505 96840 1.18% 0.211%
13 13.508 1807 1816 1823 rBV 3349827 5471842 66.54% 11.950%
14 14.319 1948 1954 1960 rBV 626585 890516 10.83% 1.945%
15 14.883 2042 2050 2056 rBV 896109 1464033 17.80% 3.197%

16 15.253 2109 2113 2118 rVB6 65979 97029 1.18% 0.212%
17 15.676 2180 2185 2190 rVB3 108625 148348 1.80% 0.324%
18 16.075 2247 2253 2258 rBV5 42300 89137 1.08% 0.195%

19 16.363 2295 2302 2311 rBV 3352165 5183835 63.04% 11.321%
20 16.534 2327 2331 2340 rBV3 122029 225996 2.75% 0.494%

21 16.880 2384 2390 2396 rBV3 35821 90139 1.10% 0.197%
22 17.327 2462 2466 2470 rBV 89988 113513 1.38% 0.248%
23 17.626 2510 2517 2522 rBV 1171970 1903940 23.15% 4.158%
24 18.467 2655 2660 2666 rBV3 361038 513828 6.25% 1.122%
25 19.659 2860 2863 2868 rVB2 158767 193310 2.35% 0.422%

26 19.724 2871 2874 2880 rVB8 108042 143260 1.74% 0.313%
27 20.206 2950 2956 2963 rBV 6050002 8223583 100.00% 17.959%
28 21.498 3171 3176 3184 rBV 287664 463258 5.63% 1.012%
29 21.921 3241 3248 3255 rVB 1364743 2424037 29.48% 5.294%
30 23.431 3500 3505 3511 rVB3 240520 414361 5.04% 0.905%

31 25.347 3821 3831 3842 rVB2 783331 2394414 29.12% 5.229%

Sum of corrected areas: 45790972
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024718.D
6000000

5000000
4000000
3000000

2000000
7.79 8.59

1000000 3.60 5.80 240
8. 27 11-09

L 5.33 1036 A 1184

L L T L L B R . S IR At

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024718.D

6000000 2021

5000000

4000000
13.51 16.36

3000000

2000000 21.92

17.63
1000000 14.32

18.47 21.50
19682
13.13 h 15.25 15.6816,08 |16,5316.88 17.33 L A

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG024718.D

6000000

5000000
4000000
3000000
2000000
1000000 25.35

23.43 A
A

|| E———_—— . e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG102516.M Mon Nov 07 15:07:27 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

Sample = H5527-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 8.13 ng 312808 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane 58 C4H10 000106-97-8 9
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 9

Abundance Scan 424 (5.329 min): BG024718.D (-419) (-) m/z 43.10 100.00%
43
5000
101 R
5.00 5.20 5.40 5.60
O i | 135157 197221 278300 335 872396 447 | sz 59.10  53.56%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS SRR RN
5.00 5.20 5.40 5.60
m/z 101.10 21.01%
15 101
0|"'”H|"""|‘""|""|""|""|""|""|'"'l'
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
500 520 540 560
5000 m/z 58.05 13.16%
101
15 69
L L e U U UL WL UL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.00 5.20 5.40 5.60
m/z 41.10 8.08%
5000 101
‘ J?O
0wlfml"l"i'l""|""|""|""|""|""|'"'l'
mz-> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60

8270-BG102516.M Mon Nov 07 15:07:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.79 Concentration Rank 1

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

7.79 78.64 ng 3027470 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 843 (7.791 min): BG024718.D (-836) (-) m/z 132.00 100.00%
132
5000 68
L i 166 207 281304 358 387 443 475 7.0 760 780 800 820
0 SN SLE STH SRt m/z 68.05 49.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA RN SRR R
7.40 7.60 7.80 8.00 8.20
3 70 ‘ m/z 66.05 38.03%
0""‘l‘l“""l""'l"''|""|""|""|""|""|"'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.13%
67
91
42
L A U L L UL L WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14770: Cyclopropanamine, 1-phenyl- R e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22.21%
104
5000
51 77
0"L"lh""'l'l"'l"''|""|""|""|""|""|"' SRR N SRR RN
m/z--> 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentanoic acid, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.30 ng 164465 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 59
2 D-Fucose 164 C6H1205 003615-37-0 59
3 .beta.-D-Glucopvranose. 1.6-anhv... 162 C6H1005 000498-07-7 59
4 12-Bromododecanoic acid 278 C12H23Br02 073367-80-3 59
5 Hexanoic acid 116 C6H1202 000142-62-1 59
Abundance Scan 1532 (11.839 min): BG024718.D (-1526) (-) m/z 60.10 100.00%
5000
g7 1o 11.60 11.80 12.00 12.20
182 : : : :
o 45 246 281 314 349 433 467 523 77 7305 63 500
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8133: Pentanoic acid, 3-methyl-
60
5000
11.60 11.80 12.00 12.20
87 m/z 57.10 47 .30%
S Ot
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
11.60 11.80 12.00 12.20
5000 m/z 41.10 44 _46%
29
102 149
T e e L I O 1 o et S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro- AL T L e S
60 11.60 11.80 12.00 12.20
m/z 55.10 29.86%
5000
29 J
98
o.w@ﬁu...ﬂ.”.,..” B o o o o O SN
mz-> 0 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.68 2.03 ng 148348 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.5-dimethvl- 226 C16H34 056292-69-4 58
2 Oxalic acid. hexadecvl hexvl ester 398 C24H4604 1000309-25-0 53
3 Octane 114 C8H18 000111-65-9 50
4 Pentadecane. 5-methvl- 226 C16H34 025117-33-3 49
5 Undecane 156 C11H24 001120-21-4 47
Abundance Scan 2186 (15.682 min): BG024718.D (-2180) (-) m/z 43.10 100.00%
a3
71
5000

15.40 15.60 15.80 16.00

9
127155 190 221

277 549
ol rrdih 498 m/z 57.10 97.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83046: Tetradecane, 2,5-dimethyl-
57
5000 LA L L L L L L
15.40 15.60 15.80 16.00
- 85 m/z 71.15 59.03%
ol 11| 118 gz
B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
RN e e
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 55_.55%
269
0 125 176 204
[ T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7618: Octane R B R Al haa
43 15.40 15.60 15.80 16.00
m/z 55.15 26.29%
5000
85
doasi ||| 1
[ T T e T T T e T R N REREEREERE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.40 15.60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane, 6,9-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.37 ng 225996 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 6.9-dimethvl- 226 C16H34 055045-13-1 87
2 Heptadecane 240 C17H36 000629-78-7 76
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexadecane 226 Cl16H34 000544-76-3 72
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
Abundance Scan 2330 (16.528 min): BG024718.D (-2327) (-) m/z 57.10 100.00%
sl
5000
85
113 161 207 16.20 16.40 16.60 16.80
L P O Y O e W .2.3.‘3,2.6.‘3.2]9?. 331354 ATABATZ L Thyz 43.10  69.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83045: Tetradecane, 6,9-dimethyl-
57
5000] 5 U DR R AR
g5 16,20 1640 16.60 16.80
m/z 71.10 49.11%
155
ol by 8 1 eree
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
16.20 16.40 16.60 16.80
5000 g5 m/z 41.10 36.42%
29
o 113 141 169106 240
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71394: Pentadecane A o e
57 16.20 16.40 16.60 16.80
m/z 85.10 35.51%
5000 85
29
ol 4 1113 141168 212
m/z--> 5'0 100 1&1,0 2(')0 250 300 350 400 450 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.47 5.40 ng 513828 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2661 (18.473 min): BG024718.D (-2655) (-) m/z 55.10 100.00%

5000
157 250 o a0 a0 T
157 . . . .
319 363 504 536
0! m/z 73.10 99.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
0
5000 129 LA L L L L L B L L

18.20 18.40 18.60 18.80
m/z 43.10 92.11%

157185213 256
L \ ‘ ‘

0! \\H‘ uh” \m N

I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43,73
R IR s
18.20 18.40 18.60 18.80
5000 129 m/z 59.95 85.79%
185 241 284
101 157 213

O T e T T T e T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 57.10 81.97%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18. 40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl9.66 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.66 2.03 ng 193310 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-5-naphthoic acid 202 C12H1003 007498-58-0 27
2 Butane. 1.1"-Toxvbis(2.l-ethaned... 218 C12H2603 000112-73-2 27
3 Methvl 2-methvlinden-3-on carbox... 202 C12H1003 1000214-93-4 27
4 tert-Butvl-T2-I2-T2-(2-butoxveth... 364 C18H4005Si 1000352-13-7 25
5 s-Triazine, 2,4-diamino-6-(o-ami... 202 C9H10ON6 029366-74-3 22
Abundance Scan 2863 (19.659 min): BG024718.D (-2860) (-) m/z 202.10 100.00%

7 202

5000

145 175 19.40 19.60 19.80 20.00

240 281309 347 371 401 476

0 m/z 57.10 95.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #62539: 3-Methoxy-5-naphthoic acid
202
5000 LA L L L LB L L LB BB
19.40 19.60 19.80 20.00
159 m/z 45.10 67.43%
103
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
A AREEE RS S
19.40 19.60 19.80 20.00
5000 m/z 103.05 53.79%
85
29
117144
0 o LML e e e s O L i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #62554: Methyl 2-methylinden-3-on carboxylate o LS a R e D S
202 19.40 19.60 19.80 20.00
m/z 101.10 44 _93%
5000
170
R Bl
Ot e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.50 3.82 ng 463258 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Cvclooctacosane 392 C28H56 000297-24-5 87
3 1-Tricosene 322 C23H46 018835-32-0 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 87
Abundance Scan 3176 (21.498 min): BG024718.D (-3171) (-) m/z 55.10 100.00%
g5
83
5000
111
LRI N BN SUN
140 175203232 267294 21.20 21.40 21.60 21.80
bbb .I,-L:* ok, 202 S07207 32836 907 444470 836 | nz7 0 57.10  91.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 R DU SR B U
mmmmmmmm
m/z 43.05 76.93%
OJJW \‘“ \\‘\ \H ‘\ 15|3 196224
m/z--> §o 100 150 260 2éo 360 3%0 460 4éo 560 '
Abundance
57
o7 21.20 21.40 21.60 21.80
5000 m/z 83.10 72.64%
29 125 30
0 153181210237264292 335364
m/z--> §o 160 1%0 260 250 300 3%0 460 4%0 560 '
Abundance #163016: 1-Tricosene T T
57 21.20 21.40 21.60 21.80
97 m/z 69.10 69.12%
5000
29 25
ol | 153182210238 266294 322
m/z--> §o 160 1%0 260 250 360 3%0 460 4éo 560 ' 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024718.D

Aca On : 5 Nov 2016 18:29

Operator : UM/SJ

ﬁ?ggle i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.43 3.42 ng 414361 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 97
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 83
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Octadecanamide 283 C18H37NO 000124-26-5 72
5 Dodecanamide 199 C12H25N0 001120-16-7 53

Abundance Scan 3505 (23.431 min): BG024718.D (-3500) (-) m/z 59.10 100.00%

5000

L

23 20 23. 40 23. 60 23. 80

178 222251281308337 376 419
o 4550858 | m/z 72.10 66.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (2)-
5!
5000 |||||||||||||||||||
23 20 23. 40 23. 60 23. 80
m/z 55.10 55.83%
29 6 126
0 N‘\ P 154 184 238 281
a IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R RAREE S R
23.20 23.40 23.60 23.80
5000 m/z 43.10 37.61%
137
97
o 165193 240267294 337
B B e e A AL I o o o o o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106565: Hexadecanamide A e  RRRas B
59 23.20 23.40 23.60 23.80
m/z 69.05 30.71%
5000

”U%mmmﬂzm

O o e A B B e AR = aa

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23. 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110416\

Data File : BG024718.D

Acg On : 5 Nov 2016 18:29

Operator : UM/SJ

3?22'6 i H5527-09 GW-105-11.25-30.0
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.33 8.1 ng 312808 1 8.27 769967 20.0
unknown7 .79 7.79 78.6 ng 3027470 1 8.27 769967 20.0
Pentanoic acid, 3... 11.84 3.3 ng 164465 2 11.09 996812 20.0
Tetradecane, 2,5-... 15.68 2.0 ng 148348 3 14.88 1464030 20.0
Tetradecane, 6,9-... 16.53 2.4 ng 225996 4 17.63 1903940 20.0
n-Hexadecanoic acid 18.47 5.4 ng 513828 4 17.63 1903940 20.0
unknownl19 .66 19.66 2.0 ng 193310 4 17.63 1903940 20.0
Trichloroacetic a... 21.50 3.8 ng 463258 5 21.92 2424040 20.0
9-Octadecenamide, ... 23.43 3.4 ng 414361 5 21.92 2424040 20.0
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