LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 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_G\METHODS\8270-BG060315.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 2.775 11 15 21 rBV 182737 237340 16.23% 4.020%
2 5.219 425 431 441 rVB 115794 170066 11.63% 2.880%
3 6.829 699 705 714 rVB 69103 111488 7.63% 1.888%
4 7.164 756 762 774 rVB 228951 352887 24.14% 5.977%
5 7.623 833 840 847 rVvB 66577 106079 7.26% 1.797%

7.946 888 895 902 rBV 211332 327577 22.41% 5.548%
8.786 1032 1038 1049 rBvV 177174 291384 19.93% 4 _.935%
10.419 1308 1316 1325 rBV 82144 144094 9.86% 2.441%
1733 1739 1745 rBV 479304 665277 45.50% 11.268%
14.291 1969 1975 1982 rBV 134767 200563 13.72% 3.397%

=
QOO ~NO®
=
N
(o]
o
)]

11 15.784 2223 2229 2244 rBV 476110 673986 46.10% 11.415%
12 17.041 2437 2443 2449 rBV2 192562 273149 18.68% 4.626%

13 17.946 2593 2597 2606 rBV2 46429 68506 4.69% 1.160%
14 19.232 2811 2816 2821 rBV2 26784 37004 2.53% 0.627%
15 19.679 2886 2892 2898 rBV 1229454 1461996 100.00% 24.762%
16 20.948 3104 3108 3117 rBV3 35292 56645 3.87% 0.959%
17 21.230 3151 3156 3164 rVB 298168 359595 24 .60% 6.090%
18 22.399 3352 3355 3364 rVB6 15771 21754 1.49% 0.368%

19 23.463 3529 3536 3543 rBv2 187072 344824 23 .59% 5.840%

Sum of corrected areas: 5904214
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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Time-->
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Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BG017452.D

21.23
23.46

20.95

22.40

|

0

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.78 44_.75 ng 237340 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (2.781 min): BG017452.D (-11) (-) m/z 73.05 100.00%
73
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
..,....,....,...3.3,|:.'..5,°.'.|.'.-,..‘?7.,'..-..,....,....,... m/z 43.00 44.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 27.73%
‘%9 3 ||| 50 ‘ 67
miz--> 10 20 30 4'0 50 60 70 80 90 100
Abundance
73
21 o 87 280 2.90 3.00 3.10 3.20
5000 m/z 55.00 26 .35%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #7316: 2-Methyl-5-hexen-3-ol
7B 2.80 2.90 3.00 3.10 3.20
55 m/z 41.00 14 _.39%
43
5000
27
T '}é' T "|3?"%$|""|' RS J'*' '?%' HRSURIRI R U UL RN UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : 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 unknown7.16 Concentration Rank 1

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

7.16 66 .53 ng 352887 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 761 (7.158 min): BG017452.D (-756) (-) m/z 132.00 100.00%
132
5000 68
0 54 || 96 - 680 7.00 7.20 7.40
m/z 68.00 43.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SR S UL UL
6.80 7.00 7.20 7.40
33 44 o 105 m/z 66.00 37.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
A
74 6.80 7.00 7.20 7.40
5000 gg 116 m/z 134.00 33.37%
158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14013: 1H-Benzimidazole, 2-methyl-  REaa e
132 6.80 7.00 7.20 7.40
m/z 69.00 23.21%
5000
15 2839 52 03 77 90 104, |
I S N N T AT e g ety 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.95 5.02 ng 68506 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2598 (17.952 min): BG017452.D (-2593) (-) m/z 43.00 100.00%

5000

17.60 17.80 18.00 18.20
m/z 73.00 92.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid

60

5000
17.60 17.80 18.00 18.20

m/z 60.00 88.90%

129 256
Il . \“ A %Z ;%5 | 143157171185199213227 242"
R e L s

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

73

43 57 17.60 17.80 18.00 18.20

5000 - 129 m/z 41.10 81.12%

87 115 171 X
101 143157 185 14
Tﬁmmmrrwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.05 75.28%

435

5000 129

185 228
143157171 ‘ 199713 ‘

M T ]ﬂwwllﬁs \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BG060315.M Fri Jun 05 16:29:20 2015

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : 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 unknownl19.23 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.23 2.06 ng 37004 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 47
2 Pentadecanoic acid 242 C15H3002 001002-84-2 43
3 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 37
4 Undecanoic acid 186 C11H2202 000112-37-8 35
5 n-Decanoic acid 172 C10H2002 000334-48-5 35
Abundance Scan 2816 (19.232 min): BG017452.D (-2811) (-) m/z 43.00 100.00%
4
5000
"' 10.00 19.20 19.40 19.60
m/z 57.00 99.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
73
29
5000 129 19.00 19.20 19.40 19.60
87 1s 185 m/z 72.95 94 .26%
01 143157171 | 199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, T3
19.00 19.20 19.40 19.60
5000 o 129 m/z 55.00 90.12%
87 242
143 199
115 185
101 157171 213
mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104828: 12-Bromododecanoic acid
60 19.00 19.20 19.40 19.60
m/z 40.95 85.33%
5000
41 83 o7 129 199
\‘ L] “ 115 | 150164 181 | 218 237 278
m/z--> ﬁo Jo 60 80 160 150 150 160 180 200 220 240 2éo 2éo 19.00 1920 1940 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : 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 1-Tetracosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 3.15 ng 56645 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 90
2 1-Eicosanol 298 C20H420 000629-96-9 80
3 1-Octadecanol 270 C18H380 000112-92-5 68
4 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 68
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 64
Abundance Scan 3108 (20.948 min): BG017452.D (-3104) (-) m/z 43.00 100.00%
83
5000 11
19 2 20160 2080 7100 2120
e 2 S Tm/z 57.05  80.27%
m/z--> 50 100 150 200 250 300 350
Abundance #142900: 1-Tetracosanol
57 83
5000 111 AU AR U
20.60 20.80 21.00 21.20
29 ‘ 130 m/z 55.00 79.01%
336
: \‘I\ ‘:“ |" ‘:‘ I“ : \I‘\ |““‘| \h Iw‘\ :II-?? IH ]:9“5 4 2|23| |252| |28|0| 398I |‘| =
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 20,60 20.80 21.00 21.20
5000 m/z 83.05 66.77%
111
18 65 139 167 196 252
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #100814: 1-Octadecanol
55 83 20.60 20.80 21.00 21.20
m/z 97.05 59.84Y%
5000 111
29 |‘
139 252
H“ll.J. .‘. {.‘}.h ‘\\?'(?7;‘:!'96 22\4 |

m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017452.D

Acq On : 4 Jun 2015 21:18

Operator : TP/1Z

Sample : G2501-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

Quant Title

TIC Library :C
TIC Integration P

TIC Top Hit name

Butane, 2-methoxy..
unknown7.16
n-Hexadecanoic acid
unknownl19.23
1-Tetracosanol

8270-BG060315.M Fri

:\DATABASE\NISTO2.L
arameters: LSCINT.P

RT EstConc Units Response

. 2.78 44.8 ng
7.16 66.5 ng

17.95 5.0 ng
19.23 2.1 ng
20.95 3.1 ng

Jun 05 16:29:23 2015

237340
352887
68506
37004
56645

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

106079 20.0
106079 20.0
273149 20.0
359595 20.0
359595 20.0

1 7.63
4 17.04
5 21.23
5 21.23
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