LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 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-BG051315.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 4.764 348 353 360 rvB 26828 37787 2.24% 0.408%
2 5.246 430 435 445 rBV 430624 614755 36.47% 6.635%
3 6.175 589 593 599 rBvY 11398 18076 1.07% 0.195%
4 6.856 703 709 720 rBV 460212 696804 41.33% 7.521%
5 7.197 759 767 775 rBV 449503 681025 40.40% 7 .350%
6 7.655 838 845 852 rVvB 106544 166252 9.86% 1.794%
7 7.972 893 899 906 rBvY 312344 481529 28.56% 5.197%
8 8.813 1035 1042 1053 rBV 260134 430183 25.52%  4.643%
9 10.446 1312 1320 1328 rBV 142947 231452 13.73% 2.498%
10 12.931 1736 1743 1749 rBV 616602 915669 54.32% 9.883%
11 13.772 1880 1886 1892 rBV 59023 80744  4.79% 0.871%

12 14.312 1972 1978 1985 rVB2 217429 321467 19.07% 3.470%
13 15.810 2226 2233 2245 rBV 584535 838521 49.74% 9.050%
14 17.062 2439 2446 2450 rBV2 312488 428989 25.45% 4 _.630%

15 17.097 2450 2452 2457 rVB 19349 25771 1.53% 0.278%
16 17.450 2507 2512 2517 rBV4 12205 18662 1.11% 0.201%
17 17.967 2596 2600 2611 rVB5 32128 49788 2.95% 0.537%
18 19.124 2786 2797 2801 rBV 41237 58922 3.50% 0.636%
19 19.488 2851 2859 2866 rBV 36986 61399 3.64% 0.663%

20 19.694 2887 2894 2900 rBV 1408207 1685785 100.00% 18.195%

21 20.957 3102 3109 3115 rBV 103211 146652 8.70% 1.583%

22 21.163 3141 3144 3149 rBV 27667 30960 1.84% 0.334%
23 21.251 3151 3159 3163 rBvV 445648 590839 35.05% 6.377%
24 21.286 3163 3165 3169 rVB 20814 21087 1.25% 0.228%
25 22.420 3354 3358 3363 rVB 58180 78530 4.66% 0.848%
26 23.384 3518 3522 3527 rVB2 14010 22352 1.33% 0.241%

27 23.490 3532 3540 3549 rBvV 291967 531301 31.52% 5.734%

Sum of corrected areas: 9265301
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017351.D
1400000

1200000
1000000
800000

600000

5.25 6.86 7.20
400000
8.81

200000
766 10.45
4.76 6.17

o T 1 A
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BG017351.D
1400000 19.69

1200000
1000000

800000

12.93
600000 15.81

400000 17.06

14.31
200000
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BG017351.D
1400000

1200000
1000000
800000

600000
21.25

400000 2349

200000
20.96 22.42

2121629 A 23.

D R e e e e e————— Sl S e e e e LS

Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 4

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

4.76 4_.55 ng 37787 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Butane 58 C4H10 000106-97-8 9
5 Propane, l-isocyanato-2-methyl- 99 C5H9NO 001873-29-6 9

Abundance Scan 352 (4.759 min): BG017351.D (-348) (-) m/z 43.00 100.00%
43
59
5000
e o 1‘|’1 440 460 480 500
R e e L B o e e B m/z 59.00 55.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LAARE SRS LARRELAARE R
59 440 460 480 500
m/z 101.00 16.15%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.00 15.21%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43 4.40 4.60 4.80 5.00
m/z 41.05 7.19%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 7

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

6.17 2.17 ng 18076 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 9
3 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 9
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
5 2-Hexanol 102 C6H140 000626-93-7 9

Abundance Scan 592 (6.169 min): BG017351.D (-589) (-) m/z 45.00 100.00%
45
5000
59
| 75 90 5.80 6.00 6.20 6.40 6.60
SR e — T A Y5 T (O R W =1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8973: Ethanol, 2-(2-methoxyethoxy)-
45
A
5000 SR RS AR R
31 | 59 580 6.00 620 640 6.60
m/z 43.00 22.07%
75 89
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
31
5.80 6.00 6.20 6.40 6.60
5000 . m/z 58.00 21.57%
45 25 90
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2203: Hydrazine, (2-methoxyethyl)-
45 5.80 6.00 6.20 6.40 6.60
m/z 90.00 14.71%
5000
90
I'ﬁﬁ'lu"??"Z%I""I""I""I"" A SRS BRASE BUREE BRREY SRR I SARRE NS R R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 580 6.00 620 640 6.60

8270-BG051315.M Fri May 29 17:42:13 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknown7.20 Concentration Rank 1

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

7.20 81.93 ng 681025 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 28
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 768 (7.203 min): BG017351.D (-759) (-) m/z 132.00 100.00%
32
5000 68
54 75 % 6.80 7.00 7.20 7.40 7.60
48 62 ‘ 103
....,...!','!...,!!..,:!-.'.|,..':-.,.5?“?.,..!.,.':..,....,...., Yerrr | 'm/z 68.00  44_49%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AU NI R I I
69 6.80 7.00 7.20 7.40 7.60
57 m/z 134.00 32.74%
89 103
....,....ml‘. .‘.‘,‘.‘.‘.‘. I('S:'a' T "I i '%TI L | |1|1|5||””| e
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 66.00 32.61%
70
31
44 51 €0 7 g6 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R EREARmaRE TR
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.11%
5000
67
80 91
54
SO - P 1 N . Ao AN O
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.97 2.32 ng 49788 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2601 (17.973 min): BG017351.D (-2596) (-) m/z 42.95 100.00%
43
773
5000 256
129 213
101115 | 443157171185 o9 17.60 17.80 18.00 18.20

m/z 55.05 75.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 17.60 17.80 18.00 18.20
213 m/z 57.00 69.63%
157171 185
.HH\ \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.60 17.80 18.00 18.20
5000 129 m/z 40.95 68.73%
29 185 228
8799 115 143,171
157 199513
[ T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 60.00 66.80%
5000 129
29 171
! 15 214
‘ T ?9 ‘ 143157 ‘ 185
T O o O W W A W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Docosanol Concentration Rank 3

83

R.T. EstConc Area Relative to ISTD R.T.
20.96 4.96 ng 146652 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol 326 C22H460 000661-19-8 91
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Docosanol, acetate 368 C24H4802 000822-26-4 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 3109 (20.957 min): BG017351.D (-3102) (-) m/z 43.10 100.00%
43
83
5000 111
AR PN SR B
153 173 31 20.60 20.80 21.00 21.20
off [l I | f20,73173 208224246267 202 341 - TIL 0T 8T A
m/z--> 50 100 150 200 250 300
Abundance #131001: 1-Docosanol
43
83
5000 AU DU AR B
20 60 20. 80 21.00 21.20
11 208 m/z 57.05 80.77%
18 | dsg fl L | 11O ae7 195 0
m/z--> 50 100 150 200 250 300
Abundance
43
I I I

20.60 20.80 21.00 21.20

5000 m/z 83.10 75.26%
111
26 66 139 167 106 224 250 279 308 336
—a A A A e
miz--> 50 100 150 200 250 300
Abundance #121981: 1-Docosene
55 20.60 20.80 21.00 21.20
m/z 41.10 62 .53%
97
5000
29
125
Ll d el | T 18 s 308
el L A S — auesCH ML Akl Sl
miz--> 50 100 150 200 250 300 2060 20,80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .42 2.96 ng 78530 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 86
2 Squalene 410 C30H50 007683-64-9 83
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 59
Abundance Scan 3358 (22.420 min): BG017351.D (-3354) (-) m/z 69.05 100.00%
6o ﬂ
5000
41
ig 22120 22.40 22.60 22.80
175 207 : : : :
N .ll.-i Sl BL205 284 86 . m/z 81.10 44.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... “L
69
5000 R SO BN UL BUM
a1 nmnmnmnm
137 m/z 41.00 26.43%
L‘u\h ‘?\ 17 | 161 191 217 244 273 299 341 367 410
m/z--> 55 100 150 260 2éo 360 3%0 460
Abundance
69
22120 22.40 22.60 22.80
s000l 4 m/z 95.10 14 .59%
9 137
1177 161 191 217 273 299 341 367 410
m/z--> 55 160 1éo 200 250 300 350 460
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- A B R
69 22.20 22.40 22.60 22.80
m/z 67.95 12.75%
5000
41
136
wll I ] A ?15 11% i 175 231
m/z--> 55 100 150 200 250 300 350 460 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017351.D

Acq On : 29 May 2015 8:47

Operator : TP/1Z

Sample - G2408-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 4.5 ng 37787 1 7.66 166252 20.0
Ethanol, 2-(2-met... 6.17 2.2 ng 18076 1 7.66 166252 20.0
unknown? .20 7.20 81.9 ng 681025 1 7.66 166252 20.0
n-Hexadecanoic acid 17.97 2.3 ng 49788 4 17.06 428989 20.0
1-Docosanol 20.96 5.0 ng 146652 5 21.25 590839 20.0
2,6,10,14,18,22-T... 22.42 3.0 ng 78530 6 23.49 531301 20.0
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