LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 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-BG012015.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 2.829 19 24 33 rvB 189503 324220 3.68% 0.716%
2 2.905 33 37 41 rBV 240114 276658 3.14% 0.611%
3 4.815 355 362 368 rBVY 302092 419863 4_.77% 0.927%
4 5.279 434 441 449 rBV 2037482 3007279 34.17% 6.638%
5 6.871 705 712 721 rBV 2265970 3565268 40.51% 7.870%

7.223 765 772 780 rBV 2071439 3243241 36.85% 7.159%
7.682 844 850 860 rBv2 415990 692891 7.87% 1.530%
8.005 898 905 912 rvVB 1360156 2187065 24.85% 4.828%
8.845 1040 1048 1055 rBV 1308031 2166138 24.61% 4.782%
10.473 1318 1325 1331 rBV 538397 940460 10.69% 2.076%

=
QO ~NO®

11 12.946 1740 1746 1755 rBV 2839107 4201456 47 .74% 9.274%
12 13.792 1885 1890 1894 rBV 114016 169381 1.92% 0.374%
13 14.333 1976 1982 1990 rBV3 898210 1411926 16.04% 3.117%
14 15.696 2209 2214 2219 rBV 95149 123082 1.40% 0.272%
15 15.825 2229 2236 2251 rBV 3434036 4852021 55.13% 10.710%

16 17.077 2442 2449 2456 rBV2 1406496 2018965 22.94% 4._.457%
17 17.206 2464 2471 2476 rVB10 101542 165243 1.88% 0.365%
18 17.981 2599 2603 2607 rBV6 96841 152734 1.74% 0.337%
19 19.715 2892 2898 2904 rBV 7147419 8800704 100.00% 19.427%
20 20.978 3109 3113 3123 rBV3 443934 768653 8.73% 1.697%

21 21.266 3157 3162 3168 rBV 1991231 2619005 29.76% 5.781%
22 22.447 3358 3363 3368 rVB 514775 757063 8.60% 1.671%
23 23.522 3538 3546 3555 rBV 1237057 2438233 27.70% 5.382%

Sum of corrected areas: 45301549
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG012615\
BG015923.D

26 Jan 2015 22:03

TP/1Z

G1159-10

S
9

Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

TIC: BG015923.D

2000000
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6.87 7.22

8.00

8.85
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10.47
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Time-->
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I
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3.50
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8000000

6000000

4000000

2000000

TIC: BG015923.D

19.71

15.83
12.95

17.08
14.33

13.79

15. 7.21 17.98

0

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

TIC: BG015923.D

21.27
23.52

L

20.98 22.45

0
Time-->

21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.91 7-.99 ng 276658 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 Myo-lInositol, 2-C-methyl- 194 C7H1406 000472-96-8 33
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 D-Epi-Inositol, 4-C-methyl- 194 C7H1406 040788-89-4 9
5 Scyllo-Inositol, 1-C-methyl- 194 C7H1406 000564-92-1 9

Abundance Scan 38 (2.911 min): BG015923.D (-33) (-) m/z 73.05 100.00%
7B
5000
A
280 300  3.20
orrruLl'. . .‘.1,0.8. 47 198 243274 308 344372401 445475 511545 | sz 87.00  30.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 s LA AL L UL
280 300 3.0
“ ‘ m/z 43.00 29.59%
0 ”HI'J”I"”I"” LY S S UL UL S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
I N S
280 300 3.0
5000 m/z 55.00 21.81%
116 153
o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1855 Acetamide, N- ethyl T llnkn T T L |
30 280 300 3.0
m/z 71.00 14 .85%
5000 g7
0'”'ls'g""l""l"" LY S S UL UL S B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 Butanoic acid, 4-(2,4,5-tri... Concentration Rank 3

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

4.81 12.12 ng 419863 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 4-(2,4,5-trichlor... 296 C11H11C1303 025333-21-5 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37
4 2-Octanol, 2-methyl- 144 C9H200 000628-44-4 37
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 361 (4.809 min): BG015923.D (-355) (-) m/z 43.00 100.00%
a3
5000 101

4.40 4.60 4.80 5.00 5.20

Ol 7L, | 146 194225 264295322355388422 305 S 'm/z 58.95 90.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114928: Butanoic acid, 4-(2,4,5-trichlorophenoxy)-, methy...
59
101
5000 | BN INL L L L L L L LB (L

440 4.60 4.80 500 5.20
m/z 101.00  47.20%

L 132 167196 267296

Ot e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
RS SR e e S
440 4.60 4.80 5.00 5.20
5000 m/z 58.05 20.54%
101
O e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
59 440 4.60 4.80 5.00 5.20
m/z 41.00 11.16%
5000
31
J 87
(O o B L EL e o L RS s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 unknown7.22 Concentration Rank 1

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

7.22 93.61 ng 3243240 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Norbornene-2-methanol 124 C8H120 000095-12-5 25
2 1,3-Cyclopentadiene 66 C5H6 000542-92-7 25
3 1-Penten-3-yne 66 C5H6 000646-05-9 25
4 1-(2-Cyanovinyl)aziridine-2-carb... 119 C6H5N3 1000191-13-8 17
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 17

Abundance Scan 771 (7.218 min): BG015923.D (-765) (-) m/z 131.90 100.00%
68 192
5000
96
40 6.80 7.00 7.0 7.40 7.60
o 173 208 253281 358 400427 479508 545 m/z 67.95 80. 73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10164: 5-Norbornene-2-methanol
66
5000 AR RS SRS R R

6.80 7.00 7.20 7.40 7.60
m/z 66.00 60.19%

39 124
O.MME.W%ﬁ..”,............ NN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
66
R e e R e e
6.80 7.00 7.20 7.40 7.60
5000] m/z 69.00 39.26%
O+ T T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #360: 1-Penten-3-yne
66 6.80 7.00 7.20 7.40 7.60
39 m/z 133.90 38.38%
5000
O+ T e T e T T IR o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 6 13-Tetradecen-1-ol acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.98 5.87 ng 768653 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 62
2 1-Hexacosanol 382 C26H540 000506-52-5 62
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 56
4 Cyclopentane, 1l-pentyl-2-propyl- 182 C13H26 062199-51-3 49
5 1-Docosanol 326 C22H460 000661-19-8 45
Abundance Scan 3113 (20.978 min): BG015923.D (-3109) (-) m/z 68.95 100.00%
69,9
5000 At l |
153 193 237 279309 341 20.60 20.80 21.00 21.20
I | ..,..1. ko i S 380 429 473506535 | Tz 83.00  94.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90869; 13-Tetradecen-1-ol acetate
43
5000
111 20.60 20.80 21.00 21.20
m/z 57.05 94 .07%
0 H H\ Fh ;67196224254
m/z--> 6 5 100 150 200 250 300 3%0 460 4éo 560 séo
Abundance
43
20.60 20.80 21.00 21.20
5000 83 m/z 97.00 90.52%
111
ol 15 139168196224252280308336364
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #115548: Octadecane, 1-(ethenyloxy)-
57 20.60 20.80 21.00 21.20
m/z 54.95 88.19%
5000
97
29
o {25154 194222253281
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 séo 20.60 20.80 21.00 21.20

8270-BG012015.M Wed Jan 28 16:51:59 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 7 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .45 6.21 ng 757063 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 81
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
3 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 64
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 59
5 2,6-Octadien-1-o0l, 3,7-dimethyl-._. 196 C12H2002 016409-44-2 59
Abundance Scan 3364 (22.453 min): BG015923.D (-3358) (-) m/z 69.00 100.00%
69
5000 k}\
4l | 22.20 22.40 22,60 22.80
121149 191 . . . .
obr L b0, 191,223 263295 341370401 444 477504 58 | g1 00 43.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
s000] 4
22.20 22.40 22.60 22.80
m/z 41.00 15.44%
ol il f ?%‘f 164191 231 273 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
22.20 22.40 22.60 22.80
5000 m/z 95.10 13.04%
41
. 109137165193
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16360: 1,6-Octadiene, 3,5-dimethyl-, trans-
69 22.20 22.40 22.60 22.80
M m/z 67.05 11.82%
5000
ol il 96123
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015923.D

Acq On : 26 Jan 2015 22:03

Operator : TP/1Z

Sample : G1159-10

Misc S

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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]
Butane, 2-methoxy... 2.91 8.0 ng 276658 1 7.68 692891 20.0
Butanoic acid, 4-... 4.81 12.1 ng 419863 1 7.68 692891 20.0
unknown? .22 7.22 93.6 ng 3243240 1 7.68 692891 20.0
13-Tetradecen-1-o... 20.98 5.9 ng 768653 5 21.27 2619010 20.0
Squalene 22.45 6.2 ng 757063 6 23.52 2438230 20.0
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