LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

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_F\METHODS\8270-BF031115.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 1.207 26 28 31 rBV 678304 649254 48_49% 6.447%
2 1.333 35 39 42 rVB 75412 113438 8.47% 1.126%
3 1.493 50 53 55 rBvV 79292 117000 8.74% 1.162%
4 1.733 72 74 81 rBvV 31328 45294 3.38% 0.450%
5 4.796 340 342 349 rBB 66595 102698 7.67% 1.020%

5.344 387 390 393 rBV 818961 863796 64.51% 8.577%
6.647 502 504 507 rBV 1024297 903247 67.46% 8.969%
6.773 513 515 518 rBV 954797 941485 70.32% 9.349%
7.059 538 540 543 rBB 198626 183453 13.70% 1.822%
7.242 554 556 559 rBvV 670027 739102 55.20% 7.339%

=
QO ~NO®

11 7.756 599 601 604 rBvV 655931 571567 42.69% 5.675%
12 8.636 676 678 681 rBvY 297963 255591 19.09% 2.538%
13 9.985 794 796 798 rBV 1334802 1151347 85.99% 11.432%
14 10.499 839 841 843 rBB 18609 18439 1.38% 0.183%
15 10.808 866 868 870 rvB 281298 285188 21.30% 2.832%

16 11.791 951 954 956 rBV 488362 684558 51.13% 6.797%
17 12.648 1026 1029 1031 rBV 243587 309870 23.14% 3.077%
18 14.637 1201 1203 1206 rBV 974833 1338915 100.00% 13.295%
19 15.825 1305 1307 1314 rBV 30348 63747 4._76% 0.633%
20 15.928 1314 1316 1319 rBV 331724 357402 26.69% 3.549%

21 17.723 1470 1473 1477 rBV 234199 358823 26.80% 3.563%
22 18.351 1526 1528 1535 rBV5 4930 16671 1.25% 0.166%

Sum of corrected areas: 10070885
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF033015\

BF078093.D

30 Mar 2015 20:44

TP/1Z

G1708-03

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

CALIBRATION
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1200000

1000000

800000

600000

400000

200000

1.21

.33.49
1.33 173

TIC: BFO78093.D

6.65
6.77

5.34

4.80

7.24

7.06

O

Time-->  1.00

A
L B S L R B |

2.00 2.50

1.50

T
3.00 3.50

I
4.00 4.50 5.00

5.50

6.00 6.50

Abundance

1200000

1000000

800000

.76

600000

400000

200000

0H—

9/98

8.64

10.50

TIC: BFO78093.D

11.79

10.81 12.65

Time-->

8.

10.50

B
00 8.50

9.00 9.50 10.00

13.50

12.00 12.50 13.00

11.00 11.50

14.00

Abundance

1200000

4.64

1000000

800000

600000

400000

200000

15.93

15.8]

TIC: BFO78093.D

17.72

18.35

0
Time-->

—
16.00 16.50 17.00

15.00 15.50

17.50

19.00 19.50 20.00

18.00 18.50

20.50

21.00

8270-BF031115

-M Tue Mar 31 11:15:08 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

1.21 70.78 ng 649254 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 28 (1.207 min): BF078093.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
R
1.00 120 140 1.60
55
L T T\ U ¥ P m/z 43.05 50.15%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BB AR S
1.00 120 140 1.60
31 89 m/z 89.10 28.83%
"I'"'I'?§M“M'??ML'““I"ézl""Ill"l""l""l""
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
71 100 120 140 160
5000 89 m/z 41.10 9.75%
27
18 37 53 59 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #2101: Propane, 2-methoxy-2-methy!l- e i i
73 1.00 120 140 1.60
m/z 45.10 7.43%
5000
41 57
29
15 \ ‘
I s I I I U I I IR W AL NS I R
m/z--> 10 20 30 40 50 60 70 80 90 100 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.49 12.76 ng 117000 1,4-Dichlorobenzene-d4 7.06
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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 53 (1.493 min): BF078093.D (-50) (-) m/z 73.10 100.00%
73
5000
43 55 87 Y A G | G
| 120 1.40 1.60 1.80
SN 1 W FOOVRNSSSS N NS RN m/z 43.10  33.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BN SARRS RARA AR LA
43 1.20 1.40 1.60 1.80
55 87 m/z 87.10 26.94%
‘%9 35 ‘ 67 | |,
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
73
n g 87 120 1.40 160 180
5000 m/z 55.10 24 .02%
29
15 67 97
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- e
7B 1.20 1.40 1.60 1.80
m/z 41.10 11.70%
5000
45
29
L 39 > 67 |, 101
miz--> 0 20 30 40 50 60 70 8 90 100 120 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 11.20 ng 102698 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 342 (4.796 min): BFO78093.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 U RN R RS
| 83 | 4.40 4.60 4.80 5.00 5.20
L e o SN I m/z 59.10 56.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS RN R RS
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 21.90%
15 31 101
| 25 7 37, 53, 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
440 460 480 5.00 5.20
5000 m/z 58.10 18.58%
55
21 37, 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #208: Acetone e ERaa s R A RE.
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.54%
5000
58
ﬁs 2r 87
mz> 10 2 % 40 %0 60 70 3 90 100 110 | 440 450 480 8b0 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 unknown6.77 Concentration Rank 1

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

6.77 102.64 ng 941485 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 515 (6.773 min): BF078093.D (-513) (-) m/z 132.00 100.00%
132
5000 68
26 rrTrTTTTT T T T T T T
40 4054 o | | B g 104 6.40 6.60 6.80 7.00
e a1 L P R S T e m/z 68.10 42 .56%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 USRI SR S U
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 32.15%
'”'ﬂ'M\J'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 660 680 7.00
5000 67 m/z 66.10 26.87%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine R o
132 6.40 6.60 6.80 7.00
m/z 69.10 17.08%
5000 104
39 52 g 8
""|"“Hi""ﬂ”"'|mwl'|"le""??"'l'J" '}}7I""I""I"' LSRR SRS L R I
m/z--> 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\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 8 1-Tetracosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.57 ng 63747 Chrysene-di12 15.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 59
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 53
5 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 38
Abundance Scan 1307 (15.825 min): BF078093.D (-1305) (-) m/z 57.10 100.00%
597 83
5000 111 [\\
“ ‘ 1560 15.80 16.00 16.20
—_t el m/z 43.10 95.92%
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
43
5000 83
15.60 15.80 16.00 16.20
18 J 11 m/z 55.10 95.66%
Lh il L M ‘\L L 140 168 196 238 266 308 336
m/z--> 5 1éo 260 2éo 360 3éo
Abundance
43
1560 15.80 '123 00 '1&3'2'0' '
5000 83 m/z 83.10 89.67%
18 111
65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #115549: Octadecane, 1-(ethenyloxy)- e
43 15. 60 15. 80 16. oo 16. 20
m/z 69.10 78.55%
5000 69
97
1§‘h i | ‘\JL‘les 154 178106 224 252 281
m/z--> % 1& 150 200 250 3& 3% mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078093.D

Acq On : 30 Mar 2015 20:44

Operator : TP/1Z

Sample - G1708-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
Quant Title : 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]
Propane, 2,2-dime... 1.21 70.8 ng 649254 1 7.06 183453 20.0
Butane, 2-methoxy... 1.49 12.8 ng 117000 1 7.06 183453 20.0
2-Pentanone, 4-hy... 4.80 11.2 ng 102698 1 7.06 183453 20.0
unknown6.77 6.77 102.6 ng 941485 1 7.06 183453 20.0
1-Tetracosanol 15.83 3.6 ng 63747 5 15.93 357402 20.0
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