LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016675.D

Aca On : 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 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:\HPCHEM1I\BNA G\METHODS\8270-BG042315.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 2.753 7 11 17 rBvV 125350 165316 6.37% 1.069%
2 2.800 17 19 27 rVB 21338 28049 1.08% 0.181%
3 4.709 336 344 352 rBV 135703 188362 7.26% 1.218%
4 5.191 420 426 440 rvB 851675 1181025 45.53% 7.634%
5 6.795 691 699 714 rBV 848372 1278168 49.28% 8.262%

7.136 750 757 769 rBV 866349 1313075 50.62% 8.488%
7.594 828 835 844 rBV 196708 304441 11.74% 1.968%
7.911 882 889 898 rBvV 628932 992650 38.27% 6.416%
8.758 1026 1033 1043 rBvV 466495 745141 28.73% 4.817%
10.379 1302 1309 1321 rBV 266613 443550 17.10% 2.867%

=
QO ~NO®

11 12.865 1725 1732 1752 rBV 1256477 1807587 69.69% 11.684%
12 13.711 1870 1876 1886 rBV 93636 133509 5.15% 0.863%
13 14.251 1961 1968 1976 rBV2 376793 583995 22.51% 3.775%
14 15.743 2216 2222 2240 rVB 776591 1096948 42.29% 7.091%
15 15.967 2255 2260 2268 rBV2 14965 26857 1.04% 0.174%

16 16.989 2428 2434 2442 rBV2 487047 704978 27.18% 4 _557%
17 17.900 2585 2589 2599 rBv4 18069 41004 1.58% 0.265%
18 19.627 2877 2883 2894 rBV 2167002 2593935 100.00% 16.767%
19 20.890 3092 3098 3110 rBV 65716 140314 5.41% 0.907%
20 21.178 3141 3147 3153 rBV 686483 839166 32.35% 5.424%

21 22.330 3338 3343 3347 rBV2 34213 49575 1.91% 0.320%
22 23.382 3515 3522 3534 rVB2 434897 812861 31.34% 5.254%

Sum of corrected areas: 15470506
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042315\

BG016675.D

24 Apr 2015 6:08

TP/1Z

G1950-10

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

P.75

&80

TIC: BG016675.D

6.80 7.14

7.91
8.76

|

10.38
471 7.59

oM

Time--> 3.0

10.00 10.50 11.00

4.00 4.50

5.00

550 6.00 650 7.00 7.0

8.00 850 9.00 9.50

0  3.50

Abundance

2000000

1500000

1000000

500000

TIC: BG016675.D

19.63

12.86

15.74

16.99
14.25

13.71 17.90

15.97

0

Time-->

12.00 12,50 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

2000000

1500000

1000000

500000

20.89

TIC: BG016675.D

21.18
23.38

2233

0
Time-->

21.00 21.50 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\BG042315\
Data File : BG016675.D

Aca On : 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

2.75 10.86 ng 165316 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 9

Abundance Scan 11 (2.753 min): BG016675.D (-7) (-) m/z 73.10 100.00%
7B
5000 /\\
43 g 87
| | 007 280 2.90 3.00 3.10 3.20
e m/z 43.10 25.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 HES IR U R R U
43 5 2.80 2.90 3.00 3.10 3.20
- 87 m/z 87.10 24 .98%
----.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1?-1---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
1 2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 20.25%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide R A EmEna e R
280 2.90 3.00 3.10 3.20
73 m/z 71.10 11.72%
5000
44 58
o ]
"”“'“'WM“'w'"w'"w'"w"'w"'w"'w"'w"" HEE U U U B U
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG042315\
Data File : BG016675.D

Aca On : 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 12.37 ng 188362 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 344 (4.709 min): BG016675.D (-336) (-) m/z 43.05 100.00%
43
59
5000
101
S maa
83 440 4.60 4.80 5.00
...,....,....,..??I,'::..5,0..~.'~I,....,?.3..,.-...,...!,....,....,... m/z 59.10 68.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 34.51%
25 31 37 | 83 gz 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
440 460 480 500
0
5000 101 m/z 58.10 18.58%
28 59
70 84
15 53 78
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone AR L L
59 440 4.60 4.80 5.00
m/z 41.10 8.71%
31
5000
41
|y 53] 65 7379 87 o7 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016675.D

Aca On : 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.14 Concentration Rank 1

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

7.14 86.26 ng 1313080 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 758 (7.142 min): BG016675.D (-750) (-) m/z 132.00 100.00%
5000
68
% 680 7.00 7.20 7.40
40 54 75 103
....,....;-:..“ﬁ....,‘?l.',....,..?.7,..!.,.-:..,.1.1?.,....,'...,.. m/z 134.00  33.46%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN NI R IR
6.80 7.00 7.20 7.40
/z 68.10 33.02%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 20.18%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e B
132 6.80 7.00 7.20 7.40
m/z 69.10 12.83%
5000
6 104
39 51 77 90 117
1 | | |
m/z--> 30 4'0 50 60 70 80 90 100 ﬁo 12'0 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016675.D

Aca On : 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 1-Hexacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.89 3.34 ng 140314 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 90
3 1-Tetracosanol 354 C24H500 000506-51-4 90

4 Heptafluorobutanoic acid. heptad... 452 C21H35F702

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

1000282-97-3 87
074339-53-0 86

m/z

57.10 100.00%

20.60 20.80 21.00 21.20

m/z 83.10 94 .47%

20.60 20.80 21.00 21.20

m/z 69.10 78 .30%

20.60 20.80 21.00 21.20

m/z 43.10 78 .08%

20.60 20.80 21.00 21.20

Abundance Scan 3098 (20.890 min): BG016675.D (-3092) (-)
5000 111
3 ﬂ??153 191209 281
b
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83
18 111
‘h“\ |6 ‘Jﬂ L | 139 168 196 224 252 278 308 336 364
L T T e e T L R
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
5000 11
29
139 168 194 224 20 597 360
e S e o e
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
43
5000 83
18 111
Ll s ‘J|‘L | ,140 168 196 238 266 308 336
L T T T e
m/z--> 50 100 150 200 250 300 350

m/z 97.10 75.76%

20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042315\
Data File : BG016675.D

Acq On 24 Apr 2015 6:08

Operator : TP/1Z

Sample : G1950-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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... 2.75 10.9 ng 165316 1 7.59 304441 20.0
2-Pentanone, 4-hy... 4.71 12.4 ng 188362 1 7.59 304441 20.0
unknown7 .14 7.14 86.3 ng 1313080 1 7.59 304441 20.0
1-Hexacosanol 20.89 3.3 ng 140314 5 21.18 839166 20.0
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