LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083271.D

Aca On - 25 Nov 2015 13:58 Instrument :

Operator : UM/1Z gmgigamlem'

353"“0 le : G4553-01 112015-A265—E-D-M
isc :

ALS Vial : 14 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 F\Methods\8270-BF112115.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 3.975 172 174 182 rBvY 66684 137936 2.35% 0.372%
2 4.696 235 237 252 rVB 557194 920483 15.70% 2.484%
3 5.176 277 279 296 rBVY 1550598 1787328 30.48% 4.823%
4 5.587 312 315 324 rBV 66699 107785 1.84% 0.291%
5 6.250 371 373 380 rBVY 1150822 1180486 20.13% 3.186%

6.353 380 382 385 rBV 2056875 2944535 50.21% 7.946%
6.581 400 402 405 rBvV 822882 1005484 17.14% 2.713%
6.741 414 416 419 rBV 3918835 3842296 65.52% 10.369%
2941368 3729009 63.58% 10.063%
7.873 513 515 518 rBV 1404006 1315074 22.42% 3.549%
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11 8.959 607 610 613 rBY 6030286 5864608 100.00% 15.826%
12 9.359 643 645 650 rvB 59453 64493 1.10% 0.174%
13 9.622 666 668 671 rBV 1577524 1508078 25.71% 4_.070%
14 10.410 734 737 739 rBV 2702197 2609960 44.50% 7.043%
15 11.096 795 797 800 rBV 1780008 1559638 26.59% 4_.209%

16 11.656 844 846 851 rBv2 110624 161443 2.75% 0.436%
17 12.433 912 914 919 rBV 154695 188223 3.21% 0.508%
18 12.685 933 936 939 rBV 5153685 5408789 92.23% 14.596%
19 13.599 1012 1016 1021 rBV2 63312 108314 1.85% 0.292%
20 13.725 1024 1027 1029 rBV 1208279 1517968 25.88% 4._.096%

21 15.074 1142 1145 1148 rBV 931356 1095366 18.68% 2.956%

Sum of corrected areas: 37057296
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On - 25 Nov 2015 13:58

Operator : UM/IZ

Sample . G4553-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI1\BNA F\Methods\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
6000000 TIC: BF083271.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On : 25 Nov 2015 13:58

Operator : UM/I1Z

Sample : 64553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEMI1I\BNA F\Methods\8270-BF112115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.98 2.74 ng 137936 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 72
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72

Abundance Scan 174 (3.975 min): BF083271.D (-172) (-) m/z 55.10 100.00%
55 3
5000 43 p\\wv\\
98
% | 50 . 360 380 4.00 4.20 4.40
O B e e L L I e e O SV m/z 83.10 91.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 360 380 4.00 4.20 4.40
m/z 43.10 50.11%
o 24‘ 7 49 || 6267 77 | Q2
mz-> 10 20 30 4'0 N A N T
Abundance
55 83
360 380 4.00 4.20 4.40
5000 41 m/z 98.10 34.72%
- 98
15 67
S I S SR SIS SIS U UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3301: 2-Pentene, 2,4-dimethy!l- S B i
55 83 3.60 3.80 4.00 4.20 4.40
m/z 39.10 29.96%
5000 41
27 7 %8
Ot ﬁ?' T ﬂ'“ T 'ﬁ""' ﬂ'h l'|6'2""|' '??I AR RN RAR
m/z--> 10 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On : 25 Nov 2015 13:58

Operator : UM/I1Z

Sample : 64553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\Methods\8270-BF112115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.70 18.31 ng 920483 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 237 (4.696 min): BF083271.D (-235) (-) m/z 43.10 100.00%
43
59
5000 \\‘
101 S S SR S
440 4.60 4.80 5.00
O S0l 3L 60 8 | | "m/z 59.10 54.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I L
59 440 460 4.80 5.00
m/z 101.10 13.96%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
440 4.60 480 500
5000 m/z 58.10 13.21%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- —rrrrr
59 440 4.60 4.80 5.00
m/z 41.10 8.84%
5000
a1 101
0 15 ! 3\1 ! ‘ N 53\\ 69 8\3
m/z--> 10 20 30 40 50 & % 80 90 100 110 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On : 25 Nov 2015 13:58

Operator : UM/I1Z

Sample : 64553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\Methods\8270-BF112115.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.59 2.14 ng 107785 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
3 Guanidine. methvl- 73 C2H7N3 000471-29-4 9
4 Hexane. 1-propoxv- 144 C9H200 053685-78-2 9
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 9

Abundance Scan 315 (5.587 min): BF083271.D (-312) (-) 43.10 100.00%
a3 73 ﬂ
5000
| = o w0 15 520 540 5k SED 600
Obrrr bt el b e e || M/ 73.10  86.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000

520 540 560 5.80 6.00
m/z 41.10 12.28%

29
o 37, X 65 83 gg 100 pg11d
i N e B R RS S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
B B
520 540 5.60 5.80 6.00
5000 5 m/z 115.10 11.70%
29
72
15 51 85 100
o) BN MY S ] RS U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #708: Guanidine, methyl- e R EE
30 43 73 520 540 5.60 5.80 6.00
m/z 55.10 6.21%
5000
57
s e
S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On : 25 Nov 2015 13:58

Operator : UM/I1Z

Sample : 64553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\Methods\8270-BF112115.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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.07 ng 161443 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 76
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 35
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27
5 Decane 142 C10H22 000124-18-5 11
Abundance Scan 846 (11.656 min): BF083271.D (-844) (-) m/z 43.10 100.00%
60 | \/\i\/\/\‘
5000
129
97 171 213 rrTyrTTTTTT T T T T T T T T T
115 | 1431570218599 | 207 256 11.40 11.60 11.80 12.00
0 m/z 73.10 94 _.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 73
43
5000
129 11.40 11.60 11.80 12.00
29 ‘ .15 1 214 m/z 60.10 83.06%
185
oL 15 ,\,\,,I\,”w,‘\ | ,jfnf’?ml ‘I‘”I\JI'?%I”‘HII\II:'-IQ8” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 m/z 57.10 76.75%
129
29 87 185 228
. 100118 143157171 | 1994
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! L
11.40 11.60 11.80 12.00
m/z 41.10 68.60%
5000
31
110 126 146 163
0 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083271.D

Aca On : 25 Nov 2015 13:58

Operator : UM/I1Z

Sample : 64553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\Methods\8270-BF112115.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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.48 ng 188223 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Methvl-_.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 914 (12.433 min): BF083271.D (-912) (-) m/z 43.10 100.00%
43 73
57
5000
129
97 RS SUNILR UL BN S
15 | e 1711899 241, 284 12.20 12.40 12.60 12.80
o} m/z 73.10 84 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5
5000
12.20 12.40 12.60 12.80
129 m/z 60.05 77 .39%
2 97 256
oL 1l mr U5 1143157 18519973207
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 54 1220 12.40 12.60 12.80
5000 m/z 57.10 73.92%
129 -
115 214
27 87 101 152 185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid L e A Ra
78 12.20 12.40 12.60 12.80
43 m/z 55.05 65.50%
5
5000 129
185 228
115
1 143 171
0 "'|""|""|' . m ]TH\ H‘ “.‘..l‘....‘ ”” I‘”llgglg:ll'?”\” SRR RRARRRRE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\
Data File : BF083271.D

Acq On : 25 Nov 2015 13:58

Operator : UM/1Z

Sample - G4553-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.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]
3-Penten-2-one, 4... 3.98 2.7 ng 137936 1 6.58 1005480 20.0
2-Pentanone, 4-hy... 4.70 18.3 ng 920483 1 6.58 1005480 20.0
2-Pentanone, 4-me... 5.59 2.1 ng 107785 1 6.58 1005480 20.0
Tridecanoic acid 11.66 2.1 ng 161443 4 11.10 1559640 20.0
n-Hexadecanoic acid 12.43 2.5 ng 188223 5 13.73 1517970 20.0
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