LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087175.D

Aca On : 19 May 2016 7:14 Instrument :
Operator - UM/SJ BNA_F

Sample - H3120-01 ClientSampleld :
Misc - RAV-GT-201
ALS Vial : 30 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-BF051716.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 1.713 10 11 61 rvB 4023663 9572172 100.00% 23.252%
2 4.456 248 251 261 rBV 89152 166996 1.74% 0.406%
3 4.684 269 271 282 rBV 421336 597350 6.24% 1.451%
4 5.164 310 313 334 rBVY 1052827 1840992 19.23% 4_472%
5 5.564 345 348 357 rVB 165001 182425 1.91% 0.443%

6.239 406 407 414 rBV2 892232 1304048 13.62% 3.168%
6.353 414 417 419 rBV 2586027 3329398 34.78% 8.087%
6.570 434 436 441 rVB 669587 882974 9.22% 2.145%
6.730 448 450 453 rBV 3205695 2949109 30.81% 7.164%
7.153 484 487 489 rBV 2782920 2700377 28.21% 6.559%

=
QO ~NO®

11 7.862 547 549 554 rBV 1219624 1149133 12.00% 2.791%
12 8.102 568 570 572 rBV 136048 232514 2.43% 0.565%
13 8.136 572 573 578 rVB 157432 183938 1.92% 0.447%
14 8.216 578 580 583 rBvV 1701207 1529788 15.98% 3.716%
15 8.948 641 644 646 rBV 4788842 4738901 49.51% 11.511%

16 9.165 661 663 666 rVvB3 59241 95931 1.00% 0.233%
17 9.348 677 679 681 rBvV 172107 157859 1.65% 0.383%
18 9.610 700 702 704 rVV 1349673 1197260 12.51% 2.908%
19 10.399 768 771 774 rBV 2513836 2526803 26.40% 6.138%
20 11.085 829 831 834 rVB 1086274 936892 9.79% 2.276%

21 11.634 877 879 883 rBv2 76086 121844 1.27% 0.296%
22 12.674 967 970 972 rBV 2773482 3144391 32.85% 7.638%

23 13.714 1058 1061 1063 rBV 707842 800104 8.36% 1.944%
24 15.062 1176 1179 1185 rBV 736861 826261 8.63% 2.007%

Sum of corrected areas: 41167460
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

Sample : H3120-01

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BFO87175.D
1.71
4000000
6.73
3000000 7.15
6.35
2000000
5.16
6.24
1000000 6.57
\ o
4.46 5.56
0 L T B o e e e B e e e o LA B e e e o e e e B I B S e L e e B B e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO87175.D
8(95
4000000
3000000 12.67
10.40
2000000 8.92
11.08
1000000 h
o 11,@3 -
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BFO87175.D
4000000
3000000
2000000
(e e e e e e e e e e L LA B A B e S S o B S S S B e B B B S B E N L BB
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

a?ggle ; H3120-01 e
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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-Propanol, 1-chloro- Concentration Rank 8

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

4._.46 3.78 ng 166996 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro- 94 C3H7CI0 000127-00-4 56
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 50
3 Propanenitrile. 3-methoxv- 85 C4H7NO 000110-67-8 50
4 2.2-Dichloroethvl methvl ether 128 C3H6CI20 034862-07-2 40
5 Hexane, 1-methoxy- 116 C7H160 004747-07-3 39

Abundance Scan 251 (4.456 min): BF087175.D (-248) (-) m/z 45.10 100.00%
481
5000

4.20 4.40 4.60 4.80

36. 57.0 77.0
Ol oo 2Ll 880 U129 sz 43.10 8.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2494: 2-Propanol, 1-chloro-
45.0
5000 LI L L L L L L L L L

420 4.40 4.60 4.80
m/z 49.00 7.11%

79.0
150 290 |, 570 |, 930

L M e X 1 NN SR 411 DN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

45.0

420 4.40 4.60 4.80
5000 m/z 39.10 4.78%

55.0 73.0
150 270 87.0
z7-->
Abundance : itri S,

#1537: Propanenitrile, 3-methoxy- R e LR EEEEEma
45.0 4.20 440 460 480
m/z 42.10 3.67%

5000
29.0
A 540 a0 850
e L T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

a?ggle ; H3120-01 e
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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-hydroxy-4-me... Concentration Rank 5

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

4.68 13.53 ng 597350 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 271 (4.684 min): BF087175.D (-269) (-) m/z 43.05 100.00%
43.0
5000 59.1 \
| mo "k 4k 4B0 500
o e et b e e .| M7z 59.10 0 48.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 440 4.60 4.80 5.00
m/z 101.10 13.39%
31.0 83.0 101.0
0 “'|“"w'“|'“"1“'“W"w"“l“"w"w'”“l'“'ﬂ"w'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
440 460 480 5.00
5000 m/z 58.10 13.06%
58.0
150 579 72.0 100.0
o R I A RS LA I AL RS IS WAL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 <P
Abundance #224: Butane L L B B B B B
43.0 4.40 4.60 4.80 5.00
m/z 41.05 9.25%
5000 29.0
58.0
10 150 | ‘\ ‘ |
o R I AR RS LA I AL RS IS WAL B DAREBINARB R N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

a?ggle ; H3120-01 e
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.56 4.13 ng 182425 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 9
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 9

Abundance Scan 348 (5.564 min): BF087175.D (-345) (-) m/z 43.10 100.00%
d.1
73.1
5000
SRR U UL L I
55.1 100.1 115.1 520 5.40 5.60 5.80
Obrrrprrrr et e e e || M7z 73.10  74.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
520 5.40 5.60 5.80
m/z 41.05 11.49%
150 290 55.0 830  100.0 11“‘3-0
O T T T T T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
520 540 560 580
5000 58.0 m/z 115.10 8.51%
15.0
G s R AL RS I R R RS R WS RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3787: 2-Pentanone, 3—methy|— LI L L L L B L L B
43.0 520 5.40 5.60 5.80
m/z 42.10 7.20%
5000
29.0 57.0
72.0
“ ‘ 85.0 100.0
G s R R RS R R R RS R WS RAARS SR A IR UL L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

Sample : H3120-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.35 Concentration Rank 2

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

6.35 75.41 ng 3329400 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 417 (6.353 min): BF087175.D (-414) (-) m/z 132.10 100.00%
13p.1
5000 68.1
USRS SRR N
400 541 | 9.1 6.00 6.20 6.40 6.60
o/ ST ,-:~'.|.'.§,1-9. TR m/z 68.10 38.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS SR R
6.00 6.20 6.40 6.60
310 510 m/z 134.10 33.53%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 660
5000 m/z 66.10 26.79%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.14%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

Sample : H3120-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 7

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

8.10 4_.05 ng 232514 Naphthalene-d8 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 78
2 2-Propanol. 1-Tl-methvl-2-(2-pro... 174 C9H1803 055956-25-7 74
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 72
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 72
5 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 72

Abundance Scan 570 (8.102 min): BF087175.D (-568) (-) m/z 59.10 100.00%
5d.1 N
5000
o 103.1 7.80 8.00 8.20 8.40
o...,....-,|ﬂ.|...|'-....,8.6'.0..,|....,.?3.3:°,....,.... m/z 41.10 21.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 780 8.00 8.20 840
31.0 103.0
‘ 45.0 m/z 45.05 17.04%
|

0 \“‘ ‘ inn 75'0 89'0
— T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

59.0

7.80 8.00 8.20 8.40

5000 41.0 m/z 103.10 16.64%
103.0
o 27.0 73.0 g7.0 117.0 143.0 159.0 174.0
e T -~ et et e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8143: 2-Pentanol, 2,3-dimethyl- SV NN \V: S
59.0 780 8.00 8.20 8.40

m/z 57.10 15.50%
5000

45.0 101.0
31.0
150 | H‘ Al 83.0 ‘

o...,....,....;....w...,....,....,....,..” e L

m/z--> 20 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

Sample : H3120-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Butanol, 3,3"-oxybis- Concentration Rank 9

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

8.14 3.20 ng 183938 Naphthalene-d8 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
3 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 64
4 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 56
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 56

Abundance Scan 573 (8.136 min): BF087175.D (-572) (-) m/z 59.10 100.00%
59.1
5000
45.1 103.1
7.80 8.00 8.20 8.40
ol 80 1311 1461 m/z 45.10  28.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31006: 2-Butanol, 3,3'-oxybis-
59.0
5000 310 450 103.0 7.80 800 8.20 840
m/z 57.10 27.99%
oL1so || 750 87.0 116.0 134.0146.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
7.80 800 8.20 840
5000 m/z 103.10 25.87%
310 45.0 103.0
ol 150 75.0 89.0 115.0 134.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29741: 2,4-Diethyl-6-methyl-1,3,5-trioxane I EERS ,A./\. T
59.0 7.80 8.00 8.20 8.40

m/z 41.10 24 .36%

5000

45.0
103.0
il

15.0 m' L M08ﬂ)‘\1501ﬂ0mmuwo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

Sample : H3120-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

C:\DATABASENNISTO2.L

LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

unknown8.22

Concentration Rank 4

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

8.22 26.63 ng 1529790 Naphthalene-d8 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 40
2 Ethanol. 2-(1.l1-dimethvlethoxv)- 118 C6H1402 007580-85-0 38
3 Oxirane. (propoxvmethvIl)- 116 C6H1202 003126-95-2 37
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 35
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 35

Abundance Scan 580 (8.216 min): BF087175.D (-578) (-) m/z 57.10 100.00%
57.1
5000 411 101.1
IR g | st gy se | 70 50 520 5k 5k
0”I””P'”P”'P”W'iW”'W””I””P'“ﬁ”'P”W'”W”'W“”I”' m/z 59.05 63.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #27001: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
101.0
5000 43.0 83.0
7.80 8.00 8.20 8.40 8.60
290 ‘ 710 m/z 101.10 50.65%
0”I””P'M$”“'iW”jﬁ””I””PA'P”“'”W”'W””I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0
7.80 800 8.0 8.40 8.60
5000 210 m/z 41.10 44 _96%
23.0 103.0
o 790 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7895: Oxirane, (propoxymethyl)- e e R
57.0 7.80 8.00 8.20 8.40 8.60
43.0 m/z 43.05 29.30%
5000
27.0 230
0”&?%'J“””hM”PA'P”WL'Wfiﬂ”'v“ﬂ”“l”“v”'P”W“' [rrrT[rrr o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40 8.60

8270-BF051716.M Thu May 19 17:07:21 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\

Data File : BF087175.D

Aca On : 19 May 2016 7:14

Operator : UM/SJ

a?ggle ; H3120-01 e
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 10 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.60 ng 121844 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Nonanoic acid 158 C9H1802 000112-05-0 53
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 50
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 47
Abundance Scan 879 (11.634 min): BF087175.D (-877) (-) m/z 43.10 100.00%
431
T MJ\/J\W%
5000
970 129.1 R mm s B
151.0 171.1 1932 213.2 11.40 11.60 11.80 12.00
0 m/z 60.00 79.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46617: Undecanoic acid
60.0
41,0
5000
11.40 11.60 11.80 12.00
85.0 129.0 m/z 41.10 74.59%
| | |0 10
i Ll .‘M- 025 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60.0
41.0 " '11:40 11.60 11.80 12,00
5000 m/z 73.05 69.52%
115.0
87.0
15.0 158.0
O T T T o o e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy!
73.0 11.40 11.60 11.80 12.00
m/z 55.10 68.31%
- waw.[L_“M
44.0
97.0
0 ?-?(?wu \\“ W ||“‘|“||M|H‘||‘|“=12|??|14:H§?| ‘|1|7|3|0|||| ||||||2|3|5||0| R REREE R T —
m/z--> 20 40 6 80 100 120 140 160 180 200 220 11.40 11.60 1180 1200
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051816\

Data File : BF087175.D

Acq On : 19 May 2016 7:14

Operator : UM/SJ

a?ggle ; H3120-01 e
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.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]
2-Propanol, 1-chl... 4.46 3.8 ng 166996 1 6.57 882974 20.0
2-Pentanone, 4-hy... 4.68 13.5 ng 597350 1 6.57 882974 20.0
2-Pentanone, 4-me... 5.56 4.1 ng 182425 1 6.57 882974 20.0
unknown6 .35 6.35 75.4 ng 3329400 1 6.57 882974 20.0
1-Propanol, 2-(2-... 8.10 4.0 ng 232514 2 7.86 1149130 20.0
2-Butanol, 3,3"-0... 8.14 3.2 ng 183938 2 7.86 1149130 20.0
unknown8.22 8.22 26.6 ng 1529790 2 7.86 1149130 20.0
Undecanoic acid 11.63 2.6 ng 121844 4 11.08 936892 20.0
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