LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF083003.D
Acq On : 18 Nov 2015 9:20 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64443-03 20151109MGP215BRV84
ALS Vial : 32 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-BF110715.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 3.927 152 161 163 rBV 2545387 9998938 100.00% 16.589%
2 4.898 244 246 249 rBV 677173 828623 8.29% 1.375%
3 5.356 284 286 288 rBV 2508227 2227985 22.28% 3.696%
4 6.396 375 377 379 rBV 1833843 1491150 14.91% 2.474%
5 6.521 385 388 391 rBV 4154913 3897088 38.98% 6.466%
6 6.750 406 408 410 rBV 1284206 1048095 10.48% 1.739%
7 6.910 419 422 424 rBV 4403916 3830712 38.31% 6.356%
8 7.322 455 458 460 rBV 3376529 3669922 36.70% 6.089%
9 7.950 511 513 516 rBvV 487727 419077 4_.19% 0.695%
10 8.042 518 521 523 rVV 1270273 1325598 13.26% 2.199%

11 9.116 612 615 618 rBV 4917146 5470932 54.72% 9.077%
12 9.242 624 626 629 rBvV 248614 333673 3.34% 0.554%
13 9.722 664 668 671 rBv2 82211 163348 1.63% 0.271%
14 9.790 671 674 676 rBV 1827018 1580994 15.81% 2.623%
15 10.248 712 714 717 rVvv2 99359 141632 1.42% 0.235%

16 10.579 740 743 746 rBV 3557383 3442222 34.43% 5.711%
17 10.705 753 754 758 rVB 66067 102325 1.02% 0.170%
18 11.265 801 803 806 rBV2 1363423 1479708 14.80% 2.455%
19 12.373 898 900 902 rVvV 3596758 3147370 31.48% 5.222%
20 12.408 902 903 908 rVvB 127913 125518 1.26% 0.208%

21 12.694 926 928 932 rVB 171876 161011 1.61% 0.267%
22 12.865 940 943 945 rBV 5805721 6986185 69.87% 11.591%
23 13.425 991 992 995 rvv2 73920 99995 1.00% 0.166%
24 13.768 1019 1022 1031 rBV 114885 189569 1.90% 0.315%
25 13.894 1031 1033 1036 rBV 1321314 1844265 18.44% 3.060%

26 14.008 1040 1043 1045 rBV 4020648 3758506 37.59% 6.236%
27 15.299 1153 1156 1159 rBV 1045062 1360815 13.61% 2.258%

28 15.505 1171 1174 1177 rBV 823078 1005028 10.05% 1.667%
29 17.985 1387 1391 1398 rVB 52604 142605 1.43% 0.237%

Sum of corrected areas: 60272889
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111715\

BF083003.D

18 Nov 2015 9:20

umsiz

G4443-03

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

20151109MGP215BRV84

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083003.D

6.52

3.93 5.36

6.4Q

4.90

6.91

7.32

6.75 8.04

7.9

0

Time-->

4.00 4.50

5.00 5.50

T
6.00

2.50

3.00 3.50

7.50 8.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083003.D
12

9.12

10.58 12.37

9.79
11.26

9.24 9.

10.25 0.70

2 =

14.01

13.8

13.43 137

2D
T 1

0

Time-->

12.50 13.00

11.50 12.00

10.50 11.00

9.00 9.50 10.00

13.50 14.00 14.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083003.D

15.30

15.51

17.99

0
Time-->

18.00 18.50

17.00 17.50

15.50 16.00 16.50

19.00 19.50

20.00 20.50 21.00

8270-BF110715.

M Wed Nov 18 19:35:23 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 1 Formamide, N,N-dimethyl- Concentration Rank 1

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

3.93 190.80 ng 9998940 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 91
2 N-Ethylformamide 73 C3H7NO 000627-45-2 5
3 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 5
4 1,2-Ethanediamine, N-methyl- 74 C3H10N2 000109-81-9 4
5 Acetaldehyde 44 C2H40 000075-07-0 4

Abundance Scan 161 (3.927 min): BF083003.D (-152) (-) m/z 73.10 100.00%

44 B
5000

4I 515458 84 3.60 3.80 4.00 4.20
o} o711 RS 1 NS PSR-« SN m/z 44.10 83.85%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #727: Formamide, N,N-dimethy!-
44 73
5000 LI L L L L L LN L L L |

28 3.60 3.80 4.00 4.20
m/z 42.10 41_.25%

P e e
S 2 S S S~
mz-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
30
73

3.60 3.80 4.00 4.20

o

5000 m/z 43.05 9.38%
44 58
18 27

o 13 40 54

S A A R B A SR I SRR KRR SR RERRA S R AR R AR RALA SR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #769: Borane, dimethoxy- e

73 360 380 400 4.20

m/z 58.10 7.72%

43
5000 19
29
11 24 | 36 |la6 545761 70

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.90 15.81 ng 828623 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 246 (4.898 min): BF083003.D (-244) (-) m/z 43.05 100.00%
43
59
5000
1 460 480 500 520
o B0l sl e e | e 0 B0, 130
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LA S R

460 4.80 5.00 5.20
59 m/z 101.10 17.74%

101
0 ?\7\\ 37\ N 53‘ ‘ 67 7”7 83 91 : ‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e e B )
57 4.60 4.80 5.00 520
5000 m/z 58.10 14 _.36%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R AN EaEEE
59 4.60 4.80 5.00 5.20
m/z 41.10 9.11%
5000
41
N N PR~ 1 PR - N -1 ....J....,. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 unknown6.52 Concentration Rank 2

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

6.52 74.37 ng 3897090 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.521 min): BF083003.D (-385) (-) m/z 132.10 100.00%
68
5000
96 SRR A SRR
40 g4 28 | 06 6.20 6.40 6.60 6.80
0 AN . A | N m/z 68.10 53.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RSN A SRR
6.20 6.40 6.60 6.80
2 51 m/z 66.10 33.29%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68
SRR RARRE RARRE LRSS
6.20 6.40 6.60 6.80
5000 m/z 134.10 33.08%
39 %
27
15 53
R S B S LS B WL B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 21.67%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN | G A A
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 5 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

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

7.95 6.32 ng 419077 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Di-sec-butyl ether 130 C8H180 006863-58-7 53
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53

Abundance Scan 513 (7.950 min): BF083003.D (-511) (-) m/z 57.10 100.00%
4 q7
5000
> 87 760 7.80 8.00 8.20
100 : : : :
0 S— | - 119 132 m/z 45.10 98.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31015: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 A L I R L I
29 7.60 7.80 8.00 8.20
m/z 41.10 37 .44%
S A - ‘i.‘..,..‘.\.\,..qu’... s 12 aa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57
760 7.80 8.00 8.20
5000 m/z 75.10 17.72%
29
® e 100
132
ol 119 144 163
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4366: 3,3—Dimethy|butane—2—0| LI L B L L L L L B
57 7.60 7.80 8.00 8.20
45 m/z 56.10 17.37%
5000
87
29 69
15 | ‘ 102
N R LR A RN R AR AN LA KA AR RSN RALAN ALK EARRI R A L L U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 7 2,5,8,11,14-Pentaoxapentade... Concentration Rank 11

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

9.72 2.07 ng 163348 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 90
2 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 78
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 72
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 64
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 50

Abundance Scan 668 (9.722 min): BF083003.D (-664) (-) m/z 59.10 100.00%
59
5000
45 103
73 87 133 9.40 9.60 9.80 10.00
SN | Y S N S~ m/z 58.10 26.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70348: 2,5,8,11,14-Pentaoxapentadecane
59
5000 LA L L L L B L L L LB LB
9.40 9.60 9.80 10.00
31 45 103 m/z 103.10 20.66%
o2 73 8 | 115 133 147 177
T T e e T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59
A
9.40 9.60 9.80 10.00
5000 m/z 45.10 18.71%
103
31 45 87
0 72 117 133 147 163 177 191 207 221
L I o e o e N AL B e e B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 I\
Abundance #41634: 2,5,8,11-Tetraoxadodecane A A A
59 9.40 9.60 9.80 10.00
m/z 43.10 9.82%
5000
31 45
LB ] e % 9188
L o o e o A o o LA o i o e o RN e S REARE NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 8 4-Heptanone, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.37 42 .54 ng 3147370 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 64
2 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 59
3 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 47
4 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 43
5 Pantolactone 130 C6H1003 000599-04-2 40
Abundance Scan 900 (12.373 min): BF083003.D (-898) (-) m/z 71.10 100.00%
7
5000 55
43
100 16129 143 0170 189 2 12.00 12.20 12.40 12.60
of 101 L i m/z 73.10 54_51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12134: 4-Heptanone, 3-methyl-
57 71
43
5000 RUNNUNER SR UL
12.00 12.20 12.40 12.60
27 85 128 m/z 55.10 49_.65%
R e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
71
43 12.00 12.20 12.40 12.60
5000 m/z 43.10 27 .36%
85
5 27 57 100
O T e S o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4194: Acrolein,dimethyl acetal R REEEE R E
a1 7 12.00 12.20 12.40 12.60
m/z 41.10 22 .44%
5000
m/z--> 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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 9 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.06 ng 189569 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 87
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 87
Abundance Scan 1022 (13.768 min): BF083003.D (-1019) (-) m/z 57.10 100.00%
57 g3
5000 111
139 191 13.40 13.60 13.80 14.00
Ok b .,1.1..,....,....,.??1.,....,....,....,...., m/z 43.10 90.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 AR AR SR R B
1340 13.60 13.80 14.00
125 m/z 55.10 83.85%
0 IH“ \‘H\\‘\ ‘\H‘\ 215?..]:9|6.2.2f1.|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
83 LN NS UL B I
13.40 13.60 13.80 14.00
5000 m/z 83.10 81.36%
111
139 182210
e L s U UL B U UL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43 13.40 13.60 13.80 14.00
m/z 97.05 71.50%
5000 83
y 111
o | 139167 106224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 10 2(3H)-Furanone, dihydro-3-h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.01 40.76 ng 3758510 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone, dihydro-3-hydrox... 130 C6H1003 052126-90-6 59
2 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 53
3 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 53
4 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 50
5 Pantolactone 130 C6H1003 000599-04-2 42
Abundance Scan 1043 (14.008 min): BF083003.D (-1040) (-) m/z 71.10 100.00%
7
5000
Pl 13160 13,80 14,00 1420 1440
oﬁﬁ—J‘A,‘. i | 120143163 189 215235 277 386 773 10 45.96%
m/z--> 50 100 150 200 250 300 350
Abundance #12868: 2(3H)-Furanone, dihydro-3-hydroxy-4,4-dimethyl-
71
5000 U SRR SRR B
43 1360 13.80 14.00 14.20 14.40
m/z 55.10 40.80%
0 .zﬁi L‘u\l\‘\‘\l H\I .95|1.13.1.31. ——r— T
m/z--> 50 100 150 200 250 300 350
Abundance
71
4s 1360 13.80 14.00 14.20 14.40
5000 m/z 43.10 20.22%
. 2% 100
m/z--> 50 100 150 200 250 300 350
Abundance #4194: Acrolein,dimethyl acetal
a1 T 13.60 13.80 14.00 14.20 14.40
m/z 85.10 17.00%
5000
N N
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20 14.40

8270-BF110715.M Wed Nov 18 19:35:30 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/I1Z

ﬁ?ggle - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 12 unknownl7.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.10 ng 142605 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 45
2 1-Methylcyclohexanol 114 C7H140 000590-67-0 42
3 Octanoic acid, 2-tetrahydrofuryl._.. 228 C13H2403 033601-75-1 42
4 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 40
5 Oxirane, 2,2"-[1,4-butanediylbis... 202 C10H1804 002425-79-8 38
Abundance Scan 1391 (17.985 min): BF083003.D (-1387) (-) m/z 71.10 100.00%
!
5000
55
4 85100 143 207 17.60 17.80 18.00 18.20 18.40
0 ,,Jljf', bt e LY BL L Tnzz 73.10 0 42.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3774: Z-1-Methoxy-2-pentene
71
41
5000 LR SURRURR UL SRR B
17,60 17.80 18.00 18.20 18.40
m/z 55.10 31.77%
‘ 5 g5 100
0'”P'”M”'PJ'H“¢'“W”"“”I“”"“'”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
17.60 17.80 18.00 18.20 18.40
5000 m/z 100.10 14 .33%
43
99
. 2 57 85 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74893: Octanoic acid, 2-tetrahydrofurylmethy! ester e B e
7 17.60 17.80 18.00 18.20 18.40
m/z 43.10 12.22%
- WWWJ\N\M
43
9 7
0 \h T\ il %5 101 127 144
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280 17,60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111715\

Data File : BF083003.D

Acq On : 18 Nov 2015 9:20

Operator : UM/1Z

3?22'6 - 64443-03 20151100MGP215BRV84
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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]
Formamide, N,N-di... 3.93 190.8 ng 9998940 1 6.75 1048100 20.0
2-Pentanone, 4-hy... 4.90 15.8 ng 828623 1 6.75 1048100 20.0
unknown6 .52 6.52 74_.4 ng 3897090 1 6.75 1048100 20.0
Ethanol, 2-(2-but... 7.95 6.3 ng 419077 2 8.04 1325600 20.0
2,5,8,11,14-Penta. .. 9.72 2.1 ng 163348 3 9.79 1580990 20.0
4-Heptanone, 3-me... 12.37 42.5 ng 3147370 4 11.26 1479710 20.0
Trichloroacetic a... 13.77 2.1 ng 189569 5 13.90 1844270 20.0
2(3H)-Furanone, d... 14.01 40.8 ng 3758510 5 13.90 1844270 20.0
unknownl17.99 17.99 2.1 ng 142605 6 15.30 1360820 20.0
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