LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088702.D

Aca On 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 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-BF063016.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 1.678 3 8 10 rVB 3313807 4397150 100.00% 14.096%
2 1.713 10 11 20 rvv 377676 524867 11.94% 1.683%
3 1.838 20 22 39 rvB 1252896 1951612 44.38% 6.256%
4 2.056 39 41 65 rvB3 48630 175336 3.99% 0.562%
5 4.959 292 295 299 rBV 124790 169228 3.85% 0.542%

5.382 329 332 334 rBV 2154132 2427869 55.21% 7.783%
6.410 419 422 424 rBV 1987457 2030466 46.18% 6.509%
6.547 431 434 436 rBV 2037377 2471537 56.21% 7.923%
6.776 452 454 456 rBvV 839044 711973 16.19% 2.282%
6.936 465 468 470 rVB 1633858 1916142 43.58% 6.143%

=
QO ~NO®

11 7.336 500 503 505 rBV 1362491 1401155 31.87% 4.492%
12 8.056 564 566 569 rvVB 939929 924731 21.03% 2.964%
13 9.142 657 661 663 rBY 1958432 2950479 67.10% 9.458%
14 9.805 716 719 722 rBB 1068018 1063424 24.18% 3.409%
15 10.594 785 788 791 rBV 1811946 1827763 41.57% 5.859%

16 11.291 846 849 851 rBvV 998014 1241276 28.23% 3.979%
17 12.868 984 987 990 rBV 2409067 2979134 67.75% 9.550%

18 13.908 1076 1078 1081 rBV 1220579 1091074 24.81% 3.498%
19 15.303 1197 1200 1202 rBV 752347 939292 21.36% 3.011%

Sum of corrected areas: 31194508
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BFO070516\

BF088702.D

5 Jul 2016 14:47

UM/SsJ

PB91664BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1168

3000000

2500000

2000000

1500000

1000000

500000

1.84

TIC: BF088702.D

5.38
6.49.55

6.94

6.78

4.96

2.06

0
Time-->

T
2.00

2.50

3.00

3.50

4.00

T
4.50 5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF088702.D

12.87

9.14
10.59

8.06 9.80 11.29

Time-->

9.50

10.00 10.50 11.00 11.50 12.00 12.50 13.00

T
8.00

8.50

9.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF088702.D

13.91

15.30

Time-->

14.00 14.50 15.00

1 1
16.50 17.00 18.50 19.00

8270-BF063016.

M Wed Jul 06 19:03:23 2016 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088702.D

Aca On : 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl.68 Concentration Rank 1

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

1.68 123.52 ng 4397150 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Pentane. 3-methoxy- 102 C6H140 036839-67-5 17
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 8 (1.678 min): BF088702.D (-3) (-) m/z 73.10 100.00%
78
5000 43 j\
89
1,70 1.80 1.90 2.00 2.10
37, 2 Ay n/ 0
LN IR S UL S SURLEL AR S SUR S S z 43.10 47.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
31 89 m/z 89.10 33.06%
"'I""I'?§'I"??I""I"??I'"'I""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
1,70 1.80 1.90 2.00 2.10
5000 m/z 41.05 8.85%
45
29
39 S a7 101
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #733: N-Ethylformamide
30 73 1.70 1.80 1.90 2.00 2.10
m/z 45.10 7 .50%
5000
58
44
---|-:!-ﬁl|--ﬁ‘-‘ ---3-8i‘l‘-‘l-?]----|----|H--|----|----|----| L'_ﬁ—'ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 1.70 1.80 1.90 2.00 2.10

8270-BF063016.-M Wed Jul 06 19:03:24 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088702.D

Aca On : 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.06 4.93 ng 175336 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 7
3 Glvcine 75 C2H5N02 000056-40-6 5
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 4
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 4

Abundance Scan 41 (2.056 min): BF088702.D (-39) (-) m/z 75.10 100.00%
75
5000 45
o || 180 2.00 220 240
A A o B I o R m/z 73.10 69.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 DAL SRABE R
1.80 2.00 2.20 2.40
“ m/z 45.10 40.60%
...,.%ﬁ.,.?‘?‘.‘,....‘,w..‘.,..%.3‘7.,...‘??‘l...,...8.8,....,1.0?..,.
m/z--> 10 20 60 70 80 90 100 110
Abundance
73
180 2.00 220 240
5000 m/z 41.05 25.30%
45
39 S5 61 67
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine
30 1.80 2.00 2.20 2.40
m/z 47.05 15.34%
5000
75
It P 51 69
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088702.D

Aca On : 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7

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

4.96 4.75 ng 169228 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 295 (4.959 min): BF088702.D (-292) (-) m/z 43.10 100.00%
43
59
5000
101 AR N UL B
| 51 | 83 | 460 4.80 5.00 5.20
R R R B RS AL ARRAA AR AR AR EALAN UARSS LARRE AR m/z 59.10 59.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R L R
59 460 480 500 520
m/z 101.10 21.12%
15 31 ‘ 101
'”P”WJ”PNW””W”?{“P”W””E%W”“m”ﬁ””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.81%
68
50 126 142
ST T T T T T T T T T T O O T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA L L LB L LB L L B
43 4.60 4.80 5.00 5.20
m/z 41.10 9.21%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W AR N UL B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088702.D

Aca On : 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.55 Concentration Rank 2

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

6.55 69.43 ng 2471540 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 434 (6.547 min): BF088702.D (-431) (-) m/z 132.00 100.00%
5000 68
% J 620 640 660 680
40 54 . . .
frer |wsus g o Tm/z 68.10  37.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR AR RRAR AR N
o7 6.20 6.40 6.60 6.80
117 m/z 134.00 34.19%
79
: ||||| Iw\l I \IM‘I\I\‘I\ |8|8|||1|0§| "‘l ||H| T
m/z--> 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 23.98%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R L R R A
132 6.20 6.40 6.60 6.80
m/z 69.10 15.34%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘ 1:!-\2 |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
Data File : BF088702.D

Acq On 5 Jul 2016 14:47

Operator : UM/SJ

Sample : PB91664BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .68 1.68 123.5 ng 4397150 1 6.78 711973 20.0
Propane, 1,l1-dime... 2.06 4.9 ng 175336 1 6.78 711973 20.0
2-Pentanone, 4-hy... 4.96 4.8 ng 169228 1 6.78 711973 20.0
unknown6 .55 6.55 69.4 ng 2471540 1 6.78 711973 20.0
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