LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

3?22'6 : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 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-BF012916.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 2.453 29 32 38 rvB 120536 194610 2.99% 0.370%
2 4.213 183 186 191 rBvV 941145 1362386 20.94% 2.592%
3 4.898 243 246 256 rVB 2075276 2956013 45.44% 5.625%
4 5.333 281 284 286 rBY 4555504 4532403 69.67% 8.624%
5 5.733 317 319 322 rBV 188917 184399 2.83% 0.351%

6.373 372 375 377 rBV 4202679 4018383 61.77% 7.646%
6.499 383 386 388 rBV 4794509 5135944 78.95% 9.772%
6.727 404 406 408 rBvV 952250 1083582 16.66% 2.062%
6.876 417 419 422 rBV 3428761 3947784 60.68% 7.512%
7.287 452 455 458 rBV 2617759 3360500 51.66% 6.394%

=
QO ~NO®

11 8.007 516 518 522 rBV2 1677073 2606120 40.06% 4_.959%
12 8.716 578 580 583 rvB 164733 192580 2.96% 0.366%
13 8.819 586 589 591 rVvB 129598 109885 1.69% 0.209%
14 9.093 610 613 615 rBVY 5770265 6505597 100.00% 12.379%
15 9.756 669 671 673 rBVY 1634372 1592232 24.47% 3.030%

16 9.790 673 674 676 rVB 239598 173101 2.66% 0.329%
17 9.962 687 689 691 rBvY 104623 86196 1.32% 0.164%
18 10.305 717 719 721 rVB 113404 94712 1.46% 0.180%
19 10.545 737 740 743 rBV 3354134 3657129 56.22% 6.959%
20 11.242 798 801 802 rBV 1583011 1681732 25.85% 3.200%

21 12.831 937 940 942 rBV 6135271 6319756 97.14% 12.025%
22 13.871 1028 1031 1033 rBV 1542904 1642525 25.25% 3.125%
23 15.254 1149 1152 1155 rBV 974130 1117830 17.18% 2.127%

Sum of corrected areas: 52555399
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

ﬁ?ggle : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084661.D
6000000

5000000 6.50
5.33

6.37
4000000
6.88

3000000 729

4.90
2000000

1000000 4.21 6.73

2.45 {k | 5.73
> -—t—A— —
| | | | | | | | | [ |

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF084661.D
6000000 9.09 12,83

5000000

4000000
10.54

3000000

20000001g 41 9.76 11.24

1000000

8. 1282 19996  10.30

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF084661.D
6000000

5000000

4000000

3000000

2000000
13.87

1000000 15.25

R L D L b B B O

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\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

ﬁ?ggle : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 1 n-Propyl acetate Concentration Rank 5

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

2.45 3.59 ng 194610 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Acetic acid. 1-methvlethvl ester 102 C5H1002 000108-21-4 33
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Isobutvlamine 73 C4H1i1IN 000078-81-9 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 32 (2.453 min): BF084661.D (-29) (-) m/z 43.10 100.00%
31
5000
61.0
—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—
73.0 671 220 240 260 2.80
Ol ettt e S e mM/Z 61.00  25.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43.0
5000 SRS S
220 240 2.60 280
61.0 m/z 73.00 11.92%
270 73.0
0"I'”'I"”W”"'M"'I'”'\"'W'h"l”"l"”}Q%q'P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance /L
43.0
SRR
220 240 2.60 280
5000 m/z 42.10 9.52%
61.0
87.0
. 150 27.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #731: 1-Butanamine T R AR AT A
30.0 220 240 2.60 280

m/z 41.10 9.09%

5000
150 | 40 560 730
B VY P v

m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

ﬁ?ggle : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.21 25.15 ng 1362390 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 186 (4.213 min): BF084661.D (-183) (-) m/z 83.10 100.00%
58.1 83.1
5000 43.0 081
| | era 380 4.00 420 4.40 4.60
0...,”..,”..,”.:Hh..r”:.,”.:,”..,J..,”.u,”.. m/z 55.10 99.01%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 R UL LI LN R
20,0 43.0 98.0 380 4.00 4.0 4.40 4.60
m/z 43.05 42 _.41%
0 ‘ ‘ ‘ L Il ‘ | 67.0 75.0 |
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
5.0 35 b0 420 440 450
5000 43.0 m/z 98.10 35.10%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 26 .39%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”'J|“"i“"le'|“'Mi“"|ﬁ"|“"|“" IR NARBE SR AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

ﬁ?ggle : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3

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

4.90 54 .56 ng 2956010 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 246 (4.898 min): BF084661.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 460 480 500 520
o...,....,....,....I,'::.?,l-.o.!.,...e?-,l....,8.37'.0..,...:,|....,. m/z 59.10 59.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRREE LARLE S R
4.60 4.80 5.00 5.20
59.0 m/z 101.10 18.56%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.55%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.10%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ “ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\

Data File : BF084661.D

Aca On - 30 Jan 2016 3:18

Operator : SJ/1Z

ﬁ?ggle : H1261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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.

5.73 3.40 ng 184399 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 3.6-Heptanedione 128 C7H1202 001703-51-1 23
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 16
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 10

Abundance Scan 319 (5.733 min): BF084661.D (-317) (-) m/z 43.05 100.00%
43.0 73.1
5000
5.1 o 001 1151 540 560 580 6.00
Y R S PR =AM N m/z 73.10 96.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 UL UL LS A
540 5.60 5.80 6.00
m/z 115.10 11.01%
O T T i e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
570 000 Si 5k shy 6o
5000 23.0 m/z 41.10 9.85%
71.0
85.0
G R R R R UL RS L RS RSN SRS RRRRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2101: Propane, 2-methoxy-2-methyl-
73.0 540 5.60 5.80 6.00
m/z 55.10 6.50%
5000
41.0 57.0
29.0
15.0 \‘ ‘\ H‘ !
G R R R R UL IS L RS RN SRS RRARS B AR UL LS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084661.D

Aca On : 30 Jan 2016 3:18

Operator : SJ/1Z

Sample : H1261-11

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 5 unknown6.50 Concentration Rank 1

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

6.50 94 .80 ng 5135940 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 386 (6.499 min): BF084661.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DR RS SR
401 541 ‘ 6.20 6.40 6.60 6.80
o....,...::'!...,:.l..,::ln',..7:5.",1....,..!.,?1??:?.1.1.7.-,1.... M| "m/z 68.10 38.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DR LR S LR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 34 .88%
0'“'|“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24.64%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.07%
5000
63.0 81.0
mz-> "'3'0' S '1'66' 'iic')' 120 130 140 620 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\

Data File : BF084661.D

Acq On = 30 Jan 2016 3:18

Operator : SJ/1Z

3?22'6 - Hi261-11 SCARBOROUGH1516-00(0-4
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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]
n-Propyl acetate 2.45 3.6 ng 194610 1 6.73 1083580 20.0
3-Penten-2-one, 4. .. 4.21 25.1 ng 1362390 1 6.73 1083580 20.0
2-Pentanone, 4-hy... 4_.90 54_.6 ng 2956010 1 6.73 1083580 20.0
2-Pentanone, 4-me... 5.73 3.4 ng 184399 1 6.73 1083580 20.0
unknown6 .50 6.50 94.8 ng 5135940 1 6.73 1083580 20.0
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