LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator =: SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 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-BF020116.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 4.144 177 180 183 rBY 1402794 1854609 19.62% 1.756%
2 4.864 239 243 246 rBVY 2785766 5489629 58.06% 5.199%
3 5.298 278 281 284 rBVY 4493545 4716242 49.88% 4.466%
4 5.699 314 316 321 rBV 345017 396143 4_.19% 0.375%
5 6.373 370 375 377 rBV2 4877802 9454479 100.00% 8.953%
6 6.476 381 384 387 rBV2 4543181 7855519 83.09% 7.439%
7 6.693 401 403 406 rBV 814050 1015393 10.74% 0.962%
8 6.853 414 417 420 rVB 3874868 3689059 39.02% 3.494%
9 6.979 424 428 430 rBV 4249050 5892264 62.32% 5.580%
10 7.276 451 454 456 rBV 2367985 3450756 36.50% 3.268%

11 7.607 480 483 486 rBV 3050545 3489035 36.90% 3.304%
12 7.847 501 504 507 rBV 3911128 4554377 48.17% 4_.313%
13 7.984 513 516 519 rVB 1483661 1380579 14.60% 1.307%
14 8.076 521 524 526 rBV 5690040 5949032 62.92% 5.634%
15 8.556 563 566 568 rBV 3918248 4285354 45_.33% 4._.058%

16 8.990 600 604 605 rBY 5160188 6143171 64.98% 5.818%
17 9.025 605 607 608 rvv 2675869 2627313 27.79% 2.488%
18 9.070 608 611 613 rVB 5861092 6069869 64.20% 5.748%
19 9.733 667 669 672 rVB 1420162 1495644 15.82% 1.416%
20 9.813 673 676 678 rBV 1924762 2398616 25.37% 2.272%

21 9.882 678 682 685 rvB 2588965 3715779 39.30% 3.519%
22 10.339 719 722 724 rBV 1792216 1650158 17.45% 1.563%
23 10.522 735 738 741 rBV2 2668020 3917766 41.44% 3.710%
24 11.036 780 783 785 rBV 2861568 3917080 41.43% 3.710%
25 11.219 796 799 801 rvVB 1757235 1600266 16.93% 1.515%

26 12.808 935 938 940 rBV 5815793 5877131 62.16% 5.566%
27 13.848 1026 1029 1031 rBV 1607455 1532452 16.21% 1.451%
28 15.231 1147 1150 1152 rBV 813070 1178161 12.46% 1.116%

Sum of corrected areas: 105595876
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

4.14

TIC: BF084750.D

6.37
5.30 6.48

4.86

6.98
6.85

6.69

7.61

7.8¢

O———

Time--> 2.

50 3.00 3.50

4.00 4.50

5.00 5.50 6.00 6.50

Abundance
8,08

5000000

4000000

3000000

2000000
7.9

o)

1000000

0

9(07
8.99

8.56

9.88 10.52

TIC: BF084750.D

11.04

11.22

e

1
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

5000000

4000000

3000000

2000000

13.85

1000000

15.23

TIC: BF084750.D

O
Time--> 14.00

14.50 15.00

15.50

16.00

16.50 17.00 17.50 18.00

18.50

19.00

8270-BF020116.-M Wed Feb 03 13:16:48 2016

Page:

2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

4.14 36.53 ng 1854610 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 180 (4.144 min): BF084750.D (-177) (-) m/z 55.10 100.00%
58.1 3.
5000 43.0
98.1
| L eo 380 4.00 420 4.40
o e e e e e m/z 83.10 92.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 A L LS I
o 30 98.0 380 400 420 440
' m/z 43.05 40.51%
\‘\ \‘\\\ M‘ | 67.0 75.0 ! .
G S S S SR IR UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
410 380 400 420 440
5000 m/z 98.10 31.47%
27.0 98.0
15.0 69.0
S S S S SR IS UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one R A RamEs
83.0 3.80 4.00 4.20 4.40
55.0 m/z 39.10 27 .32%
5000 43.0
98.0
29.0
0 \‘ ““w H‘ I 69\0 | I
LI FUILELS SRR FURLELIL UL SUR LS SURILELE SURLLEL IUR L SURI B USSR SN
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1

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

4.86 108.13 ng 5489630 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 243 (4.864 min): BF084750.D (-239) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R RN U LN
4.60 4.80 5.00 5.20
bt LS00 831 | 559,10 60.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko ko 5o 5k
0
150 a0 1010 m/z 101.10 19.63%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 " 460 480 5.00 520
5000 m/z 58.10 15.42%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R Ema e R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.42%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5

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

5.70 7.80 ng 396143 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 1.3-Dioxolane. 2-pentadecvl- 284 C18H3602 004360-57-0 17
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 316 (5.699 min): BF084750.D (-314) (-) m/z 43.05 100.00%
430 731
5000
"ok 5k 5o obo
Ol e bbb e b e e e || M7z 73.10 93.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000 U SRR L U IR
5.40 5.60 5.80 6.00
m/z 115.10 12.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
540 560 580 600
5000 m/z 41.10 11.44%
o 43.0 99.0 123.0 152.0 179.0  222.0 254.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3789: 2-Pentanone, 3-methyl- R e
43.0 5.40 5.60 5.80 6.00
m/z 42.10 6.69%
5000
‘ 100.0
0'“Iﬂ'W”'W'”'P”'L'”I””I”'W'”W'“"“"'”"”I”'W'” UL RS LA LS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084750.D

Aca On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 2,6-dichloro- Concentration Rank 2

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

8.08 86.18 ng 5949030 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dichloro- 162 C6H4CI20 000087-65-0 98
2 Phenol. 2.4-dichloro- 162 C6H4CI20 000120-83-2 97
3 Phenol. 2.5-dichloro- 162 C6H4CI20 000583-78-8 94
4 Phenol. 2.3-dichloro- 162 C6H4CI20 000576-24-9 91
5 Hydrazinecarboximidamide, 2-[2-(... 262 C9H12CI2N40 005001-32-1 91

Abundance Scan 524 (8.076 min): BF084750.D (-521) (-) m/z 162.00 100.00%
162.
63.0
5000
9.0 126.0 Y A U A W
49.0 7.80 8.00 8.20 8.40
81.0
0 30 M0, 150l "m/z 63.00 74.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30888: Phenol, 2,6-dichloro-
162.0
63.0 A
5000 "TTo ohe 8% s
98.0 : : : :
126.0 m/z 164.00 65.15%
38.0 81
0 ...,2.5'9..“‘|..“.‘.,“l.l“. IM.II‘I .“l‘....lu‘l .“.luuuul‘.“...
m/z--> 20 40 60 80 100 120 140 160
Abundance
162.0
63.0 780 8.00 820 840
5000 98.0 m/z 98.00 33.21%
126.0
140 280 490 81.0 111.0
miz-> 20 40 60 8 100 120 140 160
Abundance #30889: Phenol, 2,5-dichloro- .
162.0 7.80 8.00 8.20 8.40
63.0 m/z 126.00 25.08%
5000
98.0
38.0 810 H 126.0
0...luuuumluu“.‘.l“‘.ﬁ‘”.l“.‘..‘..‘l‘....|.‘£.”.|....|‘.“... R i i
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020216\
Data File : BF084750.D

Acq On : 2 Feb 2016 15:32

Operator : SJ/1Z

Sample : H1256-12

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
3-Penten-2-one, 4... 4.14 36.5 ng 1854610 1 6.70 1015390 20.0
2-Pentanone, 4-hy... 4.86 108.1 ng 5489630 1 6.70 1015390 20.0
2-Pentanone, 4-me... 5.70 7.8 ng 396143 1 6.70 1015390 20.0
Phenol, 2,6-dichl... 8.08 86.2 ng 5949030 2 7.98 1380580 20.0
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