LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 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-BF060517.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 1.551 9 11 48 rVB 1478915 2827818 100.00% 32.001%
2 3.351 312 317 324 rBV2 27117 66879 2.37% 0.757%
3 4.422 495 499 513 rBV 53874 121593 4 _.30% 1.376%
4 6.904 918 921 929 rBV2 60056 152029 5.38% 1.720%
5 6.975 930 933 948 rVB 93015 236423 8.36% 2.675%
6 7.286 982 986 1000 rBV 288585 407106 14.40% 4_.607%
7 7.528 1023 1027 1045 rBV 153792 217276 7.68% 2.459%
8 8.222 1142 1145 1161 rBV 56183 136637 4.83% 1.546%
9 9.322 1328 1332 1345 rBV 414338 558982 19.77% 6.326%
10 11.104 1630 1635 1643 rVB 268451 338422 11.97% 3.830%
11 11.804 1750 1754 1758 rBvV 32428 42600 1.51% 0.482%
12 12.145 1807 1812 1817 rBV2 426316 542010 19.17% 6.134%
13 12.192 1817 1820 1830 rVB3 34956 53601 1.90% 0.607%
14 13.004 1951 1958 1962 rVvVv 23683 30693 1.09% 0.347%
15 13.768 2084 2088 2096 rBv2 22818 46809 1.66% 0.530%
16 14.504 2207 2213 2215 rBvV2 21571 31574 1.12% 0.357%

17 14.533 2215 2218 2222 rVvV2 359837 471124 16.66% 5.331%
18 14.574 2222 2225 2235 rVV 117829 167614 5.93% 1.897%

19 14.674 2238 2242 2249 rVV 24515 33373 1.18% 0.378%
20 15.221 2332 2335 2344 rVB 41610 53133 1.88% 0.601%
21 15.345 2351 2356 2361 rBV2 28789 38697 1.37% 0.438%
22 15.798 2428 2433 2441 rBV5 22020 35322 1.25% 0.400%
23 16.315 2517 2521 2524 rBV3 556372 57323 2.03% 0.649%

24 16.362 2524 2529 2535 rVB 142296 237145 8.39% 2.684%
25 16.668 2575 2581 2587 rBV 157172 191914 6.79% 2.172%

26 16.856 2609 2613 2619 rBv4 22703 38584 1.36% 0.437%
27 16.915 2619 2623 2631 rVB 238552 284461 10.06% 3.219%
28 17.286 2682 2686 2690 rVV6 19308 31245 1.10% 0.354%
29 17.480 2716 2719 2723 rBV6 16948 28761 1.02% 0.325%
30 18.197 2839 2841 2846 rVB4 42517 43049 1.52% 0.487%

31 18.268 2848 2853 2857 rBV2 419054 537200 19.00% 6.079%
32 18.344 2862 2866 2871 rVB 362080 394200 13.94% 4.461%
33 18.597 2907 2909 2915 rVB3 34824 41234 1.46% 0.467%
34 19.544 3068 3070 3073 rBV 40614 41242 1.46% 0.467%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.944 3134 3138 3143 rVB2 232644 300553 10.63% 3.401%

Sum of corrected areas: 8836626
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096052.D

1155
1400000

1200000
1000000
800000
600000

400000
7.29

200000 7 7.53

| 335 4.42 638 8.22
e e e

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF096052.D

T
8.00

T T T I
6.00 6.50 7.00 7.50

T
8.50

1400000
1200000
1000000

800000

600000

9.32 12.14
400000 14.53
11.10

200000 14 57 16.36

11.80 12.19 13.00 13.77 ulda67 158231 1580 1%E2

Time--> 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00 1350 1400 1450 15.00 1550 16.00 16.50
Abundance TIC: BF096052.D

1400000

1200000

1000000

800000

600000

400000

2000001:

e

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2 3-Hexen-2-one Concentration Rank 5

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

3.35 3.29 ng 66879 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
3 2-Pentene. 4.4-dimethvl-. (B)- 98 C7H14 000690-08-4 83
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 83
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 83

Abundance Scan 317 (3.351 min): BF096052.D (-312) (-) m/z 83.10 100.00%
55.1 83.1
5000 98.0 /k
43.0
| ‘ 200 300 340 560
okt e e e e m/z 55.10 92.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
55.0
5000 43.0
98.0 3.00 3.20 3.40 3.60
29.0 m/z 98.00 44 .16%
0 ‘ ‘ ‘ ‘ 1l ‘ ! 69\0 | 1
L I IR UL FULEULS SIS SUR L SIS UL I S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
43.0 "P"W"”I'A'I”"P
3.00 3.20 3.40 3.60
m/z 43.00 33.37%
5000 29.0 98.0 0
67.0 75.0
S L SIS SR SRS SIS U UL I W fiww
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3399: 2-Pentene, 4,4-dimethyl-, (E)- R R
55.0 83.0 300 320 340 3.60
m/z 39.00 25.75%
5000 41.0
98.0
15.0 27‘ 0 67.0
0 | ‘ | \‘ N ‘ N 1 ‘ |

m/z--> 10 20 40 50 60 70 80 90 100 3.00 3. 20 3. 40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.42 5.97 ng 121593 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 499 (4.422 min): BF096052.D (-495) (-) m/z 43.10 100.00%
431
59.0
5000
101.1 S S8 .
83.0 4.00 4.20 4.40 4.60 4.80
Obr e e e et e || M/Z 59.00 65 42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR LR AR
59.0 400 420 440 460 4.80
0
150 a0 1010 m/z 101.10 24 .83%
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
400 420 4.40 460 4.80
5000 m/z 58.10 15.72%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one T BRaar e
43.0 4.00 4.20 4.40 4.60 4.80
m/z 41.00 11.08%
5000
55.0
150 27.0
B I R RN A 710 830 980 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 400 4.20 440 4.60 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.97 Concentration Rank 2

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

6.97 11.61 ng 236423 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 932 (6.969 min): BF096052.D (-930) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
01 so | 1 o5 6ho 7ho 720 740
Ol iy bttt i e e el mM/Zz 68.05  38.72%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 S R R L
6.60 6.80 7.00 7.20 7.40
210 510 m/z 134.00 30.32%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
650 650 7.00 7.20 740
5000 67.0 m/z 66.05 23.92%
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 #14144: 5-Fluoro-2-chloropyrimidine At = MILTIL SSMRSE  WE
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.10 12.33%
5000
33.0 44.0 0.0 105.0
0'"'Iﬁ"l'l"ﬁ"éﬁ?"'l'”qqp'”I"ﬂ'l'ihl%%qgl'”'l T S R R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 6 2-((2-Chloroethoxy)carbonyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.26 ng 53133 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-((2-Chloroethoxv)carbonvlbenz... 228 C10H9CI104 1000373-53-5 59
2 2-((Prop-2-vnvloxv)carbonvl)benz... 204 C11H804 1000373-53-6 43
3 Furol3.2-blpvridine. 2-methvl-. ... 149 C8H7NO2 069022-83-9 38
4 Benzeneethenvlamine., 3.4-dihvdro... 193 C11H15N02 1000124-87-0 35
5 2-((2-Ethylbutoxy)carbonyl)benzo... 250 C14H1804 1000373-62-8 32
Abundance Scan 2335 (15.221 min): BF096052.D (-2332) (-) m/z 149.00 100.00%
149.0 193.1
104.0
5000 6.0
50.0 132.0 .”4,....,.n..,...A,..
| ¥ 176.1 | 15.00 15.20 15.40 15.60
0...,....',I.'..',.'..".',..'.'.,.l...|'...'.,.!..,.'...||...'.'|....| m/z 193.10 88.89Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83880: 2-((2-Chloroethoxy)carbonyl)benzoic acid
149.0
5000
104.0 122.0 15.00 15.20 15.40 15.60
76.0 193.0 m/z 104.00 64.92%
50.0
oL150 3o 7| ‘ ‘ ‘ i 175.0 210.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
1500 15.20 15.40 15.60
5000 104.0 m/z 76.00 36.34%
76.0
50.0
o 27.0 121.0 186.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23553: Furo[3,2-b]pyridine, 2-methyl-, 4-oxide s B B !
149.0 15.00 15.20 15.40 15.60

m/z 132.00 20.64%

5000

4‘13.0 66.0 104.0 13:‘3.0
|

M e

I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096052.D

Aca On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 7 Cyclodecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.43 ng 57323 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene 138 C10H18 003618-12-0 87
2 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 72
3 1l1l.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 70
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 64
5 9-Eicosyne 278 C20H38 071899-38-2 64

Abundance Scan 2522 (16.321 min): BF096052.D (-2517) (-) m/z 67.00 100.00%

67.0

41.0
5000
” 16.00 16.20 16.40 16.60
Obrrrprrref m/z 81.10 89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16850: Cyclodecene
67.0

16.IOO 16!20 16.I40 16!60
m/z 95.10  72.44%

5000

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 67.0
R B e REAR
16.00 16.20 16.40 16.60
5000 95.0 m/z 55.05 66.28%
124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162983: 11,14-Eicosadienoic acid, methy! ester R EE mE
41.0 670 16.00 16.20 16.40 16.60

m/z 82.10 54 .92%

5000

291.0 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\
Data File : BF096052.D

Acq On : 20 Jun 2017 19:10

Operator : SJ/MA

Sample : 13697-05 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
3-Hexen-2-one 3.35 3.3 ng 66879 1 7.29 407106 20.0
2-Pentanone, 4-hy... 4.42 6.0 ng 121593 1 7.29 407106 20.0
unknown6 .97 6.97 11.6 ng 236423 1 7.29 407106 20.0
2-((2-Chloroethox... 15.22 2.3 ng 53133 4 14.53 471124 20.0
Cyclodecene 16.32 2.4 ng 57323 4 14.53 471124 20.0
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