LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 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-BF122116.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 3.630 132 135 139 rBv 66054 123459 1.15% 0.156%
2 4.910 245 247 252 rBVY 1032235 1327730 12.36% 1.675%
3 5.344 283 285 288 rBY 3811858 4459255 41.50% 5.626%
4 6.384 374 376 379 rBVY 2774480 2860765 26.62% 3.609%
5 6.510 385 387 390 rBVY 5381913 8022907 74.66% 10.121%
6 6.739 405 407 410 rBV 1509268 1877905 17.47% 2.369%
7 6.807 410 413 417 rvVB2 96673 163711 1.52% 0.207%
8 6.899 418 421 424 rVV 5484358 7221774 67 .20% 9.111%
9 7.310 454 457 460 rBVY 4318639 6763024 62.93% 8.532%
10 7.402 462 465 466 rvVB 147764 180077 1.68% 0.227%

11 7.447 466 469 473 rVB 141027 210742 1.96% 0.266%
12 7.710 486 492 495 rVB2 61988 125090 1.16% 0.158%
13 7.779 495 498 500 rBv2 156740 293322 2.73% 0.370%
14 7.813 500 501 504 rvB 229456 393082 3.66% 0.496%
15 8.030 517 520 524 rBV 2796204 2952735 27.48% 3.725%

16 8.533 556 564 567 rBV3 94415 259740 2.42% 0.328%
17 8.842 588 591 593 rBv2 165006 193034 1.80% 0.244%
18 9.116 611 615 617 rVV 7821431 10746476 100.00% 13.557%
19 9.208 617 623 628 rvv8 49950 157459 1.47% 0.199%
20 9.310 628 632 634 rvB3 115388 167874 1.56% 0.212%

21 9.368 634 637 641 rBVS5 45900 119536 1.11% 0.151%
22 9.448 641 644 646 rVvv3 61800 113944 1.06% 0.144%
23 9.505 647 649 651 rvv 314084 302056 2.81% 0.381%
24 9.562 651 654 658 rvv 104872 223578 2.08% 0.282%
25 9.642 658 661 663 rVB 193095 215124 2.00% 0.271%

26 9.779 670 673 675 rBV 2582964 3106948 28.91% 3.920%
27 9.813 675 676 678 rVB 1995404 1507902 14.03% 1.902%
28 10.225 707 712 715 rBVv6 102388 224695 2.09% 0.283%
29 10.293 715 718 720 rBv2 129930 241849 2.25% 0.305%
30 10.373 724 725 726 rBV 96613 119930 1.12% 0.151%

31 10.419 726 729 730 rvv2 162904 261808 2.44% 0.330%
32 10.465 730 733 734 rVB2 110749 193900 1.80% 0.245%
33 10.579 738 743 745 rBV 3904123 6181201 57.52% 7.798%
34 10.693 752 753 757 rVB 324628 317610 2.96% 0.401%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.139 788 792 797 rBv4 129902 313497 2.92% 0.395%

36 11.265 800 803 805 rvv 2856486 2856707 26.58% 3.604%
37 11.299 805 806 810 rvv4 52983 108169 1.01% 0.136%
38 11.562 827 829 833 rVvB4 50831 109369 1.02% 0.138%
39 11.654 833 837 838 rBv2 68710 121863 1.13% 0.154%
40 11.699 838 841 844 rVB3 57647 109183 1.02% 0.138%

41 11.756 844 846 848 rBV2 87297 157012 1.46% 0.198%
42 11.802 848 850 852 rvB3 104256 143875 1.34% 0.182%
43 11.836 852 853 855 rBvV 73038 107577 1.00% 0.136%
44 11.871 855 856 859 rvB 237625 251588 2.34% 0.317%
45 11.939 859 862 865 rBvV 86944 182976 1.70% 0.231%

46 12.019 865 869 872 rBV5 38664 112301 1.05% 0.142%
47 12.694 925 928 930 rBV 221347 252161 2.35% 0.318%
48 12.854 939 942 944 rBV 7173426 7984660 74.30% 10.073%
49 13.002 953 955 958 rVvB 197195 186390 1.73% 0.235%
50 13.768 1019 1022 1026 rBV 138395 235691 2.19% 0.297%

51 13.894 1030 1033 1036 rBV 2593820 2446640 22.77% 3.087%
52 15.288 1152 1155 1158 rBV 1575589 1956379 18.20% 2.468%

Sum of corrected areas: 79266280
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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:\HPCHEMI\BNA F\DATA\BF122116\

BF091855.D

22 Dec 2016 1:13

UM/SsJ

H6156-01

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.91 14.14 ng 1327730 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 247 (4.910 min): BF091855.D (-245) (-) m/z 43.10 100.00%
431
59.1
5000
101.0
| | 711 830 | 460 4.80 5.00 5.20
R o A aa o B e m/z 59.10 57.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RN R RS LA
460 4.80 5.00 5.20
59.0 1010 m/z 101.00 19.27%
"'I'"'I'?T:?"”I""I""P"Z%;Q"??:q'l"”l'l"l""I'”'I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.47%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L |
43.0 460 4.80 5.00 5.20
m/z 41.05 8.63%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.51 Concentration Rank 1

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

6.51 85.45 ng 8022910 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 387 (6.510 min): BF091855.D (-385) (-) m/z 131.95 100.00%
131.9
5000 68.0
620 6.40 6.60 6.80
R B m/z 68.05 47 .69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 B NRRE ARSE RN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.12%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko oo
5000 ggo 1160 m/z 66.05 29.43%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R B B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.87%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .%1’.0".“l‘.‘.?r:ll‘".o.‘.‘a|....“|..H.|....|....|.... L I I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 Benzene, 1-butynyl- Concentration Rank 4

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

7.81 2.66 ng 393082 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 96
2 2-Methvlindene 130 C10H10 002177-47-1 96
3 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 91
4 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 91
5 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 91

Abundance Scan 501 (7.813 min): BF091855.D (-500) (- m/z 130.05 100.00%
115.0 130.1
5000
391 210 610 770 494 1020 | 7.40 7.60 7.80 8.00 8.20
ety el el it el | M/Z 115.00  99.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #12664: Benzene, 1-butynyl-
115.0 130.0
5000
7.40 7.60 7.80 8.00 8.20
510 63.0 m/z 129.05 79.97%
: : 77.0 89.0 102.0
..,.1.5.'(.),..2.7.'?..:.3%,(.)...i‘....,l‘l‘..,.l‘:‘.,...‘.‘,....,l...,.al.,..a‘.,‘....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130.0
115.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 128.00 39.41%

51.0
28.0 39.0 640 770 g9 1020

mmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #12669: 1H-Indene, 3-methyl- ,....,....,....,A...,..
115.0 130.0 740 7.60 7.80 8.00 8.20
m/z 127.10 18.41%
5000
51.0
64.0
I 77.0 ggo 102.0 ‘ ‘
| il | L !
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1(2H)-Acenaphthylenone Concentration Rank 5

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

10.69 2.22 ng 317610 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2HY)-Acenaphthvlenone 168 C12H80 002235-15-6 96
2 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 49
3 4H-Pvran-4-one. 2-ethvl-3-hvdroxy- 140 C7H803 004940-11-8 47

4 7(4H)-Benzothiazolone. 2-amino-5...
5 1H-Inden-1-one, 4,7-difluoro-2,3...

168 C7H8N20S
168 C9H6F20

017583-10-7 46
130408-16-1 43

Abundance

m/z 140.00 100.00%

Scan 753 (10.693 min): BF091855.D (-752) (-)
140.0 168.1

5000

1541 | 1841 10.40 10.60 10.80 11.00

o o S S m/z 168.10 89.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34859: 1(2H)-Acenaphthylenone
140.0 168.0

5000
10.40 10.60 10.80 11.00

m/z 139.05 85.53%

69.0
500 |1, 8.0 1.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
140.0
10.40 10.60 10.80 11.00
5000 m/z 57.10 59.16%
63.0 840 113.0
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17661: 4H-Pyran-4-one, 2-ethyl-3-hydroxy- A N R
140.0 10.40 10.60 10.80 11.00
m/z 71.10 39.89%
5000
o 97.0 125.0
27.0 43.0 H ‘
. I B A A
m/z--> 20 40 60 80 100 120 140 160 180 200

T T T T
10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091855.D

Aca On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 6 unknownll.14 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.14 2.19 ng 313497 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2-methvl- 170 C12H26 007045-71-8 42
2 2-Dibenzofuranol 184 C12H802 000086-77-1 38
3 Tetracosane 338 C24H50 000646-31-1 38
4 Eicosane 282 C20H42 000112-95-8 30
5 Octacosane 394 C28H58 000630-02-4 30

Abundance Scan 792 (11.139 min): BF091855.D (-788) (-) m/z 57.10 100.00%

51.1

5000

8

10.80 11.00 11.20 11.40
m/z 43.10 69.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36170: Undecane, 2-methyl-
43.0
5000 710 LI L L L L LB LB L B}

10.80 11.00 11.20 11.40
m/z 71.10 62.95%

‘990 12701550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

184.0

:

10.80 11.00 11.20 11.40
5000 m/z 184.05 55.43%

128.0
57.0 92,0 155.0

L L L L L L L L L R L R R AR RN R R R RRR R LR Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #136481: Tetracosane
57.0 10.80 11.00 11.20 11.40
m/z 192.10 53.43%
5000 85.0
290 113.0
| T 141.0 169. 0 197 0 225 0 253.0 281.0 309.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122116\
Data File : BF091855.D

Acq On : 22 Dec 2016 1:13

Operator : UM/SJ

Sample : H6156-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
2-Pentanone, 4-hy... 4.91 14.1 ng 1327730 1 6.74 1877910 20.0
unknown6 .51 6.51 85.5 ng 8022910 1 6.74 1877910 20.0
Benzene, 1-butynyl- 7.81 2.7 ng 393082 2 8.03 2952740 20.0
1(2H)-Acenaphthyl ... 10.69 2.2 ng 317610 4 11.26 2856710 20.0
unknownll.14 11.14 2.2 ng 313497 4 11.26 2856710 20.0
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