LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090182.D

Aca On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample : H4856-13 2X

Misc :

ALS Vial : 27 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-BF092016.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 1.667 6 7 47 rVB 1995243 5231426 100.00% 27.661%
2 4.581 260 262 270 rBV 134609 214825 4.11% 1.136%
3 5.073 302 305 307 rBV 690640 1035077 19.79%% 5.473%
4 6.159 398 400 408 rBV 942783 1034404 19.77% 5.469%
5 6.273 408 410 413 rBVY 1300037 1141644 21.82% 6.036%

6 6.502 428 430 433 rBvV 529240 672557 12.86% 3.556%
7 6.662 442 444 446 rBV 1030900 895355 17.11% 4._.734%
8 7.073 478 480 488 rBvV 630144 636580 12.17% 3.366%
9 7.793 541 543 547 rBV 940314 834556 15.95% 4.413%
10 8.879 635 638 640 rBV 1016095 1156855 22.11% 6.117%
11 8.947 642 644 646 rBvV 63262 57953 1.11% 0.306%
12 9.279 669 673 675 rBvV 285469 344860 6.59% 1.823%
13 9.450 685 688 690 rvB 46516 77532 1.48% 0.410%

14 9.542 693 696 698 rvv 871656 983557 18.80% 5.201%
15 10.319 761 764 767 rBV 660199 638210 12.20% 3.374%

16 10.468 774 777 780 rBV 42144 70242 1.34% 0.371%
17 11.005 822 824 828 rBV 886112 873759 16.70% 4.620%
18 11.565 872 873 876 rBv2 39843 72412 1.38% 0.383%

19 12.205 927 929 931 rBV 138907 141232 2.70% 0.747%
20 12.422 946 948 950 rBV 92561 123045 2.35% 0.651%

21 12.582 960 962 965 rBV 608899 863866 16.51% 4._.568%
22 13.519 1041 1044 1046 rVB2 159035 211165 4.04% 1.117%

23 13.622 1050 1053 1057 rBV 695545 987813 18.88% 5.223%
24 14.948 1167 1169 1173 rVB 553086 613810 11.73% 3.245%

Sum of corrected areas: 18912735
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090182.D

Aca On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample - H4856-13 2X

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
2000000 |67 TIC: BF090182.D

1500000
6.27

6.66
1000000 6.16

5.07 707

6.50
500000

4.58

T e S T T e L L e

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
2000000 TIC: BF090182.D

1500000

8.88
1000000 7.79 9.54 11.00

12.58
10.32
135

500000 /A»
9.28 12.2012.42

5.95 94 10.47 11.56

e T R R e B e e S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
2000000 TIC: BF090182.D

1500000

B.62 14.95
1000000

500000

e

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\BF092116\
Data File : BF090182.D

Aca On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample : H4856-13 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.58 6.39 ng 214825 1,4-Dichlorobenzene-d4 6.50
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (4.581 min): BF090182.D (-260) (-) m/z 43.05 100.00%
43
59
5000
o 420 240 450 480 800
83 : : : : :
0....,....',':..-!|,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.10 60.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS U LR
420 4.40 4.60 4.80 5.00
59 m/z 101.10 20.82%
G H 69 83 100
G R S I I I L B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 420 440 460 480 500
5000 m/z 58.10 15.94%
29 101
o 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R Emmma R B
50 420 4.40 4.60 4.80 5.00
m/z 41.10 8.41%
5000 101
27 42 116
0'”'I”"I”"”7%ﬁ{"P"'P"W"'W"”I"”I'”' B AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090182.D

Aca On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample : H4856-13 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.27 Concentration Rank 2

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

6.27 33.95 ng 1141640 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 410 (6.273 min): BF090182.D (-408) (-) m/z 132.10 100.00%
132
5000 68
40 54 75 104 6.00 6.20 6.40 6.60
0 ..,....,'-.-..4.8,....,6.2..|.,....?.1.5.‘?,....,....,.1.1.5.,...., e m/z 68.10 40.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IREBE RS B U
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.00 32.13%
0 34 “\47 61| \73\ \‘ 89 || 103110 | 124 ||
mz> 30 40 5'0 5 o % % e 1 15 1% 14
Abundance
132
600 620 640 6.60
5000 m/z 66.10 24 .50%
6 104
39 51 " 90 117
G R B R R UL IS UL WS B SRS RRARE R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T ./.\, R R
132 6.00 6.20 6.40 6.60
m/z 96.10 15.58%
5000 104
39 66 /8
0 "|"'l“""ik" |'H¢'|"'Mh""|%%" I'J"I'}}7I""I T IREBE RSN EE BE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090182.D

Aca On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample : H4856-13 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phthalic acid, decyl 3,5-di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.52 4.28 ng 211165 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. decvl 3.5-dimethyvy... 410 C26H3404 1000309-79-0 53
2 Phthalic acid. decvl 3.4-dimethv... 410 C26H3404 1000309-82-4 53
3 Phthalic acid. dodecvl 3-fluorop... 428 C26H33F04 1000356-66-8 50
4 Phthalic acid. cvclobutvl tridec... 402 C25H3804 1000314-90-8 50
5 Phthalic acid, decyl 4-methylhep... 418 C26H4204 1000377-94-5 50
Abundance Scan 1044 (13.519 min): BF090182.D (-1041) (-) m/z 149.10 100.00%
105 149
e J\___M»,
77
57 1320 1340 13.60 13.80
O bt oS o 179198 218234 265 202 816 341 Tr777105.10  85.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #215836: Phthalic acid, decyl 3,5-dimethylpheny! ester
149
5000 AR ARRR
13:20 13.40 13.60 13.80
m/z 77.10 30.71%
o a1 ﬁ? 8 10412‘2 253 2?9
2> 20 40 60 80 100 130 140 180 150 200 230 240 260 280 360 330 340
Abundance
149
1320 1340 13.60 13.80
5000 m/z 57.10 10.69%
41 57 gg 104 122 253 289
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #221672: Phthalic acid, dodecyl 3-fluoropheny! ester R R ma AR
149 13.20 13.40 13.60 13.80
m/z 150.10 9.99%
o 4 i7 85 112 133 | 169 243 317
miz-> 20 40 60 80 100 130 140 180 50 200 230 240 260 280 360 350 340 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090182.D

Acq On : 22 Sep 2016 2:00

Operator : UM/SJ

Sample - H4856-13 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.58 6.4 ng 214825 1 6.50 672557 20.0
unknown6 .27 6.27 34.0 ng 1141640 1 6.50 672557 20.0
Phthalic acid, de... 13.52 4.3 ng 211165 5 13.62 987813 20.0
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