LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45 Instrument :
Operator - UM/SJ BNA_F

Sample - H4528-18 ClientSampleld :
Misc - ITALEFILL-MCMPH3-5
ALS Vial : 35 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-BF081916.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 1.655 5 6 15 rBvV 2027110 3685962 17.33% 2.782%
2 1.781 15 17 25 rBv 10012484 21270171 100.00% 16.056%
3 4.833 280 284 291 rVB 2736606 3878434 18.23% 2.928%
4 5.267 319 322 325 rBVY 9265758 10580349 49.74% 7.987%
5 5.679 356 358 361 rBV 257638 256925 1.21% 0.194%
6 6.319 411 414 417 rBV 7701694 11907903 55.98% 8.989%
7 6.445 423 425 428 rBY 8708299 12100520 56.89% 9.134%
8 6.685 443 446 448 rBV 3928897 3202269 15.06% 2.417%
9 6.845 457 460 462 rBV 9026592 9791960 46.04% 7.391%
10 7.245 492 495 498 rBVY 5275386 7240786 34.04% 5.466%

11 7.965 556 558 561 rBV 3981117 3708060 17.43% 2.799%
12 8.605 610 614 620 rvB2 137063 303076 1.42% 0.229%
13 9.050 650 653 655 rBY 13147056 12527356 58.90% 9.456%
14 9.439 685 687 690 rBV 2410697 2679534 12.60% 2.023%
15 9.713 709 711 714 rBV 4774495 4109668 19.32% 3.102%

16 10.171 747 751 752 rBV 371303 359488 1.69% 0.271%
17 10.388 767 770 773 rBV 133487 221738 1.04% 0.167%
18 10.502 777 780 782 rVB 4947385 5990671 28.16% 4.522%
19 10.639 790 792 799 rVB 487293 546232 2.57% 0.412%
20 11.188 838 840 842 rBV 4134556 3450539 16.22% 2.605%

21 11.736 886 888 893 rBv2 238423 321953 1.51% 0.243%
22 12.777 976 979 982 rBV 8127718 7766383 36.51% 5.862%
23 13.725 1059 1062 1069 rBV 228628 445084 2.09% 0.336%
24 13.840 1069 1072 1074 rBV 2314207 2818399 13.25% 2.127%
25 15.291 1196 1199 1202 rBV 2730526 3088443 14.52% 2.331%

26 16.217 1277 1280 1287 rBV2 113482 224446 1.06% 0.169%

Sum of corrected areas: 132476349
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45

Operator : UM/SJ

Samole - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089819.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45

Operator : UM/SJ

Samole - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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.

4.83 24 .22 ng 3878430 1,4-Dichlorobenzene-d4 6.68
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 284 (4.833 min): BF089819.D (-280) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IS B
440 4.60 4.80 5.00 5.20
83.0
...,....,....,....',':...,..:I,...?,1;9..,.-...,...:,....,....,....,....,...., m/z 59.10 63.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I R L I
59.0 440 460 480 500 520
m/z 101.00 24 .22%
ﬁ%o . | g30 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500 520
5000 41.0 m/z 58.05 17.95%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone R B A RAR
43.0 440 4.60 4.80 5.00 5.20
m/z 41.05 8.94%
5000
58.0
1?0 27.0
| 1 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45

Operator : UM/SJ

Samole - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknown6.44 Concentration Rank 2

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

6.44 75.57 ng 12100500 1,4-Dichlorobenzene-d4 6.68
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 425 (6.445 min): BF089819.D (-423) (-) m/z 132.00 100.00%
132.0
5000 68.1
BN AR R SR
40.0 540 | %0960 115.0 6.20 6.40 6.60 6.80
e el e b e e m/z 68.10 41.66%
m/z--> 10 20 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 USSR I SR S
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 33.74%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.05 26.05%
41.0 97.0
53.0
79.0 117.0
wwmmwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 il
Abundance #14491: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80

m/z 69.05 16.65%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45

Operator : UM/SJ

Samole - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.64 3.17 ng 546232 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 792 (10.639 min): BF089819.D (-790) (-) m/z 57.10 100.00%

57.1
5000 85.1

10.40 10.60 10.80 11.00

113.1
141.1
et et R 10 240 e M7z 71.10  71.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000 LN L L LB L B
10.40 10.60 10.80 11.00
20.0 m/z 43.10 66.08%
‘ gy 11? 0 141.0169.0 197.0  240.0
T T T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
T T T T
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 47 .00%
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #48894: Decane, 2,3,5-trimethyl- e REEREERE TSR e

57.0 10.40 10.60 10.80 11.00

m/z 41.10 29.42%
5000 85.0
29.0 141.0
\ Il 1130 | 169.0

e B B o R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\

Data File : BF089819.D

Aca On : 20 Aug 2016 1:45

Operator : UM/SJ

Samole - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.16 ng 445084 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 1062 (13.725 min): BF089819.D (-1059) (-) m/z 57.10 100.00%
57.1
97.0
5000
1490 30 1360 1380 1460
193, . : : :
-t 2811 3261 m/z 43.10 81.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 SR BN BN SN SRR
1340 13.60 13.80 14.00
m/z 83.05 73 .95%
196.
1,8‘;?1‘,\‘ \ h “3%?‘----‘.--‘--2?5-"9--.----.----.----
m/z--> 50 200 250 300 350 400
Abundance
55.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 70.18%
14.0 139.0 1810 308.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosy pentafluoropropionate R e B A ma
57.0 13.40 13.60 13.80 14.00
97.0 m/z 71.05 68.27%
‘ ‘ i ‘ [ “?[3?'? 182.0 2240 280.0 3250 426.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081916\

Data File : BF089819.D

Acq On : 20 Aug 2016 1:45

Operator : UM/SJ

Sample - H4528-18 ITALEFILL-MCMPH35
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916.M
Quant Title : 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... 4.83 24_.2 ng 3878430 1 6.68 3202270 20.0
unknown6 .44 6.44 75.6 ng 12100500 1 6.68 3202270 20.0
Heptadecane 10.64 3.2 ng 546232 4 11.19 3450540 20.0
Ethanol, 2-(tetra... 13.73 3.2 ng 445084 5 13.84 2818400 20.0
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