LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052215\
Data File : BF079442.D
Aca On : 22 May 2015 19:31 Instrument :
Operator : TP/I1Z E?Afs el

- _ lentosampleld :
3?22Ie - 62361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 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-BF043015.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 1.324 8 12 18 rVB 96278 226937 8.68% 0.989%
2 1.484 24 26 33 rvB 270228 381648 14.59% 1.664%
3 1.587 33 35 36 rvv 35651 50545 1.93% 0.220%
4 1.610 36 37 45 rvVv 179051 298374 11.41% 1.301%
5 1.713 45 46 78 rVB 1203843 2290667 87 .59% 9.986%
6 4.799 314 316 329 rVB 107226 210907 8.06% 0.919%
7 5.324 360 362 373 rBVY 1286672 1966516 75.20% 8.573%
8 6.627 474 476 479 rBVY 1745668 1878339 71.83% 8.188%
9 6.764 485 488 490 rBVY 2090412 2111883 80.76% 9.206%
10 7.050 511 513 516 rBV 430093 402263 15.38% 1.754%

11 7.233 527 529 532 rBV 1582266 1546685 59.14% 6.742%
12 7.747 572 574 577 rBV 1319815 1221495 46.71% 5.325%
13 8.628 649 651 654 rBvV 605420 541928 20.72% 2.362%
14 9.976 766 769 771 rBV 2696646 2424154 92.70% 10.568%
15 10.491 812 814 816 rBV 106596 132676 5.07% 0.578%

16 10.799 839 841 843 rVB 530215 605482 23.15% 2.639%

17 11.394 891 893 895 rBvV 22802 30154 1.15% 0.131%
18 11.771 924 926 929 rBV2 1334486 1621918 62.02% 7.070%
19 11.976 942 944 952 rBV 33122 42533 1.63% 0.185%

20 12.628 999 1001 1004 rBV 506131 650103 24.86% 2.834%

21 13.371 1064 1066 1070 rBV3 15778 30301 1.16% 0.132%
22 14.628 1173 1176 1179 rBV 2552471 2615120 100.00% 11.400%
23 15.817 1278 1280 1288 rBV 151151 259499 9.92% 1.131%
24 15.931 1288 1290 1293 rBV 575276 650340 24.87% 2.835%

25 16.685 1353 1356 1363 rVB5 14757 29977 1.15% 0.131%

26 17.166 1396 1398 1401 rBV 22150 32443 1.24% 0.141%

27 17.760 1447 1450 1453 rBV 512983 644748 24 .65% 2.811%

28 18.389 1503 1505 1508 rBVv4 21740 41723 1.60% 0.182%
Sum of corrected areas: 22939358
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i 62361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079442.D
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Abundance TIC: BF079442.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i G2361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.48 18.98 ng 381648 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (1.484 min): BF079442.D (-24) (-) m/z 73.10 100.00%
3
5000 43
55 87
LR L N L N
140 1.60 1.80
o..,....,...3.3,|.-.'..5,°.~.|..,..??,'.:..,....,....,...., m/z 43.10 39.04%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80
55 87 m/z 55.05 27.07%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
140 1.60 1.80
5000 43 m/z 87.10 23.87%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- REREE W
7B 140 1.60 1.80
m/z 41.05 12.58%
5000
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i G2361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 1,1-dimethoxy- Concentration Rank 9

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

1.59 2.51 ng 50545 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Propane. 1.l1-dimethoxy-2-methvl- 118 C6H1402 041632-89-7 9
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 9
4 Glvcine 75 C2H5N02 000056-40-6 7
5 3-Hexene, 1-(l1-ethoxyethoxy)-, (Z)- 172 C10H2002 028069-74-1 4

Abundance Scan 35 (1.587 min): BF079442.D (-33) (-) m/z 75.10 100.00%
75
5000 45 A
36| | o o 140 160 180 2.00
ottt m/z 73.10 78.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 T |'[\ ESSEBENEE
45 140 1.60 1.80 2.00
31 m/z 45.10 42.83%
0...1.5|....|...5.7|....|.8.8..]|-0.3...|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
75
140 160 180 2.00
5000 m/z 41.10 27 .61%
87
3 e 55
0 103 117
LN S UL UL FUEL LA DAL WL AR UARLELEN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)-
73 140 1.60 1.80 2.00
m/z 47.00 19.74%
5000
45
27
0 Lol ST 89 107 119 135 179
m/z--> 20 40 60 80 100 120 140 160 180 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i G2361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.80 10.49 ng 210907 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 316 (4.799 min): BF079442.D (-314) (-) m/z 43.05 100.00%
43
59
5000
101 R e e e R
53 83 | 440 460 480 500 520
o e e e m/z 59.10 58.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UBRARE LR S RS L
59 4.40 460 4.80 5.00 5.20
m/z 101.10 19.30%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
43
440 460 480 5.00 5.20
5000 m/z 58.10 17.59%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one e e
43 440 460 4.80 5.00 5.20
m/z 41.10 8.73%
5000
o7 55
37 49 65 71 77 83 98
R R R R A R A AR S n s AQAAMH4¥@
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i G2361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknown6.76 Concentration Rank 2

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

6.76 105.00 ng 2111880 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 488 (6.764 min): BF079442.D (-485) (-) m/z 132.00 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 75 104 : - :
o N, i - A A1 M S N m/z 68.10 35.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LB SRS L I
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.91%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 660 6.80 7.00
5000 m/z 66.10 22 .58%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A EAmmammEE B
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .32%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" LSRR SRR L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\

Data File : BF079442.D

Aca On : 22 May 2015 19:31

Operator : TP/1Z

ﬁ?ggle i G2361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.82 7.98 ng 259499 Chrysene-di12 15.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Nonadecanol 284 C19H400 001454-84-8 94
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1280 (15.817 min): BF079442.D (-1278) (-) m/z 57.10 100.00%

57 83

5000

-

15.60 15.80 16.00 16.20
m/z 55.10 87.92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

:

15!60 15.I8O 16.IOO 16.I20
m/z 83.10 87.19%

5000

154169 191 210 238 26 295

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
15.60 15.80 16.00 16.20
5000 m/z 43.10 85.48%
68 111
27
. 126 154 18 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester T
43 15.60 15.80 16.00 16.20

m/z 69.10 76.72%

5000

:

125140 169 210

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052215\

Data File : BF079442.D

Acq On : 22 May 2015 19:31

Operator : TP/1Z

3?22'6 i 62361-01 FK-BPM-02-G1-G2-G3-G4
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.48 19.0 ng 381648 1 7.05 402263 20.0
Propane, 1,l1-dime... 1.59 2.5 ng 50545 1 7.05 402263 20.0
2-Pentanone, 4-hy... 4.80 10.5 ng 210907 1 7.05 402263 20.0
unknown6.76 6.76 105.0 ng 2111880 1 7.05 402263 20.0
Dichloroacetic ac... 15.82 8.0 ng 259499 5 15.93 650340 20.0
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