LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 1.541 28 31 34 rVB 7405959 8817649 100.00% 23.355%
2 1.678 40 43 49 rVB 212270 445300 5.05% 1.179%
3 1.781 49 52 57 rvw 232315 454012 5.15% 1.203%
4 1.861 57 59 62 rvv 287414 393446 4._.46% 1.042%
5 1.907 62 63 109 rVB 2344068 4367889 49.54% 11.569%

5.176 347 349 355 rVvB 420381 541991 6.15% 1.436%
5.667 389 392 395 rBV 2153982 2245442 25.47% 5.947%
6.925 499 502 504 rBV 1812881 2462449 27.93% 6.522%
7.085 513 516 518 rBV 2169444 2562022 29.06% 6.786%
7.370 539 541 543 rVB 557800 499697 5.67% 1.324%

=
QO ~NO®

11 7.553 555 557 560 rvB 1503766 1779488 20.18% 4.713%
12 8.056 599 601 604 rBV 1354202 1391835 15.78% 3.687%
13 8.948 676 679 681 rBvV 788794 681446 7.73% 1.805%
14 10.296 794 797 799 rBV 2583942 2651061 30.07% 7.022%
15 10.799 838 841 843 rBV 121025 128445 1.46% 0.340%

16 11.119 867 869 872 rBV 602614 727694 8.25% 1.927%
17 12.102 952 955 958 rBV 1975352 1871428 21.22% 4_.957%
18 12.971 1028 1031 1033 rBV 822141 783439 8.88% 2.075%
19 14.971 1203 1206 1208 rBV 2484560 2912069 33.03% 7.713%
20 16.126 1305 1307 1311 rBV 169619 226338 2.57% 0.600%

21 16.263 1316 1319 1321 rBV 736816 861820 9.77% 2.283%
22 17.771 1448 1451 1455 rBV 31250 101246 1.15% 0.268%
23 17.966 1465 1468 1471 rBV 680550 848241 9.62% 2.247%

Sum of corrected areas: 37754447
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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\BF043015\

BF078866.D
1 May 2015 00:09
TP/1Z
G2044-04
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.54 352.92 ng 8817650 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 31 (1.541 min): BF078866.D (-28) (-) m/z 73.10 100.00%
73
43
5000
89
rrryTrrTrrTTTT T T T
55 140 160 1.80
O o L 8 80 m/z 43.10 54.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L A UL N
140 160 1.80
89 m/z 89.10 33.83%
"'I'”'I"”I"'W'"'P"'I”"I'”'I"”I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 11.43%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide L B mere e o o
30 73 140 160 1.80
m/z 45.10 8.88%
5000
58
44
0 15 5| 39, 51 |
"'P"'I""""I'"W""I"'W""I"”I""I A AL NS L
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.86 15.75 ng 393446 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 59 (1.861 min): BF078866.D (-57) (-) m/z 73.10 100.00%
3
5000
43 55 o
1.60 1.80 2.00 2.20
0 ...,....,....,....,..3.6.',|.-.|..5P..|..,..‘??,'.:..,....,.... m/z 43.10 34.68%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 27.46%
0 %9 35 ‘M‘\ ‘ 67 ||, 80
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
160 1.80 2.00 220
5000 m/z 87.10 23.75%
43
. 5 15 29 46 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2022: 1,3-Dioxolane, 2-methyl- T e
7B 1.60 1.80 2.00 2.20
m/z 41.10 12.56%
5000 43
58
29 8(
0 ”'l"'w'"'|“‘“““"w**"l“"l"'w'*"l“"l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 21.69 ng 541991 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 349 (5.176 min): BFO78866.D (-347) (-) m/z 43.10 100.00%
43
5000 %9
101 I R R U
4.80 500 5.20 5.40 5.60
b Bl 39 8 | 77 59.10  51.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 G R R UL
59 4.80 5.00 520 540 5.60
m/z 58.10 16.80%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 15.72%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R N mam e b
509 4.80 500 5.20 5.40 5.60
m/z 41.10 8.62%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 unknown7.08 Concentration Rank 3

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

7.08 102.54 ng 2562020 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 516 (7.085 min): BF078866.D (-513) (-) m/z 132.00 100.00%
32
5000
68
0 s | % 680 7.00 7.20 7.40
54 - - - -
Ol 8 L 08+ m/z 68.10 34.37%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RN L IR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.44%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 21.99%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 i
Abundance #88584: Amphetaminil e e
132 6.80 7.00 7.20 7.40
m/z 69.10 13.49%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 5.25 ng 226338 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1307 (16.126 min): BF078866.D (-1305) (-) m/z 57.10 100.00%

[6)]

7 83

5000

:

15.80 16.00 16.20 16.40
m/z 43.10 90.77%

o 139 168 191207 281 304

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

15.80 16.00 16.20 16.40
m/z 55.05 88.11%

5000

139 158 191210 238 265 205

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R EEE s S
15.80 16.00 16.20 16.40
5000 41 111 m/z 83.05 85.90%

139 167 196 222 266 294 329340

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester

43 15.80 16.00 16.20 16.40

m/z 69.10 76 .55%
69
5000
97
ol ‘ L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078866.D

Aca On : 1 May 2015 00:09

Operator : TP/1Z

Sample : 62044-04

Misc :

ALS Vial : 16 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 10 unknownl7.77 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.39 ng 101246 Perylene-d12 17.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:3.4-Dibenzopvrene 302 C24H14 000191-30-0 49
2 4" -Bromo-flavone 300 C15H9Bro2 020525-20-6 47
3 Indenoll1l.2.3-falnaphthacene 302 C24H14 000203-11-2 43
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 43
5 Coronene, 1,2-dihydro- 302 C24H14 107716-56-3 43

Abundance Scan 1451 (17.771 min): BF078866.D (-1448) (-) m/z 302.10 100.00%

302
5000

249 17. 40 17. 60 17. 80 1800
o 4 m/z 300.10 99.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #118885: 1,2:3,4-Dibenzopyrene
2

5000 S U A ....,.
17.40 17.60 17.80 18.00

m/z 150.00 53.12%

ol17 39 75 100 124 185 223 248 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
120 300

17.40 17.60 17.80 18.00

41 98 82 103124 175193 221

5000 m/z 149.10 32.92%
92
51 75 165182 221 212
0 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #118897: Indeno[1,2,3-fglnaphthacene T

2 17.40 17.60 17.80 18.00
m/z 303.10 29.62%

Ny

174 198 224 248 274
.......” b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17140 17'60 17.80 18.00

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043015\
Data File : BF078866.D

Acq On : 1 May 2015 00:09

Operator : TP/1Z

Sample : G2044-04

Misc :

ALS Vial : 16 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]
Propane, 2,2-dime... 1.54 352.9 ng 8817650 1 7.37 499697 20.0
Butane, 2-methoxy... 1.86 15.8 ng 393446 1 7.37 499697 20.0
2-Pentanone, 4-hy... 5.18 21.7 ng 541991 1 7.37 499697 20.0
unknown?7 .08 7.08 102.5 ng 2562020 1 7.37 499697 20.0
Dichloroacetic ac... 16.13 5.3 ng 226338 5 16.26 861820 20.0
unknownl7.77 17.77 2.4 ng 101246 6 17.97 848241 20.0
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