LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample > 6G1544-04

Misc :

ALS Vial : 30 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-BF031115.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 1.321 35 38 40 rBY 5124831 5762662 100.00% 31.249%
2 1.435 44 48 53 rvB 71959 127987 2.22% 0.694%
3 1.607 61 63 66 rBv 75097 85310 1.48% 0.463%
4 4.933 352 354 360 rBV 139692 189815 3.29% 1.029%
5 5.459 397 400 403 rBY 1089308 1134796 19.69% 6.154%

6.739 510 512 515 rBV 819703 1151161 19.98% 6.242%
6.876 522 524 527 rBV 1307611 1218602 21.15% 6.608%
7.162 547 549 551 rBV 260090 230892 4.01% 1.252%
7.345 563 565 568 rBvV 964042 921869 16.00% 4_.999%
7.859 607 610 612 rBV 793453 745623 12.94% 4.043%

=
QO ~NO®

11 8.739 685 687 689 rBvV 347395 315930 5.48% 1.713%
12 10.088 802 805 807 rBV 1506245 1511076 26.22% 8.194%
13 10.591 847 849 852 rBV 81012 85149 1.48% 0.462%
14 10.911 875 877 879 rVB 338579 366606 6.36% 1.988%
15 11.894 960 963 965 rBV 717146 936754 16.26% 5.080%

16 12.088 978 980 984 rBV 47633 82072 1.42% 0.445%
17 12.751 1035 1038 1040 rBV 350172 393651 6.83% 2.135%
18 14.751 1210 1213 1215 rBV 1316609 1886652 32.74% 10.231%
19 15.928 1313 1316 1320 rBV 79807 123782 2.15% 0.671%
20 16.031 1323 1325 1328 rBV 460982 496475 8.62% 2.692%

21 16.088 1328 1330 1333 rVB 172302 171621 2.98% 0.931%
22 17.780 1475 1478 1481 rBV 403109 502514 8.72% 2.725%

Sum of corrected areas: 18440999
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF031815\
: BFO77821.D

- 19 Mar 2015 5:13

: TP/1Z

- G1544-04

30 Sample Multiplier: 1

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BFO77821.D

1.44.61

5.46

4.93

7.34

7.16

0

I T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50

e e e

A
L N L R s B B

I
4.00 4.50 5.00 5.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BFO77821.D

10.09

A 8.74 10.91

A 10,L59

11.89

A ﬂ 12.09

12.75

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50

11.00 11.50 12.00 12.50

13.00

13.50

14.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BFO77821.D

14.75

16.03
15. .09

17.78

0
Time-->

15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50 19.00

19.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.32 499.17 ng 5762660 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 38 (1.321 min): BFO77821.D (-35) (-) m/z 73.10 100.00%
73
43
5000
89
rrrrTTTTTTT T T T T
55 1.00 1.20 1.40 1.60
O g L8880 m/z 43.10 53.35%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 S R SR
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 33.46%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32 A L R R
58 89 100 120 140 1.60
5000 18 m/z 41.10 10.43%
27 53 72
S L L L UL S S UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide  EmEE e RN R
30 73 1.00 1.20 1.40 1.60
m/z 45.10 8.42%
5000
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR ESSEBENEE EE SRRRE
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.61 7.39 ng 85310 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 63 (1.607 min): BF077821.D (-61) (-) m/z 73.10 100.00%
7B
5000 43
55 87 I A
1.20 1.40 1.60 1.80 2.00
Ol et ettt | M/Z 43.10  36.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R R I L
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 87.10 26.52%
0 ‘29 35 \‘ 67 || 80
”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
- 87 120 140 160 180 2.00
5000 m/z 55.10 25.84%
29
15 67 97
e L S U S UL S UL SULIUL UL I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4305: Silane, ethyltrimethyl- e e
73 1.20 1.40 1.60 1.80 2.00
m/z 41.10 12.72%
5000 59
87
43
o 29 || 53 | 67 | ‘ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 16.44 ng 189815 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 354 (4.933 min): BF077821.D (-352) (-) m/z 43.10 100.00%
43
59
5000
T W0 ako 500 520
83 : : - :
o...,....,....,....','.'.~..??.4!,....,....,.-...,...:,|....,. m/z 59.10 57.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR ERE SUAE RAE
4.60 4.80 5.00 5.20
59 m/z 101.10 21.15%
0 21 37, 53 ‘ 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.00 15.82%
101
15 97 71
0 33 49 56 62 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one LI L L L BN
43 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.88 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.88 105.56 ng 1218600 1,4-Dichlorobenzene-d4 7.16
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 524 (6.876 min): BF077821.D (-522) (-) m/z 132.00 100.00%
5000 68
40 s | % J 6.60 6.80 7.00 7.20
o el e | dsus |l w7z 68.10  40.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR L U R
6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 32.67%
0 ‘ L1 H (1 L 1
LI LA SN LA UL SURLEL LA SRS UL WL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.20
5000 og 116 m/z 66.10 25.56%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- et
132 6.60 6.80 7.00 7.20
m/z 69.10 16.34%
5000
63 81
0 3\1 59 1 \\‘ w72\ ‘\ \92 10\1 1:!-\2 |
mz-> 40 60 80 100 120 140 160 180 | 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 7 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.09 4_.17 ng 82072 Phenanthrene-d10 12.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 980 (12.088 min): BF077821.D (-978) (-) m/z 57.10 100.00%

g7
71

5000

11.80 12.00 12.20 12.40

0 m/z 71.10 70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85 11.80 12.00 12.20 12.40
29 m/z 43.10 60.31%
L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
T T T
11.80 12.00 12.20 12.40
5000 4! m/z 85.10 44.97%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane

57 11.80 12.00 12.20 12.40

43 m/z 41.10 30.93%
71
5000 85
29 99
o 5 | ‘ | ‘ 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077821.D

Aca On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 8 Pentafluoropropionic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 4.99 ng 123782 Chrysene-di12 16.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 1ll1-Tricosene 322 C23H46 052078-56-5 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1316 (15.928 min): BF077821.D (-1313) (-) m/z 57.10 100.00%

g7

83

5000 4

-

15.60 15.80 16.00 16.20
m/z 83.10 76.72%

167 189 207

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

83

3

5000

4 15 60 15. 80 16. OO 16 20
m/z 43.10 74 .93%
NEH 180 154 150 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 e A ma
15.60 15.80 16.00 16.20
5000 m/z 55.10 67 .79%
41
111
0 23 £ 154169 195210 o 265283 \A/th\f\/\/\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R R ma AR
43 15.60 15.80 16.00 16.20
m/z 97.10 67 .14%
5000 83
111
o ‘ R 61‘154 183 210 238 266 204 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031815\
Data File : BF077821.D

Acq On : 19 Mar 2015 5:13

Operator : TP/1Z

Sample : G1544-04

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
Quant Title : 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... 1.32 499.2 ng 5762660 1 7.16 230892 20.0
Butane, 2-methoxy... 1.61 7.4 ng 85310 1 7.16 230892 20.0
2-Pentanone, 4-hy... 4.93 16.4 ng 189815 1 7.16 230892 20.0
unknown6 .88 6.88 105.6 ng 1218600 1 7.16 230892 20.0
Eicosane 12.09 4.2 ng 82072 4 12.75 393651 20.0
Pentafluoropropio... 15.93 5.0 ng 123782 5 16.03 496475 20.0
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