LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

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-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 1.218 27 29 34 rvVB2 48847 74583 1.47% 0.386%
2 1.310 34 37 40 rVB 4654088 5061503 100.00% 26.222%
3 1.424 45 47 60 rvB 88515 224526 4._.44% 1.163%
4 1.595 60 62 65 rvB 342854 383777 7.58% 1.988%
5 1.664 66 68 77 rVB 156620 260690 5.15% 1.351%

1.778 77 78 102 rVB 865231 1560275 30.83% 8.083%
4.910 350 352 358 rvB 130169 158831 3.14% 0.823%
5.447 396 399 401 rBV 973410 1097515 21.68% 5.686%
6.727 509 511 514 rBV 1065284 1047030 20.69% 5.424%
6.864 521 523 526 rBV 1306505 1192956 23.57% 6.180%

=
QO ~NO®

11 7.150 546 548 551 rBV 278821 245206 4._.84% 1.270%
12 7.333 562 564 567 rBvV 914777 926168 18.30% 4._.798%
13 7.847 606 609 611 rBvV 811262 726626 14.36% 3.764%
14 8.727 684 686 688 rBvV 367472 333329 6.59% 1.727%
15 10.076 802 804 806 rBV 1663029 1476250 29.17% 7.648%

16 10.899 874 876 878 rBvV 406180 385970 7.63% 2.000%
17 11.882 959 962 964 rBV 676250 875407 17.30% 4 _535%
18 12.076 977 979 983 rBV 65379 86777 1.71% 0.450%
19 12.739 1034 1037 1039 rBV 386303 407629 8.05% 2.112%
20 14.728 1209 1211 1214 rBV 1314165 1702909 33.64% 8.822%

21 15.905 1310 1314 1322 rBV2 79983 153296 3.03% 0.794%
22 16.020 1322 1324 1327 rBV 442485 457953 9.05% 2.372%
23 17.757 1473 1476 1479 rBV 356284 463568 9.16% 2.402%

Sum of corrected areas: 19302774
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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\BF031915\

BFO77858.D

20 Mar 2015 6:13

TP/1Z

G1580-01

27 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 1 Amylene Hydrate Concentration Rank 10

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

1.22 6.08 ng 74583 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 83
2 Silane. trimethvl- 74 C3H10Si 000993-07-7 64
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 39
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 10
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 29 (1.218 min): BF077858.D (-27) (-) m/z 59.10 100.00%
59
73
5000
1.00 120 140 1.60
5
Ol 8 Tw/z 73.10  60.97%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2068: Amylene Hydrate
59
73
5000 Tfr T
2 43 1.00 120 140 1.60
m/z 55.10 45.04%
o 15 H‘ 37‘\“\ 53 | 65
I S UL UL UL SURIL SUREL SULILL IO SUL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
59
100 120 140 160
5000 73 m/z 43.10 29.54%
43
29
2 s 37 53 | 65
G R UL R IS R IS LS IS RN SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4363: 3-Pentanol, 2-methyl- e
59 1.00 1.20 140 1.60
m/z 41.00 13.38%
5000 73
81 a
0 "'I""I"'W"'hny'"HMLM'I??MMI"§?I""I'§?'I"'}P}"'I AR AR S AL R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 2 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.31 412.84 ng 5061500 1,4-Dichlorobenzene-d4 7.15
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 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrC1302 1000115-31-4 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 37 (1.310 min): BF077858.D (-34) (-) m/z 73.10 100.00%
73
43
5000
89
rrrTTTTTr T T T T T T T T
55 1.00 1.20 1.40 1.60
O L 1 88 e L m/z 43.10 53.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
78
5000 43 BNAABINAASERERSS s aRRY
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 32.63%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.05 10.40%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine e gy
43 1.00 1.20 1.40 1.60
32 m/z 45.10 8.46%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S A S AL
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.60 31.30 ng 383777 1,4-Dichlorobenzene-d4 7.15
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 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 62 (1.595 min): BF077858.D (-60) (-) m/z 73.10 100.00%
7B
5000 43
55 87 A
3 50 | 1.20 1.40 1.60 1.80 2.00
O S0 m/z 43.10  36.73%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 UL R L
43 95 1.20 1.40 1.60 1.80 2.00
87 m/z 87.05 25.79%
. SEIE N 62 67 | 101
”I""I”"I"'W S L IS S S SRR
m/z--> 20 50 60 70 80 90 100
Abundance
73
120 140 1.60 180 2.00
5000 43 m/z 55.10 25.51%
58
S SO S L S S SIS S SR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- At e
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.10 12.11%
5000
45
29
0 1] 39‘\ 50%° 67| 101
m/z--> 20 30 40 50 60 7'0 80 9 100 ' 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.91 12.95 ng 158831 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 352 (4.910 min): BFO77858.D (-350) (-) m/z 43.05 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
0...,....,....,....','::..‘?.1.-!],....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 58.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS RN SR RS LR
4.60 4.80 5.00 5.20
59 m/z 101.10 19.74%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.00%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— L L L L L L BN
43 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000
15 . - 101
B O R N N NN - |
R AR AN IR UL R I IR UL AN SN LA B SRS BARRY IR RN R R LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 8 unknown6.86 Concentration Rank 3

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

6.86 97.30 ng 1192960 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 523 (6.864 min): BF077858.D (-521) (-) m/z 132.00 100.00%
5000 68
5 —
40 _ 54 75 104 6.60 6.80 7.00 7.20
o..,....,....,...:,".'.‘.‘?,:.'..‘,3%:l-.'...':.,..?‘7,...'.,.':..,.1.1.5.,....,'...,... m/z 68.10 40.16%
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 B LR L L
6.60 6.80 7.00 7.20
78 m/z 134.00 32.58%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 660 680 7.00 7.20
5000 m/z 66.10 24 .67%
104
oL 14 27 37 4451 58 6 77 4997 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R EmawEmma e
132 6.60 6.80 7.00 7.20
o7 m/z 69.10 15.99%
5000 0
31 52
. “O% | e | 05 U6 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 10 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.08 4.26 ng 86777 Phenanthrene-d10 12.74
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 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 979 (12.076 min): BF077858.D (-977) (-) m/z 57.10 100.00%

57

3

5000 85
3 I | | 113 q41 11.80 12.00 12.20 12.40
Obrprerefie el At e || M7z 43.05 63.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LA L L L L L L L LB L
4 85 11. 80 12. OO 12 20 12. 40
m/z 71.10 60.65%
S A T I SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 85.10 44 . 79%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57 11.80 12.00 12.20 12.40

m/z 41.10 29.24%

5000 85

[ L |y M 141 169 197 225 253 281 309 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 80 12. 00 12 20 12. 40

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BF077858.D

Aca On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample : 6G1580-01

Misc :

ALS Vial : 27 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 11 2- Chloropropionic acid, oc... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.91 6.69 ng 153296 Chrysene-di12 16.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1314 (15.905 min): BF077858.D (-1310) (-) m/z 57.10 100.00%
%7 8
5000 111 J\‘MLK
3 bof | 2o 281 15.60 15.80 16.00 16.20 |
ol 208 | m/z 55.05 97.84%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 mn LRI T RN SN SR
15.60 15.80 16.00 16.20
2 - m/z 43.05 96.63%
139
ol w‘ml‘\ﬂh\ ul h\ﬂ\lm}68 194 224 — ?97- 390
m/z--> 50 200 250 300 350
Abundance
43 97
69 LU DU BN SR
15.60 15.80 16.00 16.20
5000 m/z 83.10 90.78%
125
o 25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R R B LU
43 15.60 15.80 16.00 16.20
m/z 97.10 79.70%
69
5000 97
125
oL ‘ L P8 asone0 105 220 222 e Mo
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031915\
Data File : BF077858.D

Acq On : 20 Mar 2015 6:13

Operator : TP/1Z

Sample - G1580-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Amylene Hydrate 1.22 6.1 ng 74583 1 7.15 245206 20.0
Propane, 2,2-dime... 1.31 412.8 ng 5061500 1 7.15 245206 20.0
Butane, 2-methoxy... 1.60 31.3 ng 383777 1 7.15 245206 20.0
2-Pentanone, 4-hy... 4.91 12.9 ng 158831 1 7.15 245206 20.0
unknown6 .86 6.86 97.3 ng 1192960 1 7.15 245206 20.0
Eicosane 12.08 4.3 ng 86777 4 12.74 407629 20.0
2- Chloropropioni... 15.91 6.7 ng 153296 5 16.02 457953 20.0
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