LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\

Data File : BF0O77552.D

Aca On : 3 Mar 2015 18:19 Instrument :
Operator : TP/1Z BNA_F

Sample - G1401-06 ClientSampleld :
Misc - MW-05-2-27-15
ALS Vial : 12 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.527 52 56 59 rvB 282549 466650 19.17% 2.958%
2 1.698 68 71 74 rBV 309396 359918 14.79% 2.281%
3 1.835 81 83 89 rvB 65310 114010 4.68% 0.723%
4 5.013 359 361 366 rVB 102891 118893 4 .88% 0.754%
5 5.527 404 406 409 rBV 725147 729419 29.97% 4.623%
6 6.796 515 517 521 rVB 521394 456470 18.75% 2.893%
7 6.945 528 530 533 rBVY 1463739 1388755 57.06% 8.802%
8 7.242 553 556 558 rBV 235568 322787 13.26% 2.046%
9 7.425 569 572 574 rVB 1548182 1446421 59.42% 9.167%
10 7.927 614 616 619 rBY 1258809 1106673 45.47% 7.014%
11 8.808 691 693 696 rVB 324526 382375 15.71% 2.423%
12 9.516 753 755 758 rBV 44580 54088 2.22% 0.343%
13 10.168 809 812 814 rBVY 1481455 2051249 84.27% 13.001%
14 10.671 853 856 858 rBV 76462 85790 3.52% 0.544%

15 10.991 882 884 886 rBvV 453477 466741 19.18% 2.958%

16 11.516 928 930 936 rvB2 24441 46738 1.92% 0.296%
17 11.894 960 963 965 rBV 136674 152648 6.27% 0.967%
18 11.962 967 969 972 rBV2 1001247 1308229 53.75% 8.292%
19 12.831 1043 1045 1047 rBV 543727 516261 21.21% 3.272%
20 13.551 1106 1108 1110 rBV 49609 62104 2.55% 0.394%

21 14.534 1192 1194 1197 rBvV4 21086 31567 1.30% 0.200%
22 14.831 1217 1220 1222 rBV 2255092 2434049 100.00% 15.427%
23 15.997 1320 1322 1325 rBV 107181 136329 5.60% 0.864%
24 16.123 1331 1333 1336 rBvV 623553 675665 27.76% 4.282%

25 17.243 1429 1431 1435 rBV5 14666 34098 1.40% 0.216%

26 17.631 1462 1465 1467 rBV3 17893 41785 1.72% 0.265%

27 17.883 1484 1487 1491 rVB 574193 708674 29.12% 4._.492%

28 18.134 1506 1509 1515 rBV7 18365 79464 3.26% 0.504%
Sum of corrected areas: 15777850
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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\BF030315\

BFO77552.D

3 Mar 2015 18:19

TP/1Z

G1401-06

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF021915.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:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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.

1.70 22.30 ng 359918 1,4-Dichlorobenzene-d4 7.24
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 71 (1.698 min): BFO77552.D (-68) (-) m/z 73.10 100.00%
73
5000 43
55 87 SN §
1.40 1.60 1.80 2.00
0 ..,....,....,...3.3,|:.'..5,°..|..',..??,'..-..,....,....,... m/z 43.05 38.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.05 25.98%
0 ‘%9 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 25.67%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e ]
7B 1.40 1.60 1.80 2.00
m/z 41.05 12.28%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

Sample : G1401-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.01 7.37 ng 118893 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 361 (5.013 min): BF077552.D (-359) (-) m/z 43.10 100.00%
a3
59
5000
101
51 83 4.60 4.80 5.00 5.20 5.40
O R e m/z 59.10 57.75%
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 [rrrrrrrrTrrTT T T T T T
460 4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.02%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 5.40
5000 41 m/z 58.10 16.89%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R i mmm s b
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.40%
5000 41
68
0 50, 126 142

R BE e e L R R L e e RAARA =RaY

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.94 Concentration Rank 2

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

6.94 86.05 ng 1388760 1,4-Dichlorobenzene-d4 7.24
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 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 530 (6.945 min): BF077552.D (-528) (-) m/z 132.00 100.00%
132
5000 68
96 USRS SRR S AR
40 5y -8 06 6.60 6.80 7.00 7.20
01 e B m/z 68.10 43.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS SRS U
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.82%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 |
5000 m/z 66.10 27 .43%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R A BEEEEmmmas
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 17.51%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SN | Y A PR
m/z--> 20 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:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownll.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.00 ng 46738 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-methvl-2-T(2-methy... 144 C8H1602 054004-45-4 12
2 Piperidine-2.5-dione 113 C5H7NO2 052065-78-8 10
3 3.4-Dimethvl-isoxazol-5(4H)-one 113 C5H7NO2 015731-93-8 9
4 3.4-Dimethvl-5-hvdroxyv-isoxazole 113 C5H7NO2 029279-99-0 9
5 3-Nonanol, 2-methyl- 158 C10H220 026533-33-5 9
Abundance Scan 930 (11.516 min): BF077552.D (-928) (-) m/z 55.05 100.00%
55
5000
113
69 141 UL BRI BN B
41 | 85 og 11 161 11.20 11.40 11.60 11.80
Oler e prerefliere el el et e 22 b | M7z 113.10  31.44Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20155: 1-Propanol, 2-methyl-2-[(2-methyl-2-propenyl)oxy]-
55
5000 UL BN BN SRS
113 11.20 11.40 11.60 11.80
43 73 m/z 141.10 24 .59%
0"I”"I”'JNMH'PWHMP"'NH"P"'P"'P"'Pl"P%?ﬁ""%??W"'W"'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
30 113
1120 11.40 11.60 11.80
5000 m/z 69.10 18.97%
42 % 85
ol 68 76 98
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6714: 3,4-Dimethyl-isoxazol-5(4H)-one B AREmmEEE R
55 11.20 11.40 11.60 11.80
m/z 56.10 12.32%
5000 85
42 113
.l 9
Ol e e e UL NI B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.54 ng 152648 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 60
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Vinvl benzoate 148 C9H802 000769-78-8 43
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 43
Abundance Scan 963 (11.894 min): Ea)FO77552.D (-960) (-) m/z 105.00 100.00%
105
77 182
5000
o 11,60 11.80 12.00 12.20
152 - - - -
| IR 1 03 . 87 | 115127 141°7)7 169 m/z 182.10 60.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
77 182
5000 UL PN SRR SUNILN UL
11.60 11.80 12.00 12.20
51 m/z 77.00 55.32%
0 27 39 | 63 | 87 115126 139 192 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 183 11,60 11.80 12.00 12.20
5000 51 m/z 51.05 18.48%
63 127 154
L S L L W UL L WL S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26285: Acetophenone, 2-chloro-
105 11.60 11.80 12.00 12.20
m/z 181.10 10.21%
77
5000
51
ol 14 27 39 | 6 | S | 1 154 .
m/z--> 20 40 60 80 100 120 140 160 180 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.41 ng 62104 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Nonanoic acid 158 C9H1802 000112-05-0 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 1108 (13.551 min): BF077552.D (-1106) (-) m/z 73.05 100.00%
43 60 73
5000 129
213
|| mm 142 157 172 195 227 13.20 13.40 13.60 13.80
(S |11 m/z 43.05 87.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37190: n-Decanoic acid
60 45
41
29
5000 R B SRR AR B
Bmwmmmnm
a7 129 m/z 60.00 87.04%
115
R Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
43 13.20 13.40 13.60 13.80
5000 129 m/z 55.10 67.20%
29
85 115 171
97 143 157 185 214
0 197
m/z--> 25 4b eb 85 160 150 140 160 1éo 260 250
Abundance #28744: Nonanoic acid R e EEaE L
60 73 13.20 13.40 13.60 13.80
m/z 57.10 65.32%
41
5000
29
“ N us
0 .}?,ulu.UJ.J‘ .V..,...ﬁ,...L,.J..,..}?8....,....,....,.... R A e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1320 1340 1360 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030315\

Data File : BFO77552.D

Aca On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i G1401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 11 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.00 4.04 ng 136329 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 11-Tricosene 322 C23H46 052078-56-5 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1322 (15.997 min): BF077552.D (-1320) (-) m/z 57.10 100.00%
3

5000

-

15.60 15.80 16.00 16.20 16.40
m/z 55.10 97.32%

154 180195 515 239
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 15.80 16.00 16,20 16.40
m/z 43.10 95.01%

5000

154169 191 210 238 266 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
83 R B EREE R
15.60 15.80 16.00 16.20 16.40
5000 m/z 83.10 91.23%
41
111
oL 28 126 154169 195210 238 65 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene L B
4 7 15.60 15.80 16.00 16.20 16.40
m/z 97.10 75.88%
o 2 140 168 106 202238 266

T T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030315\

Data File : BF077552.D

Acq On : 3 Mar 2015 18:19

Operator : TP/1Z

a?ggle i 61401-06 MW-05-2-27-15
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.70 22.3 ng 359918 1 7.24 322787 20.0
2-Pentanone, 4-hy... 5.01 7.4 ng 118893 1 7.24 322787 20.0
unknown6 .94 6.94 86.0 ng 1388760 1 7.24 322787 20.0
unknownll.52 11.52 2.0 ng 46738 3 10.99 466741 20.0
Benzophenone 11.89 6.5 ng 152648 3 10.99 466741 20.0
n-Decanoic acid 13.55 2.4 ng 62104 4 12.83 516261 20.0
Dichloroacetic ac... 16.00 4.0 ng 136329 5 16.13 675665 20.0
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