LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43 Instrument :
Operator : TP/1Z BNA_F

Sample - G2007-04 ClientSampleld :
Misc - DCW-WW-117-42315
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-BF042815.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 11 12 42 rVB5 272949 1867147 48.78% 5.758%
2 1.713 42 46 49 rVvVv 964303 1872011 48.91% 5.773%
3 1.793 51 53 59 rvv 217506 451746 11.80% 1.393%
4 1.896 59 62 63 rvv 1233253 1602212 41.86% 4.941%
5 1.918 63 64 87 rvVvB 2051772 3827577 100.00% 11.804%
6 5.199 350 351 359 rVB 107650 151440 3.96% 0.467%
7 5.690 391 394 396 rBV 807706 1108552 28.96% 3.419%
8 6.925 500 502 505 rBV 572520 651411 17.02% 2.009%
9 7.096 515 517 520 rBVY 2279278 2188293 57.17% 6.748%
10 7.393 540 543 545 rBV 631375 580883 15.18% 1.791%

11 7.576 557 559 562 rvB 2307200 2228655 58.23% 6.873%
12 8.079 601 603 606 rBY 1880096 1637043 42.77% 5.048%
13 8.970 678 681 683 rBv 788198 783248 20.46% 2.415%
14 10.319 796 799 801 rBV 2824588 3534744 92.35% 10.901%
15 11.142 869 871 874 rBV 798959 844868 22.07% 2.605%

16 12.125 954 957 960 rBV 1990610 1901198 49.67% 5.863%

17 12.879 1021 1023 1025 rBV 45916 50292 1.31% 0.155%
18 12.994 1030 1033 1036 rVB 986685 907988 23.72% 2.800%
19 13.702 1093 1095 1097 rBV 40753 53918 1.41% 0.166%
20 14.685 1179 1181 1184 rBV2 36335 48793 1.27% 0.150%

21 14.811 1190 1192 1195 rBV 349181 317178 8.29% 0.978%
22 14.903 1199 1200 1202 rVV 32080 43271 1.13% 0.133%
23 14.994 1205 1208 1211 rBV 3645457 3582867 93.61% 11.049%
24 15.703 1267 1270 1272 rBV 190025 209104 5.46% 0.645%

25 16.171 1307 1311 1314 rBV2 38946 79489 2.08% 0.245%
26 16.286 1319 1321 1323 rVV 814269 888310 23.21% 2.739%
27 16.331 1323 1325 1327 rVB 34204 38986 1.02% 0.120%
28 16.571 1344 1346 1349 rBV 38757 41470 1.08% 0.128%
29 17.360 1412 1415 1418 rBV 33299 42700 1.12% 0.132%
30 18.023 1470 1473 1476 rBV 643589 836782 21.86% 2.581%
31 20.206 1661 1664 1667 rBv4 22142 54290 1.42% 0.167%
Sum of corrected areas: 32426466
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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: BFO78794.D
3500000
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2500000 210 758
1.92
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1500000 1bo
1000000

6. 92 7 . 39
500000
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Abundance TIC: BFO78794.D
3500000

3000000 10.32

2500000

2000000{ 8.08 12.13

1500000

12.99
1000000 B.97 1114

500000
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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 14.50
Abundance TIC: BFO78794.D

3500000 14.99

3000000
2500000
2000000
1500000

1000000 16.29
18.02

5000001 14.81
15.70
1.694. A 16.16.3316.57 17.36 20.21

O o e L A e R R e

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\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Furan, tetrahydro- Concentration Rank 5

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

1.32 64.29 ng 1867150 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro- 72 C4H80 000109-99-9 87
2 Oxirane., ethvl- 72 C4H80 000106-88-7 50
3 1-Propene. 2-methoxv- 72 C4H80 000116-11-0 45
4 Formaldehvde. dimethvlhvdrazone 72 C3H8N2 002035-89-4 9
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 5

Abundance Scan 12 (1.324 min): BF078794.D (-11) (-) m/z 42.05 100.00%
4
5000 =
i ™75 140 150 160 170
45 59 85 T
O'W“W“W““PMP“WNW““LLP“W“W“W““PMP”WMW““W“P“' m/z 41.05 48.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #663: Furan, tetrahydro-
42
5000
72 1.30 1.40 1.50 1.60 1.70
27 39 m/z 71.10 36.32%
o 121519 | |31 36 ||/|45 5053 57 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
1.30 1.40 1.50 1.60 1.70
5000 m/z 72.05 34.27%
27 o 72
31 57
o 154 36, |45 5053 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #682: 1-Propene, 2-methoxy- R ARARNARZIREsZEEEEEEEEE
42 1.30 1.40 1.50 1.60 1.70
m/z 39.10 20.69%
5000 7 39 72
15
o mhemHQ%‘4M%ﬁ7 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 6

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

1.90 55.16 ng 1602210 1,4-Dichlorobenzene-d4 7.39
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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 62 (1.896 min): BFO78794.D (-59) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37 o7 1.60 1.80 2.00 2.20
Ol et e "m/z 43.10 38.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 IR SR SRR R L
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.22%
0 ‘?? 35 | ‘ 67 ||, 80
LRELS IR S S SULIL SURILIL SURI SURLEL I SULIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
160 1.80 2.00 220
5000 m/z 87.10 25.66%
43
0 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol T e
73 1.60 1.80 2.00 2.20
m/z 41.05 12.77%
41 55 87
5000
29
0 ...,....,.%?.,....,....,....,....,..??,....,....,..??,...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 9

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

5.20 5.21 ng 151440 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 351 (5.199 min): BFO78794.D (-350) (-) m/z 43.10 100.00%
43
5000 59
101 0N E0N Eon Eun &R0
4.80 5.00 5.20 5.40 5.60
83
o...,....,....,...37.','::..,“?3.:],....,....,.~...,....,|....,. m/z 59.10 43.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR RS SRS IR
4.80 5.00 5.20 5.40 5.60
m/z 58.10 17.15%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 13.47%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 7.81%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 unknown7.10 Concentration Rank 3

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

7.10 75.34 ng 2188290 1,4-Dichlorobenzene-d4 7.39
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 517 (7.096 min): BF078794.D (-515) (-) m/z 132.00 100.00%
132
5000 68
o gy || % ok 780 750 7w
01 e B m/z 68.10 44 _.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS UL UL R I
6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.13%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 29.25%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! S EEEEE RSy e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.22%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN\ S I
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\

Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04 I L
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.81 7.14 ng 317178 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 93
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38

Abundance Scan 1192 (14.811 min): BF078794.D (-1190) (-) m/z 56.10 100.00%
56
5000 4
73
129 257
97 239 14.40 14.60 14.80 15.00 15.20
157 185 213
Obrrrefer ! = 812 "m/z 57.10 53.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AL BN SO BURBLRE B
41 1440 14.60 14.80 15.00 15.20
19 257 m/z 43.10 43.92%
oh28 h H‘ by | 157 185 213 2 283 312
m/z--> 20 45 60 85 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—q—v—v—
14.40 14.60 14.80 15.00 15.20
5000 41 m/z 41.10 40.15%
73
RE: 9711, 157 185 213 239257 Lo 3pp
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- P S
56 14.40 14.60 14.80 15.00 15.20
m/z 55.10 32.70%
5000
41
AN SN
m/z--> ﬁo 45 eb 85 160 150 150 160 180 200 220 240 2éo 2é0 360 ' 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042815\
Data File : BF078794.D

Aca On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample : 6G2007-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.70 4.71 ng 209104 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 37
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 35
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27

Abundance Scan 1270 (15.703 min): BF078794.D (-1267) (-) m/z 56.10 100.00%
56
5000
15.40 15,60 15.80 16.00
(o} m/z 57.10 64 .05%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
- 73 15.40 15.60 15.80 16.00
0
‘ ‘ o 129 - 2657285 m/z 43.10 47 .41%
ob——L ‘.‘ I ‘.‘ \U .‘M‘.“‘l‘ Sl 157; L |2|13| sz\u i ‘. .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
15.40 15.60 15.80 16.00
5000 959 m/z 41.05 42 .23%
73 211
129
185 284
o 39 101 157 255
m/z--> §0 160 150 260 250 360
Abundance #137350: Octadecanoic acid, 2-methylpropyl ester T T T
57 15.40 15.60 15.80 16.00
m/z 55.05 35.61%
5000
29 267285
83 129 |
o) .‘. ‘.‘,“J.“‘m .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| sz\u .“. AL I3]'-O' .3‘:0' TR T
m/z--> 50 100 150 200 250 300 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042815\

Data File : BF078794.D

Acg On : 29 Apr 2015 00:43

Operator : TP/1Z

Sample - 62007-04 DCW-WW-117-42315
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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]
Furan, tetrahydro- 1.32 64.3 ng 1867150 1 7.39 580883 20.0
Butane, 2-methoxy... 1.90 55.2 ng 1602210 1 7.39 580883 20.0
2-Pentanone, 4-hy... 5.20 5.2 ng 151440 1 7.39 580883 20.0
unknown?7 .10 7.10 75.3 ng 2188290 1 7.39 580883 20.0
Hexadecanoic acid... 14.81 7.1 ng 317178 5 16.29 888310 20.0
Octadecanoic acid... 15.70 4.7 ng 209104 5 16.29 888310 20.0
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