LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 33 rVB 5103634 6737425 100.00% 21.612%
2 1.678 39 43 46 rVB 199302 353354 5.24% 1.133%
3 1.781 50 52 57 rvw 190714 302293 4 ._.49% 0.970%
4 1.861 57 59 62 rvv 195935 237061 3.52% 0.760%
5 1.907 62 63 98 rvB 2139707 4059028 60.25% 13.021%
6 5.176 347 349 356 rVB 179653 245581 3.65% 0.788%
7 5.667 390 392 395 rBVY 1465426 1550904 23.02% 4_.975%
8 6.924 499 502 504 rBV 1261465 1627476 24.16% 5.221%
9 7.084 513 516 518 rBVY 1624497 1744670 25.90% 5.597%
10 7.370 539 541 543 rBV 580822 529705 7.86% 1.699%

11 7.553 555 557 560 rVvB 928732 1260569 18.71% 4.044%
12 8.056 599 601 604 rBvV 910949 976151 14.49% 3.131%
13 8.947 677 679 682 rBV 862869 741938 11.01% 2.380%
14 10.296 794 797 799 rVB 2166383 1956341 29.04% 6.276%
15 10.799 839 841 843 rBV 82345 75110 1.11% 0.241%

16 11.131 867 870 872 rVB 728085 802632 11.91% 2.575%
17 11.473 898 900 903 rBvV 130007 150809 2.24% 0.484%
18 12.102 953 955 958 rBV 1179890 1276148 18.94% 4.094%
19 12.971 1029 1031 1033 rBV 828173 837484 12.43% 2.686%
20 14.582 1165 1172 1174 rVB 93472 154001 2.29% 0.494%

21 14.765 1185 1188 1190 rBV 55950 68795 1.02% 0.221%
22 14.834 1191 1194 1203 rVV 705286 1007156 14.95% 3.231%
23 14.971 1203 1206 1209 rVB 2199288 2142580 31.80% 6.873%
24 16.137 1305 1308 1313 rBV 202229 323804 4.81% 1.039%
25 16.274 1317 1320 1322 rBV 668082 1017423 15.10% 3.264%

26 16.960 1378 1380 1382 rVB2 50180 79251 1.18% 0.254%
27 18.011 1470 1472 1475 rBV 681649 916205 13.60% 2.939%

Sum of corrected areas: 31173894
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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\

BF078876.D
1 May 2015 4:56
TP/1Z
G2032-05
26 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 : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.54 254.38 ng 6737430 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 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 31 (1.541 min): BF078876.D (-28) (-) m/z 73.10 100.00%
73
5000 43
89
rrrpTTTrT T T T T
55 140 1.60 1.80
| A N 1 N . - RSN R IS M m/z 43.10 49.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 ABEmaEESSEELE s
140 1.60 1.80
31 89 m/z 89.10 32.13%
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
30 73
140 160 180
5000 m/z 41.05 10.19%
58
44
5 25 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 140 1.60 1.80
m/z 45.10 7.84%
5000
57
29 41
0 15 \‘ \M\ 50 11 ! 87
LR FELEL AN SN SRR FURLELEL UL UL UL SURLLL IR RIS L AL AL B
m/z--> 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 9

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

1.86 8.95 ng 237061 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 86
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 59 (1.861 min): BF078876.D (-57) (-) m/z 73.10 100.00%
3
5000 s
75 87 B L
1.60 1.80 2.00 2.20
O eSS 0 STl Twzz 43.10  33.43%
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 27.89%
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
4s 55 1.60 1.80 2.00 2.20
5000 m/z 87.05 22 .93%
27
15 81
e L L UL SR SIS IS UL UL UL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1966: Silane, tetramethyl- e RRRRR RS S
7B 1.60 1.80 2.00 2.20
m/z 41.05 13.41%
5000
0 2 15 29 36 || 5359 e6 | 88
m/z--> 0 10 20 30 40 50 60 70 8 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 : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 8

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

5.18 9.27 ng 245581 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 349 (5.176 min): BF078876.D (-347) (-) m/z 43.10 100.00%
43
59
5000
101 R R LN U
4.80 500 5.20 5.40 5.60
O Botl SL o0 B8 e W/Z 59.10  52.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 G R R UL
4.80 500 5.20 5.40 5.60
59 101 m/z 58.10 16.70%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 m/z 101.10 15.31%
41
ol 50 73 86
mmﬂmwwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R .
59 4.80 500 5.20 5.40 5.60
m/z 41.05 9.34%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 65.87 ng 1744670 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 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 516 (7.084 min): BF078876.D (-513) (-) m/z 132.00 100.00%
132
5000 68
96 RN N LRI I
40 54 -8 06 6.80 7.00 7.20 7.40
o} I B e B B m/z 68.10 35.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN L LRI I
6.80 7.00 7.20 7.40
2 51 m/z 134.00 33.39%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 22.74%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 I
Abundance #14006: 5-Aminoindole R Ram e R
132 6.80 7.00 7.20 7.40
m/z 69.10 14 .23%
5000
104
ol 14 27 39 1 77 g | us ‘
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\BF043015\
Data File : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 Cyclic octaatomic sulfur Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.68 ng 154001 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 95
2 7-Amino-7H-S-triazolol5.1-c1-S-t... 156 C3H4N6S 013728-28-4 36
3 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 9
4 Methanethiol. N-(p-methoxvphenet... 304 C11H16N204S2 040283-94-1 9
51,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 9

Abundance Scan 1172 (14.582 min): BF078876.D (-1165) (-) m/z 64.00 100.00%

6l
5000 128 160 256 L
192

96
R e N R EE s R
14 20 14. 40 14.60 14.80 15.00
42 111 224

O B LM h2or24 ) h/z 255.80  51.79%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160

5000 192 LA INLIL B L L L B L L LB B

14.20 14.40 14.60 14.80 15.00
32 96 224 ‘ m/z 159.90  49.43%

) N S N NS —— -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
64
124

14.20 14.40 14.60 14.80 15.00

5000 m/z 127.90 48.59%
96
43
156
84 0 141

Ot T T T T T T e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61798: Dihydropyrimidine-2-methyl thiosulfuric acid R A EERse
64 14 20 14.40 14.60 14.80 15.00

m/z 191.80 26.31%

438
5000
160
o el b \ %110 30143 180 208

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14 20 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078876.D

Aca On : 1 May 2015 4:56

Operator : TP/1Z

Sample : 62032-05

Misc :

ALS Vial : 26 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 12 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.14 6.37 ng 323804 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 1-Nonadecanol 284 C19H400 001454-84-8 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 1308 (16.137 min): BF078876.D (-1305) (-) m/z 57.10 100.00%
97 83
5000 ’ J\W/\»
N R B
139 15.80 16.00 16.20 16.40
N 171187205223 245 283 304 7 B5.10 88 850}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LA AR LA B
15,80 16.00 16.20 16.40
29 111 m/z 83.10 84 _.69%
b b AL L 13 167 106 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 57
83 N R B
15.80 16.00 16.20 16.40
5000 m/z 43.10 83.78%
111
oL.24 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosy! formate R R RS S
57 83 15.80 16.00 16.20 16.40
m/z 97.10 72 .35%
. L ’ j[ 4 139“157 196 222 266 294 339349
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 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043015\
Data File : BF078876.D

Acq On : 1 May 2015 4:56

Operator : TP/1Z

Sample - G2032-05

Misc :

ALS Vial : 26 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... 1.54 254 .4 ng 6737430 1 7.37 529705 20.0
Butane, 2-methoxy... 1.86 8.9 ng 237061 1 7.37 529705 20.0
2-Pentanone, 4-hy... 5.18 9.3 ng 245581 1 7.37 529705 20.0
unknown?7 .08 7.08 65.9 ng 1744670 1 7.37 529705 20.0
Cyclic octaatomic... 14.58 3.7 ng 154001 4 12.97 837484 20.0
5-Eicosene, (E)- 16.14 6.4 ng 323804 5 16.27 1017420 20.0
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