LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 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-BF040115.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

1.138 19 22 25 rBV 3819334 4207018 100.00% 27.951%
1.252 28 32 35 rvB 83544 137645 3.27% 0.914%
rvB 74102 84822 2.02% 0.564%
1.687 68 70 76 rBvV 40803 62419 1.48% 0.415%
4.693 331 333 339 rBvV 70642 119405 2.84% 0.793%

abrwNPE
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5.253 380 382 394 rBV 726056 958163 22.78% 6.366%
6.579 495 498 500 rBvV 770328 972134 23.11% 6.459%
6.693 506 508 511 rBV 1140040 1051017 24.98% 6.983%
6.979 530 533 535 rBvV 257685 250068 5.94% 1.661%
7.162 546 549 552 rBV 909458 821098 19.52% 5.455%

=
QO ~NO®

11 7.676 592 594 596 rBV 681023 613874 14.59% 4.078%
12 8.556 669 671 673 rBvV 362178 357184 8.49% 2.373%
13 9.905 786 789 791 rBV 1339142 1272883 30.26% 8.457%
14 10.716 858 860 863 rvB 453096 406648 9.67% 2.702%
15 11.699 943 946 948 rBV 545160 748314 17.79% 4.972%

16 12.545 1018 1020 1023 rBV 435061 427984 10.17% 2.843%
17 14.545 1192 1195 1197 rBV 1108210 1458149 34.66% 9.688%
18 15.722 1295 1298 1304 rBV 74611 142057 3.38% 0.944%
19 15.814 1304 1306 1309 rVvVv 382344 477697 11.35% 3.174%
20 17.551 1455 1458 1461 rBV 360420 482955 11.48% 3.209%

Sum of corrected areas: 15051534
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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:\HPCHEM1I\BNA F\DATA\BF040615\

BF078292.D
7 Apr 2015 9:25
TP/1Z
G1779-07
39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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.

1.14 336.47 ng 4207020 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 22 (1.138 min): BF078292.D (-19) (-) m/z 73.10 100.00%
73
43
5000
89
A L P L B
55 1.00 120 140
O e i 88 L Tm/z 43.05 53.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A L P L B
1.00 120 140
31 89 m/z 89.10 30.61%
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
5000 m/z 41.10 10.61%
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 Tt
43 1.00 120 140
32 m/z 45.10 8.34%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S A L P L B
m/z--> 10 20 30 40 50 60 70 80 90 1.00 120 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.40 6.78 ng 84822 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 45 (1.401 min): BF078292.D (-43) (-) m/z 73.10 100.00%
7B
5000 43
55 87
39 | 1.00 1.20 1.40 1.60 1.80
51 | 59
0“m“W“W“W“W“W“W“W“WJm“L“W“W”W“W“m!W“W“W“W“W m/z 43.05 39.07%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000 UL U
43 1.00 1.20 1.40 1.60 1.80
55 87 m/z 55.10 27.05%
0 2?33 39 1) 50 ‘ 59 69 |, 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
100 1.20 140 160 1.80
5000 m/z 87.10 26.18%
43
0 2 15 942933 39 47 53 59 6569 7781 88
AR L) LA ) UL ML) L) AL RALL LARLY KAL) ML LALS) NRAS) WARLN ARL LARLI LA LA RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl- e P
73 1.00 1.20 1.40 1.60 1.80
m/z 41.10 13.24%
5000 43
58
0'm”T“W“T”W“W“”“M“W“W”W“W“W“T“W“”'”“W“WLW”W' SRRV DRSS RRARE R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.69 9.55 ng 119405 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 333 (4.693 min): BF078292.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101 USSR AR R
83 4.40 4.60 4.80 5.00
oY 17 FEEBESSEROY 2 S SISV VS m/z 59.10 61.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR S R
4.40 4.60 4.80 5.00
59 m/z 101.10 22.18%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 4.60 480 5.00
5000 m/z 58.00 16.97%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy- R B
59 4.40 4.60 4.80 5.00
31 m/z 41.10 9.14%
5000 41
73
0 1\5 ‘ | 147 53\ , 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.69 Concentration Rank 2

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

6.69 84 .06 ng 1051020 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 508 (6.693 min): BF078292.D (-506) (-) m/z 132.00 100.00%
32
5000 68
40 54 75 104 6.40 6.60 6.80 7.00
o....,...:|l!...8,.'.'..,6.2:l-.|,..':.,..5.‘?,..!.,.-:..,.1.1.5.,....,'...,.. m/z 68.10 38.14%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R L S
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.65%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 24.57%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine T ./\, e
132 6.40 6.60 6.80 7.00
m/z 69.10 15.47%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""Ih" T LR R R S
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078292.D

Aca On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.95 ng 142057 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Heptadecanol 256 C17H360 001454-85-9 83
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1298 (15.722 min): BF078292.D (-1295) (-) m/z 57.10 100.00%
g7 83
5000 111
139 207 15.40 15.60 15.80 16.00
ottt m/z 55.10 97 .81%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 97
69
5000
15.40 15.60 15.80 16.00
125 m/z 43.10 92.86%
miz--> 0 55 100 150 260 2éo 360 3%0 460 4%0 '
Abundance
43
69
97 15.40 15.60 15.80 16.00
5000 m/z 83.10 90.90%
125
o 153 196 224
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #168066: 17-Pentatriacontene A A I Y MU NI A
43 15. 40 15. 60 15. 80 16. 00

m/z 97.10 88 .58%

5000 83
111
0 | 139167196224 267292 321 462 490

m/z--> 0 50 100 150 200 250 300 350 400 450 15. 40 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078292.D

Acq On > 7 Apr 2015 9:25

Operator : TP/1Z

Sample : G1779-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 1.14 336.5 ng 4207020 1 6.98 250068 20.0
Butane, 2-methoxy... 1.40 6.8 ng 84822 1 6.98 250068 20.0
2-Pentanone, 4-hy... 4.69 9.6 ng 119405 1 6.98 250068 20.0
unknown6 .69 6.69 84.1 ng 1051020 1 6.98 250068 20.0
1-Nonadecene 15.72 6.0 ng 142057 5 15.81 477697 20.0
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