LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 height area % max. total
1 2.802 14 19 28 rvv 122382 192192 4._.41% 0.760%
2 2.878 28 32 36 rvv 106123 117889 2.71% 0.466%
3 4.811 355 361 372 rVB 187385 254271 5.84% 1.006%
4 5.281 434 441 450 rBV 1317520 1801042 41.34% 7.123%
5 6.874 705 712 724 rBV 1358305 2061688 47.32% 8.154%
6 7.232 765 773 781 rBV 1334085 2008150 46.09% 7.942%
7 7.696 846 852 861 rBvY 242578 378146 8.68% 1.496%
8 8.019 900 907 914 rBV 919365 1426262 32.73% 5.641%
9 8.854 1041 1049 1061 rBV 752957 1224177 28.10% 4.841%
10 10.487 1319 1327 1334 rBY 376132 609129 13.98% 2.409%

11 12.961 1741 1748 1758 rBV 2000663 2915831 66.92% 11.532%
12 13.795 1885 1890 1898 rVB 68753 90917 2.09% 0.360%
13 14.335 1975 1982 1990 rBV2 575523 889901 20.42% 3.519%
14 15.828 2229 2236 2252 rBV 1379394 1938388 44.49% 7.666%
15 17.079 2443 2449 2453 rBV 834967 1106166 25.39% 4_375%

16 17.120 2453 2456 2460 rVB 70024 89093 2.04% 0.352%
17 17.978 2592 2602 2611 rBV2 102485 192303 4.41% 0.761%
18 19.136 2794 2799 2804 rBV 111889 142278 3.27% 0.563%
19 19.259 2816 2820 2828 rBV3 44178 66768 1.53% 0.264%
20 19.406 2837 2845 2849 rBV 60688 73070 1.68% 0.289%

21 19.500 2851 2861 2869 rVB 114060 184786 4.24% 0.731%
22 19.706 2886 2896 2908 rBV 3332996 4357040 100.00% 17.231%

23 20.452 3018 3023 3028 rVB 41453 47714 1.10% 0.189%
24 20.969 3107 3111 3120 rBV2 208524 278924 6.40% 1.103%
25 21.175 3142 3146 3151 rVB 39324 46343 1.06% 0.183%
26 21.257 3153 3160 3164 rVvVv 985955 1318780 30.27% 5.216%
27 21.292 3164 3166 3173 rVB 60994 71920 1.65% 0.284%
28 22.820 3421 3426 3438 rVB5 42538 126986 2.91% 0.502%
29 23.401 3518 3525 3532 rVvv4 33708 84103 1.93% 0.333%

30 23.501 3535 3542 3557 rvv2 598188 1191088 27.34% 4.711%

Sum of corrected areas: 25285345
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_G\DATA\BG040615\

BG016247.D
7 Apr 2015 9:38
TP/1Z
G1779-02
22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.88 6.24 ng 117889 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 32 (2.878 min): BG016247.D (-28) (-) m/z 73.05 100.00%
7B
5000
43 55 87
3 48 | | 2.802.903.003.10 3.20 3.30
SN ) .. N VOO U F— m/z 43.10 26.94%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A AR A AR AR LA R
43 2.802.903.003.10 3.20 3.30
55 87 m/z 87.10 24.82%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.10 3.20 3.30
5000 m/z 55.10 19.92%
45
29
o 39 50 °° 67 101
mz-> 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
78 2.802.903.003.10 3.20 3.30
m/z 71.10 12.46%
5000 43
58
29 ﬁ7
0"|"‘"‘|"'"|”"|""|""|""|""|""l""l
m/z--> 20 30 40 50 60 70 80 90 100 2.802.90 3.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 13.45 ng 254271 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Hexanamide 115 C6H13NO 000628-02-4 12

Abundance Scan 361 (4.811 min): BG016247.D (-355) (-) m/z 43.10 100.00%
a3
59
5000
101 I £ CE—
440 4.60 4.80 5.00 5.20
73 83
Obrrr e e e 2l e e e || M/Z 59.10 61 71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 B L R L
440 460 4.80 5.00 5.20
m/z 101.10 26.80%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31 59
440 460 480 500 520
5000 m/z 58.10 20.27%
41
o 25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone REREREEE ST S LR S
43 440 4.60 4.80 5.00 5.20
m/z 41.10 7.96%
5000 101
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 4 unknown7.23 Concentration Rank 1

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

7.23 106.21 ng 2008150 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 773 (7.232 min): BG016247.D (-765) (-) m/z 132.00 100.00%
32
5000 68
96 5 700 750 70 7 e
40 54 75 103 6.80 7.00 7.20 7.40 7.60
OB 2 G2 8T LI s Wl “m/z 68.10  39.66%
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 ISR I UL I L
6.80 7.00 7.20 7.40 7.60
2 78 m/z 134.00 33.69%
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
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 23.87%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine T Aam T L R
132 6.80 7.00 7.20 7.40 7.60
o7 m/z 69.10 14.74%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 6 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.98 3.48 ng 192303 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2602 (17.978 min): BG016247.D (-2592) (-) m/z 73.10 100.00%
73
43 60
5000 129
213 256
143157171185 1 o9 17.60 17.80 18.00 18.20
0 S—) m/z 43.10 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 AR UARS R AR
129 ﬂmﬂmmmmm
5727 213 m/z 60.10 75.90%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.|80 18.|00 18.|20 !
5000 29 m/z 57.10 67.28%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid e B RRRS RS o
60 73 17.60 17.80 18.00 18.20
43 m/z 55.10 55.27%
5000 129
29 ; 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 SR NSNS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
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 7 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.97 4.23 ng 278924 Chrysene-di2 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
4 Cyclohexadecane 224 C16H32 000295-65-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 3111 (20.969 min): BG016247.D (-3107) (-) m/z 83.10 100.00%

57

5000 4

20.60 20.80 21.00 21.20
m/z 57.10 93.90%

168 191207222 246 280 308

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63051: Cyclopentadecane
55

5000
20.60 20.80 21.00 21.20

m/z 97.10 92.07%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 20.60 20.80 21.00 21.20
5000 m/z 55.05 85.53%
29 111
o 126 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester N REEEE R AR
43 20.60 20.80 21.00 21.20
m/z 69.10 84.48%
69
5000
5
0 ! 140 168183 209224 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040615\
Data File : BG016247.D

Acq On > 7 Apr 2015 9:38

Operator : TP/1Z

Sample : G1779-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.88 6.2 ng 117889 1 7.70 378146 20.0
2-Pentanone, 4-hy... 4.81 13.4 ng 254271 1 7.70 378146 20.0
unknown7 .23 7.23 106.2 ng 2008150 1 7.70 378146 20.0
n-Hexadecanoic acid 17.98 3.5 ng 192303 4 17.08 1106170 20.0
Cyclopentadecane 20.97 4.2 ng 278924 5 21.26 1318780 20.0
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