LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 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-BG071715_.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 2.865 25 30 35 rBY 545589 675256 10.25% 1.691%
2 4.146 245 248 256 rVB 61653 78077 1.19% 0.196%
3 4.739 342 349 359 rVB 1122774 1615279 24.52%  4.046%
4 5.191 420 426 436 rBV 1768497 2595488 39.40% 6.501%
5 5.797 524 529 536 rvVB 108974 160102 2.43% 0.401%

6.772 685 695 709 rBV 1833460 2893885 43.93% 7.248%
7.119 747 754 764 rBV 1885643 3021217 45.87% 7.567%
7.583 826 833 842 rVB 429845 677594 10.29% 1.697%
1321522 2141654 32.51% 5.364%
8.740 1021 1030 1038 rBV 1077497 1798324 27.30% 4.504%
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11 10.362 1299 1306 1316 rVB 612457 1035857 15.73% 2.594%
12 12.859 1724 1731 1743 rVB 2867256 4295184 65.21% 10.758%
13 13.705 1868 1875 1883 rBV 505184 690072 10.48% 1.728%
14 14.240 1960 1966 1974 rBV2 967797 1497241 22.73% 3.750%
15 15.738 2214 2221 2238 rBV 2512043 3574851 54.27% 8.954%

16 16.995 2428 2435 2440 rBV 1353787 1901183 28.86% 4.762%
17 17.912 2586 2591 2597 rBV 71579 108448 1.65% 0.272%
18 19.645 2879 2886 2896 rBV 5265498 6586786 100.00% 16.497%
19 20.920 3099 3103 3111 rBV 152475 225301 3.42% 0.564%
20 21.196 3144 3150 3160 rBV 1750780 2226031 33.80% 5.575%

21 23.411 3520 3527 3540 rVB 1150708 2128219 32.31% 5.330%

Sum of corrected areas: 39926049
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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: BG017970.D
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Abundance TIC: BG017970.D
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Abundance TIC: BG017970.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.86 19.93 ng 675256 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (2.859 min): BG017970.D (-25) (-) m/z 73.05 100.00%
7B
5000
43
55 87
2.80 2.90 3.00 3.10 3.20 3.30
TN .5,0..|..6,°..??,'.:..,....,..9“?.,...., m/z 43.05  32.20%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 26.60%
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
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 21.50%
45
29
o 39 50 °° 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #1968: Silane, tetramethyl-
7B 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 12.24%
5000
45
0 29 37 || 53 59 65 [, 80 88
m/z--> 20 30 40 50 60 70 80 9 100 ' 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4._.15 2.30 ng 78077 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 Furan, 2-methoxy- 98 C5H602 025414-22-6 83
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
5 1H-Imidazole, 4,5-dihydro-2,4-di... 98 C5H10N2 000930-61-0 64

Abundance Scan 249 (4.151 min): BG017970.D (-245) (-) m/z 83.00 100.00%
55 83
5000 08
43
T P
3.80 4.00 4.20 4.40
o ST 0 " A <~ - B m/z 55.00 81.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRS S R R
29 98 3.80 4.00 4.20 4.40
m/z 98.00 41.30%
0 H \‘\\\ H‘ | 67 ! .
L L SR SN FURLALELA UL WAL SURLELELA SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83 g3
55 L L UL L B
3.80 4.00 4.20 4.40
5000 m/z 43.00 32.18%
41 69
e L L SR SO L UL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3308: 2-Pentene, 2,3-dimethyl- B B R
5 83 3.80 4.00 4.20 4.40
a1 m/z 39.10 22.96%
5000 07 98
69
15 ‘
0:||‘|||‘l‘||‘=“||“3H||“|‘|||‘l|||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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.

4.74 47.68 ng 1615280 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 349 (4.739 min): BG017970.D (-342) (-) m/z 43.00 100.00%
a3
5000
101
e
4.40 4.60 4.80 5.00
Olrrrrrrprrrtbe i e O e e e et | m/z 59.00  62.71%
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 TTrTTTrT T T T T T T T T T

4.40 4.60 4.80 5.00
m/z 101.00 30.06%

0 29 L 0 83 101
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R EmEEEma s e
4.40 4.60 4.80 5.00
5000 a1 m/z 58.00 18.07%
126
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205: Acetone
43 440 4.60 4.80 5.00
m/z 41.00 8.90%
5000
15
oLt e e = S L SELBEMRVISY.
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.80 4.73 ng 160102 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 BH-1,4-Dioxepin, 2,3-dihydro- 100 C5H802 004040-81-7 9

Abundance Scan 530 (5.802 min): BG017970.D (-524) (-) m/z 73.00 100.00%
43 ®
5000
115 AR RAREY SRS
55 g5 100 540 560 5.80 6.00 6.20
| A | RSy oM AR AN A —— m/z 43.00 79.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 [Trr Ty o
540 5.60 5.80 6.00 6.20
m/z 115.00 13.80%
15 20 55 g3 100 115
OII\I |‘|‘||‘|||l|||‘|||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
73
540 560 580 6.00 6.20
5000 m/z 41.05 9.34%
41
. 15 31 56 85 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #4342: Pentane, 3-methoxy-
7 540 5.60 5.80 6.00 6.20
m/z 100.00 8.09%
5000
45
0 H “ 5\5 il 101 A
m/z--> 20 4'0 60 80 100 120 140 160 180 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 5 unknown7.12 Concentration Rank 1

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

7.12 89.17 ng 3021220 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (7.119 min): BG017970.D (-747) (-) m/z 132.00 100.00%
32
5000 68
e
40 ,, 54 | 75 103 6.80 7.00 7.20 7.40
o i ol 1A el -5 m/z 67.95 35.550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN R AR AR
6.80 7.00 7.20 7.40
2 78 m/z 134.00 33.65%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.00 25.10%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R RERREEaEE S
132 6.80 7.00 7.20 7.40
m/z 69.10 15.29%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % & B & o b % 1% 10 13 1 14 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.02 ng 225301 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 86
3 1-Octadecanol 270 C18H380 000112-92-5 83
4 1-Hexacosanol 382 C26H540 000506-52-5 81
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
Abundance Scan 3103 (20.920 min): BG017970.D (-3099) (-) m/z 97.05 100.00%

7

5000

20.60 20.80 21.00 21.20

194 225 253 281 327 355

0! m/z 57.05 94 .90%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000
20.60 20.80 21.00 21.20
125 m/z 55.10 93.69%
et 7
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
T S T T T
20.60 20.80 21.00 21.20
5000 m/z 43.05 93.21%
29 111
o 139 168 196 223 252 280
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #100814: 1-Octadecanol SRR e S
55 83 20.60 20.80 21.00 21.20
m/z 83.05 91.49%
5000 111
29
LR e aee 220 222
oL W.t,. A LR A S T
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BGO71915\
Data File : BG017970.D

Acq On 19 Jul 2015 22:55

Operator : TP/UM

Sample : G2973-02

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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... 2.86 19.9 ng 675256 1 7.59 677594 20.0
3-Penten-2-one, 4. .. 4.15 2.3 ng 78077 1 7.59 677594 20.0
2-Pentanone, 4-hy... 4.74 47.7 ng 1615280 1 7.59 677594 20.0
2-Pentanone, 4-me. .. 5.80 4.7 ng 160102 1 7.59 677594 20.0
unknown7 .12 7.12 89.2 ng 3021220 1 7.59 677594 20.0
1-Nonadecene 20.92 2.0 ng 225301 5 21.20 2226030 20.0
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