LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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 2.789 12 17 25 rvv 68331 119219 1.91% 0.421%
2 2.860 25 29 43 rVB 1432155 1901857 30.51% 6.717%
3 4.147 242 248 254 rBvY 58941 79633 1.28% 0.281%
4 4.734 342 348 356 rBY 365128 494528 7.93% 1.747%
5 5.192 419 426 433 rBVY 539673 772706 12.39% 2.729%

6.761 686 693 702 rBV 346248 541293 8.68% 1.912%
7.120 747 754 765 rBV 958781 1481536 23.77% 5.232%
7.584 827 833 843 rBV 327353 508288 8.15% 1.795%
1263815 1991441 31.94% 7.033%
8.735 1022 1029 1038 rBV 977702 1606866 25.78% 5.675%

=
O w©w~NO»

\l

©

O

=

o

oS

e

o

0

\l

o

©

01

=

<

W

11 10.363 1297 1306 1314 rBV 471772 791081 12.69% 2.794%
12 12.860 1724 1731 1738 rBV 2770327 4095607 65.70% 14.464%
13 14.241 1959 1966 1974 rVB2 729995 1110121 17.81% 3.921%
14 15.739 2213 2221 2233 rBV 1299931 1956159 31.38% 6.909%
15 16.996 2428 2435 2441 rBV 916660 1314160 21.08% 4.641%

16 17.913 2586 2591 2598 rBv2 102317 174878 2.81% 0.618%
17 19.205 2806 2811 2822 rBV2 70378 127186 2.04% 0.449%
18 19.646 2879 2886 2897 rBV 4670463 6234084 100.00% 22.017%
19 20.921 3099 3103 3110 rBV2 77264 118968 1.91% 0.420%
20 21.191 3144 3149 3161 rVB 1097155 1465889 23.51% 5.177%

21 23.412 3519 3527 3537 rBV2 764210 1429583 22.93% 5.049%

Sum of corrected areas: 28315083
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO71715\

BG017944.D

18 Jul 2015 2:12

TP/UM

G2977-02

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.86 74.83 ng 1901860 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 29 (2.860 min): BG017944.D (-25) (-) m/z 73.05 100.00%

5000
43

ﬁ

101 504 2.802.90 3.00 3.10 3.20 3.30
Ol b A 0 22t m/z 43.05  33.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
2.802.90 3.00 3.103.20 3.30
“ ‘ m/z 87.05 26.18%
o N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
2.802.90 3.00 3.103.20 3.30
5000 m/z 55.10 22.50%
45
101
O T e T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1852: Acetamide, N-ethyl-
3 2.802.90 3.00 3.103.20 3.30
m/z 71.10 11.97%
5000 87
| 4459
O H T e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500

2.802.90 3.00 3.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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-Pentene, 2,3-dimethyl- Concentration Rank 6

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

4._.15 3.13 ng 79633 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 86
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 78
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 56

Abundance Scan 249 (4.152 min): BG017944.D (-242) (-) m/z 83.00 100.00%
3
55
5000 98
i 380 400 420 440
0 b A e e | m/z 55.10  76.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3308: 2-Pentene, 2,3-dimethyl-
55 83
41
5000 98 N A N U L
27 3.80 4.00 4.20 4.40
69 m/z 98.10 43.76%
Ol .ﬂlnkwl”w.”w”..”.w”..”..”..”..””,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
380 400 420 440
5000 M o8 m/z 43.00 30.07%
27 69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3170: 3-Penten-2-one, 4-methyl- B
55 83 3.80 4.00 4.20 4.40
m/z 39.05 23.44%
98
5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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-hydroxy-4-me... Concentration Rank 4

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

4.73 19.46 ng 494528 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 4-Ethyl-3-octanol 158 C10H220 019781-26-1 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,5,8,11- Tetraoxadodecane 178 C8H1804 000112-49-2 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 347 (4.728 min): BG017944.D (-342) (-) m/z 43.00 100.00%
43
59
5000
101
R
440 4.60 4.80 5.00
N ..!~|,....??...-,....,....,....,.... 2, m/z 59.10  57.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR I R UL
59 440 460 4.80 500
m/z 101.00 27.28%
15 101
0 " 83
LA SRR RS R RS BAAAS SN RALAS LRSS SRLAN SARAS SRS SRLAN SRR BARRI N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
4.40 460 480 500
5000 m/z 58.10 18.86%
41
98
. 83 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e R

59 4.40 4.60 4.80 5.00

m/z 41.05 7.96%

5000 41

126 142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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 3

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

7.12 58.30 ng 1481540 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (7.120 min): BG017944.D (-747) (-) m/z 132.00 100.00%
132
5000
68
Il % s . wat 6.80 7.00 7.20 7.40
o.uwnm“”h””m”w”..”w””“”.””.”.””.”.””“”.””“. m/z 68.05 33.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A S R
6.80 7.00 7.20 7.40
31 51 ‘ m/z 134.00 32.39%
0 ..‘..”‘,l.H.,.l..‘,.... I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
132
6.80 7.00 7.0 7.40
5000 67 m/z 66.00 23.48%
41 97
0 115
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine e
132 6.80 7.00 7.20 7.40

m/z 69.10 15.16%

5000
104

39 65
IV H

L
|||||||||||||| LR R R RN R R RN RN RN LR RN RS R LI L B L L L L LB |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.66 ng 174878 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Heptadecane 240 C17H36 000629-78-7 15
Abundance Scan 2591 (17.913 min): BG017944.D (-2586) (-) m/z 73.00 100.00%
5000
213
157171185
1431717142199 17.60 17.80 18.00 18.20
0 m/z 60.00 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000
17.60 17.80 18.00 18.20
m/z 41.00 75.61%
. I “\ f }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
17,60 17.80 18.00 18.20
5000 41 m/z 55.10 69.91%
129
27
87 101115 143 1 172
O e L A 1 et B B
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 210 2éo
Abundance #65565: Tridecanoic acid s
60 73 17.60 17.80 18.00 18.20
43 m/z 43.00 69.03%
129
5000 -
143157 214
0 e e
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017944.D

Acq On 18 Jul 2015 2:12

Operator : TP/UM

Sample : G2977-02

Misc :

ALS Vial : 25 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 74.8 ng 1901860 1 7.58 508288 20.0
2-Pentene, 2,3-di... 4.15 3.1 ng 79633 1 7.58 508288 20.0
2-Pentanone, 4-hy... 4.73 19.5 ng 494528 1 7.58 508288 20.0
unknown?7 .12 7.12 58.3 ng 1481540 1 7.58 508288 20.0
n-Hexadecanoic acid 17.91 2.7 ng 174878 4 17.00 1314160 20.0
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