LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample - G2279-05

Misc :

ALS Vial : 10 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-BG051315.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

2.782 11 16 24 rvw 74026 127971 3.85% 0.821%
2.859 25 29 42 rVB 369291 483663 14.56% 3.101%
rvB 44116 58157 1.75% 0.373%
5.285 437 442 450 rBvY 334860 476457 14.35% 3.055%
6.889 709 715 723 rBV 211428 326802 9.84% 2.096%
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7.236 762 774 780 rBV 690494 1057910 31.85% 6.784%
7.694 846 852 858 rVvB 173296 276947 8.34% 1.776%
8.012 899 906 914 rBV 590027 946922 28.51% 6.072%
8.858 1042 1050 1057 rBV 543483 893735 26.91% 5.731%
10.485 1317 1327 1336 rBV 227868 381865 11.50% 2.449%

=
QO ~NO®

11 12.970 1743 1750 1757 rBV 1379075 1983445 59.72% 12.718%
12 14.351 1977 1985 1991 rBV2 369546 536936 16.17% 3.443%
13 15.849 2232 2240 2253 rBV 1354558 1966235 59.20% 12.608%
14 17.101 2446 2453 2460 rBV 500193 734903 22.13% 4.712%
15 18.000 2599 2606 2616 rBv2 120109 178134 5.36% 1.142%

16 19.287 2821 2825 2832 rBV2 100340 135743 4_.09% 0.870%
17 19.733 2896 2901 2909 rBV 2760038 3321327 100.00% 21.297%
18 21.008 3114 3118 3125 rBVS8 34691 56735 1.71% 0.364%
19 21.284 3160 3165 3170 rBV 692625 833586 25.10% 5.345%
20 23.546 3543 3550 3560 rVB2 413954 817705 24.62% 5.243%

Sum of corrected areas: 15595178

8270-BG051315.M Thu May 21 11:43:41 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acqg On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017222.D

2500000
2000000
1500000

1000000
7.24

8.01 8.86
5000001 2.86

529 6.89 769 10.49
fil | i I I
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T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017222.D

19.73
2500000

2000000

1500000 12.97 15.85

1000000

500000 14.35 1710

18.00 19.29
A

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017222.D

2500000

2000000

1500000

1000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

2.86 34.93ng 483663  1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
cetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 29 (2.859 min): BG017222.D (-25) (-) m/z 73.10 100.00%

s000{ 43

-

2.80 2.903.00 3.10 3.20 3.30
e AL 218281 389 S0 S Tm/z 43.05  48.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-

-

5000
2.80 2.903.00 3.10 3.20 3.30

m/z 55.10 26 .69%

MH\‘

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

ﬁ

Abundance
73
41 2.802.903.00 3.10 3.20 3.30
5000 m/z 87.10 25.65%
14
L o e L L B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.802.903.00 3.10 3.20 3.30
m/z 41.10 16.92%
5000 43
,M,“,, NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.903.00 3.10 3.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 4.20 ng 58157 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Formamide, N-formyl-N-methyl- 87 C3H5N02 018197-25-6 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butanamide 87 C4HONO 000541-35-5 9

Abundance Scan 359 (4.798 min): BG017222.D (-356) (-) m/z 43.00 100.00%
43
59
5000
101 T L T T
440 4.60 4.80 5.00 5.20
el 38189 10 /7 58.95 5258k
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI RS UL RN
440 4.60 4.80 5.00 5.20
m/z 58.00 14 .50%
101
""I'ﬁ}““"*M""F?"'“"'I""I""I'”'I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
30 59
440 4.60 4.80 5.00 5.20
5000 m/z 101.10 14 .42%
42
"”I""I"”I""I§7'W""I"'W""I'"'P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00 5.20
m/z 41.00 7.98%
5000
101
15 31 | S8 g9 g
m/z--> 20 40 60 80 100 120 140 160 180 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 4 unknown7.24 Concentration Rank 1

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

7.24 76.40 ng 1057910 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 775 (7.242 min): BG017222.D (-762) (-) m/z 132.00 100.00%
132
5000 68
© ) o o | T T T Tk
N AL m/z 68.00 42.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R AL UL I R
69 7.00 7.20 7.40 7.60
39 m/z 134.00 32.81%
e
I‘l‘\\uln‘lwl\‘\l‘l\lh\lIIIIIIIIIIIII T
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
7.00 7.0 7.40 7.60
5000 97 m/z 66.00 31.32%
s 0
mz-> 50 100 150 200 250 300 350 400
Abundance #13677: 3-Chloro-6-fluoro-pyrazine P
132 7.00 7.20 7.40 7.60
69 m/z 69.00 20.18%
104
5000
31
M”J"['IL" LAY DAL UL WAL SRR S U RN UL AL U
m/z--> 50 100 150 200 250 300 350 400 7.00 7.20 7.40 7.60

8270-BG051315.M Thu May 21 11:43:44 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 6 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.00 4.85 ng 178134 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2606 (18.000 min): BG017222.D (-2599) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20 18.40
m/z 43.05 98.37%

m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
43 73
5000

17.60 17.80 18.00 18.20 18.40
129 - m/z 59.95 85.49%
o7 213
WE 157 18
L ‘. I“ f hl\ IHHI ‘hl\ .‘“‘. :

m/z--> 50 100 150 200 250 300 350
Abundance
73
43
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 41.10 78.30%
185
97 228
15 157 209
L B e e e e e o I A TN S LA o e e s e o o S
m/z--> 50 100 150 200 250 300 350
Abundance #65562: Tridecanoic acid
43 73 17.60 17.80 18.00 18.20 18.40
m/z 57.10 77.08%
5000
‘ o 129 171 214
L | 2 e |
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample : G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.29 3.26 ng 135743 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 2826 (19.292 min): BG017222.D (-2821) (-) m/z 73.00 100.00%
5000
206 19.00 19.20 19.40 19.60
2 w7z 43.00 89.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108839: Octadecanoic acid
43 73
5000 L B UL B L
129 o84 19. oo 19. 20 19. 40 19. 60
m/z 60.00 76.24%
185 241
h u H H‘M h” M\ i} |‘15|7| I‘ 213 ‘ ‘ I\I N B o B
m/z--> 5 200 250 300 350 400
Abundance
43 73
19.00 19.20 19.40 19.60
5000 129 m/z 41.05 74.81%
97 199 242
157
miz-> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid A A AR . A
78 wmwmwmwm
43 m/z 55.00 71.05%
5000 129
185
M ‘ 228
15 \IJHM\Ht \157l|| - .. N — vl Vs |
m/z--> 50 m 200 250 300 350 400 wmwmwmwm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017222.D

Acq On : 20 May 2015 19:30

Operator : TP/1Z

Sample - G2279-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : 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 34.9 ng 483663 1 7.69 276947 20.0
2-Pentanone, 4-hy... 4.80 4.2 ng 58157 1 7.69 276947 20.0
unknown? .24 7.24 76.4 ng 1057910 1 7.69 276947 20.0
n-Hexadecanoic acid 18.00 4.8 ng 178134 4 17.10 734903 20.0
Octadecanoic acid 19.29 3.3 ng 135743 5 21.28 833586 20.0
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