LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On > 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial : 21 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 G\METHODS\8270-BG080116.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 2.997 22 27 43 rVB 4433556 7018928 96.79% 12.027%
2 3.144 45 52 69 rvv 602937 1234247 17.02% 2.115%
3 5.182 393 399 407 rBV 604499 940403 12.97% 1.611%
4 5.664 474 481 492 rBV 2285482 3646824 50.29% 6.249%
5 7.279 746 756 767 rBVY 2394605 4339672 59.85% 7.436%
6 7.649 811 819 831 rBVY 2303720 3997169 55.12% 6.849%
7 8.119 889 899 907 rBV 424688 716228 9.88% 1.227%
8 8.442 945 954 963 rBY 1513278 2678490 36.94% 4 .590%
9 9.294 1091 1099 1109 rBV 1440722 2631830 36.29% 4_.510%
10 10.951 1372 1381 1389 rBvV 607681 1119975 15.44% 1.919%

11 13.400 1789 1798 1804 rBV 3669230 5989657 82.60% 10.264%
12 14.223 1932 1938 1945 rBV 744193 1109144 15.30% 1.901%
13 14.781 2027 2033 2040 rBV2 1075503 1757491 24.24% 3.012%
14 15.603 2169 2173 2178 rVB 87642 115414 1.59% 0.198%
15 16.279 2281 2288 2305 rVB 3863967 5977269 82.43% 10.242%

16 16.467 2316 2320 2329 rBV2 88853 142026 1.96% 0.243%
17 17.542 2497 2503 2511 rBV2 1512842 2267720 31.27% 3.886%
18 18.411 2647 2651 2662 rBV2 162240 276570 3.81% 0.474%
19 19.680 2862 2867 2876 rBv4 100289 172933 2.38% 0.296%
20 20.150 2941 2947 2953 rBV 5612903 7251384 100.00% 12.426%

21 20.931 3076 3080 3084 rBV3 67994 87335 1.20% 0.150%
22 21.466 3167 3171 3179 rBV10 40640 103210 1.42% 0.177%

23 21.854 3231 3237 3247 rVB 1377711 2393844 33.01% 4.102%
24 25.237 3801 3813 3823 rBV2 774418 2390172 32.96% 4_.096%

Sum of corrected areas: 58357935
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On = 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023412.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On : 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

3.00 196.00 ng 7018930 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (3.003 min): BG023412.D (-22) (-) m/z 73.05 100.00%
73
2.90 3.00 3.10 3.20 3.30 3.40
Ol 130 165108221 1S ot | m/z 43.05  51.12%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
so00] 43
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.00 37.97%
I ‘\\

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

43

ﬁ

89 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 10.19%

16

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

?

Abundance #4436: Pentane, 3-methoxy-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 8.45%
5000
45
L), ) 101
e T e e e e e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On : 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

5.18 26.26 ng 940403 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 399 (5.182 min): BG023412.D (-393) (-) m/z 43.05 100.00%
43
5000
101 S I G ——
4.80 500 520 5.40 5.60
ekl 148 193222252 14 355386 483 S0L 545 "m/z 59.00  68.60%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 ||||||||III|IIII|IIII|II
4.80 5.00 520 5.40 5.60

m/z 101.05 23.00%

‘ 101
o |
I o B o L NI e o o e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
R R e e R )
480 5.00 520 5.40 5.60
5000/ 18 m/z 58.05 16.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #8344 3-Hexanol, 4-methyl- R e e e R
5 4.80 5.00 520 5.40 5.60

m/z 41.05 9.44%

5000
31
87
R e R AR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On : 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.65 Concentration Rank 2

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

7.65 111.62 ng 3997170 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 819 (7.649 min): BG023412.D (-811) (-) m/z 132.05 100.00%
132
68
5000
7.40 7.60 7.80 8.00
l (169207 259 32350 423455485 531 | ;7" 68.05  56.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 S AR S RS
7.40 7.60 7.80 8.00
m/z 66.00 36.36%
28\ I6‘H3\ %0‘4
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance
132
% o 740 7.60 7.80 800
5000 m/z 134.05 33.39%

31

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14144: 5-Fluoro-2-chloropyrimidine s B
132 7.40 7.60 7.80 8.00
m/z 69.05 24 _.04%
5000
105
WU, e S N L N
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023412.D

Aca On : 3 Aug 2016 1:42

Operator : UM/SJ

Sample : H4288-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.44 ng 276570 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2651 (18.411 min): BG023412.D (-2647) (-) m/z 73.05 100.00%
5000
18.00 18.20 18.40 18.60 18.80
m/z 60.05 94 .29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256
129 18.00 18.20 18.40 18.60 18.80
213 m/z 43.00 83.83%
L MEH}\ 1?73?5
i o i ouk w1
m/z--> §o 160 1éo 260 250 360 3%0 460 4éo 560
Abundance
73
43
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.10 76.41%
171
9 214
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43 73 18.00 18.20 18.40 18.60 18.80
m/z 55.05 60.20%
5000
129 242
199
101
T |" JL??M* JI&?%“I' "J N N S U L S
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080216\
Data File : BG023412.D

Acq On > 3 Aug 2016 1:42

Operator : UM/SJ

Sample - H4288-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 3.00 196.0 ng 7018930 1 8.12 716228 20.0
2-Pentanone, 4-hy... 5.18 26.3 ng 940403 1 8.12 716228 20.0
unknown? .65 7.65 111.6 ng 3997170 1 8.12 716228 20.0
n-Hexadecanoic acid 18.41 2.4 ng 276570 4 17.54 2267720 20.0
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