LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG080216\

Data File : BG023411.D

Aca On : 3 Aug 2016 1:01 Instrument :
Operator : UM/SJ ?:'l\:gﬁ(t;Sam ol
3?22'6 i H4288-07 SBﬁSJAOi;O
ALS Vial : 20 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 2.996 22 27 46 rVB 3693637 6452570 56.40% 10.208%
2 3.143 47 52 59 rBv 104544 181608 1.59% 0.287%
3 5.187 394 400 412 rVB 544003 877120 7.67% 1.388%
4 5.663 473 481 495 rBV 2114373 3522714 30.79% 5.573%
5 7.278 747 756 772 rBVY 2460535 4381606 38.30% 6.932%
6 7.648 809 819 830 rBVY 2226526 3889380 33.99% 6.153%
7 8.118 892 899 906 rBV 339060 612686 5.35% 0.969%
8 8.447 947 955 963 rBY 1401829 2486696 21.73% 3.934%
9 9.293 1091 1099 1112 rBV 1394740 2548188 22.27% 4.031%
10 10.950 1373 1381 1390 rBvV 573053 1032149 9.02% 1.633%

11 13.399 1790 1798 1806 rBV 3969946 6380708 55.77% 10.094%
12 14.222 1932 1938 1944 rBV 798500 1156645 10.11% 1.830%
13 14.780 2027 2033 2044 rVB3 1087130 1780472 15.56% 2.817%
14 15.602 2168 2173 2179 rVB2 91660 120333 1.05% 0.190%
15 16.278 2281 2288 2299 rBV 4841056 7386584 64.56% 11.685%

16 16.472 2316 2321 2330 rVB 98451 178133 1.56% 0.282%
17 17.541 2497 2503 2514 rBV2 1696170 2706190 23.65% 4.281%
18 18.410 2647 2651 2660 rBV 311615 491732 4_30% 0.778%
19 19.679 2863 2867 2875 rBVv3 126151 201126 1.76% 0.318%
20 19.826 2887 2892 2897 rBV3 121022 149121 1.30% 0.236%

21 20.155 2941 2948 2956 rBV 8042256 11441553 100.00% 18.100%
22 21.465 3166 3171 3180 rBV 58325 149272 1.30% 0.236%

23 21.859 3231 3238 3246 rVB 1494802 2585641 22.60% 4 _.090%
24 25.236 3802 3813 3825 rBV2 846875 2499853 21.85% 3.955%

Sum of corrected areas: 63212080
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023411.D

Aca On = 3 Aug 2016 1:01

Operator : UM/SJ

Sample : H4288-07

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

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

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

Abundance TIC: BG023411.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023411.D

Aca On : 3 Aug 2016 1:01

Operator : UM/SJ

Sample = H4288-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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.

3.00 210.63 ng 6452570 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-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 28 (3.002 min): BG023411.D (-22) (-) m/z 73.05 100.00%

s000{ 43

-

2.903.00 3.10 3.20 3.30 3.40
el 3L 181 238 282 329 SV6 422 485 538 'm/z 43.05 47.52%

T 1 1 1 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-

ﬁ

s000] 43

2.903.00 3.10 3.20 3.30 3.40

m/z 89.00 34 .66%

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

43

?

2.903.00 3.10 3.20 3.30 3.40

5000 m/z 41.10 9.14%

74

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

Abundance #2222: 1,3-Diaminoguanidine s e R RARE
43 2.903.00 3.10 3.20 3.30 3.40
m/z 45.05 7.84%
89
5000

1
IIIIIIIIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.903.00 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 : BG023411.D

Aca On : 3 Aug 2016 1:01

Operator : UM/SJ

Sample = H4288-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 4

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

5.19 28.63 ng 877120 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 72
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 47
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 1,2-Butanediol 90 C4H1002 000584-03-2 23

Abundance Scan 401 (5.193 min): BG023411.D (-394) (-) m/z 43.05 100.00%
a3
5000
T 350 5b0 526 w0 &
e #8286 198226 818 88 2L m/z 59.05 68.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTyrTTrrt T T T T T T T T
480 500 5.20 5.40 5.60
m/z 101.05 21.86%

15 ‘ 101
‘ N ‘

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

Abundance
59
R R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.43%
31
85
B A B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4319: 3-Hydroxy-3-methyl-2-butanone R R
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 10.10%
s000{ 3t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023411.D

Aca On : 3 Aug 2016 1:01

Operator : UM/SJ

Sample = H4288-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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.

7.65 126.96 ng 3889380 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 819 (7.648 min): BG023411.D (-809) (-) m/z 132.05 100.00%
132
68
5000
a0 | % 740 7.60 7.80 8.00
Ol dgtlth g L L7207 269 306 346377 428 2% m/z 68.05 55.33%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 RSN AR AR RS R
7.40 7.60 7.80 8.00
m/z 66.05 37.96%
ﬁleo
Ly
mz-> 0 50 160 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.05 34.21%
67
102
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole B L s ma
132 7.40 7.60 7.80 8.00
m/z 69.05 23.73%
5000
104
66
39
mz-> 0 50 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023411.D

Aca On : 3 Aug 2016 1:01

Operator : UM/SJ

Sample = H4288-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 3.63 ng 491732 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2651 (18.410 min): BG023411.D (-2647) (-) m/z 73.00 100.00%

5000
129
213

157 185 256 18.00 18.20 18.40 18.60 18.80

281 309 341 384 416 447 m/z 60.05 82.64%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60
5000 129 | BRI LIS L L LI LB L
83 18.00 18.20 18.40 18.60 18.80
0
157 15 213 256 m/z 43.05 73.89%
..JM“W‘u%%ﬁu.uhﬁ.kij.u.,k...,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
43
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.15 67.82%
171
97 214
T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
43 /78 18.00 18.20 18.40 18.60 18.80
m/z 55.05 64.02%
5000 129
97
w k 18520 241 284
ST L L
m/z--> 50 100 150 200 250 300 350 400 450 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 : BG023411.D

Acq On > 3 Aug 2016 1:01

Operator : UM/SJ

Sample - H4288-07

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
Quant Title : 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... 3.00 210.6 ng 6452570 1 8.12 612686 20.0
2-Pentanone, 4-hy... 5.19 28.6 ng 877120 1 8.12 612686 20.0
unknown? .65 7.65 127.0 ng 3889380 1 8.12 612686 20.0
n-Hexadecanoic acid 18.41 3.6 ng 491732 4 17.54 2706190 20.0
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