LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 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:\HPCHEM1\BNA G\METHODS\8270-BG083116.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

5.123 384 389 397 rBvV2 82689 126693 2.24% 0.534%
5.604 465 471 483 rBvY 502904 869333 15.38% 3.665%
rBv 340590 657006 11.62% 2.770%
7.584 800 808 820 rBV 918835 1660185 29.36% 6.999%
8.054 882 888 893 rBvV 181580 304748 5.39% 1.285%
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8.101 893 896 905 rvB 64088 111886 1.98% 0.472%
8.377 936 943 954 rVB 775555 1372793 24.28% 5.788%
9.235 1081 1089 1101 rBV 751582 1394119 24.66% 5.878%
10.891 1362 1371 1382 rBV 239514 468827 8.29% 1.977%
13.341 1780 1788 1798 rBV 2068913 3225124 57.04% 13.597%

=
QO ~NO®

11 14.175 1921 1930 1935 rBV 89094 144976 2.56% 0.611%
12 14.727 2017 2024 2033 rVB 461031 734220 12.99% 3.095%
13 16.231 2273 2280 2295 rBV 2189063 3388385 59.93% 14.285%
14 17.494 2487 2495 2503 rBV 634216 1010259 17.87% 4._.259%
15 18.363 2639 2643 2651 rBV2 75186 131760 2.33% 0.555%

16 19.632 2855 2859 2865 rBV7 74533 127753 2.26% 0.539%
17 20.102 2933 2939 2945 rBV 4376645 5654024 100.00% 23.837%

18 21.800 3222 3228 3238 rVB 716087 1210713 21.41% 5.104%
19 25.142 3788 3797 3808 rVvB2 388457 1126643 19.93% 4_750%

Sum of corrected areas: 23719447
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG083116.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: BG024006.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 8.31 ng 126693 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Ethanol. pentamethvl- 116 C7H160 000594-83-2 23
5 3-0Octanol 130 C8H180 000589-98-0 23

Abundance Scan 389 (5.123 min): BG024006.D (-384) (-) m/z 43.00 100.00%
43
5000
101
480 5.00 5.20 5.40
Oh iyl 7O 127155 221 281 3% 415 Tq/z 59.05  65.76%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN UL AR
480 5.00 5.20 5.40
m/z 58.05 20.48%
15 101
0 J.U¢,k...\....,...., RN SN DAL SALEL
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
480 5.00 5.20 5.40
5000 m/z 101.05 16.21%
71
97
L L L A L L LA L B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8346: 2-Hexanol, 2—methy|— T f LI L B
59 480 5.00 5.20 5.40
m/z 41.05 11.50%
5000
101
O ﬁﬂ“”“'“l""l""l"" U AR DA S
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 2 unknown7.58 Concentration Rank 1

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

7.58 108.96 ng 1660190 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 807 (7.578 min): BG024006.D (-800) (-) m/z 132.05 100.00%
132
68
5000
40 | 96 720 7.40 7.60 7.80 8.00
0 -..l,l.. e 28 S 2% m/z 68.05  64.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 L LI IR R
104 7.20 7.40 7.60 7.80 8.00
63 m/z 66.05 47 . 71%
OI 3&"”"””"”"”” .
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
A RARAR RARAE SRS
7.20 7.40 7.60 7.80 8.00
5000 m/z 69.05 33.78%
3g 63 104
L U B B B UL WL S B WAL B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- e  EEmman e
132 7.20 7.40 7.60 7.80 8.00
m/z 133.95 33.41%
104
5000
51 77 /\
0|""'|"""‘|""|""|"" NI UL LI L BRI U L UL L LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.61 ng 131760 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2642 (18.358 min): BG024006.D (-2639) (-) m/z 73.00 100.00%
s000] 43
18,00 18.20 18.40 18.60
0 m/z 60.05 69.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
43 |7
5000
18.00 18.20 18.40 18.60
o 129 o ou m/z 43.05 50.42%
0 ||||||||||\|||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
60
18,00 18.20 18.40 18.60
5000 129 m/z 55.05 50.10%
85
157 185 213 256
G S L UL B UL WL I WL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #61122: Dodecanoic acid e
73 18.00 18.20 18.40 18.60
m/z 57.05 43 .65%
5000 43 129
157
101
200
0"'|"MHA'”H'J'ﬁ""w"'l”"l'”'l"”|"'w
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024006.D

Aca On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample : H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.63 2.53 ng 127753 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Undecanoic acid 186 C11H2202 000112-37-8 38
Abundance Scan 2859 (19.632 min): BG024006.D (-2855) (-) m/z 55.05 100.00%
5000
356 429 19.40 19.60 19.80 20.00
o 220 & "W/z 73.05 85.15%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131259: Octadecanoic acid
48
73
5000 UL SRR B BN SR
129 19.40 19.60 19.80 20.00
0
97 185 onl 284 m/z 60.05 82.93%
o 18 Iu‘\\lw .‘“h.‘l IJ‘S?J .‘. ‘|2.1:.3‘. .‘ N
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73
19.40 19.60 19.80 20.00
5000 129 m/z 43.05 82.05%
97 199 242
157
O L L B L UL B B B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #84452: Tetradecanoic acid R B S
78 19.40 19.60 19.80 20.00
43 m/z 57.05 65.18%
5000 129
185
97 l 228
o5 LM'#LN'” ﬂf§ZJ. I 'L LA AL DAL SARLEL S
miz--> 0 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091616\
Data File : BG024006.D

Acq On : 16 Sep 2016 23:10

Operator : UM/SJ

Sample - H4813-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
2-Pentanone, 4-hy... 5.12 8.3 ng 126693 1 8.05 304748 20.0
unknown7 .58 7.58 109.0 ng 1660190 1 8.05 304748 20.0
Tridecanoic acid 18.36 2.6 ng 131760 4 17.49 1010260 20.0
Octadecanoic acid 19.63 2.5 ng 127753 4 17.49 1010260 20.0
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