LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023855.D

Aca On : 23 Aug 2016 16:16 Instrument :
Operator - UM/SJ BNA_G

Sample - H4528-15 ClientSampleld :
Misc - ITALEFILL-MCMPH3-4
ALS Vial : 10 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 2.968 17 22 42 rVB 4794425 7899444 100.00% 20.018%
2 5.153 388 394 406 rVB 465810 716933 9.08% 1.817%
3 5.629 468 475 487 rBV 1262742 2147023 27.18% 5.441%
4 7.245 742 750 762 rBVY 1307493 2394857 30.32% 6.069%
5 7.621 804 814 826 rBVY 1325108 2316626 29.33% 5.870%

8.091 887 894 904 rBV 358717 617880 7.82% 1.566%
8.414 941 949 958 rBV 968278 1702744 21.56% 4_.315%
9.271 1086 1095 1108 rBV 803290 1510483 19.12% 3.828%
10.928 1366 1377 1385 rBV 468208 869099 11.00% 2.202%
13.377 1784 1794 1803 rBVY 2009146 3183826 40.30% 8.068%

=
QO ~NO®

11 14.206 1930 1935 1947 rVB 431085 678672 8.59% 1.720%
12 14.764 2023 2030 2039 rVB2 724643 1203117 15.23% 3.049%
13 16.262 2279 2285 2304 rBV 1772406 2857374 36.17% 7.241%
14 16.450 2312 2317 2326 rBV2 66037 117199 1.48% 0.297%
15 17.525 2494 2500 2511 rBV2 1005927 1648477 20.87% 4_.177%

16 18.394 2643 2648 2656 rBvV2 123134 197107 2.50% 0.499%
17 19.663 2861 2864 2870 rBV6 55576 87320 1.11% 0.221%
18 20.133 2938 2944 2952 rBV 4172075 5259975 66.59% 13.329%
19 21.443 3162 3167 3176 rBV8 70804 207376 2.63% 0.526%
20 21.837 3228 3234 3244 rBV2 1099694 1982146 25.09% 5.023%

21 25.220 3799 3810 3822 rVB2 624794 1864892 23.61% 4.726%

Sum of corrected areas: 39462570
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Samole - H4528-15 ITALEFILL-MCMPH3-4
Misc :

ALS Vial : 10 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: BG023855.D
2|97

4000000
3000000

2000000

5.63 7.24 7.62
8.41

1000000 - 0.27

5.15 8.09 10.93
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Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG023855.D
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3000000
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023855.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\
Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Sample : H4528-15

Misc :

ALS Vial : 10 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.

2.97 255.70 ng 7899440 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 78
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1-Propanol, 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 9

Abundance Scan 22 (2.968 min): BG023855.D (-17) (-) m/z 73.05 100.00%
74.0 ?
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 oy 12781689 2209 274.9 3466 4274 S004 "nm/z 43.05 58.68%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000
2.90 3.00 3.10 3.20 3.30 3.40
31 m/z 89.00 41_.78%
Ol'wwh“"w'"'w'"|“"|'“'|"”|"'w""w"'|“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30.0 73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 12.23%
S L o L U L L WL LI W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2222: 1,3-Diaminoguanidine
43.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 10.01%
89.0
5000 S
0 I e o B L L I W R
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\BG082316\
Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Sample : H4528-15

Misc :

ALS Vial : 10 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 23.21 ng 716933 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 393 (5.147 min): BG023855.D (-388) (-) m/z 43.05 100.00%
43.0
5000
101.0 R AL e e
480 5.00 5.20 5.40
Ol 200 1847 B9 486 a7z 59.05  64.30%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R L L
480 5.00 5.20 5.40
m/z 101.00 21.36%
101.0
0 J'MJIL"'¢""I""I"' LR UURLELL S DU
mz-> 0 50 100 150 200 250 300 350 400
Abundance
59.0
480 500 520 540
5000 m/z 58.05 15.97%
126.0
L S L L L L AL W B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone BRI b
54.0 480 5.00 5.20 5.40
m/z 41.15 8.56%
5000
27 |
L S L L L L AL S B I RS LR L
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\BG082316\

Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Samole - H4528-15 ITALEFILL-MCMPH3-4
Misc :

ALS Vial : 10 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 unknown7.62 Concentration Rank 2

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

7.62 74.99 ng 2316630 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 814 (7.621 min): BG023855.D (-804) (-) m/z 132.05 100.00%
13R.1
68.0
5000
ss0 || 1081 720 7.40 7.60 7.80 8.00
0 b .P,l. A2 82l 368940361 sz 68.05  57.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 VR AR RS AR S

7.20 7.40 7.60 7.80 8.00

m/z 66.05 38.36%
31.0 60 ‘
m/z--> 100 150 200 250 300 350 400
Abundance
132.0
P e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 35.18%
67.0
102.0
Ol W bt e 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- T B B e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 24 .38%
5000
63.0 JP
oty
m/z--> 50 100 150 200 250 300 350 400 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Samole - H4528-15 ITALEFILL-MCMPH3-4
Misc :

ALS Vial : 10 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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.39 2.39 ng 197107 Phenanthrene-d10 17.52
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2647 (18.388 min): BG023855.D (-2643) (-) m/z 73.05 100.00%

73.0
5000 41

18.00 18.20 18.40 18.60 18.80

333.4 402.1

o m/z 60.05 76.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LA L B
18.00 18.20 18.40 18.60 18.80
0
HW\D 710 2130 2560 m/z 43.05 61.65%
0....M$HJWW$WW.HMJ.MH.M.. B o
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
41.0 18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 55.05 56.87%
171.0
214.0
O T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
a1lo 73.0 18.00 18.20 18.40 18.60 18.80
I m/z 41.05 43.07%
5000 129.0
V 199.0 2420
oAl et T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023855.D

Aca On : 23 Aug 2016 16:16

Operator : UM/SJ

Samole - H4528-15 ITALEFILL-MCMPH3-4
Misc :

ALS Vial : 10 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 1-Heptadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.09 ng 207376 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 87
2 E-l1l4-Hexadecenal 238 C16H300 330207-53-9 78
3 l17-Pentatriacontene 491 C35H70 006971-40-0 72
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 68
5 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48 007225-68-5 58
Abundance Scan 3166 (21.437 min): BG023855.D (-3162) (-) m/z 55.05 100.00%
540
97.0
5000
[[[1200 28 220 sus o ey | eta0zido ovezis
N T m/z 57.05 98.69%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92567: 1-Heptadecene
57.0
5000 LR SIS UL UL

21.20 21.40 21.60 21.80
m/z 43.05 74.68%

\‘ d | 14001820 2380

oo A4 T T e ——
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
43.0
R R B
830 21.20 21.40 21.60 21.80
5000 m/z 83.00 71.91%
125.0 168.0 238.0
ot L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene B e a e e S
43.0 21.20 21.40 21.60 21.80
m/z 69.05 70.28%
5000 83.0
25.0
. J 12591670 2100 267.0307.0 490.0
"'|""|”"|"'w L R e e e e R BB n
m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082316\

Data File : BG023855.D

Acq On : 23 Aug 2016 16:16

Operator : UM/SJ

Sample - H4528-15 ITALEFILL-MCMPH3-4
Misc :

ALS Vial : 10 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... 2.97 255.7 ng 7899440 1 8.09 6178380 20.0
2-Pentanone, 4-hy... 5.15 23.2 ng 716933 1 8.09 6178380 20.0
unknown? .62 7.62 75.0 ng 2316630 1 8.09 6178380 20.0
n-Hexadecanoic acid 18.39 2.4 ng 197107 4 17.52 1648480 20.0
1-Heptadecene 21.44 2.1 ng 207376 5 21.84 1982150 20.0
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