LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 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 M\METHODS\8270-BM051917.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 5.081 335 339 350 rBV 240009 339827 3.55% 0.675%
2 5.546 411 418 426 rBV 2640526 3901393 40.78% 7.749%
3 7.151 684 691 704 rBVY 2454451 3866990 40.42% 7.681%
4 7.504 742 751 765 rBVY 2607676 4092294 42.78% 8.128%
5 7.963 822 829 843 rVB 555228 900421 9.41% 1.788%

8.281 876 883 892 rBV 1984164 3248330 33.96% 6.452%
9.151 1023 1031 1043 rBV 1336796 2241556 23.43% 4.452%
10.769 1295 1306 1315 rBV 625431 1074146 11.23% 2.134%
13.216 1714 1722 1733 rBVY 3899002 5540310 57.91% 11.004%
14.057 1859 1865 1872 rBV 369440 531818 5.56% 1.056%

=
QO ~NO®

11 14.592 1950 1956 1968 rBV2 944698 1441213 15.07% 2.863%
12 16.080 2203 2209 2221 rBV 3142924 4379172 45.78% 8.698%
13 17.339 2416 2423 2433 rBV 1341791 1887968 19.74% 3.750%
14 18.186 2562 2567 2575 rBV2 193411 280389 2.93% 0.557%
15 19.456 2779 2783 2791 rVB7 77357 128711 1.35% 0.256%

16 19.939 2859 2865 2871 rBV 8124220 9566353 100.00% 19.001%
17 21.145 3067 3070 3074 rBv2 189501 252299 2.64% 0.501%
18 21.497 3125 3130 3136 rBV 2258307 2855671 29.85% 5.672%
19 21.580 3141 3144 3148 rVB 314917 310930 3.25% 0.618%
20 22.027 3217 3220 3225 rVB 281412 302056 3.16% 0.600%

21 23.862 3526 3532 3541 rVB 1636841 3204238 33.49% 6.364%

Sum of corrected areas: 50346085
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM010119.D
8000000

6000000

4000000

5.55 715 7.50

2000000
9.15

7.96 10.77
5.08

T
10.00 10.50 11.00 11.50

ok —_——

1 T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM010119.D
8000000 19.94

6000000

4000000 13.22
16.08

2000000
17.34

14.59
14.06 18.19 1946 |

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010119.D
8000000

6000000

4000000

2000000

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 7.55 ng 339827 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
5 Ether, hexyl t-butyl 158 C10H220 069775-79-7 17

Abundance Scan 339 (5.081 min): BM010119.D (-335) (-) m/z 43.05 100.00%

43.0
5000
101.1

480 500 520 540

ol b o 1850 2080 2670 3550 77 59.10  66.32%
m/z--> 50 100 150 200 250 300 350
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L B L L LB

4.80 5.00 5.20 5.40
m/z 101.10  28.54%

“ 101.0
—upee
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R AR RA R e
4.80 5.00 5.20 5.40
m/z 58.05 14.63%
5000 101.0 ¢
27.0
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #3950: 2,3-Butanedione, monooxime REa S a o R
43.0 4.80 500 520 540
m/z 41.10 12.08%
5000
101.0
15.0
T S
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.50 90.90 ng 4092290 1,4-Dichlorobenzene-d4 7.96
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 10
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 750 (7.498 min): BM010119.D (-742) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 L e e
40.0 151 208.0 7.20 7.40 7.60 7.80
: : m/z 68.10 50.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 ||/|\||||||||||||||||||||
7.20 7.40 7.60 7.80
m/z 66.10 37.04%
63.0 104.0
R H T PR X J S N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
e
69.0 1040 7.20 7.40 7.60 7.80
5000 m/z 134.10 33.02%
31.0 51.0
T e e T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132.0 7.20 7.40 7.60 7.80
m/z 69.10 23.42%
5000
70.
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.97 ng 280389 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 35
Abundance Scan 2568 (18.192 min): BM010119.D (-2562) (-) m/z 73.00 100.00%
5000
17.80 18.00 18.20 18.40 18.60
m/z 60.10 78.24%
m/z--> 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43.
5000 256.0 A UL GRRR BN B
129.0 17.80 18.00 18.20 18.40 18.60
3. ’ 213.0 m/z 55.10 72.12%
‘ W“‘m.‘....q.wu. I
m/z--> 150 200 250 300 350 400
Abundance
60.0
17.80 18.00 18.20 18.40 18.60
0
5000 s 129.0 m/z 41.10 64 .90%
97.0 172.0
miz-> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid
17.80 18.00 18.20 18.40 18.60
m/z 43.10 63.41%
5000 129.0
185.0
228.0
“” |“{‘|‘I||“||Illll||||||||||||
m/z--> 150 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.58 2.18 ng 310930 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetratriacontane 479 C34H70 014167-59-0 87
Abundance Scan 3144 (21.580 min): BM010119.D (-3141) (-) m/z 57.10 100.00%
57.1
5000
*0 207.1 21.20 21.40 21.60 21.80
141.2 2811 3552 - : : :
Ol A bl by TSR 4202 49019389 1 Tz 71.10 88.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99477: Nonadecane
57.0
5000

21.20 21.40 21.60 21.80
m/z 43.10 64.29%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
R A EREREEE SRR
21.20 21.40 21.60 21.80
5000 m/z 85.10 60.28%
99.0
141.0183.0226.0
A o B e e e AL B o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107651: Eicosane
57.0 21.20 21.40 21.60 21.80
m/z 55.10 29.57%
5000

0
‘ 1 141.0183.0225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010119.D

Aca On : 23 May 2017 01:11

Operator : SJ/MA

Sample : 13222-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.03 2.12 ng 302056 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3221 (22.033 min): BM010119.D (-3217) (-) m/z 57.10 100.00%
57.
5000
9.2
141.2 191.0 283.1 3552 21.80 22.00 22.20 22.40
2331 401.0
,....,....\LJJ"-J“' BB A ED 4889 8350 1 zr 7110 82.00%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
57.0
5000
21.80 22.00 22.20 22.40
9.0 m/z 85.10 65.78%
miz—-> 0 56 100 150 200 250 300 3éo 460 4%0 560 séo
Abundance
57.0
21.80 22.00 22.20 22.40
5000 m/z 43.10 56.24%
99.0

141.01g3, 0225 0 282 0

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

Abundance #73966: Hexadecane T T T
21.80 22.00 22.20 22.40

m/z 55.10 26.72%

5000

141.0183.0226.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22 20 22. 40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEM1I\BNA_M\DATA\BM052217\

BM010119.D

23 May 2017 01:11

SJ/MA

13222-04

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .50

n-Hexadecanoic acid

Nonadecane
Heneilcosane

8270-BM051917 .M Tue May 23 14:41:48 2017

5.08 7.5 ng
7.50 90.9 ng
18.19 3.0 ng
21.58 2.2 ng
22.03 2.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

339827
4092290
280389
310930
302056

|--Internal Standard---|

| # RT Resp Conc]
1 7.96 900421 20.0
1 7.96 900421 20.0

4 17.34 1887970 20.0
5 21.50 2855670 20.0
5 21.50 2855670 20.0
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