LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031263.D

Aca On : 28 Nov 2017 22:21

Operator : SJ/JU

Sample : 16592-01

Misc :

ALS Vial : 12 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-BG111017.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 5.206 319 326 333 rBV 36255 58706 1.54% 0.354%
2 5.687 400 408 420 rBV 556315 939048 24.69% 5.657%
3 7.291 673 681 702 rBV 531455 1044877 27.48% 6.295%
4 7.662 737 744 756 rBV 574594 1025495 26.97% 6.178%
5 8.132 817 824 834 rBV 143223 253648 6.67% 1.528%

8.455 871 879 892 rBV 453830 809538 21.29% 4._.877%
9.301 1013 1023 1037 rBvV 291094 594190 15.62% 3.580%
10.946 1294 1303 1321 rBV 172383 378547 9.95% 2.280%
13.373 1709 1716 1729 rBV 1047590 1757791 46.22% 10.589%
14.219 1853 1860 1868 rBVY 18981 42940 1.13% 0.259%

=
QO ~NO®

11 14.753 1944 1951 1965 rBV2 348483 609173 16.02% 3.670%
12 16.105 2174 2181 2188 rBV2 24385 45558 1.20% 0.274%
13 16.240 2197 2204 2222 rBV 896732 1553218 40.84% 9.357%
14 17.491 2409 2417 2433 rBV2 563370 945194 24 .85% 5.694%
15 18.367 2555 2566 2576 rBV6 17709 42580 1.12% 0.257%

16 20.082 2852 2858 2866 rBV 2957356 3802880 100.00% 22.910%
17 21.375 3071 3078 3088 rBV3 60766 145037 3.81% 0.874%

18 21.763 3137 3144 3159 rBvV2 717137 1300274 34.19%% 7.833%
19 25.065 3694 3706 3718 rBV 424108 1250842 32.89%% 7.535%

Sum of corrected areas: 16599536
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG112817\
BG031263.D

28 Nov 2017 22:21

SJ/JuU

16592-01

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG031263.D

. 7.66
5.69 7.29 8.45

5.21 813

9.30
10.95

Time--> 3.50

400 450 500 550 6.00 650 7.00 750 800 850 9.00

SRS mimSEY | SUNSSSNSL SRS L SEM L SUISY| SIS RS | SRR | SRE———

9.50 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG031263.D

13.37

16.24

17.49
14.75

14.22 ‘\ 16. 18.37

20.08

21.37

21.76

A,
LN B B N B I N B N L N B B B D B B

Ol
Time--> 1350 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

2500000

2000000

1500000

1000000

500000

TIC: BG031263.D

25.06

O

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

8270-BG111017.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031263.D

Aca On : 28 Nov 2017 22:21

Operator : SJ/JU

Sample : 16592-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 4.63 ng 58706 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 327 (5.212 min): BG031263.D (-319) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 83.0 480 5.00 520 5.40 5.60
O e L R m/z 59.00 59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL RN I I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 24 .25%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 1010 m/z 58.00 18.41%
29.0
o 15.0 73.0 87.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.11%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031263.D

Aca On : 28 Nov 2017 22:21

Operator : SJ/JU

Sample : 16592-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 80.86 ng 1025500 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 744 (7.662 min): BG031263.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
96.0 S SRS SRS RS SR
400 540 740 7.60 7.80 8.00
o....,...:|l!..:,::..,::l-.|,..7:5?',0....,..!.,%??:?....,....,d...,.. m/z 68.00 36.38%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R RN L AR L
7.40 7.60 7.80 8.00
210 510 m/z 134.00 31.52%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 23.58%
41.0 97.0
53.0
79.0 117.0 A
107.0
e R RS AR AR ARALS RAARS RS RARRN SRS BALRS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- . . R A e
132.0 740 7.60 7.80 8.00

m/z 69.10 15.24%

5000
650 104.0
39.0 51.0 | 7.0  g0.0 117.0
0 IO T O] YOO PR Ly A \
SRR YR SO ST SR MRS MMM MRS | A——

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031263.D

Aca On : 28 Nov 2017 22:21

Operator : SJ/JU

Sample : 16592-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.23 ng 145037 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 3077 (21.369 min): BG031263.D (-3071) (-) m/z 57.05 100.00%
51.0 97.0
5000
193.0 2441 21.00 21.20 21.40 21.60
o 2830 3410 m/z 55.00  90.02%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0
5000 L S BRI B B B
mmmmmmmm
m/z 83.10  88.94%
ol 260) |, \‘ H ‘H‘ | ‘3? 91680 2100 26602950
m/z--> 50 200 2éo 360 3%0
Abundance
57.0 197.0
21.00 21.20 21.40 21.60
5000 m/z 97.05 86.68%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
L L L L L L L DL L L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0 21.00 21.20 21.40 21.60
m/z 43.00 77.87%
5000
L
o 200 LIk 4 44 1680 21002380 278.0308.0337.0 e
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112817\
Data File : BG031263.D

Acq On : 28 Nov 2017 22:21

Operator : SJ/JU

Sample - 16592-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 4.6 ng 58706 1 8.13 253648 20.0
unknown7 .66 7.66 80.9 ng 1025500 1 8.13 253648 20.0
1-Heneicosanol 21.37 2.2 ng 145037 5 21.76 1300270 20.0
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