LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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 5.165 314 319 326 rBV 52694 85314 2.19% 0.382%
2 5.629 390 398 408 rBVY 1041200 1742453 44.78% 7.799%
3 7.233 662 671 686 rBY 1124548 2084631 53.57% 9.330%
4 7.609 727 735 746 rBVY 1041899 1856514 47.71% 8.309%
5 8.085 809 816 826 rVB 169192 299512 7.70% 1.341%

8.408 861 871 884 rVB 749753 1366728 35.12% 6.117%
9.260 1006 1016 1027 rBV 665962 1249911 32.12% 5.594%
10.906 1288 1296 1304 rBV 237855 448909 11.54% 2.009%
13.338 1702 1710 1719 rBV 1755774 2848021 73.18% 12.747%
14.161 1843 1850 1857 rBV 136159 200900 5.16% 0.899%

=
QO ~NO®

11 14.719 1938 1945 1953 rBv2 388907 645460 16.59% 2.889%
12 16.205 2191 2198 2211 rBV 1380457 2171496 55.80% 9.719%
13 17.468 2404 2413 2422 rBV2 506486 802177 20.61% 3.590%
14 20.065 2849 2855 2866 rVB 2889146 3891565 100.00% 17.418%
15 21.746 3134 3141 3150 rVB 523901 863449 22.19%% 3.865%

16 23.215 3385 3391 3401 rVB 41781 82338 2.12% 0.369%
17 24.037 3525 3531 3539 rVB 57998 131475 3.38% 0.588%
18 25.065 3688 3706 3718 rBV3 283947 1028406 26.43% 4.603%
19 26.164 3884 3893 3903 rBv4 55626 175381 4_.51% 0.785%
20 27.562 4116 4131 4144 rBV3 49078 188535 4.84% 0.844%

21 29.237 4402 4416 4417 rBV6 27096 78353 2.01% 0.351%
22 31.276 4750 4763 4776 rVB6 19569 100674 2.59% 0.451%

Sum of corrected areas: 22342202
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038006.D
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Abundance TIC: BG038006.D
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Time--> 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: BG038006.D

2500000
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1500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 5.70 ng 85314 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 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 320 (5.171 min): BG038006.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo 450 500 520 540 5.0
o) RV 1SS URSUOY P | S MY MM m/z 59.00 56.84Y%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR L UL IR
59.0 480 500 520 540 560
0,
150 a0 1010 m/z 101.00 15.84%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
54.0
480 500 520 540 560
5000 m/z 58.00 15.57%
310 40
73.0 102.0
o e i 00 8T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B RREEE ST St
54.0 480 5.00 520 5.40 5.60
m/z 41.00 9.41%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 123.97 ng 1856510 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 735 (7.609 min): BG038006.D (-727) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 RS LR RARRE S
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 DR c3 TE 2 | m/z 68.00 43.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRRARBRARARARSS SRR

7.20 7.40 7.60 7.80 8.00
m/z 133.90  34.15%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T REae e
74.0 7.20 7.40 7.60 7.80 8.00
5000 ggo 1160 m/z 66.00 28.94%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.92%
5000
63.0 810
0 31.0 50.0 1 \‘ | ‘\ ! 99'0 11%.0 |
— ettt R B
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .04 2.56 ng 131475 Perylene-d12 25.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3531 (24.037 min): BG038006.D (-3525) (-) m/z 57.00 100.00%
57.0
5000 J}\LVW~M~
99.0 ESA N SN BN B
l Ui 141.0 206.9 264.9 23.80 24.00 24.20 24.40
0 S L U EEESEESE hEEE m/z 43.00 59.07%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B B UL
23. 80 24. oo 24 20 24. 40
99.0 m/z 71.00 56.99%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.05 44 .19%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #202661: Heptacosane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 23.04%
5000
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
m/z--> 50 1(')0 1&1;0 200 250 3(')0 351;0 ' 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.16 3.41 ng 175381 Perylene-d12 25.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3892 (26.158 min): BG038006.D (-3884) (-) m/z 57.00 100.00%

RS

5000
206.9 25.80 26.00 26.20 26.40
0 2809 854.9 m/z 43.00 60.01%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 LA L L L L L L B
25.80 26.00 26.20 26.40
m/z 71.00 53.60%
o 1113'0 169.0 225, 0 281. o 380. 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 40.11%
13. 0
O ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0 25.80 26.00 26.20 26.40
m/z 55.00 22.27%
5000

%

13.0
| ,169.0 225.0 281.0 337.0 394.0

N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038006.D

Aca On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample : J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 6 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27 .56 3.67 ng 188535 Perylene-d12 25.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 4131 (27.562 min): BG038006.D (-4116) (-) m/z 57.00 100.00%
57.0
5000
9.1 27.20 27.40 27.60 27.80
133.0 169.0 206. 354.8 . . . )
oL L LUl 38010002060  2a00 4B RSO0 s 63
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000
27.20 27.40 27.60 27.80

m/z 43.00 59.89%

141.0 183.0 225.0

281.0

337.0 394.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.00 46.07%

99.0
Il | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

ottt e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0 27.20 27.40 27.60 27.80
m/z 55.00 25.66%
5000
99.0
oLt | | | | 1410 1830 2250 267.0 309.0 365.0
S L o o o o e LA e e e e e e B B
m/z--> 50 100 150 200 250 300 350 400 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111418\
Data File : BG038006.D

Acq On : 14 Nov 2018 20:56

Operator : JU/SJ

Sample - J5932-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.17 5.7 ng 85314 1 8.09 299512 20.0
unknown7 .61 7.61 124.0 ng 1856510 1 8.09 299512 20.0
Heneicosane 24.04 2.6 ng 131475 6 25.07 1028410 20.0
Heptacosane 26.16 3.4 ng 175381 6 25.07 1028410 20.0
Octacosane 27.56 3.7 ng 188535 6 25.07 1028410 20.0
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