LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 5.169 316 320 329 rVB 15911 25359 1.03% 0.180%
2 5.633 392 399 411 rVB 278466 472424 19.24% 3.360%
3 7.237 664 672 685 rVB 182365 362437 14.76% 2.578%
4 7.613 729 736 744 rBV 518043 925082 37.68% 6.579%
5 8.089 810 817 825 rBV 132840 237885 9.69% 1.692%
6 8.406 864 871 881 rBV 434911 803472 32.73% 5.714%
7 9.264 1008 1017 1025 rBV 437865 801629 32.65% 5.701%
8 10.903 1289 1296 1304 rBV 195713 368543 15.01% 2.621%
9 13.342 1703 1711 1724 rBV 1084309 1767980 72.01% 12.574%
10 14.722 1939 1946 1955 rVB2 315506 525597 21.41% 3.738%

11 16.209 2191 2199 2213 rBV 815666 1266397 51.58% 9.007%
12 17.466 2407 2413 2424 rBV2 387229 622850 25.37% 4._.430%

13 18.324 2554 2559 2564 rBV3 31001 48828 1.99% 0.347%
14 20.069 2850 2856 2867 rBV 1837962 2455198 100.00% 17.462%
15 21.350 3070 3074 3077 rBV 36956 47199 1.92% 0.336%

16 21.755 3136 3143 3155 rBV 388683 655115 26.68% 4_.659%
17 21.902 3163 3168 3177 rVB 95814 144799 5.90% 1.030%
18 22.519 3264 3273 3280 rBV 152009 263861 10.75% 1.877%
19 23.224 3386 3393 3404 rVB 180549 364003 14.83% 2.589%
20 24.047 3525 3533 3542 rBV2 177952 402418 16.39% 2.862%

21 25.022 3688 3699 3703 rBV 154559 410106 16.70% 2.917%
22 25.081 3704 3709 3725 rVB2 185473 549628 22.39% 3.909%
23 26.180 3884 3896 3908 rBV3 98915 322349 13.13% 2.293%
24 27.572 4120 4133 4147 rVB3 50478 191489 7.80% 1.362%
25 29.252 4410 4419 4421 rBV6 10933 25675 1.05% 0.183%

Sum of corrected areas: 14060323
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On - 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vvial : 8 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: BG038172.D

1500000

1000000

7.61
500000 8.41 9.26

5.63
7.24 8.09 10.90
5.17

e AR e R L L L i o e  ma S IR

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038172.D
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1500000

13.34

1000000
16.21
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14.72
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18.32 | 21.35
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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: BG038172.D

1500000
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500000

23.22 24.05 25
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- 29.25
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 10

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

5.17 2.13 ng 25359 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 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 320 (5.169 min): BG038172.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L L R UL
| 83.0 | 480 5.00 5.20 5.40 5.60
o ]| A m/z 59.00 63.23%
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 SR U R
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 19.25%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 560
5000 m/z 58.00 18.83%
410 101.0
0 15.0 27\\0\ \‘H [1Lly Zl'o 83\0
mz-> 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 5.20 5.40 5.60
m/z 41.00 10.11%
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 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 77.78 ng 925082 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 735 (7.607 min): BG038172.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0 /\
40,0 9%.0 J 750 740 760 750 800
01 R e L e B m/z 68.00 45_15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 AL I UL IR R

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.91%

0 158.0 189.0
T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R N e R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.97%
70.
0 o | ||
0 ,,,,,, B e e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methy!- R R
132.0 720 740 760 780 800

m/z 69.00 17.39%

5000
oLiso 0 P70 1000

m/z--> 20 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\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.52 8.06 ng 263861 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3273 (22.519 min): BG038172.D (-3264) (-) m/z 57.00 100.00%
57.0
5000
| ’91 ° 4L 0 1831 224.0253.2281.9 2220 22,40 2260 2280 _
0 ..u,. L B e B A m/z 43.05 63.50%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 UABAL AR RARSUARER
22120 22.40 22.60 22.80
99.0 m/z 71.00 55.72%
ol | 1], 1410 1820110 25202810 3200
m/z--> 50 100 1%0 260 250 300 350
Abundance #209566: Octacosane
57.0
22.20 22.40 22.60 22.80
5000 m/z 85.00 40.22%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T
57.0 22.20 22.40 22.60 22.80
m/z 55.00 22.40%
5000
27,0 990 1410
olZo U AT, 10 1830 2250 2670 3230 3800 e
m/z--> 50 100 150 200 250 300 350 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.22 11.11 ng 364003 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3392 (23.218 min): BG038172.D (-3386) (-) m/z 57.00 100.00%

57.0
5000 85.0

13. 1141 0160.0 23.00 23.20 23.40 23.60
0...l,‘. 11 (LO01971 239.02669 %49 | "m/z 43.00 61.36%
m'z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LI L L L L L L LB
85.0 23.00 23.20 23.40 23.60
m/z 71.05 52.04%
29.0
oLl | ﬂ130141016901970225025302810 323.0351.0380.0
oy A o e o e e
mz--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
A
23.00 23.20 23.40 23.60
5000 85.0 m/z 85.00 37.10%
29.0
ol | i Jﬂ13 141.0169.0197.0225,0254.0
N o T e
mz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T
57.0 23.00 23.20 23.40 23.60

m/z 55.00 22 .37%

5000 85.0
29.0
o i Jll3 0141 0160.0197.0225 02530 295.0323.0 _ 367.0
A Ly o e Jend ) S s

m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 8 Hentriacontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
25.02 14.92 ng 410106 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3699 (25.022 min): BG038172.D (-3688) (-) m/z 57.00 100.00%
5000
141.0 24.80 25.00 25.20 25.40
o 2111 2680  385.0 m/z 43.00 55.48%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57.0
5000
24.80 25.00 25.20 25.40
9.0 m/z 71.00 54 .50%
. | 141018302250267.030003510 _a37.0
miz--> 0 55 160 150 200 2%0 360 3%0 460 4éo 560
Abundance #202662: Heptacosane
57.0
" 24.80 25.00 25.20 25.40
5000 m/z 85.00 37 .04%
9.0
ob kb I L 141-0183.0225.0267.0 3230 3800
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R A
24.80 25.00 25.20 25.40
m/z 55.00 21 .95%
5000
o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038172.D

Aca On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample : J6047-01

Misc :

ALS Vial : 8 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 9 Tetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
26.18 11.73 ng 322349 Perylene-di12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 3896 (26.180 min): BG038172.D (-3884) (-) m/z 56.95 100.00%
57.0
5000 )/\\\g
] |ﬁ% 141.1 197.1 252.3280.9 355.0 %%%Mﬁﬁébnl
ol e e m/z 43.00 55.53%
m/z--> 50 100 150 200 250 350
Abundance #175557: Tetracosane
57.0
5000 /\"“’T\---------------“
25.80 26.00 26.20 26.40
m/z 71.00 54 _45Y%
99.0
o 240| Ly }410 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 1%0 200 250 ' 3éo
Abundance #209566: Octacosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 38.40%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 2éo 3éo
Abundance #194493: Hexacosane LBELIL L L
57.0 25 80 26. 00 26 20 26. 40
m/z 55.00 21.57%
5000
99.0
0 ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&1;0 200 250 3&'30 ' 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112718\
Data File : BG038172.D

Acq On : 27 Nov 2018 18:18

Operator : JU/SJ

Sample - J6047-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 2.1 ng 25359 1 8.09 237885 20.0
unknown7 .61 7.61 77.8 ng 925082 1 8.09 237885 20.0
Eicosane, 7-hexyl- 22.52 8.1 ng 263861 5 21.76 655115 20.0
Heptacosane 23.22 11.1 ng 364003 5 21.76 655115 20.0
Hentriacontane 25.02 14.9 ng 410106 6 25.08 549628 20.0
Tetracosane 26.18 11.7 ng 322349 6 25.08 549628 20.0
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