LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\

Data File : BG036716.D

Aca On : 14 Sep 2018 21:58 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : J4892-02 C-MW-06-091118

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-BG082318 .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 5.620 390 397 407 rBV 365364 578254 14.00% 3.050%
2 7.206 659 667 678 rBV 215412 388400 9.41% 2.049%
3 7.582 724 731 738 rBV 701648 1184064 28.68% 6.245%
4 8.052 802 811 817 rBV 192585 326899 7.92% 1.724%
5 8.375 858 866 874 rBV 640365 1118057 27.08% 5.897%

9.210 1000 1008 1017 rBV 567470 1028313 24.90% 5.424%
10.855 1280 1288 1296 rVB 269319 476948 11.55% 2.516%
13.299 1695 1704 1714 rBV 1637283 2536043 61.42% 13.376%
14.122 1838 1844 1850 rBV 213664 311681 7.55% 1.644%
14.674 1931 1938 1949 rVB2 469387 737756 17.87% 3.891%

=
QO ~NO®

11 16.160 2183 2191 2206 rBV 1467609 2269566 54.96% 11.971%
12 17.418 2398 2405 2412 rBV 654828 997816 24.17% 5.263%
13 20.027 2842 2849 2855 rBV 3030317 4129135 100.00% 21.779%
14 21.678 3123 3130 3138 rBV2 654848 1093108 26.47% 5.766%
15 21.877 3158 3164 3170 rBvV 45068 72703 1.76% 0.383%

16 22.482 3262 3267 3272 rBV2 72185 115870 2.81% 0.611%
17 23.170 3378 3384 3392 rBV2 84712 160718 3.89% 0.848%
18 23.975 3515 3521 3528 rVB 70727 148843 3.60% 0.785%
19 24.886 3666 3676 3688 rBvV2 386341 1180120 28.58% 6.224%
20 26.043 3866 3873 3882 rVB5 34187 105056 2.54% 0.554%

Sum of corrected areas: 18959350
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BG091418\

BG036716.D

14 Sep 2018 21:58

JussJ

J4892-02

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

C-MW-06-091118

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036716.D

5.62
7.21

\

8.05

|

10.85

0

Time--> 3.50

400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10

T T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG036716.D

13.30

16.16

17.42
14.67

14.12

20.03

21.68

21.88 22.48

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
3000000

2500000

2000000

1500000

1000000

500000

0l

23.17

TIC: BG036716.D

24.89

A

23.97
3, 26,04

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\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036716.D

Aca On : 14 Sep 2018 21:58

Operator : JU/SJ

ﬁ?ggle i J4892-02 C-MW-06-091118
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 72.44 ng 1184060 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 731 (7.582 min): BG036716.D (-724) (-) m/z 132.05 100.00%
130.1
5000 68.1
01801 | by e | 720 7w 7k TR0 80
(o} B e T e m/z 68.10 46.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R S RS RN
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 30.91%
51.0 70.0 86.0
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 740 7.60 7.80 8.00
5000 9go 1160 m/z 66.10 30.05%
0:: — ||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.35%
5000
67.0
80.0
54.0 T 106.0
Okl Ll /IS NCUNNENES 5 SV,
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\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036716.D

Aca On : 14 Sep 2018 21:58

Operator : JU/SJ

ﬁ?ggle i J4892-02 C-MW-06-091118
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 3 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.48 2.12 ng 115870 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 3267 (22.482 min): BG036716.D (-3262) (-) m/z 57.10 100.00%
57.1
5000 A’*wwﬁw4dhﬁmwj\wv‘v\wM\Mvvww
9.1 23120 2940 2260 2280
155.1  207.0239. . . . )
ol b AL PP 20702392 2064 3422 | st43TI0T 66.61%
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57.0
5000 HRR IR BN BN
22.20 22.40 22.60 22.80
m/z 71.10 57.91%
27,0 198.0
141.0 .
0"1'“F'!J'*’““ L AL WL WL B B
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
2200 22.40 22.60 22.80
5000 m/z 85.10 42 .20%
99.0
0 2700 | |l )y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #202264: Octadecane, 1-iodo- e LS A A
57.0 22.20 22.40 22.60 22.80
m/z 55.10 27 .48%
- AMﬂv¢mqpumqu\MprvwvaMww
270 99.0
0 L 1 A Y T P \15\50‘ 197.0 253'0
m/z--> 55 160 1%0 260 250 360 3%0 ' 22)20 22!40 22feo 22!80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036716.D

Aca On : 14 Sep 2018 21:58

Operator : JU/SJ

ﬁ?ggle i J4892-02 C-MW-06-091118
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.94 ng 160718 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Docosane 310 C22H46 000629-97-0 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 3384 (23.170 min): BG036716.D (-3378) (-) m/z 57.10 100.00%

5000

99.2 A e e
0 1551 2101 2054 22.80 23.00 23.20 23.40

m/z 43.15 56.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

%

5000

22. 80 23 00 23. 20 23. 40
m/z 71.10 51.88%

141.0 183.0 225.0

282.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
e ARA e St 28
22.80 23.00 23.20 23.40
5000 m/z 85.15 35.55%
99.0
oL ||, 141.0 183.0 225.0 2670 310.0
A a ma  Ea  H  man m
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane o B B a L I
57.0 22.80 23.00 23.20 23.40
m/z 55.10 23.40%
5000
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
T T T T T e e T e A o
m/z--> 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036716.D

Aca On : 14 Sep 2018 21:58

Operator : JU/SJ

ﬁ?ggle i J4892-02 C-MW-06-091118
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.97 2.52 ng 148843 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3520 (23.969 min): BG036716.D (-3515) (-) m/z 57.10 100.00%
57.1 A
5000
99.2 23.60 23.80 24.00 24.20
‘ 41.2 197.2 : : . .
ol b b JERE 1972 2493 2050 sarl | 774310 61.07%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 R B BN B B
Bmmmmmmm
m/z 71.10 59.24%
99.0
02W| JJJMW1%OQMZNO 338.0
m/z--> 55 160 1éo 200 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.15 40.60%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #141426: Heneicosane T e T
57.0 23.60 23.80 24.00 24.20
m/z 55.10 23.53%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1éo 200 250 360 350 ' 2360 2380 2400 2420 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\

Data File : BG036716.D

Acg On : 14 Sep 2018 21:58

Operator : JU/SJ

ﬁ?ggle i J4892-02 C-MW-06-091118
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
unknown7 .58 7.58 72.4 ng 1184060 1 8.05 326899 20.0
Tetradecane 22.48 2.1 ng 115870 5 21.68 1093110 20.0
Eicosane 23.17 2.9 ng 160718 5 21.68 1093110 20.0
Tetracosane 23.97 2.5 ng 148843 6 24.89 1180120 20.0
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