LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 5.626 392 398 411 rBV 267346 449344 19.19% 3.776%
2 7.230 664 671 683 rBV 218955 424379 18.13% 3.566%
3 7.606 728 735 749 rVB 461767 850667 36.34% 7.148%
4 8.082 809 816 825 rVB 115033 204152 8.72% 1.716%
5 8.405 863 871 880 rVB 416509 760920 32.50% 6.394%

9.257 1009 1016 1032 rVB 387830 730778 31.21% 6.141%
10.902 1288 1296 1305 rVB 169575 317303 13.55% 2.666%
13.341 1702 1711 1718 rBV 1019902 1669634 71.32% 14.031%
14.163 1845 1851 1856 rBVY 17798 27211 1.16% 0.229%
14.716 1938 1945 1955 rVB2 266319 450731 19.25% 3.788%

=
QO ~NO®

11 16.208 2192 2199 2215 rBV 644494 1085621 46.37% 9.123%
12 17.465 2405 2413 2424 rBV2 336128 523535 22.36% 4 _.399%
13 20.068 2849 2856 2867 rBV 1736127 2341174 100.00% 19.674%
14 21.343 3068 3073 3077 rBV 20027 25113 1.07% 0.211%
15 21.748 3135 3142 3152 rBV 321677 565268 24.14% 4_750%

16 21.895 3161 3167 3174 rVB 45658 67635 2.89% 0.568%
17 22.512 3265 3272 3279 rBV2 74678 126512 5.40% 1.063%
18 23.211 3383 3391 3401 rBV2 101500 202373 8.64% 1.701%
19 24.040 3523 3532 3542 rBvV 91375 223452 9.54% 1.878%
20 25.003 3688 3696 3701 rBV2 80967 216245 9.24% 1.817%

21 25.074 3701 3708 3721 rVB4 112474 385037 16.45% 3.236%
22 26.167 3882 3894 3903 rBV2 53584 167603 7.16% 1.408%
23 27.553 4120 4130 4143 rVB5 23682 85304 3.64% 0.717%

Sum of corrected areas: 11899991
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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: BG038238.D
1500000
1000000
7.61
500000 8.41 926
%% .23 10.90
8.08 '
(0 5. L B e e e e Emmm e
Time--> 3.50 4.00 4.50 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038238.D
20107
1500000
13.34
1000000
16.21
500000
17.47 .
14.72 21.75
o 14.16 21.34 [21.90 22.51
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: BG038238.D
1500000
1000000
500000
7
5 250 253@ 26.17 27.55
O I L B B BRI IS S S AR
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\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 unknown7.61 Concentration Rank 1

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

7.61 83.34 ng 850667 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 736 (7.612 min): BG038238.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0 A
©0 sio || 980 120 7k 7o 75 800
IR IS ]| O PO B S TP | N m/z 67.95 44.63%
m/z--> 10 20 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 A L LN L B
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 34.01%
'w'“'w'“J“Jh'L'w'“l“'h'“'w“'w'“l“'w'“'w'“|"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 32.33%
33.0 44.0 00 105.0
"I“"P"W'L”I'L'Iﬁqﬂ"”l:“llﬁgﬂ"il'“hl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.45%
5000
150 280 390 520 %30 770 900 1040, |
s T R T E e 1o ko T e | | 7k 7a 75 ko ahe
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 3 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.90 2.39 ng 67635 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72

Abundance Scan 3168 (21.901 min): BG038238.D (-3161) (-) m/z 57.00 100.00%

57.0

5000

_>

21.60 21.80 22.00 22.20
m/z 43.00 61.25%

113.0 141.1 169.0192.9 282.0

236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0
5000
85.0 21.60 21.80 22.00 22.20
29.0 m/z 71.10 51.25%

Ll 1801410 1690 1970 2250 2530 2620

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #137567: Sulfurous acid, butyl undecy! ester
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.10 40.46%
85.0
290‘ ‘
IO I A e MO - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0 21.60 21.80 22.00 22.20
m/z 55.00 25.88%
5000 85.0
28.0
1130 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.51 4.48 ng 126512 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3272 (22.512 min): BG038238.D (-3265) (-) m/z 57.00 100.00%
57.0
5000 \
0 o amemes s 220 2240 2260 2280
b b P00 20892391 8848 1 sz 43.00 56.91%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 USRI UERR
22.20 22.40 22.60 22.80
m/z 71.00 52 .55%
27,0| . ‘ “ L 141. 0. 1830 225.0 267.0 309.0 351.0380.0
m/z--> 50 100 15 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
22.20 22.40 22.60 22.80
5000 m/z 85.00 37 .15%
| {g 00
1l AJMWNMZN%wmmo”%%m%m
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R AR A EEa e
57.0 22.20 22.40 22.60 22.80
m/z 55.00 25 .55%
5000
99.0
2n0) | | | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .04 11.61 ng 223452 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
Abundance Scan 3532 (24.040 min): BG038238.D (-3523) (-) m/z 56.95 100.00%

23. 80 24. 00 24 20 24 40
] 141.0 183.1
....11J.ﬂ..-,....,??S.l.2‘?6.9..,....,....,...., m/z 43.00 58.32%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0

5000 LI L B B
23. 80 24. OO 24 20 24 40

m/z 71.00 54 .03%

99.0
J JIIJ }41.0 183.0 225.0 267.0 309.0 351.0 437.0 ‘/\\
e b L ST 2o 2670 309.0 3510 4370

57.0
5000 j\\
I

m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
23.80 24. 00 24 20 24.40
0
5000 o5 0 m/z 85.00 42.27%
LUy 1270 1600 2250 295.0 337.0
e e e e e ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e
57.0 23. 80 24, 00 24 20 24 40

m/z 55.00 22.01%

5000
99.0
15.0) | ] | \J 141.0 1830 2250 296.0
M,

m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038238.D

Aca On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample : J6117-01

Misc :

ALS Vial : 6 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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.17 8.71 ng 167603 Perylene-di12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 3895 (26.173 min): BG038238.D (-3882) (-) m/z 57.00 100.00%
57.0
5000 J/\L
] ‘9?-0 1540 190 . 25180 26,00 2620 2640
by e m/z 43.00 61.56%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000
25.80 26.00 26.20 26.40
99.0 m/z 71.00 57.20%
28|.Q| LU | ) 1410 1830 2250 267.0 3000  365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 40.91%
99.0
27,0 ] |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0 25.80 26.00 26.20 26.40
m/z 55.00 27 .79%
5000
%%]| 90 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 ' 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\BG112918\
Data File : BG038238.D

Acq On : 29 Nov 2018 18:22

Operator : JU/SJ

Sample - J6117-01

Misc :

ALS Vial : 6 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]
unknown7 .61 7.61 83.3 ng 850667 1 8.08 204152 20.0
Eicosane 21.90 2.4 ng 67635 5 21.75 565268 20.0
Heptacosane 22.51 4.5 ng 126512 5 21.75 565268 20.0
Hentriacontane 24 _04 11.6 ng 223452 6 25.08 385037 20.0
2-methyloctacosane 26.17 8.7 ng 167603 6 25.08 385037 20.0
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