LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109225.D

Aca On : 22 Sep 2018 17:01 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5004-01 FK-GF-02-026-A

ALS Vial : 10 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 F\METHODS\8270-BF092218 .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 4.893 474 477 488 rVB 59962 80003 3.37% 0.353%
2 5.310 543 548 551 rBY 2059082 1944863 81.83% 8.570%
3 6.340 718 723 726 rBVY 2168501 2075397 87.32% 9.145%
4 6.475 741 746 749 rBVY 2129176 2073351 87.23% 9.136%
5 6.540 754 757 764 rVB 31177 30405 1.28% 0.134%
6 6.704 781 785 788 rBV 920492 704014 29.62% 3.102%
7 6.863 808 812 815 rBVY 1818727 1572395 66.16% 6.929%
8 7.263 875 880 883 rBVY 1441188 1313389 55.26% 5.787%
9 7.987 999 1003 1006 rBY 1105855 905423 38.09% 3.990%
10 9.063 1181 1186 1189 rBV 2957296 2376801 100.00% 10.473%

11 9.451 1249 1252 1256 rBV 767882 635231 26.73% 2.799%
12 9.734 1296 1300 1304 rBV2 1216318 1042188 43.85% 4._.592%
13 10.516 1429 1433 1436 rBV 1698254 1424623 59.94% 6.278%
14 11.210 1547 1551 1554 rBV 1326188 1068485 44 .95% 4._.708%

15 11.751 1638 1643 1646 rBV2 31403 38175 1.61% 0.168%
16 12.410 1752 1755 1759 rBV 62661 55713 2.34% 0.245%
17 12.639 1789 1794 1797 rBV 71615 72026 3.03% 0.317%
18 12.792 1816 1820 1823 rBV 2553748 2268769 95.45% 9.997%
19 13.039 1855 1862 1865 rBV 42708 40119 1.69% 0.177%
20 13.380 1916 1920 1922 rBV 49504 43541 1.83% 0.192%

21 13.704 1972 1975 1990 rBV 98308 148029 6.23% 0.652%
22 13.833 1992 1997 2000 rBV 916862 821594 34.57% 3.620%

23 14.022 2025 2029 2032 rBV 73150 65104 2.74% 0.287%
24 14.321 2077 2080 2085 rBV 89090 83799 3.53% 0.369%
25 14.616 2127 2130 2136 rVB 111164 104784 4.41% 0.462%
26 14.686 2138 2142 2146 rVB 45470 43485 1.83% 0.192%
27 14.833 2164 2167 2176 rVB 29405 54814 2.31% 0.242%
28 14.933 2179 2184 2190 rBV 144623 158767 6.68% 0.700%
29 15.168 2221 2224 2230 rVB 29440 33077 1.39% 0.146%

30 15.233 2230 2235 2239 rVV 587569 679196 28.58% 2.993%

31 15.286 2239 2244 2255 rVB 176016 239628 10.08% 1.056%
32 15.686 2306 2312 2317 rBV 165804 236557 9.95% 1.042%
33 16.145 2384 2390 2397 rBV 86797 158617 6.67% 0.699%
34 16.686 2476 2482 2491 rBV3 34892 69774 2.94% 0.307%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.321 2585 2590 2599 rVB4 12945 31899 1.34% 0.141%

Sum of corrected areas: 22694035
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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 F\DATA\BF092218\

BF109225.D

22 Sep 2018 17:01

JussJ

J5004-01

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

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

4.89 2.27 ng 80003 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 477 (4.893 min): BF109225.D (-474) (-) m/z 42.95 100.00%
43.0
5000 59.0
101.1 S RS AN SRS A
| 83.0 | 460 4.80 5.00 5.20
R e o o N B T m/z 59.00 47 .27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I R L I
59.0 460 480 500 5.20
0
150 a0 . 1010 m/z 101.10 17.99%
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0
460 4.80 5.00 520
5000 m/z 58.10 17.93%
55.0
150 27.0
o bl 710 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R ma e b AR
43.0 460 4.80 5.00 5.20
m/z 41.05 7.88%
5000 57.0
29.0 101.0
150 | ‘ 73.0
I A L B I I I R R R B R S RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 58.90 ng 2073350 1,4-Dichlorobenzene-d4 6.70
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF109225.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
IREBE AR RS LRSS S
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 45 _.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.19%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 640 6.60 6.80
5000 m/z 66.00 29.41%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.17%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R REmE EE s S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-propyl tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.60 ng 148029 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
Abundance Scan 1974 (13.698 min): BF109225.D (-1972) (-) m/z 57.05 100.00%
5000
13.40 13.60 13.80 14.00
Ot} m/z 43.05 82.00%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 71.0 LI L L L L
13,40 13.60 13.80 14.00
m/z 71.10 61.43%
0 ,Ah.j .JW.JL. 1250 1540 1820 2170
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #172312. Sulfurous acid, pentadecy! 2-propy! ester
43.0
71.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 38.10%
97.0
ol “\ ‘ ‘ | |20 1550 1820 2100
miz-> 20 40 60 éo 100 120 150 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester R RS AEE Ba RS
43.0 13.40 13.60 13.80 14.00
m/z 85.10 38.08%
71.0
5000
97.0
o ‘ ‘ || 1250 168.0 1970 2310 2610
mz-> 20 45 éo éo 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .32 2.04 ng 83799 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2080 (14.321 min): BF109225.D (-2077) (-) m/z 57.10 100.00%
57.1
85.1
5000
141.1 14.00 14.20 14.40 14.60
- | 1L .lll.“.-'. o .~ B m/z 71.05 79.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
14.00 14.20 14.40 14.60
m/z 43.10 69.85%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 55.52%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance #175557: Tetracosane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 25.42%
5000 85.0
29.0
ol ‘ ﬂ13°14101690197022502530281030903380
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14. oo 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.09 ng 104784 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2131 (14.621 min): BF109225.D (-2127) (-) m/z 57.10 100.00%
57.1
5000
e "Ti04 1450 148 1800
411 1831 239.1 : : : :
o...J,. | LG fesr | 29 amn 0 nz7 71.10  77.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.10 64._.47%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
1440 14.60 14.80 15.00
5000 m/z 85.10 62.59%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.59%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109225.D

Aca On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample : J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.29 7.06 ng 239628 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2245 (15.292 min): BF109225.D (-2239) (-) m/z 57.10 100.00%
57.1
85.0
5000

13.1
141.1 15.00 15.20 15.40 15.60
]1 183 2211 2239 1268.1
oL, ..J“.j. 1 ﬂ... o - S m/z 71.05 77.74%

m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000

15.00 15.20 15.40 15.60

| m/z 43.05 64 .50%
29.0 ]1 1410
ol b | 7 1600197.0225025302820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R AR EEEEE
85.0 15.00 15.20 15.40 15.60
5000 ' m/z 85.05 56.34%
29.0 130
ol L [ 141-0169.0197.0025.0253.0  296.0
, — AL B i e e e o e o
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.05 23.06%
5000 85.0
29.0
oL j | J‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109225.D

Acq On : 22 Sep 2018 17:01

Operator : JU/SJ

Sample - J5004-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
Quant Title : 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... 4.89 2.3 ng 80003 1 6.70 704014 20.0
unknown6 .47 6.47 58.9 ng 2073350 1 6.70 704014 20.0
Sulfurous acid, 2... 13.70 3.6 ng 148029 5 13.83 821594 20.0
Heneicosane 14_.32 2.0 ng 83799 5 13.83 821594 20.0
Hexacosane 14.62 3.1 ng 104784 6 15.23 679196 20.0
Eicosane 15.29 7.1 ng 239628 6 15.23 679196 20.0
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