LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 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-BF022719.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 5.345 549 554 557 rBY 3383424 3344664 14.76% 5.058%
2 6.375 724 729 732 rBVY 3561571 3962086 17.48% 5.991%
3 6.504 746 751 754 rBVY 4085213 4008080 17.68% 6.061%
4 6.728 785 789 792 rBVY 1375391 1129284 4 .98% 1.708%
5 6.886 808 816 819 rBVY 3404153 3059002 13.50% 4.626%
6 7.286 879 884 887 rBVY 2499511 2491873 10.99% 3.768%
7 8.010 1003 1007 1013 rBVY 1466763 1367078 6.03% 2.067%
8 9.086 1185 1190 1204 rBV 4170885 4227851 18.65% 6.393%
9 9.475 1252 1256 1267 rBV 488604 463048 2.04% 0.700%
10 9.757 1300 1304 1318 rBVvV2 1852568 1729868 7.63% 2.616%

11 10.545 1433 1438 1453 rBV 3269652 3327580 14.68% 5.032%
12 11.239 1552 1556 1558 rBV 1765230 1743462 7.69% 2.636%
13 11.780 1643 1648 1651 rBV 1195651 1294230 5.71% 1.957%
14 12.445 1758 1761 1764 rBV 388926 334600 1.48% 0.506%
15 12.557 1776 1780 1788 rBV 689196 761664 3.36% 1.152%

16 12.668 1796 1799 1803 rVB 255046 244526 1.08% 0.370%
17 12.821 1820 1825 1828 rBV 3900448 3781239 16.68% 5.718%
18 13.704 1972 1975 1978 rBV 474554 466743 2.06% 0.706%
19 13.751 1980 1983 1993 rVB3 279253 615579 2.72% 0.931%
20 13.886 1997 2006 2009 rBV2 9613735 22666677 100.00% 34.276%

21 14.345 2081 2084 2088 rBV2 342739 343167 1.51% 0.519%
22 14.639 2131 2134 2138 rVB 473377 450117 1.99% 0.681%
23 14.957 2184 2188 2194 rVV 566957 650406 2.87% 0.984%
24 15.274 2237 2242 2245 rBV 1138344 1367567 6.03% 2.068%
25 15.309 2245 2248 2256 rVB 620992 811376 3.58% 1.227%

26 15.709 2312 2316 2322 rVB 470208 715646 3.16% 1.082%
27 16.180 2391 2396 2407 rVB2 280941 529154 2.33% 0.800%
28 16.727 2485 2489 2495 rVB 133137 243364 1.07% 0.368%

Sum of corrected areas: 66129931
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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\BF031819\

BF113086.D

18 Mar 2019 13:21

JussJ

K1933-05

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 70.98 ng 4008080 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF113086.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 BRI
40.0 540 J 6.20 6.40 6.60 6.80
0 S0 T .2 | m/z 68.00 43.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR LR L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.03%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 65.95 28.24%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R m A aa
57.0 132.0 6.20 6.40 6.60 6.80
m/z 68.95 16.98%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.78 14.85 ng 1294230 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1648 (11.780 min): BF113086.D (-1643) (-) m/z 72.95 100.00%

43.0 73.0

5000 129.0

_F:======

97.0 157.0 2131 AR NASUVEEE RS
0 1851 256.1 11.40 11.60 11.80 12.00

0 36.0 m/z 43.00 91.13%

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

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 e i R
11.40 11.60 11.80 12.00

83.0 0
1570 1g50 2130 256.0 m/z 59.95 85.86%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
T T
43.0 11.40 11.60 11.80 12.00
m/z 57.00 73.95%
5000 129.0
185.0 228.0
| |
ol bl ML M ez, L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B B
43.0 73.0 11.40 11.60 11.80 12.00
m/z 41.00 65.33%
5000 129.0 WL
0.1.5.'?....,... e e A EEEEE e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .64 6.58 ng 450117 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octacosane 394 C28H58 000630-02-4 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 2134 (14.639 min): BF113086.D (-2131) (-) m/z 57.00 100.00%
57.0
5000
990 " 440 1460 1480 15,00
141.1 . . . :
| — ,I. L ll L1 160211 1 2641 30813431 4011 Thazz71.00  67.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 LI LN I BRI B
mmmmmmmm
99.0 m/z 43.00 61.20%
0l15.9 ] ,| | 141.0 1830 2250  296.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #175557: Tetracosane
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.00 53.56%
99.0
oL ||, 141.0 183.0 225.0 267.0 338.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #117637: Nonadecane B B
57.0 14.40 14.60 14.80 15.00
m/z 41.00 20.21%
5000
9.0
0 1l | 1410 183.0 268.0
m/z--> 55 160 1éo 260 2%0 360 350 400 4%0 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 9.51 ng 650406 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2189 (14.962 min): BF113086.D (-2184) (-) m/z 57.00 100.00%
57.0
5000
99.0 UL AR SN S
149.0 14.60 14.80 15.00 15.20
ol ll Loyl 183121309 2521 S07.1387.2 4002 n/5771 00 73.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 U DN DAL L DU
mmmmmmmm
m/z 43.00 60.14%
27,0 99.0 169.0
0 1 l l'4'l}§5}1' = 1T ~2EE rrrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.00 52.64Y%
99.0
o 27J'°.L .y ’ | | 1410 1830 224,0254.0
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #141426: Heneicosane AN R e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.32%
5000
99.0
. 27‘0‘ | i ,\ | 1410 183.0 2250 266.0296.0
m/z--> 50 100 1%0 260 250 360 350 460 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.71 10.47 ng 715646 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2316 (15.709 min): BF113086.D (-2312) (-) m/z 57.00 100.00%
57.0
5000 85.0 /A\_,\L,/\
13.0 15.40 15.60 15.80 16.00
4111691 : : : .
ol A ]1 A I1601197.1225 2571 2911 32313652 77 71_00  67.31%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 U A SN U DR
mmmmmmmm
m/z 43.00 58.88%
. 2001 ) | pso 141.0169.0197.0225,02530 29503280 _ 3670
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 15.40 15.60 15.80 16.00
5000 ‘ m/z 85.00 49 .98%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #152416: Tridecane, 1-iodo- L m S e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 19.89%
5000 85.0 \“j\av\*mrwmuwj\WJM\VLV~WWMJ\
28.0
183.0
oL ,‘. A L S 1o S e
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.18 7.74 ng 529154 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
Abundance Scan 2396 (16.180 min): BF113086.D (-2391) (-) m/z 57.00 100.00%
5%.0
990 15,80 16.00 16.20 16140
41.1 - : . .
oL ML hL iy 29, 1830 2380 2192 w3132 4103 oy G6n g 13n
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 RV BARRE B
15. 80 16. oo 16 20 16.40
99.0 m/z 43.00 57.49Y%
0 ZGIO.\ Ly 140 1830 2250 2630
m/z--> 55 160 1éo 200 250 300 3éo 460
Abundance #100330: 2-Bromo dodecane
57.0
15,80 16.00 16.20 1640
5000 m/z 85.00 50.89%
} 99.0 1
o280l L || { 11350 | 248.0
m/z--> 55 100 1éo 260 2éo 360 3éo 460
Abundance #105885: Octadecane A e B s B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.66%
5000 /\N/k\dkwwﬁaw/\“MymAM“wwvwmA
99.0
oL280) | | ‘l}MORMZﬂﬁMO
m/z--> 55 100 1éo 260 2éo 360 350 460 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113086.D

Aca On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample : K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.73 3.56 ng 243364 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2490 (16.733 min): BF113086.D (-2485) (-) m/z 57.00 100.00%
57.0
5000 ’w/\\AW
990 163 1660 1680 17,00
155.11859  234.0263.1 296.1 : : : :
o 340.9 m/z 71.00 64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 USRNSSR U SRR
16.40 16.60 16.80 17.00
m/z 43.00 59.80%
0‘
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.00 58.77%
99.0
0 27“.0“ ' - : 114%[.0‘ e 225.0254.0 \'VWJM
m/z--> 55 160 1%0 260 2%0 360 3éo '
Abundance #209565: Octacosane e EREmEmEE T
57.0 16.40 16.60 16.80 17.00
m/z 55.00 25.32%
5000
99.0
JZ10L | L4 1410 1830 zms0  amo  soro amao
m/z--> 55 160 150 260 250 360 3éo ' 16h0 1&60 1&%0 1foo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031819\
Data File : BF113086.D

Acq On : 18 Mar 2019 13:21

Operator : JU/SJ

Sample - K1933-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 71.0 ng 4008080 1 6.73 1129280 20.0
n-Hexadecanoic acid 11.78 14.9 ng 1294230 4 11.24 1743460 20.0
Heneicosane 14 .64 6.6 ng 450117 6 15.27 1367570 20.0
2-Bromo dodecane 14 .96 9.5 ng 650406 6 15.27 1367570 20.0
Hexacosane 15.71 10.5 ng 715646 6 15.27 1367570 20.0
Nonadecane 16.18 7.7 ng 529154 6 15.27 1367570 20.0
Nonadecane, 9-met... 16.73 3.6 ng 243364 6 15.27 1367570 20.0
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