LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\

Data File : BF113839.D

Aca On > 19 Apr 2019 1:48 Instrument :

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

3?22'6 : K2197-11 2X CL-01-041619-D

ALS Vial : 23 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-BF041819.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 2.175 12 15 20 rvB 21309 26118 1.35% 0.130%
2 5.510 578 582 585 rBVY 1599443 1343139 69.30% 6.682%
3 6.510 748 752 755 rBVY 1646653 1306337 67.40% 6.499%
4 6.663 774 778 781 rBVY 1666315 1389127 71.67% 6.911%
5 6.898 814 818 821 rVB 1060268 857681 44.25% 4_.267%
6 7.051 841 844 848 rVB 1375289 1085945 56.03% 5.403%
7 7.445 907 911 915 rBV 887176 741780 38.27% 3.690%
8 8.175 1031 1035 1039 rBvV 1213591 985333 50.84% 4.902%
9 9.251 1214 1218 1221 rBVY 1701956 1426523 73.60% 7.097%
10 9.639 1281 1284 1287 rBV 165114 119976 6.19% 0.597%

11 9.928 1330 1333 1337 rVvB 1231113 1078402 55.64% 5.365%
12 10.710 1462 1466 1470 rBV 1171320 988437 51.00% 4.918%
13 11.410 1582 1585 1588 rBV 1485046 1307223 67.44% 6.504%
14 11.433 1588 1589 1593 rVV 256294 156100 8.05% 0.777%

15 11.486 1593 1598 1601 rVB 66424 60753 3.13% 0.302%
16 11.916 1667 1671 1672 rBV 40116 41132 2.12% 0.205%
17 11.939 1672 1675 1680 rvv2 217198 232213 11.98% 1.155%
18 11.986 1680 1683 1686 rvv2 32185 36178 1.87% 0.180%
19 12.022 1686 1689 1692 rVV 69373 84533 4_36% 0.421%
20 12.045 1692 1693 1696 rVB 38028 24305 1.25% 0.121%
21 12.204 1718 1720 1722 rBV 30012 28574 1.47% 0.142%
22 12.463 1760 1764 1767 rBV 38833 44185 2.28% 0.220%
23 12.498 1767 1770 1772 rVV3 27900 36464 1.88% 0.181%
24 12.545 1775 1778 1782 rVB2 24682 28662 1.48% 0.143%

25 12.622 1788 1791 1794 rBV 505744 412890 21.30% 2.054%

26 12.722 1804 1808 1810 rBV2 85196 86972 4._.49% 0.433%
27 12.851 1824 1830 1833 rBV 405562 433820 22.38% 2.158%
28 12.992 1850 1854 1858 rVB 2365074 1938214 100.00% 9.643%
29 13.180 1879 1886 1888 rBV2 61739 106011 5.47% 0.527%
30 13.239 1894 1896 1900 rVB2 34306 31910 1.65% 0.159%

31 13.280 1900 1903 1906 rBVZ2 47712 53579 2.76% 0.267%
32 13.886 2003 2006 2011 rBV2 287429 285517 14.73% 1.421%
33 14.045 2028 2033 2036 rBV 1692521 1707102 88.08% 8.493%
34 14.068 2036 2037 2043 rVB 214101 150750 7.78% 0.750%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF041819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.521 2112 2114 2118 rVB3 140803 118390 6.11% 0.589%
36 15.174 2223 2225 2232 rVB2 177048 229980 11.87% 1.144%

37 15.515 2279 2283 2287 rBV 804520 951743 49.10% 4_.735%
38 16.010 2364 2367 2371 rVB 131104 163719 8.45% 0.815%

Sum of corrected areas: 20099717

8270-BF041819.M Fri Apr 19 17:16:35 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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: BF113839.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 unknown6.66 Concentration Rank 1

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

6.66 32.39 ng 1389130 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
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-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF113839.D (-774) (-) m/z 132.00 100.00%
5000 68
20 54 % J 640 6.60 6.80 7.00
o e Ly W | w/z 68.00 44.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.60%
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
640 6.60 680 7.00
5000 67 m/z 66.00 27.98%
41 97
53
R N
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I e o S NREE e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 17.10%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SR | OO0
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.55 ng 232213 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 89
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
Abundance Scan 1675 (11.939 min): BF113839.D (-1672) (-) m/z 192.00 100.00%
192
43 60
5000
11'60 11.80 12.00 12.20
ol il m/z 73.00 74 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 T ---¥“T--- UL
nmnmnmnm
213 m/z 60.00 55.81%
. || L 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl-
192
11'60 11.80 12.00 12.20
5000 m/z 43.05 54_17%
ol15 395 70 | | 115 130152" J °178 I
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 250 250 2éo
Abundance #54734: Anthracene, 2-methyl- T
192 nmnmnmnm
m/z 191.00 52.88%
5000
3 96 165
o 63 8" 115 130152 | WM
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 220 250 2éo 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.35 ng 285517 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 99
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 2007 (13.892 min): BF113839.D (-2003) (-) m/z 57.05 100.00%
7
5000 'AﬁvjkwwAhywnJkiﬂmﬂdwwAmy~r
SRR SR SR B
139, 181 202 13.60 13.80 14.00 14.20
o 157 249 270290 324342 7> 83.10 98 10%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 SRR SR SR B
13.60 13.80 14.00 14.20
29 m/z 97.10 87 .33%
0 167 195 292 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 69.05 85.70%
29
0 I J‘ || J\ | JL 1?9 167 106 238 266 294 M‘LW
m/z--> 50 100 150 200 250 300 350
Abundance #58277: Cyclotetradecane I EAmEmEEE RS
55 13.60 13.80 14.00 14.20
m/z 43.00 78 .99%
83
5000
29 } 111
196
0,,\J,,Il,‘,‘,\},JIJw,h,l?Q T e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 4.83 ng 229980 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 87
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 2224 (15.168 min): BF113839.D (-2223) (-) m/z 57.10 100.00%
57
85
5000
113 141 160 211 2426500 20 347 a0r 309 apg || 140 1500 1520 1540 "
ol , " ﬂ“ it W 2800 SRS IR WS Tw/z 71.10  94.82%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
5000 U S DA BRI B B
mmmmmmmm
m/z 85.10 63.00%
29
ol J / ‘1?11169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 460
Abundance #194493: Hexacosane
57
14,80 15.00 15.20 15.40
5000 85 m/z 43.10 61.04%
. 29| } | | M2 141 160 107 205 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #184946: Hexadecane, 1-iodo- L BT o e
57 14.80 15.00 15.20 15.40
m/z 55.00 26.78%
85
5000
225
113
L2 L 10 16 | 352
LR FLLELEL L L L DL L DL L L DL DL AR AR AR A
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113839.D

Aca On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.44 ng 163719 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2367 (16.010 min): BF113839.D (-2364) (-) m/z 57.10 100.00%
57
85
5000
111 1 1600 1890 18 40
141 169 05 295 361 15.60 15.80 16.00 16.20 16.40
0 ..J,I.J ) || Ll iy, 200 238 200 29> 328 S0 M024%0 1 Twsz 71.10  80.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85 AR AR R AR B
15. 60 15. 80 16. oo 16. 20 16 40
29 13 14y 282 m/z 43.10 63.01%
169 197
0.'[‘],1. Jllll ‘.'...'ll122'.5‘.2|5:.3..'.l....l....l....
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
15,60 15.80 16.00 16.20 16.40
5000 a5 m/z 85.10 60.77%
29
o ‘ J | ) 113 141 169 197 205 253 281 300 337 365 394 A]\M\AVMM,NMH/\L\Awu~w,“h«wj
m/z--> 50 160 1%0 260 250 360 3%0 460
Abundance #117638: Nonadecane A EEE TS
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.35%
5000 85
29
0 \‘ ‘} J J J \J 13 141 169 197 225 268
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3&'30 4(|)O 15. 60 15. 80 16. oo 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041819\
Data File : BF113839.D

Acq On : 19 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-11 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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 .66 6.66 32.4 ng 1389130 1 6.90 857681 20.0
n-Hexadecanoic acid 11.94 3.5 ng 232213 4 11.41 1307220 20.0
Cyclotetracosane 13.89 3.4 ng 285517 5 14.05 1707100 20.0
Heneicosane 15.17 4.8 ng 229980 6 15.52 951743 20.0
Eicosane 16.01 3.4 ng 163719 6 15.52 951743 20.0
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