LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 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 4.881 472 475 481 rBV 14827 14910 1.49% 0.149%
2 5.304 543 547 559 rBV 486478 468593 46.98% 4 .669%
3 6.334 718 722 730 rBV 592091 498578 49.99% 4.968%
4 6.469 741 745 748 rBV 658766 509780 51.11% 5.079%
5 6.704 781 785 788 rBV 953664 738068 74.00% 7 .354%
6 6.857 808 811 815 rBV 465102 400397 40.14% 3.989%
7 7.257 876 879 883 rBV 337541 296576 29.73% 2.955%
8 7.986 999 1003 1006 rBVY 1208512 941713 94.42% 9.383%
9 9.057 1182 1185 1189 rBV 691302 596404 59.80% 5.942%
10 9.451 1249 1252 1256 rBV 136610 115736 11.60% 1.153%

11 9.733 1297 1300 1304 rBV2 1189906 997409 100.00% 9.938%
12 10.516 1429 1433 1439 rBV 346192 280380 28.11% 2.794%
13 11.210 1547 1551 1554 rBV 1062734 905654 90.80% 9.024%

14 11.233 1554 1555 1558 rVvVv 60478 33019 3.31% 0.329%
15 11.286 1562 1564 1567 rVB 16255 13432 1.35% 0.134%
16 11.739 1639 1641 1644 rBV 14570 14275 1.43% 0.142%
17 11.822 1652 1655 1657 rBV 23980 22078 2.21% 0.220%
18 12.257 1726 1729 1732 rBV 11619 13259 1.33% 0.132%
19 12.339 1741 1743 1748 rBvV4 10453 11806 1.18% 0.118%

20 12.416 1753 1756 1760 rBV 176239 139726 14.01% 1.392%

21 12.639 1789 1794 1800 rBV 160660 166220 16.67% 1.656%
22 12.786 1816 1819 1823 rBV 466497 425548 42.67% 4.240%

23 12.863 1827 1832 1835 rBV2 13185 20322 2.04% 0.202%
24 12.969 1848 1850 1855 rVB 27411 29174 2.92% 0.291%
25 13.039 1855 1862 1864 rBV2 43089 46726 4.68% 0.466%
26 13.074 1864 1868 1870 rBV2 25919 27501 2.76% 0.274%
27 13.198 1886 1889 1891 rVB 16004 13606 1.36% 0.136%
28 13.380 1917 1920 1925 rBV2 28193 32077 3.22% 0.320%
29 13.580 1951 1954 1957 rBV3 18784 27201 2.73% 0.271%
30 13.704 1973 1975 1980 rVB3 31374 32903 3.30% 0.328%
31 13.833 1992 1997 2000 rBV 817849 804674 80.68% 8.017%
32 14.021 2026 2029 2031 rVB 36985 32370 3.25% 0.323%
33 14.321 2078 2080 2083 rBV 31280 29965 3.00% 0.299%
34 14.621 2128 2131 2136 rBV2 62118 77703 7.79% 0.774%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.839 2164 2168 2171 rBV 73067 117627 11.79% 1.172%

36 14.933 2181 2184 2191 rVB2 86554 99248 9.95% 0.989%
37 15.121 2213 2216 2219 rVB 48788 54302 5.44% 0.541%
38 15.174 2222 2225 2230 rVB 63008 73492 7.37% 0.732%
39 15.233 2231 2235 2239 rBV 522760 606136 60.77% 6.039%
40 15.286 2242 2244 2248 rVB 73338 71295 7.15% 0.710%

41 15.686 2308 2312 2316 rBVY 76115 114537 11.48% 1.141%
42 16.151 2388 2391 2401 rVB3 69742 122129 12.24% 1.217%

Sum of corrected areas: 10036549
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

Abundance TIC: BF109233.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 13.81 ng 509780 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 745 (6.469 min): BF109233.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 9%.1 Tk 640 6k0 650
0 B E e m/z 68.10 41 .50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBERAREE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 32.18%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
i N B
6.20 6.40 6.60 6.80
5000 m/z 66.00 26.36%
70.
1m0, w0 | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.05%
74.0
116.0
5000 98.0
SIS VI Y Y ST U 1
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 : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 3 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.56 ng 77703 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 89
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 89
3 Nonadecane 268 C19H40 000629-92-5 76
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 68
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 2131 (14.621 min): BF109233.D (-2128) (-) m/z 57.05 100.00%
57.0
5000
| "' 14.40 14.60 14.80 15.00
ol m/z 71.10 74 .42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L B B BULLILN B
mmmmmmmm
m/z 43.10 71.07%
o Il ﬂ L 141.0 183.0 225.0 267.0 3090 3510 437.0
m/z--> 55 100 150 260 250 360 3%0 460 !
Abundance #129499: Nonadecane, 9-methyl-
57.0
"' 14.40 14.60 14.80 15.00
5000 m/z 85.10 52.82%
99.0 140.0
o Jl‘J L 1830 220.0_267.0
m/z--> 55 160 150 260 250 360 3%0 460 !
Abundance #117637: Nonadecane RS EmmEs o L
57.0 14.40 14.60 14.80 15.00
m/z 55.05 27 .12%
5000
99.0
0 \‘\ \I l J | 1410 1830 2680
m/z--> 50 1(')0 1&'30 200 250 3(')0 3&1;0 4(')0 ! 14'40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 4 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.93 3.27 ng 99248 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 49
3 Hexacosane 366 C26H54 000630-01-3 49
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 49
5 2-methyloctacosane 408 C29H60 1000376-72-8 49

Abundance Scan 2183 (14.927 min): BF109233.D (-2181) (-) m/z 57.10 100.00%
57.1
85.1
5000
1131 1511 18405951 202821 3161 14.60 14.80 15.00 15.20
ob——d P VRSO Y vt m/z 71.10 79.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 R N IR BRI UGS
14.60 14.80 15.00 15.20
113.0 m/z 43.10 57.74%
23D ] A40169.0197.0225.0253,0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 52.60%
85.0
29.0 113.0
oLl Ly | 771410 188.0211,0230.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LI L I
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.16%
5000 85.0
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.35 ng 71295 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 89
3 Tetracosane 338 C24H50 000646-31-1 76
4 1-lodoundecane 282 C11H23l1 004282-44-4 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2245 (15.292 min): BF109233.D (-2242) (-) m/z 71.10 100.00%
43.1
5000
2281 2701 3221 15,00 15.20 15.40 15.60
(o} m/z 57.10 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000 LI I UL IS UL
15.00 15.20 15.40 15.60
29.0 m/z 85.10 63.33%
: 113.0
ol I I nl | 141.0169.0 197.0 240.0
m/z--> 20 40 60 85 1601201401601802002202402602803003503&0
Abundance #117637: Nonadecane
57.0
o5 o 15,00 15.20 15.40 15.60
5000 : m/z 43.10 60.97%
29.0
ol \“Fﬁmmm%mm 268.0
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175559: Tetracosane AR EEREE L
57.0 15.00 15.20 15.40 15.60
m/z 99.10 27 .88%
85.0
5000
. 2900 1 || 18014101690 1970 22502530 338.0
m/z--> 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 6 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.78 ng 114537 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2313 (15.692 min): BF109233.D (-2308) (-) m/z 57.10 100.00%
57.1
5000
o 1540 15160 1580 1600
1401 175 12111 259.0 .1327.0 : : : 2
0....|-, L Al AP 201520 Twsz 71.05 77.47%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LI IS B SUMRLN B
1540 15.60 15.80 16.00
99.0 m/z 43.10 61.16%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 51.57%
‘ ‘ 0 239.0
0 Lhd ]y 140 1830 269.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane AR EEREE L
57.0 15.40 15.60 15.80 16.00
m/z 55.00 25.33%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109233.D

Aca On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 7 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.15 4.03 ng 122129 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexacosane 366 C26H54 000630-01-3 74
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2391 (16.151 min): BF109233.D (-2388) (-) m/z 57.10 100.00%

51.1

154.2183.1 300.0357 1 356.2 15.80 16.00 16.20 16.40

226.0953.1

(0} m/z 71.10 78.03%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 LA L L L L L B
15. 80 16. 00 16. 20 16.40
m/z 85.10 62.05%
113.0
0 \ I | [ 1410 183.0211.0239.0267.0296.0
—— et
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
R e e N REERE
15.80 16.00 16.20 16.40
5000 85.0 m/z 43.10 61.28%
29.0
. | I N 813014101690197022502530 296.0
—— . b T
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane R B .
57.0 15.80 16.00 16.20 16.40
m/z 83.10 26.92%
0% i jkhvaAW“*ww/\waMwwww¢~¢~
29.0 13.
0 \‘ ! I \ i Hfl J‘ I141 0169 0197 0226 °
L B e e e e B e e A L e B R e e N REERE
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109233.D

Acq On : 22 Sep 2018 20:35

Operator : JU/SJ

Sample : JA4777-23 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 13.8 ng 509780 1 6.70 738068 20.0
Hentriacontane 14.62 2.6 ng 77703 6 15.23 606136 20.0
Eicosane 14.93 3.3 ng 99248 6 15.23 606136 20.0
Heptadecane 15.29 2.4 ng 71295 6 15.23 606136 20.0
2-methyloctacosane 15.69 3.8 ng 114537 6 15.23 606136 20.0
Heptadecane, 2,6,... 16.15 4.0 ng 122129 6 15.23 606136 20.0
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