LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J4700-04 082818-SIDIF-)F-U-S
ALS Vial : 25 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-BF083018 .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

5.225 488 491 501 rBV 21872 36124 1.00% 0.179%
5.678 560 568 583 rBv2 50778 291212 8.07% 1.447%
rBv 85284 320423 8.88% 1.592%
6.772 751 754 789 rvV 620291 1517478 42.04% 7.540%
7.001 789 793 815 rvv 229771 564678 15.65% 2.806%
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7.154 815 819 851 rvB 1577960 2173588 60.22% 10.799%
7.566 885 889 912 rBV 968817 1777315 49.24% 8.831%
rBv 343645 665881 18.45% 3.308%
9.354 1189 1193 1219 rBV 3150225 3609288 100.00% 17.933%
9.742 1256 1259 1278 rBV 246589 357884 9.92% 1.778%
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11 10.042 1306 1310 1330 rVB 605306 775363 21.48% 3.852%
12 10.695 1418 1421 1432 rBV 67564 62166 1.72% 0.309%
13 10.836 1441 1445 1469 rBV 932317 1413005 39.15% 7.020%
14 11.536 1561 1564 1585 rBV 574990 824816 22.85% 4.098%
15 13.118 1829 1833 1850 rBV 2975268 3317939 91.93% 16.485%

16 13.660 1922 1925 1928 rBV 54763 47828 1.33% 0.238%
17 13.989 1978 1981 1983 rBV 61528 53949 1.49% 0.268%
18 14.030 1983 1988 1999 rVvB2 59803 140074 3.88% 0.696%
19 14.189 2011 2015 2026 rBV 749941 872669 24.18% 4 _.336%

20 14.307 2032 2035 2039 rBV 85213 73353 2.03% 0.364%
21 14.612 2084 2087 2094 rBV 87297 86057 2.38% 0.428%
22 14.936 2138 2142 2146 rBV 85735 88970 2.47% 0.442%
23 15.018 2152 2156 2160 rBV 42316 48541 1.34% 0.241%
24 15.295 2199 2203 2208 rBV 80652 89732 2.49% 0.446%
25 15.706 2268 2273 2275 rBV 65253 90713 2.51% 0.451%
26 15.748 2275 2280 2292 rVB 437428 676637 18.75% 3.362%
27 16.171 2347 2352 2358 rBV 57590 88913 2.46% 0.442%
28 16.718 2440 2445 2452 rBV 32990 62260 1.72% 0.309%
Sum of corrected areas: 20126856
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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\BF083018\

BF108664.D

31 Aug 2018 2:10

JussJ

J4700-04

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

082818-SIDI-F-U-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10

Operator : JU/SJ

ﬁ?ggle i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 2

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

6.77 53.75 ng 1517480 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108664.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 [L
40,0 o1 J 540 650 680 700 7.0
01 R e L m/z 68.10 44 _35%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000

6.40 6.60 6.80 7.00 7.20

33.0 105.0 m/z 134.00 33.35%
51.0 700 86.0
01 B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T T
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 28.79%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.25%

5000
104.0
66.0

m/z--> 20 40 60 80 100 120 140 160 180 6. 40 6.60 6. 80 7.00 7. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10

Operator : JU/SJ

ﬁ?ggle i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.03 3.21 ng 140074 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 86

Abundance Scan 1988 (14.030 min): BF108664.D (-1983) (-) m/z 55.00 100.00%

5.0 83.0

5000

13.80 14.00 14.20 14.40
m/z 83.05 89.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000
13.80 14.00 14.20 14.40

m/z 43.10 77 .45%

29.0

o 167.0 196.0 238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0 83.0

13.80 14.00 14.20 14.40
m/z 97.10  73.56%

5000
29.0
0 5 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0 83.0 13.80 14.00 14.20 14.40
m/z 69.10 72.97%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10

Operator : JU/SJ

ﬁ?ggle i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.94 2.04 ng 88970 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 87
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 2143 (14.942 min): BF108664.D (-2138) (-) m/z 57.10 100.00%

57.1
5000

N

14.60 14.80 15.00 15.20

l ‘ l| i 1551 191.0221.1 282.0

Oty L B A o o B e e o e e B | m/z 43.10 59.64%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 T[T I T[T rrr[rrrrprrror
14.60 14.80 15.00 15.20
99.0 m/z 71.10 56.47%
o 27‘r0| gy L 141 0 183. 0 2250 281.0 337.0  394.0
i T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
AR ER RS RS s S
14.60 14.80 15.00 15.20
5000 m/z 85.10 38.50%
27,0 990 1410
0 N 183.0 225.0 267.0 323.0 380.0
....,....,....,.... I e e B e e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 25.00%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
et e e e e e R e o e S Emaa
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10

Operator : JU/SJ

ﬁ?ggle i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.65 ng 89732 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2202 (15.289 min): BF108664.D (-2199) (-) m/z 57.05 100.00%
57.0
5000
99.1 L I U IR AR
| 141.1 207.1 252.1283.1 15.00 15.20 15.40 15.60
ob——ipl, "",,, m/z 43.10 67.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LI B SUMRL UL B
15.00 15.20 15.40 15.60
99.0 m/z 71.10 58.48%
oL 270 ||JJMW:m02%O%m%M
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 41 .45%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #105884: Octadecane i B e S et
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22 .20%
5000
99.0
o 270} | |y . 1410 183.0 225.0254.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108664.D

Aca On : 31 Aug 2018 2:10

Operator : JU/SJ

ﬁ?ggle i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.63 ng 88913 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2352 (16.171 min): BF108664.D (-2347) (-) m/z 57.05 100.00%

57.0

-

5000
991 Trrrrr|yrrrr|yrrrr|yrrrrJ[r
l [ 1410 2070 2820 15.80 16.00 16.20 16.40
Ottt ....,...Hﬂ....,.”2,....,....,...., m/z 43.10 60.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L L L B
15.80 16.00 16.20 16.40
99.0 m/z 71.10 53.91%
ol Il 1) 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
L e e o e o T LA A e e e e L B it
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
T T

15.80 16.00 16.20 16.40

5000 m/z 85.05 40.88%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
N e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane LB B R A e
57.0 15.80 16.00 16.20 16.40

m/z 55.05 22 .69%

5000

99.0
| | |y, 141.0 183.0 225.0 281.0 337.0 394.0

A S SN

m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083018\

Data File : BF108664.D

Acg On : 31 Aug 2018 2:10

Operator : JU/SJ

3?22'6 i J4700-04 082818-SIDI-F-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.77 6.77 53.8 ng 1517480 1 7.00 564678 20.0
1-Heneicosanol 14.03 3.2 ng 140074 5 14.19 872669 20.0
Octacosane 14 .94 2.0 ng 88970 5 14.19 872669 20.0
Heneicosane 15.29 2.6 ng 89732 6 15.75 676637 20.0
Hentriacontane 16.17 2.6 ng 88913 6 15.75 676637 20.0
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