LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 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-BF091319.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 5.434 566 569 584 rBV 93225 117868 33.80% 3.823%
2 6.451 739 742 752 rBV 99370 134294 38.51% 4 .356%
3 6.581 761 764 779 rVB 157263 152070 43.60% 4.933%
4 6.810 799 803 814 rBV 294016 283252 81.22% 9.188%
5 6.963 826 829 844 rVB 132749 123554 35.43% 4.008%
6 7.375 896 899 913 rBV 46885 75211 21.56% 2.440%
7 8.092 1017 1021 1037 rBV 311221 348768 100.00% 11.313%
8 9.163 1200 1203 1216 rBV 160574 150010 43.01% 4 .866%
9 9.557 1267 1270 1279 rBB 24756 24060 6.90% 0.780%
10 9.845 1315 1319 1328 rBVY 348420 326718 93.68% 10.598%
11 10.633 1450 1453 1462 rBB 45125 49668 14.24% 1.611%
12 11.327 1568 1571 1581 rBvV 260210 268436 76.97% 8.707%
13 11.851 1658 1660 1666 rBvV3 7580 11321 3.25% 0.367%
14 12.410 1753 1755 1761 rBvV6 5083 7963 2.28% 0.258%
15 12.557 1771 1780 1781 rBvV7 4154 8689 2.49% 0.282%
16 12.786 1815 1819 1823 rBV5 8283 13115 3.76% 0.425%
17 12.910 1837 1840 1846 rVB 153704 137912 39.54% 4_473%
18 12.957 1846 1848 1849 rBvV2 3802 3677 1.05% 0.119%
19 12.998 1853 1855 1856 rBv2 5804 4573 1.31% 0.148%
20 13.092 1867 1871 1873 rBV5 6565 8311 2.38% 0.270%
21 13.168 1882 1884 1885 rBV2 5611 3956 1.13% 0.128%
22 13.280 1901 1903 1904 rBV2 6850 4600 1.32% 0.149%
23 13.333 1910 1912 1914 rBV2 7520 7661 2.20% 0.248%
24 13.974 2017 2021 2025 rBV 244605 244566 70.12% 7.933%
25 14.427 2096 2098 2102 rBV 28621 29239 8.38% 0.948%
26 14.727 2147 2149 2152 rVB 44747 41461 11.89% 1.345%
27 15.057 2202 2205 2210 rVB 75065 89822 25.75% 2.914%
28 15.427 2264 2268 2273 rVB2 204028 264162 75.74% 8.569%
29 15.851 2336 2340 2346 rVB 61816 90226 25.87% 2.927%
30 16.339 2419 2423 2429 rVB3 33725 57743 16.56% 1.873%

Sum of corrected areas: 3082906
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF117289.D

Aca On : 1 Oct 2019 20:56
Operator : JU

Sample - K4946-04 5X

Misc :

ALS Vial : 12

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.58 Concentration Rank 1

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

6.58 10.74 ng 152070 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (6.581 min): BF117289.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 || 8.0 %l'o 6.0 6.20 6.40 6.60 6.80 7.00
SR T 1| A~ RSN N | - m/z 68.00 45.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR S IS LS
6.20 6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 30.47%
60.0 0.0 | 115.0
miz--> T % 50 0 70 8 %0 100 10 130 10 10
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
620 6.40 6.60 6.80 7.00
5000 97.0 m/z 66.00 26.18%
70.0
31.0
| M0 % | L eso | meo |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 18.22%
5000 67.0
41.0 97.0
‘ 20.0 117.0
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.39 ng 29239 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Heptadecane 240 C17H36 000629-78-7 76
3 Eicosane 282 C20H42 000112-95-8 59
4 Oxalic acid. 6-ethvloct-3-vl hep... 328 C19H3604 1000309-34-5 59
5 2-lodomethyl-5-methyltetrahydrof... 226 C6H1110 019056-49-6 30
Abundance Scan 2098 (14.427 min): BF117289.D (-2096) (-) m/z 71.10 100.00%
711
43.1
5000
" 14:20 14.40 14.60 14.80
m/z 57.05 90.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83027: Hexadecane
57.0
5000 . LI S UL B B
14.20 14.40 14.60 14.80
29.0 m/z 85.05 76 .59%
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane
57.0
" 14:20 14.40 14.60 14.80
m/ 43.10 60.74Y%
5000 85.0 z 0
29.0
Ll 1130 141.0 169.0 196.0 2400
IR AR A S DA D B S S S DA SR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane R mEEEE RS S
57.0 14.20 14.40 14.60 14.80
m/z 55.00 47 .86%
5000
85.0
29.0
Lo so 14;0 169.0 197.0 225.0 253.0 262.0
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.73 3.14 ng 41461 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 2-methvloctacosane 408 C29H60 1000376-72-8 68
3 Tetradecane 198 C14H30 000629-59-4 68
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 68
5 2-methyltetracosane 352 C25H52 1000376-72-6 64

Abundance Scan 2149 (14.727 min): BF117289.D (-2147) (-) m/z 57.05 100.00%
57.0
5000
T1571 1981 244.1277.2 3142 14.40 14.60 14.80 15.00
e : m/z 71.10 89.73%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L B UL S UL
14,40 14.60 14.80 15.00
99.0 m/z 43.00 64 .85%
|.| Iy, 140 1830 2250 267.0 3090 _ 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.00 60.22%
99.0
2wlj¢uummlmonmzmom% 365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane e B B e e A
57.0 14.40 14.60 14.80 15.00
m/z 55.00 30.60%
5000
L .lg?'o. 110 1980
mz-> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Nonadecane, 9-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.06 6.80 ng 89822 Perylene-di12 15.43

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 76
2 Hexadecane 226 C16H34 000544-76-3 76
3 Heneicosane 296 C21H44 000629-94-7 64
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
5 2-methyloctacosane 408 C29H60 1000376-72-8 64

Abundance Scan 2206 (15.062 min): BF117289.D (-2202) (-) m/z 71.10 100.00%

5000

180.1206.2232.1258.1 288.1 326.0 14.80 15.00 15.20 15.40
m/z 57.05 92.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129502: Nonadecane, 9-methyl-
57.0
85.0
5000 TT T[T T T T[T T rrrrrrr1
14.80 15.00 15.20 15.40
0
”30140016&0 m/z 85.10 68.63%
I L 211023802670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83026: Hexadecane
57.0
R N REE
14.80 15.00 15.20 15.40
5000 85.0 m/z 43.05 66.87%
29.0 113.0
‘ ] |\ ‘\ | - ! 1410169019702260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane B EERR Bam e L
57.0 14.80 15.00 15.20 15.40
m/z 55.00 26.38%
85.0
5000
29.0 113.0
NNy ‘14}01690197022502530 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.85 6.83 ng 90226 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 89
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
5 Triacontane 422 C30H62 000638-68-6 74

Abundance Scan 2340 (15.851 min): BF117289.D (-2336) (-) m/z 57.05 100.00%

57.0

5000

15.60 15.80 16.00 16.20
m/z 71.10 82.24%

154.0 180.1 226.0 254.2 289.1314.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885:; Octadecane
57.0

5000 LB L L B
8.0 mmmmmmmm

29.0 m/z 85.10 63.17%
PR A0 1410 169.0 197.0 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57.0

15.60 15.80 16.00 16.20
5000 m/z 43.00 51.95%

85.0

29.0
‘\ ‘ Ly ‘ 11301410169019702260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane I a BREmEEES
57.0 15.60 15.80 16.00 16.20

m/z 41.00 24 _96%

5000 85.0

L R0 19101690 107.0 2250 _ 2680

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 60 15. 80 16. OO 16 20

290‘
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100119\
Data File : BF117289.D

Aca On : 1 Oct 2019 20:56

Operator :© JU

Sample : K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.34 4.37 ng 57743 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 52
2 Hexacosane 366 C26H54 000630-01-3 52
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 52
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 50
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50

Abundance Scan 2423 (16.339 min): BF117289.D (-2419) (-) m/z 71.10 100.00%

71.1
5000 43.0

303.2 16.00 16.20 16.40 16.60
m/z 57.10 92.29%

141.1 181.0 21g1247.2

m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane

i

5000 85.0 T TTTT IIIIIIII IIII|
16. 00 16. 20 16 40 16.60
290 m/z 85.10 64 .64%
: 226.0
UL [T mososrez2s0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
 RBAREREmasma T
16.00 16.20 16.40 16.60
5000 85.0 m/z 43.00 48.65%
29.0 1
° “‘ ‘ Jﬂ.\ 141.0160.0197.0225 02530 _ 295.03230 _ 367.0
— " T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- R e EEAER R
57.0 16.00 16.20 16.40 16.60
m/z 69.05 24 _.10%
5000 85.0
29.0
13.0 1550
o ALy 0 B00ssopno 280 e
m/z--> 50 100 150 200 250 300 350 16. 00 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100119\
Data File : BF117289.D

Acq On : 1 Oct 2019 20:56

Operator : JU

Sample . K4946-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 .58 6.58 10.7 ng 152070 1 6.81 283252 20.0
Hexadecane 14.43 2.4 ng 29239 5 13.97 244566 20.0
Hexacosane 14.73 3.1 ng 41461 6 15.43 264162 20.0
Nonadecane, 9-met... 15.06 6.8 ng 89822 6 15.43 264162 20.0
Octadecane 15.85 6.8 ng 90226 6 15.43 264162 20.0
Octadecane, 1-iodo- 16.34 4.4 ng 57743 6 15.43 264162 20.0
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