LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample = J3597-05

Misc :

ALS Vial : 43 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-BF061918 .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 5.189 482 485 492 rBV 24615 24950 2.32% 0.342%
2 5.601 551 555 565 rBB 479717 420898 39.10% 5.765%
3 6.595 721 724 733 rBV 282143 267732 24.87% 3.667%
4 6.736 744 748 751 rBV 861800 741709 68.90% 10.159%
5 6.960 782 786 789 rBV 294738 243622 22.63% 3.337%
6 7.113 808 812 816 rBV 795572 723363 67.20% 9.908%
7 7.525 877 882 885 rBV 581138 557929 51.83% 7.642%
8 8.242 1000 1004 1009 rBV 316486 267860 24.88% 3.669%
9 9.313 1182 1186 1195 rBvY 1056509 967247 89.85% 13.248%
10 9.707 1250 1253 1259 rVB 29640 28180 2.62% 0.386%
11 10.001 1299 1303 1310 rBvV 297789 263368 24.47% 3.607%
12 10.407 1370 1372 1376 rVB 16133 13170 1.22% 0.180%
13 10.795 1434 1438 1441 rBvV 603056 550689 51.16% 7.543%
14 10.883 1450 1453 1457 rBvV 13981 13642 1.27% 0.187%
15 11.489 1553 1556 1560 rBvV 299907 267569 24.86% 3.665%
16 12.960 1803 1806 1809 rBv2 12123 13685 1.27% 0.187%
17 13.077 1821 1826 1829 rBVY 1182553 1076490 100.00% 14.744%
18 13.954 1972 1975 1978 rBvV2 23004 24159 2.24% 0.331%
19 14.024 1980 1987 1998 rVB 23357 71367 6.63% 0.977%
20 14.142 2003 2007 2012 rVvVv 367279 327022 30.38% 4_479%
21 14.277 2027 2030 2033 rBV 14368 11664 1.08% 0.160%
22 14.595 2081 2084 2088 rBV2 25934 24367 2.26% 0.334%
23 14.912 2135 2138 2142 rVB 35299 32674 3.04% 0.448%
24 15.265 2194 2198 2202 rVB 37826 42141 3.91% 0.577%
25 15.683 2262 2269 2275 rBV 187499 274357 25.49% 3.758%
26 16.130 2341 2345 2351 rVB 22750 32255 3.00% 0.442%
27 16.665 2433 2436 2443 rVB4 11453 18963 1.76% 0.260%

Sum of corrected areas: 7301072
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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: BF106751.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.19 2.05 ng 24950 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 3-Hexanol 102 C6H140 000623-37-0 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 485 (5.189 min): BF106751.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S R S B
83.0 4.80 500 5.20 5.40 5.60
o)A ¥ RIS | M MM m/z 59.00 60.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 20.38%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 560
5000 310 430 73.0 m/z 58.00 16.35%
84.0 101.0
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.51%
57.0
5000
20.0 101.0
0 e ‘ 73.0 83.0
miz--> 5% % 40 %0 s0 7o 8 % 100 10 | b0 800 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.74 Concentration Rank 1

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

6.74 60.89 ng 741709 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106751.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 550 || go ™ T ok b 7o
Obrrprrrrprrrr e e 820 Ll Tm/z 134.00  33.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PP T
M0 530 o m/z 68.10 31.86%
‘ 79.0 '
0..luuuuluuuluuuu‘l.‘...|‘..‘..|.‘.‘ll‘l..U.‘l‘....luu‘..luuuulu..‘.luuul"... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 m/z 66.00 18.95%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine B R
132.0 6.40 6.60 6.80 7.00

m/z 96.10 12.69%

5000

33.0 44.0 00 105.0
| se0, 70 80 | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.38 ng 32674 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2138 (14.912 min): BF106751.D (-2135) (-) m/z 57.05 100.00%
5%.0
5000 | 85.0
41.1 1750 207.0 14.60 14.80 15.00 15.20
o....|,| I, rl'”l" i R -/ 1 B m/z 71.10 66.18%
m/z--> 50 1 o 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LR SRR BN SO B
85.0 14160 1480 15.00 15.20
120 m/z 43.00 51.74%
o 200/ | | m‘hﬁﬂ\H}4%0169°1970225°2530 295.0 366.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 85.05 44 _01%
113.0
oL 290 141.0169.0  211.0239.0267.0295.0323.0352.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.77%
85.0
5000
29.0 13.
oL L ] }4101690197022502530 296.0
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.07 ng 42141 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 2199 (15.271 min): BF106751.D (-2194) (-) m/z 57.00 100.00%
57.0
85.1
5000
UL pstaiiss me g, 15100 15,20 1540 1560
ob—— A "“'”-".!.. 7 m/z 71.05 72 .26%
m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 L B B BRI R
15.00 15.20 15.40 15.60
1130 m/z 43.00 54_77%
o220 | | [T M4101600  211.0239.0267.0295.0323.0352.0
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57.0
15,00 15,20 1540 15.60
0
5000 850 m/z 85.10 52.92%
113.0
o 29.0 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 55 160 1éo 200 250 300 3%0
Abundance #105886: Octadecane
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.17%
5000 85.0
29.0
m/z--> 55 160 150 260 250 360 3%0 1550 1520 1540 1§60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106751.D

Aca On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample : J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.13 2.35 ng 32255 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Eicosane 282 C20H42 000112-95-8 81
3 Pentacosane 352 C25H52 000629-99-2 72
4 Tetracontane 563 C40H82 004181-95-7 59
5 10-Methylnonadecane 282 C20H42 056862-62-5 59

Abundance Scan 2345 (16.130 min): BF106751.D (-2341) (-) m/z 57.00 100.00%
5%.0
99.1 A AR
| | | | | 155.1 2080 282.0 15. 80 16. oo 16. 20 16 40
ol L Pt m/z 71.05 59.72%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 U B SO UL B
15. 80 16. oo 16. 20 16 40
99.0 m/z 85.10 55.87%
o210 ‘ h i \\ | }41 -0 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 260 2éo 360 3%0 '
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 51.32%
. 27,0 B0 1410 1830 2250 2820
m/z--> B 'éol ' "160" ' 150" "260" "250" ' éoo" ' ééo" !
Abundance #185533: Pentacosane L o o o o NIV
57.0 15.80 16.00 16.20 16.40
m/z 99.10 23.86%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> §0 160 1%0 260 2éo 360 3%0 ' 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\BF062218\
Data File : BF106751.D

Acq On : 23 Jun 2018 10:50

Operator : JU/SJ

Sample - J3597-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.19 2.0 ng 24950 1 6.96 243622 20.0
unknown6.74 6.74 60.9 ng 741709 1 6.96 243622 20.0
Hexacosane 14 .91 2.4 ng 32674 6 15.68 274357 20.0
Pentacosane 15.27 3.1 ng 42141 6 15.68 274357 20.0
Octacosane 16.13 2.4 ng 32255 6 15.68 274357 20.0

8270-BF061918.M Mon Jun 25 13:34:44 2018 Page: 8



