LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108751.D

Aca On > 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 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
1 5.237 490 493 507 rBV 48217 66012 2.80% 0.373%
2 5.625 556 559 595 rBV 772264 1618784 68.67% 9.159%
3 6.625 725 729 749 rBV 749699 1695229 71.92% 9.591%
4 6.760 749 752 788 rVV 1302130 2310389 98.01% 13.072%
5 6.995 788 792 814 rVvVv 168085 463677 19.67% 2.623%
6 7.142 814 817 845 rVB 1108272 1489272 63.18% 8.426%
7 7.554 884 887 911 rBV 451722 1085268 46.04% 6.140%
8 8.272 1005 1009 1026 rBV 220820 427319 18.13% 2.418%
9 9.342 1187 1191 1206 rBVY 1569494 1931560 81.94% 10.928%
10 9.736 1254 1258 1268 rBV 290842 324672 13.77% 1.837%

11 10.031 1304 1308 1328 rBV 467560 525308 22.29% 2.972%
12 10.830 1440 1444 1472 rBV 804588 1354954 57.48% 7.666%
13 11.530 1559 1563 1577 rBV 359311 575321 24.41% 3.255%
14 13.113 1828 1832 1853 rBV 2169451 2357198 100.00% 13.337%
15 13.983 1977 1980 1982 rBV2 24939 27383 1.16% 0.155%

16 14.030 1983 1988 2001 rVB3 64998 193233 8.20% 1.093%
17 14.183 2010 2014 2024 rBV 380577 558902 23.71% 3.162%

18 14.254 2024 2026 2030 rVvVB4 28246 26104 1.11% 0.148%
19 14.295 2031 2033 2036 rBv 25466 23990 1.02% 0.136%
20 14.607 2083 2086 2091 rVB2 39892 43073 1.83% 0.244%
21 14.924 2137 2140 2143 rBV 46454 52009 2.21% 0.294%
22 15.283 2198 2201 2208 rVB2 45596 61833 2.62% 0.350%
23 15.689 2267 2270 2274 rBV 42486 56877 2.41% 0.322%
24 15.736 2274 2278 2291 rVB 186081 349571 14.83% 1.978%
25 16.160 2347 2350 2354 rVB 36913 56614 2.40% 0.320%
Sum of corrected areas: 17674552
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090418\
Data File : BF108751.D

Aca On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108751.D

Aca On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.24 2.85 ng 66012 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 494 (5.243 min): BF108751.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 LR L UL L I
| 83.0 | 5.00 5.20 5.40 5.60
Ol e e et e et || M/Z 59.10  57.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL I I
59.0 500 520 540 560
m/z 101.10 18.42%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
500 520 540 5.60
5000 m/z 58.00 15.70%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- B L B ol S
43.0 5.00 5.20 5.40 5.60
m/z 41.10 11.08%
5000
o 290 56.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108751.D

Aca On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 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 2 unknown6.76 Concentration Rank 1

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

6.76 99.66 ng 2310390 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 752 (6.760 min): BF108751.D (-749) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.1 AR AAREENARRE SRR
40.1 549 J 6.40 6.60 6.80 7.00
0 S8 S TR 2 | m/z 68.10 46.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 660 6.80 7.00
5000 m/z 66.10 30.52%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.20%
74.0
5000 98.0 116.0
Ot T ‘-‘| S -‘-““ T -“- T f‘l“- T ‘-“| T -‘H- T ?-5-80- T |]-8-9.-0- ‘VWM
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\BF090418\
Data File : BF108751.D

Aca On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 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 n-Pentadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.91 ng 193233 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 90
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90

Abundance Scan 1988 (14.030 min): BF108751.D (-1983) (-) m/z 57.10 100.00%

517.1

5000
12511551 TT T T T T TT TT T T[T T T T[T TT1T
. 195.1 239.2 2810 350.1 13.80 14.00 14.20 14.40
ol Ay Tt e T m/z 43.10 0 95.13%
m/z--> 50 100 150 200 250 300 350
Abundance #84599: n-Pentadecanol
55.0 83.0
5000 . LA L B L L L LB
111.0 13.80 14.00 14.20 14.40
m/z 55.10 76 .55%
2710 | I 1114?.0 182 02100
0 A
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55.0 83.0
R R S N EEREEE e
13.80 14.00 14.20 14.40
5000 1110 m/z 83.10 63.70%
27,0 {
oL 2Ol L L | B%p0ass0 200250
m/z--> 50 100 150 200 250 300 350
Abundance #119523: 1-Octadecanol R EEEEs
55.0 83.0 13.80 14.00 14.20 14.40
' m/z 97.10 59.01%
5000 111.0
L7l L] ‘ L oimesmomnzss
—— T T T R R S N EEREEE e
m/z--> 50 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108751.D

Aca On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.54 ng 61833 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 72
3 1-lodoundecane 282 C11H23l1 004282-44-4 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2200 (15.277 min): BF108751.D (-2198) (-) m/z 57.10 100.00%

57.1

5000
138.1 171.1 217.2 252.1 283.0 355.1 15.00 15.20 15.40 15.60
o m/z 43.10 64 .86%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LA L L L L L L
85.0 15.00 15.20 15.40 15.60
29.0 ' m/z 71.10 59.53%
o | ,|, | l 113.0141.0169.0197.0 226.0
— e T
m/z--> 50 100 150 200 250 300 350
Abundance #105890: Heptadecane, 8-methyl-
57.0
R R REREEEE R m
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 42.90%
126.0
154.0
254.0
A I O 7
m/z--> 50 100 150 200 250 300 350
Abundance #128607: 1-lodoundecane A EEmEEEEE
57.0 15.00 15.20 15.40 15.60
m/z 55.10 25.34%
5000 85.0
280 155.0
o {\\\kw | | 130 | 183.0211.0 282.0
—— e T T R R REREEEE R m
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
BF108751.D

4 Sep 2018 19:55

Ju/sJ

J4748-01

19 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

83018.M

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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 3.24 ng 56614 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 74
2 Hexacosane 366 C26H54 000630-01-3 74
3 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 72
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 72
Abundance Scan 2350 (16.160 min): BF108751.D (-2347) (-) m/z 57.10 100.00%
57.1
5000
15491911 2392 2851 15.80 16.00 16,20 16.40
ol m/z 43.10 64.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 AL AR UL AN SRR &
15,80 16.00 16.20 16.40
m/z 71.10 63.41%
0 2@@] Ll ﬂ L 141.0 183.0 2250 267.0_309.0 380.0
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #194494: Hexacosane
57.0
15.:80 16.00 16,20 16.40
5000 m/z 85.10 44 .35%
99.0
oL Ll gl ) 1410 1830 2250 267.0 3000 3660
m/z--> 50 100 150 260 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- R BE T
57.0 15.80 16.00 16.20 16.40
m/z 41.05 21.72%
5000
7.0
ol U y, 1410 183.0217.0  273.0 309.0343.0378.0 414.0
m/z--> 5'0 " 100 1&1;0 200 250 300 350 400 15.80 16.00 16.20 16.40 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108751.D

Acq On : 4 Sep 2018 19:55

Operator : JU/SJ

Sample : J4748-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
2-Pentanone, 4-hy... 5.24 2.9 ng 66012 1 7.00 463677 20.0
unknown6.76 6.76 99.7 ng 2310390 1 7.00 463677 20.0
n-Pentadecanol 14.03 6.9 ng 193233 5 14.18 558902 20.0
Hexadecane 15.28 3.5 ng 61833 6 15.74 349571 20.0
Heptacosane 16.16 3.2 ng 56614 6 15.74 349571 20.0
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