LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On 24 Aug 2018 19:20

Operator : JU/SJ

Sample = J4581-08

Misc :

ALS Vial : 13 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-BF080818 .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 2.378 3 7 19 rVB 1014425 1374361 37.29% 4.188%
2 5.254 492 496 504 rBV 110897 144044 3.91% 0.439%
3 5.631 555 560 563 rBY 3160573 2992060 81.18% 9.117%
4 6.625 723 729 742 rBVY 3074439 3290292 89.27% 10.026%
5 6.772 749 754 757 rBVY 3372353 3206706 87 .00% 9.771%
6 6.995 789 792 796 rBV 863268 818511 22.21% 2.494%
7 7.154 815 819 823 rBVY 2535371 2288447 62.09% 6.973%
8 7.560 883 888 891 rBVY 2045481 2115007 57.38% 6.445%
9 8.283 1006 1011 1014 rBV 1162403 1022500 27.74% 3.116%
10 9.354 1188 1193 1197 rBvV 3783218 3685705 100.00% 11.231%

11 9.742 1256 1259 1265 rBV 325477 311909 8.46% 0.950%
12 10.042 1306 1310 1314 rBV2 1364604 1209119 32.81% 3.684%
13 10.836 1440 1445 1454 rBV 2553738 2454399 66.59% 7.479%
14 10.924 1457 1460 1466 rVB 37119 44643 1.21% 0.136%
15 11.536 1560 1564 1567 rBV 1391475 1225680 33.25% 3.735%

16 11.560 1567 1568 1572 rVB 92487 62953 1.71% 0.192%
17 12.042 1646 1650 1652 rBV 119526 101235 2.75% 0.308%
18 12.754 1768 1771 1775 rBV 97132 87219 2.37% 0.266%

19 12.989 1804 1811 1817 rBV2 104343 167390 4._.54% 0.510%
20 13.124 1829 1834 1837 rBV 3743503 3283157 89.08% 10.004%

21 13.330 1858 1869 1872 rBV2 68560 75628 2.05% 0.230%
22 13.671 1923 1927 1930 rBV2 106087 92859 2.52% 0.283%
23 14.001 1980 1983 1986 rBV 111181 91710 2.49% 0.279%

24 14.060 1986 1993 2006 rBV6 75695 285586 7.75% 0.870%
25 14.189 2011 2015 2018 rBV 898518 797222 21.63% 2.429%

26 14.318 2031 2037 2040 rBV 120863 112812 3.06% 0.344%
27 14.624 2085 2089 2092 rBV 115918 102106 2.77% 0.311%
28 14.948 2139 2144 2150 rVB2 110896 136726 3.71% 0.417%
29 15.277 2195 2200 2202 rBV2 24769 40729 1.11% 0.124%
30 15.312 2202 2206 2212 rVB2 87946 114034 3.09% 0.347%

31 15.742 2271 2279 2289 rBV 544855 841375 22.83% 2.564%
32 16.195 2351 2356 2362 rVB 72970 113439 3.08% 0.346%
33 16.742 2445 2449 2454 rBV3 33831 58762 1.59% 0.179%
34 17.395 2548 2560 2566 rBV6 21332 69153 1.88% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample = J4581-08

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32817478
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108472.D

3500000 6.77
5.63 6.62

3000000

7.15
2500000

7.56
2000000
1500000

1000000/ | 7.00

o - e u {

T ——— ) T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.5
Abundance TIC: BF108472.D

500000 L

3500000

3000000

10.84
2500000
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8.28
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A
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Abundance TIC: BF108472.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.38 33.58 ng 1374360 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.378 min): BF108472.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 871
| 240 250 2.60 2.70 2.80
S L PSR I N —— (N Y 52 T {0 IR /- - 7
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- ]\
73.0
5000 AR R SRR R R
43.0 2.40 2.50 2.60 2.70 2.80
" 550 87.0 m/z 55.10 30.88%
29.0
0 L A,
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 USRI A SR IR L
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 26 .44%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R Raa s
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .50%
5000 ]\
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.25 3.52 ng 144044 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 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (5.248 min): BF108472.D (-492) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
5.00 5.20 5.40 5.60
Ol 809l 830 | h77 59.10  54.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN USRS S IR
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 15.53%
0 21.0 350, | 510 || 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
500 520 540 5.60
5000 m/z 58.10 15.12%
43.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e e ma
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.77%
5000
41.0
29.0 101.0
0 o 1l].s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 78.35 ng 3206710 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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108472.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AP N SRR
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 S0 T .2 | m/z 68.10 45.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL I LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.46%
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 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.89%
0 "'M |'§{0'k”7ﬂ?"8§9"| J“" AL AL L S S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEams R EEaR
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.31%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN § U | G
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Mon Aug 27 13:14:35 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.33 ng 92859 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1927 (13.671 min): BF108472.D (-1923) (-) m/z 57.05 100.00%

571.0

5000 85.1 V\\

13.40 13.60 13.80 14.00

27.1
d f2711552 2081

o O o m/z 43.05 66.20%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 L/\\
5000 LA L L L L LB
13.40 13.60 13.80 14.00
m/z 71.10 59.62%
99.0
0 27,0 L 14101690 211.0 253.0 2950 337.0 380.0
el e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane L/\\
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 44 _45%
99.0
ol 2100 1 141.0169.0198,0226.0
L I LA e B B R B B A e e e o s e o o
m/z--> 50 100 150 200 250 300 350 b\\A
Abundance #105884: Octadecane
57.0 13.40 13.60 13.80 14.00

m/z 55.10 25.30%
5000

99.0
27,0 | 141.0169.0 211.0 254.0

0..hqu! A e Sl

m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12
R.T. EstConc Area Relative to ISTD R.T.
14 .00 2.30 ng 91710 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1983 (14.001 min): BF108472.D (-1980) (-) m/z 57.05 100.00%
57.0
5000 l
141.1 2291 13.60 13.80 14.00 14.20 14.40
o....|,l-J-ill‘.:,..18.3.2,....,....,....,...., m/z 43.10 64.31%
miz--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 AR DA B SO B

13.60 13.80 14.00 14.20 14,40
m/z 71.05 56.52%

I | J ll .l 1410 ,18?0 2250 267.0 309.0 352.0

27,0|
0F——H — B A o e e e B
m/iz--> 0 50 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T T T T
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 39.68%
99.0
0 27,0 | Ly, 10 1830 225.0 281.0 337.0 394.0
e e e e e T
m/iz--> 0 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.10 22 .27%

5000
2ﬁo ‘ 9.0

L1 [JMN1%OQM2%M%0

R S
0

50 100 150 200 250 300 350 13 60 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.06 7.16 ng 285586 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1993 (14.060 min): BF108472.D (-1986) (-) m/z 57.10 100.00%
511 83.0
5000
13,80 14.00 14.20 14.40
o} m/z 55.00 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 SR AL SR SR B
13.80 14.00 14.20 14.40
29.0 m/z 43.10 91.03%
0 |l 154.0 182.0210.0238.0  283.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
58,0
97.0 13,80 14.00 14.20 14.40
5000 m/z 83.05 83.18%
29.0
125.0
0 ‘ 153.0181.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127770: 9-Eicosene, (E)- L DL LU ELELLEL B
57.0 83.0 13.80 14.00 14.20 14.40
m/z 69.10 71.29%
5000
29.0
ob || 139.0 168.0 196.0223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .32 2.83 ng 112812 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2037 (14.318 min): BF108472.D (-2031) (-) m/z 57.10 100.00%
57.1
5000 85.0
1411 103, 0 249.1 14.00 14.20 14.40 14.60
0,,| ",*',',,1692 et || M/z 43.05  65.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 L AN SULRULA B SULA
850 1400 14.20 14.40 14.60
29.0 m/z 71.05 57.43%
L 1130 141.0 1600 197.0 2250 2530 2960
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #71393: Pentadecane
57.0
14.00 14.20 14.40 1460
0
5000 g5.0 m/z 85.05 44 _.78%
29.0
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300 t,ﬂﬂﬂmj
Abundance #59882: Tetradecane N e ectiad
57.0 14. oo 14. 20 14.40 14.60
m/z 41.05 24 .06%
5000 85.0
29.0
0 ‘\ \‘\ b \‘ 11I3 Ou 141 0 169.0 19\8 0
mz> 2 40 60 B0 100 120 140 150 180 200 230 240 260 20 360 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.56 ng 102106 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2088 (14.618 min): BF108472.D (-2085) (-) m/z 57.10 100.00%
57.1
5000
9.1 " 14140 14.60 14.80 15.00
141.1 207.1 : : : :
0....l,-.‘|.'.‘l.l| Lt A | w/z 43.10 68.73%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LB BN BRI SN B

14.40 14.60 14,80 15.00
m/z 71.10 59.22%

99.0
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
Co b - R A A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
B e =tk t
14.40 14.60 14.80 15.00
5000 m/z 85.05 40.54%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
o o e L e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane RS e et
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21.81%
5000
99.0
oL 0L 1 tl.\.}410‘ 183.0 225.0 267.0 309.0 351.0380.0
o T T T T T e T ] e T B
m/z--> 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\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.43 ng 136726 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2144 (14.948 min): BF108472.D (-2139) (-) m/z 57.10 100.00%
57.1
5000
9 A o
141.1 14.60 14.80 15.00 15.20
0....|, ilﬂ“.' aHSlo00r 2811 n/z 43.10 67.19%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 L B UL B SULRL B
14 60 14. 80 15. 00 15.20
99.0 m/z 71.10 56.13%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 55 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane
51.0 J\J
14.60 14.80 15.00 15.20
5000 m/z 85.05 41 .53%
99.0
gpL‘,Jlmmlmonmzmw%O
Oy L RN SRR UL SRR
m/z--> 50 100 150 200 250 300 350 AANJ
Abundance #129498: Nonadecane, 2-methyl- T T
57.0 14.60 14.80 15.00 15.20
m/z 55.10 28.74%
5000
99.0 MWJ
Lol a0 e 0
s B 100' AT " " A R 14,60 14.80 15.00 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.31 2.71 ng 114034 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2206 (15.312 min): BF108472.D (-2202) (-) m/z 57.10 100.00%

5000

15.00 15.20 15.40 15.60

141.1 1832 225.1

(0} m/z 43.05 65.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L L LB LB |
15.00 15.20 15.40 15.60
99.0 m/z 71.10 60.50%
ol 1y |y 1410 183.0 2250 2670 309.0 351.0 393.0 436.0
L o e e e LA e e e e e L B B et
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
T T
15.00 15.20 15.40 15.60
5000 m/z 85.10 42 _47%
99.0
o2zl 1§y 1410 183.0 2250 2810 337.0  394.0
L B o e L L e e e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane T e T
57.0 15.00 15.20 15.40 15.60
m/z 55.10 21.22%
5000
99.0
02540 4y, 141.0 183.0 2250 267.0 3230  380.0
B e B B A o o o B e e LN I B o e o o R I RERREEEE RS RSy
m/z--> 50 100 150 200 250 300 350 400 15. OO 15 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108472.D

Aca On : 24 Aug 2018 19:20

Operator : JU/SJ

Sample : J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.70 ng 113439 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2355 (16.189 min): BF108472.D (-2351) (-) m/z 57.10 100.00%
5%.1
5000 85.1
B4 01001 . 15150 16,00 1650 16140 16,60
o . F T e N m/z 43.05 62.70%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 AR R BRI
85.0 1580 16.00 16.20 16.40 16.60
120 m/z 71.10 59.27%
L 29 | f [141-0169.0197.0225.0253.0  295.0 366.0
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance #105885: Octadecane
57.0
15,80 16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 48 .19%
29.0
A ﬂl 141.0169.0197.025,0254.0
m/z--> 56 100 150 260 2%0 360 3%0
Abundance #94344: Heptadecane LSS BLELLEL B BN N
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 23.10%
5000 85.0
o 2?"9 I ﬂl3 ({141 0169.0197.0 240.0
m/z--> % 1 mo 2& ﬁ) %o 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\
Data File : BF108472.D

Acq On 24 Aug 2018 19:20

Operator : JU/SJ

Sample - J4581-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Butane, 2-methoxy... 2.38 33.6 ng 1374360 1 7.00 818511 20.0
2-Pentanone, 4-hy... 5.25 3.5 ng 144044 1 7.00 818511 20.0
unknown6.77 6.77 78.3 ng 3206710 1 7.00 818511 20.0
Heptacosane 13.67 2.3 ng 92859 5 14.19 797222 20.0
Pentacosane 14.00 2.3 ng 91710 5 14.19 797222 20.0
Heptadecyl triflu... 14.06 7.2 ng 285586 5 14.19 797222 20.0
Heneicosane 14_.32 2.8 ng 112812 5 14.19 797222 20.0
Hexacosane 14.62 2.6 ng 102106 5 14.19 797222 20.0
Octacosane 14.95 3.4 ng 136726 5 14.19 797222 20.0
Hentriacontane 15.31 2.7 ng 114034 6 15.74 841375 20.0
Octadecane 16.19 2.7 ng 113439 6 15.74 841375 20.0
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