LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On > 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 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-BF102318.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 2.269 26 31 49 rVB 316063 454173 31.35% 3.423%
2 5.187 524 527 536 rBV 41405 56993 3.93% 0.430%
3 5.575 589 593 611 rBY 1481865 1375726 94.96% 10.369%
4 6.575 759 763 784 rBVY 1386462 1448688 100.00% 10.918%
5 6.722 784 788 791 rBVY 1704345 1435710 99.10% 10.821%
6 6.951 823 827 833 rBV 470578 388429 26.81% 2.928%
7 7.104 849 853 864 rBY 1165444 1100386 75.96% 8.293%
8 7.516 919 923 937 rBV 858301 860974 59.43% 6.489%
9 8.233 1041 1045 1062 rBV 418379 447305 30.88% 3.371%
10 9.304 1224 1227 1237 rBV 1419965 1277852 88.21% 9.631%

11 9.698 1291 1294 1306 rVB 170289 153923 10.62% 1.160%
12 9.992 1340 1344 1354 rBV2 436897 412404 28.47% 3.108%
13 10.786 1475 1479 1489 rBV 677464 649286 44.82% 4._.894%
14 11.486 1594 1598 1606 rBV 390789 401851 27.74% 3.029%

15 11.986 1680 1683 1688 rBV 66826 71924 4._.96% 0.542%
16 12.704 1802 1805 1814 rVB 74501 70040 4._.83% 0.528%
17 12.774 1814 1817 1825 rBV6 15487 26403 1.82% 0.199%
18 12.939 1842 1845 1850 rVB 62096 60781 4._.20% 0.458%
19 13.068 1863 1867 1870 rBV 1263623 1070058 73.86% 8.065%
20 13.263 1896 1900 1904 rVB5 13075 19436 1.34% 0.146%

21 13.945 2012 2016 2021 rBV 107276 137764 9.51% 1.038%
22 14.133 2044 2048 2052 rBV 462345 528634 36.49% 3.984%
23 14.568 2119 2122 2127 rBV2 48019 76391 5.27% 0.576%
24 14.886 2173 2176 2179 rVB 52454 54266 3.75% 0.409%
25 15.233 2233 2235 2239 rVB 110573 111886 7.72% 0.843%

26 15.633 2300 2303 2305 rBV 64014 80798 5.58% 0.609%
27 15.662 2305 2308 2314 rVB 225931 293439 20.26% 2.212%

28 16.086 2377 2380 2388 rVB 99020 144314 9.96% 1.088%
29 16.615 2468 2470 2476 rVB2 39772 58381 4._.03% 0.440%

Sum of corrected areas: 13268215
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110565.D

1500000 5.57
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1000000
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500000 6.95
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T
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Abundance TIC: BF110565.D

1500000 9.30
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500000
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v R
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Abundance TIC: BF110565.D
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14.13
500000
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8270-BF102318.M Fri Nov 09 14:09:41 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

2.27 23.39 ng 454173 1,4-Dichlorobenzene-d4 6.95
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 31 (2.269 min): BF110565.D (-26) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.0
| 2.202.302.40 2.50 2.60 2.70
Ol b e e e e || M7z 43.05 40 23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AN NABAN AR AR AR AN R
43.0 2.202.302.40 2.50 2.60 2.70
550 87.0 m/z 55.00 28.92%
29.0
0“|“”H'“”#J“|“'w'“'w’“l“'w'“'w'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.05 26.65%
29.0 ‘
0 H ! ‘ . ‘ ‘ A \‘ ! I 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.202.302.40 2.50 2.60 2.70
m/z 41.05 13.16%
5000
45.0
29.0
0..,....,....,....,.5.5:(?,....,....,....,...1.0,1.'9.. R R RERe :r—j\P-y——y——r—,—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

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

5.19 2.93 ng 56993 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Butanol. l1-chloro- 108 C4H9CIO 001873-25-2 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 528 (5.192 min): BF110565.D (-524) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 480 5.00 520 5.40 5.60
o)A P17 NSOV | PREESEs h HSES MESS m/z 59.00 61.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R S RS SRR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 20.29%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540 560
5000 41.0 m/z 58.00 14 .84%
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ SOQ“‘ ; . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide A R
43.0 480 5.00 520 5.40 5.60
m/z 41.10 8.99%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 73.92 ng 1435710 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 788 (6.722 min): BF110565.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 540 ®0 T o8 ko 760
o} : R B m/z 68.10 40.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN AR AL LA AR

6.40 6.60 6.80 7.00
m/z 134.00 32.95%

31.0 510
o e
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.08%
41.0 97.0
‘ ‘ 117.0
oMo ge LW
miz--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl T .[}. R
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.73%

74.0

5000 98.0 116.0

M\ ‘\ L 158.0 189.0

I T
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\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.58 ng 71924 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
Abundance Scan 1684 (11.992 min): BF110565.D (-1680) (-) m/z 73.00 100.00%
43.0 730
5000 1291
213.2
9%.0 171.1192.0 256.2 11.60 11.80 12.00 12.20 12.40
o} m/z 43.05 86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 AR AR AR B
129.0 1160 11,80 12.00 12.20 12.40
‘ ‘ 970 185.0 228.0 m/z 60.00 78.17%
0..w.d“ULwhy$ m iw.mnsm.'”.}gﬁP.J“.'”....”,”..“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 730
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 55.00 71.43%
0 e e W\/L_M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid B B E e
73.0 11.60 11.80 12.00 12.20 12.40
m/z 41.05 62.02%
43.0
5000
129.0
‘ 710 2140
0 18OI‘I‘”|IIIMIM‘ H‘ h“ HM M |‘|‘ 114I9I9”” |‘||| — RRREEEEES —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 5.21 ng 137764 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 92
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 92
Abundance Scan 2015 (13.939 min): BF110565.D (-2012) (-) m/z 55.05 100.00%
5510
5000 r‘//v\//L‘/MVW
13.60 13.80 14.00 14.20
O m/z 43.10 99 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
54.0
5000 AU S SRR
13.60 13.80 14.00 14.20
m/z 57.05 97 .03%
o4 39.0 181 2240
olL.24L :
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 77 .28%
0 2600 || || | | 1390 1960 2690 3200
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R A REER R
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 65.75%
b JM/\\MJ\
169.0
0L, 260 | | ‘ki 1380 | 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.89 ng 76391 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Nonadecane 268 C19H40 000629-92-5 78
3 Pentadecane 212 C15H32 000629-62-9 60
4 Tridecane 184 C13H28 000629-50-5 53
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 2122 (14.568 min): BF110565.D (-2119) (-) m/z 57.10 100.00%
57.1
5000 85.1
b |20 1602 1921 2201 2481 2032 14.20 1440 14.60 1480
Ot m/z 71.10 57.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 85.0 L B B B SR B
14.20 14.40 14.60 14.80
29.0 m/z 43.10 51.33%
. L, Wﬁywm%mmnmﬁw
m/z--> ﬁo Jo eb 85 100 150 140 160 180 200 220 240 260 2éo 360
Abundance #117638: Nonadecane
57.0
14.20 14140 14.60 14.80
5000 85.0 m/z 85.10 47.23%
29.0
o ‘ L 11? 0 l141 0 169 o 197 0 225 0 268 0
m/z--> ﬁo Jo eb 85 100 150 140 160 180 200 220 240 260 2é0 360
Abundance #71393: Pentadecane A BT o e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 31.55%
5000 85.0
29.0
0 ‘ ‘ H Il \‘ 113 0 141 0 169 0 212 O
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 240 2('30 25';0 3(')0 ' 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.05 ng 54266 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Nonadecane 268 C19H40 000629-92-5 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 64
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 2177 (14.892 min): BF110565.D (-2173) (-) m/z 57.10 100.00%
57.1
85.1
5000

R REREEmEm s
8171 14.60 14.80 15.00 15.20

140.0 168.1 197.1 2361 2751

o

— m/z 71.10 83.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885:; Octadecane
57.0
5000 850 LRI L L LB LR B

mmmmmmmm
29.0 m/z 85.10 78.26%

] 111?0 141.0 169.0 197.0 225.0 254.0

oL ST Y SO S Y P 2 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57.0
R R R m
14.60 14.80 15.00 15.20
5000 85.0 m/z 55.10 35.83%
29.0
o 70,1410 1690 1970 2250 2680 MWA’\’“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane AR EEREE L
57.0 14.60 14.80 15.00 15.20
m/z 43.10 35.59%
5000
85.0
29.0
oh 11801410 1690 197.0 2250 253.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.09 9.84 ng 144314 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80

Abundance Scan 2381 (16.092 min): BF110565.D (-2377) (-) m/z 57.10 100.00%

51.1

99.1 R e EREE mEm e

| 141117512101 2711 3072 15,80 16.00 16.20 16.40
0---|-'L-J-Awﬁw%‘ﬁ—h%ﬂ—hﬂ+ﬂ—ﬁﬁﬂﬂ—hﬂ—f m/z 71.10 63.73%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
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Abundance #219831: Triacontane
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5000 m/z 85.10 53.70%
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Abundance #117648: Octadecane, 2-methyl- L LA
43.0 15. 80 16. 00 16. 20 16. 40
m/z 55.10 24 _28%
5000
J 85.0
127.0 169.0 225.0
S 0 0 - - S
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110718\
Data File : BF110565.D

Aca On : 7 Nov 2018 19:41

Operator : JU/SJ

Sample : J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.98 ng 58381 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 43
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 43
3 Pentadecane. 5-methvl- 226 C16H34 025117-33-3 38
4 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 38
5 Nonadecane, 3-methyl- 282 C20H42 006418-45-7 38
Abundance Scan 2471 (16.621 min): BF110565.D (-2468) (-) m/z 57.10 100.00%
57.1
5000
|| I ﬂf li3go 1841 2221 258.1284.1 ' 16.40 16.60 16.80 17.00
Obrrrprrrrrl .l...,....-,.-.'.. b bbbt bbb L Tm/z 85.05 58.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
5000 LI UL B SULRUSE IR
85.0 16.40 16.60 16.80 17.00
90,0 m/z 43.10 52 .45%
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
' 16.40 16.60 16.80 17.00
5000 m/z 71.10 49.83%
85.0
o 290 ‘ | J [0 139.0 169.0197.0 2240 253.0 287.0 317.0
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #83036: Pentadecane, 5-methyl- N B B !
43.0 16.40 16.60 16.80 17.00
m/z 41.10 29.96%
5000 85.0
113.0 1400 1680 5119

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110718\
Data File : BF110565.D

Acq On > 7 Nov 2018 19:41

Operator : JU/SJ

Sample - J5813-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
Quant Title : 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... 2.27 23.4 ng 454173 1 6.95 388429 20.0
2-Pentanone, 4-hy... 5.19 2.9 ng 56993 1 6.95 388429 20.0
unknown6.72 6.72 73.9 ng 1435710 1 6.95 388429 20.0
Tetradecanoic acid 11.99 3.6 ng 71924 4 11.49 401851 20.0
Cyclohexadecane 13.94 5.2 ng 137764 5 14.13 528634 20.0
Nonadecane 14 .57 2.9 ng 76391 5 14.13 528634 20.0
Octadecane 14.89 2.0 ng 54266 5 14.13 528634 20.0
Heptadecane, 9-oc... 16.09 9.8 ng 144314 6 15.66 293439 20.0
unknownl6.62 16.62 4.0 ng 58381 6 15.66 293439 20.0
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