LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 2.287 29 34 42 rVB 324465 451864 23.32% 2.594%
2 3.593 254 256 262 rBV 16531 32995 1.70% 0.189%
3 5.198 525 529 543 rVB 72939 98258 5.07% 0.564%
4 5.581 589 594 597 rBVY 1930771 1724758 89.00% 9.902%
5 6.581 759 764 781 rBVY 1808503 1893515 97.71% 10.871%
6 6.728 784 789 792 rBVY 1892276 1876996 96.86% 10.776%
7 6.957 824 828 831 rBV 527309 483702 24.96% 2.777%
8 7.110 850 854 858 rBY 1676121 1434830 74.04% 8.238%
9 7.516 919 923 943 rBVY 1186222 1172250 60.49% 6.730%
10 8.239 1042 1046 1060 rVB 548296 601902 31.06% 3.456%

11 9.310 1223 1228 1238 rBV 2273439 1937943 100.00% 11.126%
12 9.704 1291 1295 1301 rBV 226377 226115 11.67% 1.298%
13 9.998 1340 1345 1355 rVB 594453 611983 31.58% 3.513%
14 10.786 1475 1479 1488 rBV 977090 928892 47.93% 5.333%
15 11.486 1594 1598 1606 rBV 531674 503901 26.00% 2.893%

16 11.827 1651 1656 1661 rBV 22041 27127 1.40% 0.156%
17 11.992 1681 1684 1687 rBV 34774 33170 1.71% 0.190%
18 12.027 1687 1690 1695 rVB 21476 28216 1.46% 0.162%
19 12.704 1800 1805 1808 rBV 32640 28763 1.48% 0.165%
20 12.933 1839 1844 1851 rVB3 30972 43046 2.22% 0.247%

21 13.069 1863 1867 1870 rBV 1551448 1335476 68.91% 7.667%
22 13.945 2010 2016 2030 rBV 124461 200237 10.33% 1.150%
23 14.133 2044 2048 2052 rBV 548651 527717 27.23% 3.030%
24 14.268 2068 2071 2074 rVB2 24364 26061 1.34% 0.150%
25 14.568 2119 2122 2129 rBV2 69386 120349 6.21% 0.691%

26 14.886 2173 2176 2179 rVB 53597 50233 2.59% 0.288%
27 14.963 2186 2189 2193 rVB 89155 92752 4._.79% 0.533%
28 15.039 2199 2202 2206 rBV5 18672 25476 1.31% 0.146%

29 15.239 2232 2236 2239 rVB 105567 122783 6.34% 0.705%
30 15.657 2300 2307 2312 rVB 354159 533845 27.55% 3.065%

31 16.092 2377 2381 2385 rVB 71064 101939 5.26% 0.585%

32 16.621 2467 2471 2479 rVB2 52842 86895 4.48% 0.499%
33 17.239 2574 2576 2584 rVB4 31135 54214 2.80% 0.311%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 - 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 17418203
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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

Abundance TIC: BF110409.D

2000000 5.58 6.73
6.58

7.11
1500000
7.52

1000000

6.96

L\wﬁ 3.59 52 L LJLA, L L

o e P

T T I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110409.D

500000

2000000

13.07
1500000

1000000 10.79

10.00

8.24 11.49

500000

L ﬂ 11.8312903 12.7012.93

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110409.D

2000000

1500000

1000000

14.13

500000

8270-BF102318.M Mon Nov 05 12:14:16 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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.

2.29 18.68 ng 451864 1,4-Dichlorobenzene-d4 6.96
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 35 (2.293 mm) BF110409.D (-29) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

| 220 240 2.60
bbb et el el e e e || M7z 43.05 41.05%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T LI B B
43.0 220 240 2.60
550 87.0 m/z 55.00 28.65%
29.0
0 Ll AN [
b o o o R LI o o REREEEER S e n
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 L —
220 240 2.60
5000 41.0 55.0 m/z 87.10 26.91%
29.0
o L] ero 1120 a0
0..,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T T

73.0 2 20 2. 40 2 60
m/z 41.05 14 .05%

5000
45.0
29.0
ol 1l ‘\ 5.0 ‘ 101.0
SN NS o MNP FE— ) —
2.20 2.40 2.60

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 7

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

5.20 4_.06 ng 98258 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.198 min): BF110409.D (-525) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SRR SRR R N
| 82.9 | 480 5.00 520 5.40 5.60
o AU SN N m/z 59.00 55.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS S LR
480 5.00 520 5.40 5.60
59.0 m/z 101.00 19.78%
27|P| 1] 70.0 83.0 1010
s L A LA SRR AL RN KRR RAALA REAAS SRR LAAS) SARAS LRI ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.10 13.89%
101.0
150 310 | 80490 8s0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
54.0 480 5.00 520 5.40 5.60
m/z 41.10 10.31%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 unknown6.73 Concentration Rank 1

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

6.73 77.61 ng 1877000 1,4-Dichlorobenzene-d4 6.96
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 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 789 (6.728 min): BF110409.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PUASEPEAAREE SRS SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 e m/z 68.10 38.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRS SRS SRR

6.40 6.60 6.80 7.00
m/z 134.00 33.21%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R RN RS
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .35%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEAmE S e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.12%
74.0
116.0
5000 98.0
M 1y 1 ‘M W \H“ “‘ Lo/l 158.0 189.0
| R ot MMM .
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\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 7.59 ng 200237 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 2017 (13.951 min): BF110409.D (-2010) (-) m/z 57.10 100.00%
57.1
97.0
5000
12611550 105 2200 1760 1980 1400 450"
ol . m/z 43.05 82.85%
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
5000 R DU B S B
13.60 13.80 14.00 14.20
m/z 55.00 71.84%
oL 219 }680 2240 269.0 370.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 67.54%
oL 2L ]i‘ ﬁZFO 1680 2100 2520 2970 3430
m/z--> 50 100 1%0 200 2%0 360 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e REREE
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 60.91%
- /W}LW
oL 280 li ‘ | ‘W'O. 1680 20002380 2830 3840
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.56 ng 120349 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2122 (14.568 min): BF110409.D (-2119) (-) m/z 57.10 100.00%
57.1
5000 85.1
[} 20t ases 2211 258 14120 14120 1460 1480 "
ol : m/z 71.10 62 .85%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L B BN B SR B
mmmmmmmm
m/z 43.05 60.14%
LI 1]1 | 1141 19169.0197.0225.0253,0282.0
m/z--> éo 100 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 14.20 1440 14.60 14.80
5000 ' m/z 85.10 44 .99%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L LI L L L N BN B
57.0 14.20 14.40 14.60 14.80
m/z 41.00 21.71%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;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\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.47 ng 92752 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
Abundance Scan 2189 (14.963 min): BF110409.D (-2186) (-) m/z 69.10 100.00%
69.1
5000 WRJANMM.vv¢¢Wj\vv~W\JM\Mﬂw\
07,0171 14:60 14.80 15.00 15.20
oL, ?9}0,%' Sy 89S 2760 m/z 81.10 46.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LR DA UL B UL B

14.60 14.80 15.00 15.20
m/z 41.05  27.60%

3 .0
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
it ,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
R e N EmER
14.60 14.80 15.00 15.20
5000 m/z 95.10 14.68%
137.0
obdp a0 1750 210 2730 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R e EEmE
69.0 14.60 14.80 15.00 15.20
m/z 68.00 13.12%
5000
’ hlll
o2 Ly F5T 1920 210 2730 3150 980 1yl emonrt el
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Heneicosane, 11-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.24 4.60 ng 122783 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2236 (15.239 min): BF110409.D (-2232) (-) m/z 57.10 100.00%

57.1

5000
Jggo LINLILILIN LI L LI L LN L (LI

.ll ] 141. ]_ 183 1 2242 267.1 308.1 15.00 15.20 15.40 15.60

oA b T | M/Z  43.10 62.93%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 LIRS
15.00 15.20 15.40 15.60
295.0 m/z 71.10 61.45%
99.0
0 159 A }4}0 183.0 225.0 337.0 435.0
iy — B LI e o e o o e e BRI
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R N RRRE R RS
15.00 15.20 15.40 15.60
5000 m/z 85.10 43.88%
99.0
o ALy 1410 1820 2250 2670 3090 3510 azro
e A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R B
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.26%
5000

9.0
ol Jﬂ | 1410 1830 2370 2810 3230
o Ly 1D 1830 TP ce10 s230 R —

m/z--> 0 50 100 150 200 250 300 350 400 15.00 15.20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.82 ng 101939 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2381 (16.092 min): BF110409.D (-2377) (-) m/z 57.10 100.00%
57.1
5000
9.1 15.80 16.00 16.20 16.40
41.0171.1 245.1 316.2 : : : :
o...J, b | BAE0TLt 2070 2450 28213162 41 05 64.98%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L S BN SULLILN B
mmmmmmmm
99.0 m/z 43.05 63.24%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #94346: Heptadecane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 50.54%
99.0
. 210 | | | J | 1410 1830  240.0
m/z--> - "50"' 160"' 150"' éoo"' 550"' 500"' 550 !
Abundance #209566: Octacosane AR EEREE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 24 .36%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 350 ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.26 ng 86895 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 83
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80
Abundance Scan 2471 (16.621 min): BF110409.D (-2467) (-) m/z 57.10 100.00%
57.1
5000 J\MWAWMWNN//\WMUWHJmWﬁMk
99.0 R BN B SO
oL— |‘|'|"|'| I|II L |.I|||m |||I|I Iu.lm — | ——tl e BRam m/z 43_00 61_44%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LN UL BN SUULILN B
16. 40 16 60 16. 80 17. 00
m/z 71.05 55.81%
o270l I, | b I| Iy 141.0 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 360 3%0 '
Abundance #209565: Octacosane
57.0
" 1640 16.60 16.80 17.00
5000 m/z 85.10 42 .78%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance #161090: Sulfurous acid, buty! tridecy! ester RS EmmEs o L
57.0 16.40 16.60 16.80 17.00
m/z 55.05 23.93%
5000
97.0
ol || Fome w0 e
m/z--> 50 100 150 200 250 300 350 1640 1660 1680 1700

8270-BF102318.M Mon Nov 05 12:14:22 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110409.D

Aca On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample : J5794-03

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 11 unknownl7.24 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.03 ng 54214 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Diethvilpentadecane 268 C19H40 1000360-41-0 10
2 1-t-Butvl-2-hexanone 156 C10H200 022319-52-4 9
3 Undecane 156 Cl11H24 001120-21-4 9
4 Thiazolidine-2-thione. 4-tert-bu... 349 C14H17CI2NOS2 1000264-76-3 9
5 2,2-Dimethyl-N-[2,2,2-trichloro-... 356 C13H16CI14N20 300382-21-2 9
Abundance Scan 2576 (17.239 min): BF110409.D (-2574) (-) m/z 57.00 100.00%
57.0
5000
85.0
131 1890 1870 2211 267.0 " 17.00 1720 17.40 17.60
0 5. m/z 43.05 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance ) #117652: 5,5-Diethylpentadecane
57.0 | g5.0

5000

17.00 17.20 17.40 17.60
m/z 71.00 33.16%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28263: 1-t-Butyl-2-hexanone
57.0
R N REEE R RS
17.00 17.20 17.40 17.60
5000 650 m/z 85.05 29.29%
29.0 :
156.0
ol 114.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28424: Undecane R EE AR EREEE e
57.0 17.00 17.20 17.40 17.60
m/z 55.00 26.20%
5000
85.0
29.0
H ‘ 113.0 156.0
0 ,‘, AR EE AN R a R AR R N REEE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110409.D

Acq On : 2 Nov 2018 13:56

Operator : JU/SJ

Sample - J5794-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.29 18.7 ng 451864 1 6.96 483702 20.0
2-Pentanone, 4-hy... 5.20 4.1 ng 98258 1 6.96 483702 20.0
unknown6.73 6.73 77.6 ng 1877000 1 6.96 483702 20.0
Pentafluoropropio... 13.95 7.6 ng 200237 5 14.13 527717 20.0
Eicosane 14 .57 4.6 ng 120349 5 14.13 527717 20.0
Supraene 14.96 3.5 ng 92752 6 15.66 533845 20.0
Heneicosane, 11-d... 15.24 4.6 ng 122783 6 15.66 533845 20.0
Heneicosane 16.09 3.8 ng 101939 6 15.66 533845 20.0
Hexacosane 16.62 3.3 ng 86895 6 15.66 533845 20.0
unknownl7 .24 17.24 2.0 ng 54214 6 15.66 533845 20.0
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