LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 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-BF073018.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 5.201 483 487 504 rBV 631683 991309 15.98% 1.819%
2 5.601 551 555 567 rBY 3426153 4388369 70.76% 8.052%
3 6.437 693 697 700 rBV 151403 129533 2.09% 0.238%
4 6.601 721 725 744 rBV 3361949 5530267 89.17% 10.147%
5 6.737 744 748 770 rVB 4193012 5542694 89.37% 10.170%
6 6.960 782 786 801 rBV2 598511 1057467 17.05% 1.940%
7 7.066 801 804 808 rVB 86826 91606 1.48% 0.168%
8 7.113 808 812 827 rBVY 3478156 4040670 65.15% 7.414%
9 7.213 827 829 838 rVB 92695 121915 1.97% 0.224%
10 7.525 878 882 903 rBY 2113669 3583958 57.79% 6.576%
11 7.684 907 909 916 rVB 48732 75265 1.21% 0.138%

12 8.242 1000 1004 1022 rBV 968334 1463788 23.60% 2.686%
13 9.313 1180 1186 1218 rBV 4562894 6202160 100.00% 11.380%
14 9.707 1249 1253 1265 rBV 327884 393904 6.35% 0.723%
15 9.995 1298 1302 1322 rBV 1390473 1704520 27.48% 3.128%

16 10.795 1434 1438 1465 rBV 3214229 4528802 73.02% 8.310%
17 11.495 1553 1557 1574 rBV 1377870 1896926 30.58% 3.481%
18 12.001 1640 1643 1647 rBV 161933 171342 2.76% 0.314%
19 12.924 1797 1800 1802 rBV 90743 70118 1.13% 0.129%
20 12.948 1802 1804 1810 rVB 74584 69688 1.12% 0.128%

21 13.083 1822 1827 1851 rBV 4579407 6121569 98.70% 11.232%
22 13.283 1855 1861 1864 rVV 136125 135641 2.19% 0.249%
23 13.624 1915 1919 1922 rBV 256002 225166 3.63% 0.413%
24 13.948 1971 1974 1984 rBV 520700 592712 9.56% 1.088%
25 14.148 2003 2008 2020 rBV 1176692 1674673 27.00% 3.073%

26 14.271 2025 2029 2033 rBV 346876 337727 5.45% 0.620%
27 14.577 2077 2081 2085 rBV 353266 362222 5.84% 0.665%
28 14.895 2131 2135 2139 rBV 325511 342689 5.53% 0.629%
29 14.971 2144 2148 2152 rVV 241547 255843 4._.13% 0.469%
30 15.248 2191 2195 2206 rVB 273639 328482 5.30% 0.603%

31 15.648 2258 2263 2264 rBV 202295 252780 4.08% 0.464%
32 15.677 2264 2268 2285 rVB 740264 1363953 21.99% 2.503%
33 16.107 2335 2341 2347 rBV 136424 216292 3.49% 0.397%
34 16.636 2426 2431 2437 rBV 86155 164212 2.65% 0.301%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.259 2532 2537 2544 rBV2 34310 72652 1.17% 0.133%

Sum of corrected areas: 54500914
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF073018\

BF107808.D

30 Jul 2018 19:00

Jus/sJ

J4218-07

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 3

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

5.20 18.75 ng 991309 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 487 (5.201 min): BF107808.D (-483) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.1 LB L S
480 500 520 540 560
83.0
0..,....,....,....',':'...5,1'.0.'!'.i...6?',q...,.'...,...:,|....,. m/z 59.00 64.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BLLNLINL BLENL L L LI B L
480 5.00 520 5.40 5.60
59.0 m/z 101.10 18.40%
101.0
0 21.0 350, | 510 || 67.0 830 91.0 | |
N B A L L o e e e e B LB EE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
B RREEE E L
480 5.00 520 5.40 5.60
5000 m/z 58.00 18.17%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
N B L B B e e e N B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T T T T . ;
59.0 480 500 520 540 560

m/z 41.00 8.76%

5000 41.0
31.0
69.0 87.0
15.0 M‘ L | 5100 I | 980

0..“...“...“...p...“..q...w...w...w...w...w. BEREEEEE S e

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Decane, 2,2,5-trimethyl- Concentration Rank 12

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

6.44 2.45 ng 129533 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.5-trimethvl- 184 C13H28 062237-96-1 72
2 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 72
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
4 Decane. 2.2.8-trimethvl- 184 C13H28 062238-01-1 64
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64

Abundance Scan 698 (6.443 min): BF107808.D (-693) (-) m/z 56.95 100.00%
57.0
5000
43.0 71.1
85.1 994 6.20 6.40 6.60 6.80
o b e || M/Z 55.95  34.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48899: Decane, 2,2,5-trimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.00 22.98%
200 30 10 g5
ol | Y 99.0 113.0127.0 169.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19209: Heptane, 2,2,4-trimethyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 71.10 19.93%
200 0
- 71.0
85.0
0 '|""|""|'"'|""|""}??9'|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28445: Octane, 2,4,6-trimethyl- e TR
57.0 6.20 6.40 6.60 6.80
43.0 m/z 40.95 18.80%
5000
71.0 g5.0
29.0
ol I H‘ | 990 113012701410 156.0
LR P S SN BRI WAL UL SR S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 104.83 ng 5542690 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.743 min): BF107808.D (-744) (-) m/z 132.00 100.00%
132.0
5000 /L
68.0
960 """""""l""l'
40.0 540 6.40 6.60 6.80 7.00
o..,....,....,....:....,.:..,::l-.'....8.0,.0...,..!.,.':..,1.1.“?9,....,-'...,.. m/z 68.00  35.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RRAE R

6.40 6.60 6.80 7.00
m/z 134.00 33.10%

31.0 51.0

o | I “ I I
L R L B e O e e S REARNREE RS R
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
R R BAEmEmme s
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.82%
41.0 53.0 97.0 1170
‘ ‘ 79.0 '
0 “ Ll \‘m‘ L]y L ‘ [l
R R L B o o R e e e R SRR R S RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 69.05 13.37%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

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\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexane, 2,2,4-trimethyl- Concentration Rank 14

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

7.21 2.31 ng 121915 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 64
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 64
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 59
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 59
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53

Abundance Scan 828 (7.207 min): BF107808.D (-827) (-) m/z 57.00 100.00%
57.0
5000
70 6.80 7.00 7.20 7.40 7.60
85.0 99.0 113.1 - - - - -
o 1529 m/z 56.00 52.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12721: Hexane, 2,2,4-trimethyl-
57.0
5000
6.80 7.00 7.20 7.40 7.60
41.0 71.0 m/z 43.00 30.09%
29.0
ol 83.0 97.0 113.0126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12724: Hexane, 2,2,5-trimethyl-
57.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 22 .54%
41.0 71.0
23.0 ‘ ‘ 83.0 113.0
Orrrprrr e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12687: Heptane, 2,2-dimethyl-
57.0 6.80 7.00 7.20 7.40 7.60
m/z 71.00 17 .45%
5000
o 410
‘ 71.0
ol 180 1] ] %owolmolwo
m/z--> 10 20 3'0 40 5'0 60 70 80 90 100 11'0 120 130 140 150 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.69 ng 225166 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1918 (13.619 min): BF107808.D (-1915) (-) m/z 57.00 100.00%
57.0
5000 85.0
13.40 13.60 13.80 14.00
0...l, A l‘ll LALle9.2 2000 0 2820  "m/z 43.00 58.60%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 ERIA BN SN SR B
85.0 13.40 13.60 13.80 14.00

m/z 71.10 56.32%
ﬂ130141016901970225025302810 323.0351.0380.0

29.0l
o b T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.05 37 .46%
29.0 13.0
oL ﬂ 14101690197022502530 205.0323.0 367.0
e i e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0 13.40 13.60 13.80 14.00
m/z 55.00 23.97%
5000 85.0
113.0 155.0
183 0
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\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 7.08 ng 592712 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 74
4 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 72
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 64
Abundance Scan 1974 (13.948 min): BF107808.D (-1971) (-) m/z 57.00 100.00%

.0

5000

111 13.60 13.80 14.00 14.20

m/z 43.00 64 .55%

o 139.1 169.2 208.1 2442 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-

5000

13. 60 13.80 14.00 14.20
111.0 m/z 71.05 53.59%

1390 167.0 196.0 224.0 252.0 280.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 48.12%
A0 820 241.0
otk A L L0 im0 gm0 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156543: Isobutyl tetradecy! carbonate T T
57.0 13.60 13.80 14.00 14.20
m/z 85.10 34 .85%
5000
83.0
111.0
o 29.0 139.0 168.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .27 4.03 ng 337727 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2029 (14.271 min): BF107808.D (-2025) (-) m/z 57.00 100.00%
57.0
5000
| I 99I-° 1411 1971 22 2811 14.00 14.20 14.40 14.60
ol d iy ptes 971 2382 2811 "m/z 71.05 60.07%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000

14.00 14.20 14.40 14.60
m/z 43.00 51.55%

I“JJmml%Onmzmomwsmo

27,0|
oL , e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R e e
14.00 14.20 14.40 14.60
5000 m/z 85.10 42 .36%
99.0
0280 ].iAL UJJ‘14}Ol 183.0 2250 267.0 309.0 36503040
i — e e e L e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 21.16%
5000
99.0
o 27\-0‘ | 777, 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .58 4.33 ng 362222 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2081 (14.577 min): BF107808.D (-2077) (-) m/z 57.00 100.00%
57.0
5000
99.1 14.20 14.40 14.60 14.80
141.1 - : : :
ol L4 ddy 241 18322150 25312830 3241 1 5707 05 57.67%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000
14.20 14.40 14.60 14.80
324.0 m/z 43.00 54 .54Y%
. \ | ]] || faLo 1830 2250 2670 '
m/z--> B '55 100 150' ' 200 B 250" ' 560" ' ééd L
Abundance #185533: Pentacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 43.92%
99.0
o2zl | iy JJI 1410 1830 2050 2670 3000 3520
m/z--> 55 100 1%0 260 250 360 3éo
Abundance #215181: 2-methyloctacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 23.70%
5000
99.0
o 2&9[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 1%0 200 250 300 3éo ' 1450 1440 1460 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.09 ng 342689 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2134 (14.889 min): BF107808.D (-2131) (-) m/z 57.00 100.00%
57.0
5000
LU s sz smon smt 14160 1480 15,00 1520
ob— bbb g S e e e m/z 71.05 54.91%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
14.60 14.80 15.00 15.20
} m/z 43.00 53.09%
0 2?,0[ lg?l.od 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #185533: Pentacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 38.12%
99.0
ol2zzol {4 | | M 1830 2250 2670 3090 3520
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #209565: Octacosane L L L B B L
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.64%
5000
99.0
JZ10L | L4 1410 1830 zms0  amo  soro amao
m/z--> 55 160 150 260 250 360 3%0 ' 14%0 14%0 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.75 ng 255843 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2148 (14.971 min): BF107808.D (-2144) (-) m/z 69.10 100.00%
6d.1
5000 J
137.1 Mmmmmmmm
Ol g d 4 18912811 2828 3413 | "m/z 81.10 48.96%

(@B

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0

5000 R e AAS B e
\ 14 60 14. 80 15. OO 15.20

m/z 41.00 24 .54%

137.0
o 27.0 ,bb Ly yd, 1910 273.0 341.0 410.0
IR e o e L B e e o e e e B EERES e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69.0

14 60 14. 80 15. OO 15.20

5000 m/z 68.00 12.32%
137.0
Osz J .y, 1910 273.0 341.0 4100
A e e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0 14.60 14.80 15.00 15.20

m/z 95.05 11.89%

5000
137.0
180 (1[04 ,1900 2730 3410 409.0 477.0 546.0

lfuad AR R AR Y SP ENR,  5~HML  E MM St

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.25 4.82 ng 328482 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2195 (15.248 min): BF107808.D (-2191) (-) m/z 57.00 100.00%
57.0
5000
j 99[ ! 141.2 183 1 252.1283.1 355.0 ) 1500 1520 1540 1560 |
ol b bl g s 1831 25212831 0 3850 m/z 71.10 60.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.00 54 _.52%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #202662: Heptacosane
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.05 44 _47%
27,0 990 1410
ol el bl o -0 1830 2250 267.0 8230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B e B L L
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.51%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 13 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.17 ng 216292 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2342 (16.113 min): BF107808.D (-2335) (-) m/z 57.00 100.00%
57.0
l Jgg-l 15150 1600 16,00 1640
141.2 211.2 . . . .
o....,l...'.1|,~'.J.J..',a.-...,...?5,3.1...,....,....,...., m/z 71.05 55.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AUV ARER
15.80 16.00 16.20 16.40
99.0 m/z 43.00 48 .55%
o159 | ] | | 1410 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 40.67%
99.0
ot ] [ | 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 1%0 200 250 300 350 400 '
Abundance #223851: Hentriacontane e A REans e o
57.0 15.80 16.00 16.20 16.40
m/z 55.00 16.93%
5000
9.0
ol | 4 |, 1410 1830 2250 2670 309.0 351.0 393.0 436.0
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\BF073018\
Data File : BF107808.D

Aca On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample : J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 14 Dodecane, l1l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.41 ng 164212 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Triacontane 422 C30H62 000638-68-6 80
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2432 (16.642 min): BF107808.D (-2426) (-) m/z 57.00 100.00%

57.0

99.1 1511 s B e
188.9551 1253.1 16.40 16.60 16.80 17.00

Oyl m/z 71.05 61.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 LA L L L L LB
16. 40 16 60 16. 80 17. OO
m/z 43.00 53.91%
99.0
oL2slo [, 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
R B B
16.40 16.60 16.80 17.00
5000 m/z 85.05 43.26%
99.0
ool | | § || | 1410 1830 2250 2960
A B o e A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane N B LA AR
57.0 16.40 16.60 16.80 17.00
m/z 55.00 24 _.37%
- ﬂ\“ﬁwwwvwwmjkﬁmwwwM”Vwa
99.0
o lii [ | 1410 1830 225.0 267.0 309.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107808.D

Acq On : 30 Jul 2018 19:00

Operator : JU/SJ

Sample - J4218-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.20 18.8 ng 991309 1 6.96 1057470 20.0
Decane, 2,2,5-tri... 6.44 2.5 ng 129533 1 6.96 1057470 20.0
unknown6 .74 6.74 104.8 ng 5542690 1 6.96 1057470 20.0
Hexane, 2,2,4-tri... 7.21 2.3 ng 121915 1 6.96 1057470 20.0
Heptacosane 13.62 2.7 ng 225166 5 14.15 1674670 20.0
1-Dodecanol, 2-oc... 13.95 7.1 ng 592712 5 14.15 1674670 20.0
Pentacosane 14.27 4.0 ng 337727 5 14.15 1674670 20.0
Tricosane 14.58 4.3 ng 362222 5 14.15 1674670 20.0
Eicosane 14.89 4.1 ng 342689 5 14.15 1674670 20.0
Supraene 14.97 3.8 ng 255843 6 15.68 1363950 20.0
Octacosane 15.25 4.8 ng 328482 6 15.68 1363950 20.0
Heneicosane 16.11 3.2 ng 216292 6 15.68 1363950 20.0
Dodecane, 1-iodo- 16.64 2.4 ng 164212 6 15.68 1363950 20.0
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