LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\

Data File : BF109757.D

Aca On : 10 Oct 2018 22:09 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5200-07 2X OR-03-100818-B

ALS Vial : 21 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-BF100818 .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 5.310 544 548 565 rBV 431626 573488 10.74% 2.453%
2 6.339 720 723 738 rBV 480810 712185 13.34% 3.047%
3 6.463 741 744 756 rVB 674649 712982 13.35% 3.050%
4 6.692 780 783 792 rBV 435184 472340 8.85% 2.021%
5 6.845 806 809 822 rBV 584063 584790 10.95% 2.502%
6 7.257 876 879 890 rBV 254183 385728 7.22% 1.650%
7 7.975 997 1001 1008 rBV 652407 654534 12.26% 2.800%
8 9.045 1180 1183 1195 rBV 893326 911951 17.08% 3.901%
9 9.139 1196 1199 1203 rVB 59168 53654 1.00% 0.230%
10 9.445 1247 1251 1255 rBV 109951 126520 2.37% 0.541%
11 9.663 1286 1288 1292 rVB 86817 72987 1.37% 0.312%
12 9.722 1292 1298 1302 rBV 871895 804778 15.07% 3.443%
13 10.163 1369 1373 1376 rBvV 118213 91406 1.71% 0.391%
14 10.269 1388 1391 1397 rBvV 36289 62877 1.18% 0.269%

15 10.510 1428 1432 1444 rBV 454264 556711 10.43% 2.382%

16 10.633 1450 1453 1462 rVB 148208 171444 3.21% 0.733%
17 11.080 1525 1529 1531 rBV 111194 101500 1.90% 0.434%
18 11.110 1531 1534 1540 rVB3 64671 75289 1.41% 0.322%
19 11.198 1546 1549 1552 rBV 658409 717647 13.44% 3.070%
20 11.221 1552 1553 1561 rVB 262723 254224 4.76% 1.088%

21 11.504 1597 1601 1603 rBV 110157 88834 1.66% 0.380%
22 11.604 1614 1618 1626 rBV 1783011 1533301 28.72% 6.559%
23 11.739 1637 1641 1649 rVB2 145240 188517 3.53% 0.806%
24 11.810 1650 1653 1656 rBV 66509 72798 1.36% 0.311%
25 11.910 1667 1670 1678 rVB2 88268 112466 2.11% 0.481%

26 12.251 1725 1728 1730 rBV 52262 57629 1.08% 0.247%
27 12.292 1730 1735 1737 rVV 4604674 5339667 100.00% 22.843%
28 12.316 1737 1739 1748 rVV 3415084 3179311 59.54% 13.601%
29 12.392 1748 1752 1756 rVV2 776585 884407 16.56% 3.783%
30 12.427 1756 1758 1759 rvVv 224054 206770 3.87% 0.885%

31 12.445 1759 1761 1769 rVB2 281119 373174 6.99% 1.596%
32 12.633 1788 1793 1796 rBV 247942 275678 5.16% 1.179%
33 12.663 1796 1798 1801 rVB 73538 63971 1.20% 0.274%
34 12.780 1814 1818 1827 rVB 826652 793713 14.86% 3.395%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF100818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.580 1949 1954 1957 rBV2 33309 59670 1.12% 0.255%
36 13.680 1968 1971 1975 rVB2 79874 89554 1.68% 0.383%
37 13.827 1991 1996 1999 rBV 660826 731356 13.70% 3.129%
38 14.286 2070 2074 2075 rBV2 61530 79184 1.48% 0.339%
39 14.598 2124 2127 2129 rBV 53050 58765 1.10% 0.251%

40 14.698 2140 2144 2153 rBVY 145226 232739 4_36% 0.996%

41 14.833 2165 2167 2174 rVB 73838 117121 2.19% 0.501%
42 15.168 2222 2224 2229 rVB 67995 84966 1.59% 0.363%
43 15.227 2230 2234 2249 rVB 408479 655228 12.27% 2.803%

Sum of corrected areas: 23375854
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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: BF109757.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.16 2.27 ng 91406 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1373 (10.163 min): BF109757.D (-1369) (-) m/z 57.10 100.00%
57.1
5000
9.1 9.80 10.00 10.20 10.40
oL .~'|.-|, o AL w2t e m/z 43.05 75.53%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 UV USSR AR
9.80 10.00 10.20 10.40
m/z 71.10 63.74%
0 27,0 | lg%od 141.0 1830 2250 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.10 42 .75%
o 270/ | | 1999 1410 1830 250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane T T T T T
57.0 9.80 10.00 10.20 10.40
m/z 41.10 38.49%
5000
0 27\J.0\ A | [ 93.01\ ‘\141'0 19\8'0
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.63 4.78 ng 171444 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1452 (10.627 min): BF109757.D (-1450) (-) m/z 57.10 100.00%
51.1
5000 85.1

10.40 10.60 10.80 11.00

Obrrrprrreilbrdl b el et e e e eeg || m/z 4310 78. 73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48834: Tridecane
571.0
5000 850 LI L LR B TTT

10 40 10. 60 10 80 11. 00
29.0 m/z 71.10 68.62%
112.0 141, 0 184 0

o

R B RALRA Aaad nanas aaa wa e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
i R B B R S
85.0 10.40 10.60 10.80 11.00
5000 ' m/z 85.10 42 .41%
29.0
LT 0191016901070 2250 2530 2960
e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38329: Undecane, 2-methyl- Rl B =SS S
43.0 10.40 10.60 10.80 11.00
m/z 41.10 38.14%
5000 71.0
Il ‘99012701550
ouw””“”qﬂnpuw””JL.””.”.””.”.””.”.””.”w””“”w e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.08 2.83 ng 101500 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1529 (11.080 min): BF109757.D (-1525) (-) m/z 57.10 100.00%

51.1

5000

10.80 11.00 11.20 11.40

m/z 71.05 79 .65%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0

10 80 11. OO 11. 20 11. 40

5000

29.0 m/z 43.10 74 _.22%

1130 1410 169.0 196.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane
57.0 B
S TR mama i S
10.80 11.00 11.20 11.40
5000 m/z 85.10 53.46%
85.0
29.0
o | L4 | 1130 1410 169.0 197.0 226.0
R o e B A Lamamana T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J
Abundance #100330: 2-Bromo dodecane B B e

57.0 10.80 11.00 11.20 11.40

m/z 41.05 38.91%

5000 85.0

23.0 113.0 169.0 J
149.0° | 248.0

0.”,ﬂkqhnlpjn,h.ﬂ.ﬁ.“u”,”...”...” SNNN— N

m/z--> 60 80 100 120 140 160 180 200 220 240 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.10 ng 75289 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane. l1-i1odo- 310 C13H271 035599-77-0 72
4 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1534 (11.110 min): BF109757.D (-1531) (-) m/z 57.05 100.00%
51.0
5000
1201 1551 1951 1080 1100 1120 1140 -
Ottt m/z 71.05 89.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
5%.0
5000 U ISR S B
85.0 10 80 11. oo 11.20 11.40
20.0 1130 m/z 43.10 47 .46%
P I oo 410 1%%no 258.0 282.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #48832: Tridecane
57.0
10.80 11.00 11.20 11.40
5000 m/z 85.05 44 _42%
29.0 85.0
. Ll | | 1120 1410 1840
m/z--> 25 Jo éo 85 160 150 150 160 180 200 250 240 2éo 280 360
Abundance #152416: Tridecane, 1-iodo- BB m R e e e
57.0 10.80 11.00 11.20 11.40
m/z 41.00 27 .48%
5000 85.0
28.0
183.0
ol 1., ‘ | 130 1560 310.0
TTT[TITT[ITTITrirT |||| LI O —v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 280 3(')0 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Tridecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.50 2.48 ng 88834 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1600 (11.498 min): BF109757.D (-1597) (-) m/z 57.05 100.00%
51.0
5000
203.1 150 1140 1160 1190
113.0 11.20 11.40 11.60 11.80
155.1
Ol ol 1ol m/z 71.10 69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
51.0
5000 LR DAL BN B SULA
8.0 11,20 11.40 11.60 11.80
28.0 m/z 43.05 69.80%
I A O T B 310.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
85.0 11.20 11.40 11.60 11.80
5000 m/z 85.10 49_87%
29.0
Ol | ik 4 \\\11130 141.0, 169 0 197.0 2400
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane BB o B B I
57.0 11.20 11.40 11.60 11.80
m/z 41.00 32.73%
85.0
5000
29.0
} \113 01410 197.0
0|||||‘|||‘||||H|‘||‘|‘=||‘||||‘||||‘|||‘||||‘||||||||||||‘|||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.60 42.73ng 1533300  Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 95

007132-64-1 86
005129-58-8 80
006929-04-0 80

3 Pentadecanoic acid. methvl ester 256 C16H3202
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

Abundance Scan 1617 (11.598 min): BF109757.D (-1614) (-) m/z 74.00 100.00%
74.0
5000 431
‘ || 97.0 1) 14?'1163 1852 2272 yp05 | | 1120 1140 1160 1180 12.00
0 ,....-,'....',.-.l. o 22 188 ety M/Z 87.00  71.16%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LI L L B B
43.0 11.20 11.40 11.60 11.80 12.00
143.0 m/z 43.10 37.23%

| hl 1| | 10L0 | 1710 1990 227.0 270.0
Y M i M RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.20 11.40 11.60 11.80 12.00
5000 43.0 m/z 41.05 28.75%

143.0

LUl mon0 180 a0 ame 2o
NSV IR R LR R e U e
20 40 60 80 100 120 140 160 180 200 220 240 260

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.20 11.40 11.60 11.80 12.00

0
m/z-->
Abundance #107596: Pentadecanoic acid, methyl ester

74.0
5000
43.0
143.0

o gl o 0zL0 [ o 2RO 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 55.05 27 .94%

L

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 5.25 ng 188517 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Undecanoic acid 186 C11H2202 000112-37-8 41
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 20

Abundance Scan 1641 (11.739 min): BF109757.D (-1637) (-) m/z 73.00 100.00%

43.0 73.0

5000

B

o
LI L I I B O

11.40 11.60 11.80 12.00
m/z 43.05  97.79%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

-

5000 129.0
11.40 11.60 11.80 12.00

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 81.77%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
R R RRR RS
11.40 11.60 11.80 12.00
5000 129.0 m/z 41.10 71.41%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid ’“"‘—A“J
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 69.37%
5000 129.0
185.0 228.0
97.0
d IR 157.0
0.“,”.ﬂJ”wpwnﬂ”.nﬁﬁapwnlh.nNH..u” R A R RRARE S T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknownl11.81 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.03 ng 72798 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 46
3 3.5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 43
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 38
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 35

Abundance Scan 1653 (11.810 min): BF109757.D (-1650) (-) m/z 189.10 100.00%

189.1

5000

165.1 11.40 11.60 11.80 12.00 12.20

o 208.1 m/z 190.05  96.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene

137.0

39.0 630 111.1

190.

A N
LIS e L L

11.40 11.60 11.80 12.00 12.20
m/z 192.10 76.75%

5000

27.0 43.0 163.0

111.0 137.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
R e BN
11.40 11.60 11.80 12.00 12.20
5000 m/z 191.10 57.09%
94.0
163.0
0 \
s s L AL o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53346: 3,5-Dichlorobenzoic acid P
190.0 11.40 11.60 11.80 12.00 12.20
173.0 m/z 94.80 26.41%
5000
74.0
570 | 109.0 145.0 i
O et e e e e e L e SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.13 ng 112466 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74

Abundance Scan 1670 (11.910 min): BF109757.D (-1667) (-) m/z 57.10 100.00%

57.1

5000

11.60 11.80 12.00 12.20

11311411 1681 208.1

0 m/z 71.05 70.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885:; Octadecane
57.0
5000 LA L L L L L LB L |
85.0 11.60 11.80 12.00 12.20
29.0 m/z 43.10 69.27%
o ‘, b)) 30 141.0 169.0 197.0 2050 254.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0 11.60 11.80 12.00 12.20
5000 ' m/z 85.05 58.22%
29.0 113.0
0 ‘ | | | 7771410 160.0 197.0 225.0 2530  296.0
”qnnpnqnnpuqunpn.””.”.””.”.””.”.””P”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane e Bl EEt e A
57.0 11.60 11.80 12.00 12.20
m/z 41.05 29.35%
5000 85.0
29 0
. | 301410 160.0 197.0 225.0 253.0 281.0 310.0
”qnnpnqnnpuqunpn.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.29 148.81 ng 5339670 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1735 (12.292 min): BF109757.D (-1730) (-) m/z 67.10 100.00%
67.1
41.0
5000
1231 1501 . 500 1720 1240 60
Obprrrolied 1782 202 2993 "m/z 81.05 84.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LN A --KT‘ﬁ“ T
12,00 12.20 12.40 12.60
m/z 55.05 63.20%
ol 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
1200 12.20 12.40 12.60
5000 m/z 95.10 54 _.97%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R b AR e
a0 670 12.00 12.20 12.40 12.60
m/z 41.05 54 .68%
5000 95.0
294.0
0 ‘ “ 12\? OH\ 15? 0 4 178 0 220.0 263 0 ‘
miz-> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280 300 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.32 88.60 ng 3179310  Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 12-Octadecenoic acid. methyvl ester 296 C19H3602 056554-46-2 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98

Abundance Scan 1740 (12.321 min): BF109757.D (-1737) (-) m/z 79.10 100.00%
5000
264.3
1351 1731 236.2 0922 12.00 12.20 12.40 12.60
O 213, m/z 93.10 59.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
5000 LA LN L L L L LB B
12.00 12.20 12.40 12.60
29.0 264.0 m/z 108.10 35.53%
111.0
138.0 180.0 2220 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
12.00 12.20 12.40 12.60
5000 m/z 91.10 31.81%
29.0 264.0
111.0 138.0 180.0 2220 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester R e RN S
55.0 12.00 12.20 12.40 12.60
m/z 80.10 30.95%
5000
296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF100818.M Thu Oct 11 14:31:27 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1-Hentetracontanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.45 ng 89554 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 58
2 17-Pentatriacontene 491 C35H70 006971-40-0 52
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 49
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 47
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
Abundance Scan 1971 (13.680 min): BF109757.D (-1968) (-) m/z 57.10 100.00%
57.1
5000 230.1
11.1
176.0 13.40 13.60 13.80 14.00
O m/z 43.10 87.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57.0
5000 SR AR SN SR B
110 13.40 13.60 13.80 14.00
' m/z 71.10 59.70%
o | | 167.0 223.0 278.0 343.0 404.0 460.0 516.0 572.0
miz--> 0 55 160 150 200 250 300 350 400 450 560 séo '
Abundance #234187: 17-Pentatriacontene
43.0
113.40 13.60 13.80 14.00
5000 . m/z 83.05 59.60%
o Ilﬁwmmmmmm 490.0
m/z--> 6 55 160 1éo 200 250 300 350 460 4éo 560 séo '
Abundance #194133: Dichloroacetic acid, heptadecyl ester N B EE
57.0 13.40 13.60 13.80 14.00
m/z 55.10 58.90%
5000 11.0
o 168.0 238.0 995
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1540 1560 13%0 1!00

8270-BF100818.M Thu Oct 11 14:31:28 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 15 unknownl14.29 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.17 ng 79184 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis-7.10.-Hexadecadienal 236 C16H280 056829-23-3 46
2 Isopropvl linoleate 322 C21H3802 022882-95-7 38
3 5-Hexen-2-ol 100 C6H120 000626-94-8 35
4 1.5-Hexadiene. 2.5-dipropvl- 166 C12H22 1000158-33-4 25
5 9,12-0Octadecadienoyl chloride, (... 298 C18H31CIO 007459-33-8 22

Abundance Scan 2075 (14.292 min): BF109757.D (-2070) (-) m/z 57.00 100.00%

5000

14.00 14.20 14.40 14.60
m/z 55.05 78.31%

224,

180.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90904: cis,cis-7,10,-Hexadecadienal

67.0

14.00 14.20 14.40 14.60
m/z 43.10 73.26%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162976: Isopropyl linoleate

14.00 14.20 14.40 14.60
m/z 41.00 70.74%

5000
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #3785: 5-Hexen-2-ol AR EEREE L
45.0 14.00 14.20 14.40 14.60
m/z 44.95 70.43%
5000
82.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109757.D

Aca On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample : J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 16 9-Azabicyclo[6.1.0]non-4-en... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.70 7.10 ng 232739 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Azabicvclol6.1.01non-4-en-9-am... 138 C8H14N2 066387-78-8 76
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
4 1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
5 Propamocarb 188 C9H20N202 024579-73-5 72

Abundance Scan 2144 (14.698 min): BF109757.D (-2140) (-) m/z 58.05 100.00%

58.0
5000

14.40 14.60 14.80 15.00

1120 1571 2131 2531  307.2 3643

0‘—|—v—v—v—v‘L|"ul"-ll-‘-|----|----|----|----|----|-- m/Z 72 .05 7.36%
m/z--> 0 50 100 150 200 250 300 350
Abundance #17473: 9-Azabicyclo[6.1.0]non-4-en-9-amine, (1.alpha.,4Z,...
58.0
5000
o0 1380 14.40 14.60 14.80 15.00
’ m/z 55.10 6.09%
0 | I |
T B e e S B o w
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58.0
R R e R
14.40 14.60 14.80 15.00
5000 m/z 59.05 6.07%
101.0
300 1440
oty o (2
m/z--> 0 50 100 150 200 250 300 350
Abundance #29183: N,N-Dimethyloctylamine R R B
58.0 14.40 14.60 14.80 15.00
m/z 43.10 5.70%
5000
0 150 | 91.0 128.0157.0
LA E e L B e B o e R R e R
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101018\
Data File : BF109757.D

Acq On : 10 Oct 2018 22:09

Operator : JU/SJ

Sample - J5200-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
Heptacosane 10.16 2.3 ng 91406 3 9.72 804778 20.0
Tridecane 10.63 4.8 ng 171444 4 11.20 717647 20.0
Heptadecane 11.08 2.8 ng 101500 4 11.20 717647 20.0
Hexadecane, 2,6,1... 11.11 2.1 ng 75289 4 11.20 717647 20.0
Tridecane, 1-iodo- 11.50 2.5 ng 88834 4 11.20 717647 20.0
Hexadecanoic acid... 11.60 42.7 ng 1533300 4 11.20 717647 20.0
n-Hexadecanoic acid 11.74 5.3 ng 188517 4 11.20 717647 20.0
unknownll.81 11.81 2.0 ng 72798 4 11.20 717647 20.0
Octadecane 11.91 3.1 ng 112466 4 11.20 717647 20.0
9,12-Octadecadien... 12.29 148.8 ng 5339670 4 11.20 717647 20.0
13-Octadecenoic a... 12.32 88.6 ng 3179310 4 11.20 717647 20.0
1-Hentetracontanol 13.68 2.5 ng 89554 5 13.83 731356 20.0
unknownl14 .29 14.29 2.2 ng 79184 5 13.83 731356 20.0
9-Azabicyclo[6-1.... 14.70 7.1 ng 232739 6 15.23 655228 20.0
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