LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

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\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.172 478 482 497 rBV 161633 264269 16.40% 1.615%
2 5.578 547 551 571 rBVY 1418484 1533796 95.19% 9.372%
3 6.584 717 722 737 rBVY 1336721 1611287 100.00% 9.845%
4 6.707 739 743 747 rVV 1423520 1498039 92.97% 9.153%
5 6.760 750 752 763 rVB 15182 20033 1.24% 0.122%
6 6.931 777 781 787 rBV 428314 365976 22.71% 2.236%
7 7.083 803 807 811 rBVY 1214682 1218045 75.59% 7.443%
8 7.501 873 878 881 rBV 925756 977760 60.68% 5.974%
9 8.213 995 999 1016 rBV 473993 439448 27.27% 2.685%
10 9.289 1177 1182 1185 rBV 1635577 1604604 99.59% 9.804%

11 9.683 1245 1249 1261 rVB 353665 303598 18.84% 1.855%
12 9.977 1295 1299 1303 rBvV 496992 425958 26.44% 2.603%
13 10.777 1431 1435 1445 rBV 963717 919048 57.04% 5.616%
14 11.477 1550 1554 1556 rBV 446537 419680 26.05% 2.564%

15 11.501 1556 1558 1562 rVB 85840 70527 4_.38% 0.431%
16 12.007 1642 1644 1648 rVB2 18411 19055 1.18% 0.116%
17 12.095 1655 1659 1661 rBV3 22909 28352 1.76% 0.173%
18 12.530 1729 1733 1735 rBV2 35952 29439 1.83% 0.180%
19 12.630 1744 1750 1755 rVB3 15682 19332 1.20% 0.118%
20 12.695 1758 1761 1764 rBV 232294 209853 13.02% 1.282%
21 12.907 1794 1797 1798 rVvV 68183 57303 3.56% 0.350%
22 12.930 1798 1801 1806 rVvVv 251424 220409 13.68% 1.347%
23 12.977 1806 1809 1813 rVB2 14728 16945 1.05% 0.104%
24 13.060 1819 1823 1827 rBV 1505374 1526521 94.74% 9.327%
25 13.195 1843 1846 1849 rBV2 20255 18742 1.16% 0.115%
26 13.260 1854 1857 1861 rVB 82051 76699 4.76% 0.469%
27 13.460 1888 1891 1893 rBV2 18859 16337 1.01% 0.100%
28 13.607 1912 1916 1918 rBV 74050 64961 4._.03% 0.397%
29 13.777 1942 1945 1947 rBV 24228 22121 1.37% 0.135%
30 13.883 1961 1963 1965 rBV 22978 16377 1.02% 0.100%

31 13.936 1969 1972 1978 rVV3 149869 202429 12.56% 1.237%
32 13.989 1978 1981 1983 rVB 26798 26624 1.65% 0.163%
33 14.136 2001 2006 2008 rBV2 548831 597182 37.06% 3.649%
34 14.160 2008 2010 2013 rVB 125011 106334 6.60% 0.650%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.248 2021 2025 2029 rBV2 95262 110616 6.87% 0.676%

36 14.524 2070 2072 2075 rVB 25463 18145 1.13% 0.111%
37 14.559 2075 2078 2081 rBV 108620 108943 6.76% 0.666%
38 14.871 2128 2131 2136 rVB 96772 105987 6.58% 0.648%
39 14.954 2141 2145 2149 rVB 168348 174735 10.84% 1.068%
40 15.218 2185 2190 2198 rVB2 145644 274173 17.02% 1.675%

41 15.536 2241 2244 2252 rVB 56140 72534 4_50% 0.443%
42 15.612 2252 2257 2262 rBV2 88648 164498 10.21% 1.005%

43 15.671 2262 2267 2271 rBVY 238277 317151 19.68% 1.938%
44 16.077 2332 2336 2341 rVB2 47378 72189 4.48% 0.441%

Sum of corrected areas: 16366054
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\

BF107349.D

12 Jul 2018 19:47

JussJ

J3924-01

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.17 14.44 ng 264269 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 482 (5.172 min): BF107349.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 A R R L
| 83.0 480 500 5.20 5.40 5.60
"W”'W””I””w'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 60.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L R L
59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.10 19.86%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.0
5000 41.0 m/z 58.00 15.16%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one L LI LN L BN I B
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.18%
5000
55.0
15.0 27.0
Ll 710830 980
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 1

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

6.71 81.87 ng 1498040 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 744 (6.713 min): BF107349.D (-739) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 PSS SRS RS S
400 540 6.40 6.60 6.80 7.00
SN 1t N | RN~ B N =X S N m/z 68.10 36.96%
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 N
5000 AR AR U
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 32.77%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.33%
41.0 97.0
53.0
79.0 117.0
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L B L L L LA
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .26%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
BF107349.D

12 Jul 2018 19:47

Ju/sJ

J3924-01

21 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

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 unknownl3.26 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.26 2.57 ng 76699 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 46
2 Tetracosane 338 C24H50 000646-31-1 41
3 Heneicosane 296 C21H44 000629-94-7 41
4 2-methvloctacosane 408 C29H60 1000376-72-8 41
5 Octacosane 394 C28H58 000630-02-4 41

Abundance Scan 1857 (13.260 min): BF107349.D (-1854) (-) m/z 57.05 100.00%
57.0
216.1
5000 8.1
|| 13201560 713100 1320 1340 1360,
i T m/z 71.05 69.69%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA IL L L L L B L LB L
13 00 13 20 13. 40 13 60
m/z 43.00 62 .55%
220 h Ll 313014101690197022502530 29503230  367.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57.0
' 13.00 13.20 13140 13.60
5000 85.0 m/z 216.10 55.37%
29.0
113.0141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0 13.00 13.20 13.40 13.60
m/z 85.10 49 .96%
85.0
5000
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> % m @ M @ ﬁ @ 1wmnmmm%0

8270-BF061918.

M Fri Jul 13 12:33:57 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.18 ng 64961 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 83
2 Hentriacontane 437 C31H64 000630-04-6 81
3 Heneicosane 296 C21H44 000629-94-7 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1917 (13.612 min): BF107349.D (-1912) (-) m/z 57.05 100.00%
57.0
5000
99.0 14111780 2011 13120 13.40 13.60 13.80 14.00
L m/z 71.05 63.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR SRR R SRR
13 20 13. 40 13 60 13. 80 14. oo
99.0 m/z 85.10 53.35%
m/z--> 55 100 1éo 260 2éo 360 3%0 460 !
Abundance
57.0
13120 13.40 13.60 13.80 14.00
5000 m/z 43.00 50.79%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1éo 260 2éo 360 3%0 460 !
Abundance #141426: Heneicosane R o o o SN
57.0 13 20 13. 40 13 60 13. 80 14. oo
m/z 83.05 17.28%
5000
99.0
150 | | |4 | ) 1410 1830 2050 296.0
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3&1,0 4(|)O ! 13 20 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 6.78 ng 202429 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 58
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 58
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 58
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 49
Abundance Scan 1973 (13.942 min): BF107349.D (-1969) (-) m/z 57.05 100.00%
5%.0

83.1

5000

13.60 13.80 14.00 14.20
m/z 43.05 70.92%

38.1 168.1 197.1

281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
57.0
5000 85.0 IIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
90.0 1130 m/z 55.00 62.75%
226 0
S 0 O = s N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R R RaEEE L
10 13.60 13.80 14.00 14.20
5000 m/z 83.10 61.10%
97.0
125.0 1550 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride R R RaEEE L

.0 13.60 13.80 14.00 14.20

m/z 71.10 59.01%

5000

1 1'0133.0 161.0 288.0
L L L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .25 3.70 ng 110616 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Heneicosane 296 C21H44 000629-94-7 62
5 Heptadecane 240 C17H36 000629-78-7 62

Abundance Scan 2025 (14.248 min): BF107349.D (-2021) (-) m/z 57.05 100.00%

57.0

5000

228.1 .
2531 pg31 14.00 14.20 14.40 14.60

m/z 71.05 71.03%

113.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105885: Octadecane
57.0
5000 LA L L L L L L LB
85.0 14.00 14.20 14.40 14.60
29.0 m/z 43.05 62.11%
| ‘ L 130 1410 1600 1970 2250 2540
R AR B L A RAAAR R AARARA SRR RAREERESEs R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
N R REEEamas
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 49 .42%
29.0 113.0

141.0 169.0 1970 226.0
WWTWWW‘WWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- L B e R
57.0 14.00 14.20 14.40 14.60
m/z 55.00 21.80%
5000
85.0
29.0 113.0
L a0 1830 2110 2530 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.65 ng 108943 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heptadecane 240 C17H36 000629-78-7 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2078 (14.559 min): BF107349.D (-2075) (-) m/z 57.05 100.00%
5%.0
5000 851
1131 Zf 1453 a0 17a w0 T
141.1 168.2 197.2 . . . .
...,....,-...|,.:|:.,|.'...1,..1.|.,.'...i...=,....,.... el 200 30 a7 71,10 73.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
5000 LR AR B BN SURLEE B
85.0 1420 1440 1460 14.80
29.0 m/z 43.05 57.14%
Db J1130 1410 1690 1970 2260
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
14:20 14.40 14.60 14.80
5000 85.0 m/z 85.10 51.78%
29.0

113.0 141.0 169.0 197.0  240.0
Wmmwwwmwﬁmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #100330: 2-Bromo dodecane R e
57.0 14.20 14.40 14.60 14.80
m/z 242.10 22.62%
5000 85.0
29.0 ‘ 113.0 169.0
SN 0 0 B Lo G 1 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .87 3.55 ng 105987 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2131 (14.871 min): BF107349.D (-2128) (-) m/z 57.10 100.00%

57.1

5000

14.60 14.80 15.00 15.20
m/z 71.10 67.01%

141.2

182.1203.1 226.1249.1271.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57.0
5000 850 "'|"" TTTT IIIIIIIII
14.60 14.80 15.00 15.20
m/z 43.00 55.99%
29 0 1130
|, 7Y 1410 169.0 197.0 2250  268.0
.”,”.WH.W.H.P.”,”“,”.W.“..”...” AR R ARERAREERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R REEE S R
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.51%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

Wmmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane R o
57.0 14.60 14.80 15.00 15.20

m/z 55.00 23 .54%

85.0
5000

29.0
113.0
| ‘ N 169 0 197 0 240 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 11.02 ng 174735 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 59
Abundance Scan 2144 (14.948 min): BF107349.D (-2141) (-) m/z 69.10 100.00%
69.1
5000 J\‘vLM
LN AR DR BN I
137.1 14.60 14.80 15.00 15.20
bl (1890 24202831 3412 sz 81.10  50.08%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
5000 N BUARULE PRI SO UL
14,60 14.80 15.00 15.20
m/z 41.00 21.79%
137.0
| M 1 1910 273.0 3410 4100

[
BREEE L e L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Bt

Abundance
69.0
L B o
14.60 14.80 15.00 15.20
5000 m/z 95.05 13.57%
137.0
27.0 191.0 273.0 341.0 410.0
e L I e R R
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,... R AR EEEEE
69.0 14.60 14.80 15.00 15.20
m/z 68.05 10.25%
5000
137.0
180 | [[,1910 2730 3410 409.0 477.0 546.0
I B o B B B I e L B L ars o e LA B w e o U e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.57 ng 72534 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzolalovrene 252 C20H12 000050-32-8 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2245 (15.542 min): BF107349.D (-2241) (-) m/z 252.10 100.00%
259.1
5000
530 73.0 1000 10 157.117g1190.1 224.1 276.1 15.20 15.40 15.60 1580
T : : ' : : m/z 250.10 29.57%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 20.26%
50.0 74.0 %0”‘H1%01m02m02mo m
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
AR RARA AR RARAN N
15.20 15.40 15.60 15.80
5000 m/z 125.00 11.03%
126.0
ﬂOSM)MO 99.0 1monuu%02M0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene R R EaaEE
252.0 15.20 15.40 15.60 15.80
m/z 251.10 8.92%
5000
126.0
300 740 1000, | 150.0 174.0 200.0 224.0 H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80

8270-BF061918_.M Fri Jul 13 12:34:02 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107349.D

Aca On 12 Jul 2018 19:47

Operator : JU/SJ

Sample : J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.08 4_.55 ng 72189 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
2 Eicosane 282 C20H42 000112-95-8 80
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2337 (16.083 min): BF107349.D (-2332) (-) m/z 57.00 100.00%

51.0
5000 J\WLLA

99.1 R A
136.0 197.1 257.1 15.80 16.00 16.20 16.40

m/z 71.10 70.33%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 LA L L L L LN
85.0 15.80 16.00 16.20 16.40

m/z 85.10 65.45%

|| 1270 1600  225.0 6402950 337.0
T 1690 2250 2640290 3370
m/z--> 50 100 150 200 250 300 350 400

F

Abundance
57.0
R mEE e RERRmEE
15.80 16.00 16.20 16.40
5000 m/z 43.05 55.39%
99.0
26,0 1410 1830 2250 2820
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- B A RRREE R
57.0 15.80 16.00 16.20 16.40
m/z 83.10 22 .91%
5000 ¢N~MowN“thu/kﬂAMWMAwWMMANW

9.0
0Ly 1410 1830 225.0 264.0295.0 337.0 3780 420.0

T I T I T
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071218\
Data File : BF107349.D

Acq On 12 Jul 2018 19:47

Operator : JU/SJ

Sample - J3924-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.17 14.4 ng 264269 1 6.93 365976 20.0
unknown6.71 6.71 81.9 ng 1498040 1 6.93 365976 20.0
unknownl13.26 13.26 2.6 ng 76699 5 14.14 597182 20.0
Triacontane 13.61 2.2 ng 64961 5 14.14 597182 20.0
Hexadecane 13.94 6.8 ng 202429 5 14.14 597182 20.0
Octadecane 14.25 3.7 ng 110616 5 14.14 597182 20.0
Heptadecane 14.56 3.6 ng 108943 5 14.14 597182 20.0
Nonadecane 14.87 3.5 ng 105987 5 14.14 597182 20.0
Squalene 14.95 11.0 ng 174735 6 15.67 317151 20.0
Benzo[e]pyrene 15.54 4.6 ng 72534 6 15.67 317151 20.0
Heneicosane, 11-(... 16.08 4.5 ng 72189 6 15.67 317151 20.0
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