LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 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-BF110818 .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 2.251 24 28 43 rVB 347894 492362 15.66% 1.466%
2 5.563 587 591 607 rBV 737450 733010 23.32% 2.182%
3 6.563 758 761 773 rBV 439546 464582 14.78% 1.383%
4 6.716 782 787 789 rBVY 1488822 1468095 46.71% 4_.371%
5 6.734 789 790 793 rVvV 85059 76823 2.44% 0.229%
6 6.763 793 795 800 rVB 49202 48782 1.55% 0.145%
7 6.857 808 811 822 rVB 167676 172893 5.50% 0.515%
8 6.945 822 826 829 rBV 472991 401454 12.77% 1.195%
9 7.098 848 852 856 rBY 1456808 1294716 41.19% 3.855%
10 7.510 917 922 925 rBV 1247230 1147041 36.49% 3.415%
11 8.128 1023 1027 1032 rBV 37577 39945 1.27% 0.119%

12 8.228 1040 1044 1051 rBV 567780 525471 16.72% 1.565%
13 8.827 1136 1146 1155 rBV3 2447679 3143159 100.00% 9.358%
14 8.927 1159 1163 1165 rVV 100026 113692 3.62% 0.339%
15 8.951 1165 1167 1181 rVB 129507 160336 5.10% 0.477%

16 9.298 1217 1226 1229 rBV 2279989 2145701 68.27% 6.389%

17 9.398 1239 1243 1247 rVB 71495 69634 2.22% 0.207%
18 9.586 1268 1275 1279 rBV 107436 104137 3.31% 0.310%
19 9.651 1283 1286 1290 rvv2 39640 40682 1.29% 0.121%
20 9.692 1290 1293 1297 rVvVv2 38547 51127 1.63% 0.152%
21 9.727 1297 1299 1308 rVB7 18550 39254 1.25% 0.117%

22 9.986 1339 1343 1346 rBvV 720873 627368 19.96% 1.868%
23 10.098 1355 1362 1364 rVB 108439 120618 3.84% 0.359%
24 10.310 1392 1398 1402 rBV3 86170 144167 4_.59% 0.429%
25 10.469 1422 1425 1438 rVB 136735 181528 5.78% 0.540%

26 10.780 1474 1478 1483 rBV 1309811 1194103 37.99%% 3.555%

27 10.833 1483 1487 1490 rVvVv 67887 76445 2.43% 0.228%
28 10.874 1490 1494 1497 rVB2 23080 33678 1.07% 0.100%
29 11.227 1550 1554 1561 rBV 639711 544341 17.32% 1.621%
30 11.404 1582 1584 1590 rVV5 20011 34120 1.09% 0.102%

31 11.480 1593 1597 1602 rVB 744405 648587 20.63% 1.931%
32 11.998 1668 1685 1709 rBV 979813 2017748 64.19% 6.008%
33 12.251 1723 1728 1732 rVB6 24926 38793 1.23% 0.116%
34 12.563 1779 1781 1788 rVB4 22684 32797 1.04% 0.098%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.633 1790 1793 1796 rBV2 33488 37070 1.18% 0.110%
36 12.680 1798 1801 1802 rBV 35061 34036 1.08% 0.101%

37 12.780 1811 1818 1831 rBV 953445 1373612 43.70% 4_.090%
38 12.957 1837 1848 1857 rBV 251151 813450 25.88% 2.422%
39 13.063 1862 1866 1870 rVB 2222568 2273952 72.35% 6.770%
40 13.433 1925 1929 1934 rVB 203780 171871 5.47% 0.512%

41 13.604 1955 1958 1968 rVB3 36787 53388 1.70% 0.159%
42 13.815 1985 1994 2006 rBVY 581334 1366255 43.47% 4._.068%
43 13.939 2012 2015 2019 rBV3 48007 62069 1.97% 0.185%
44 13.980 2019 2022 2025 rVB 58100 60148 1.91% 0.179%

45 14.127 2044 2047 2054 rVB 515088 499422 15.89%% 1.487%

46 14.257 2065 2069 2072 rVB 120552 116009 3.69% 0.345%
47 14.451 2094 2102 2110 rBV 707205 1327016 42.22% 3.951%
48 14.557 2116 2120 2127 rVB 288226 322318 10.25% 0.960%
49 14.874 2169 2174 2179 rVB 530445 639904 20.36% 1.905%
50 15.027 2192 2200 2216 rBV 389864 883064 28.09% 2.629%

51 15.227 2228 2234 2240 rVB 748215 958858 30.51% 2.855%
52 15.621 2295 2301 2305 rBV 773369 1245984 39.64% 3.710%
53 15.656 2305 2307 2310 rVvV 258828 317752 10.11% 0.946%
54 15.698 2310 2314 2329 rVB 154193 336456 10.70% 1.002%
55 16.080 2371 2379 2386 rBV 636811 1109449 35.30% 3.303%

56 16.468 2439 2445 2457 rVB2 63709 159887 5.09% 0.476%
57 16.603 2461 2468 2477 rVB 339741 659360 20.98% 1.963%
58 17.227 2568 2574 2580 rVB2 97079 181799 5.78% 0.541%

59 17.962 2694 2699 2704 rVB2 31886 64983 2.07% 0.193%
60 18.750 2825 2833 2840 rBV9 29239 91427 2.91% 0.272%
Sum of corrected areas: 33586728
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

BF110632.D
9 Nov 2018 17:31
JussJ
J5879-01
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF110632.D

5.56

6.72

6.56

7.10
7.51

0
Time-->

5.00

wﬁ

Abundance

2000000

1500000

1000000

500000

04
Time-->

TIC: BF110632.D

10.78

12.00

8.50 10.00 10.50 11.00 11.50 12.00

12.50

12.78

13.00

Abundance

2000000

1500000

1000000

500000
13.43

13.82 4
14.56
14.26
13.60 | (18048

TIC: BF110632.D

15.62

15.23
14.45 16.08

13 14.87

16.60

.4Jl 17.23

17.96

18.75

Time-->

13.50

16. OO 16.50 17.00 17.50

14. OO

14. 50 15.00

15.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

2.25 24 .53 ng 492362 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16

Abundance Scan 28 (2.251 min): BF110632.D (-24) (-) m/z 73.05 100.00%
74.0

-

5000 43.0
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
o N O 1 N — m/z 43.05 42_45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.05 30.41%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 410 55.0 m/z 87.10 26.47%
29.0
1 P 2 P Y7
(O o o B B LIS o o o e o RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 12.90%
5000 43.0
58.0
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 2

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

6.72 73.14 ng 1468100 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 788 (6.722 min): BF110632.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
0o sio || %0 m‘ Tk o8 b 700
o SO0 | W VO | N m/z 134.00  33.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BAAAEAN SRR SR AR
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 30.77%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.39%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.90%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I EEERERREEEEES
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\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Propanol, 1-(2-methoxypro... Concentration Rank 19

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

6.86 8.61 ng 172893 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 72
2 2-Propanol. 1-(2-methoxv-1-methy... 148 C7H1603 020324-32-7 72
3 2-Propanol. 1-(2-butoxv-1-methvl._.. 190 C10H2203 029911-28-2 64
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 64

Abundance Scan 812 (6.863 min): BF110632.D (-808) (-) m/z 59.00 100.00%
54.0
5000
450 73.1
ll| | 101.0 6.60 6.80 7.00 7.20
ol e e e || M/z 45.05  28.550
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
54.0
5000

6.60 6.80 7.00 7.20
m/z 73.10 21.06%

31.0 45.0 73.0
ol 150 L 89.0 1040 1309
1 T-T 17T I T T 7T I LB I L I LB I LB I L I T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
e
6.60 6.80 7.00 7.20
5000 m/z 57.00 16.60%
31.0 450 73.0
o150 T gl |7 890190 1300
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0 6.60 6.80 7.00 7.20
m/z 43.00 15.75%
5000
45.0 103.0
290 || | 86.0 146.0
o250 il se0 ) mromstoled a0 o LIS
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tricyclo[5.2.1.0(2,6)]dec-3... Concentration Rank 1

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

8.83 119.63 ng 3143160 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.2.1.0(2.6)1dec-3-en-1... 148 C10H120 1000289-10-5 93
2 Tricvclol5.2.1.0(2.6)1dec-3-en-1... 150 C10H140 039852-87-4 81
3 4.7-Methano-1H-indenol. hexahvdro- 150 C10H140 037275-49-3 72
4 2-(Hvdroxvmethvl)norbornadiene 122 C8H100 067583-61-3 53
5 4,7-Methano-1H-inden-1-one, 2,3,... 148 C10H120 086105-40-0 50

Abundance Scan 1146 (8.827 min): BF110632.D (-1136) (-) m/z 66.00 100.00%
66.0
91.1
5000
39.1
53.1 8.40 8.60 880 9.00 9.20
o} m/z 91.10 70.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22731: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-one
66.0 -9 ¢
39.0
148.0
5000 LR UL AR R
8.40 8.60 880 9.00 9.20
m/z 79.10 55.00%
119.0 133.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23808: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-ol
66.0
8.40 8.60 880 9.00 9.20
5000 m/z 148.10 43.63%
39.0 91.0 117.0
30 L | e | o 0o
0'”P”W”JP”J“”NLWJ'P”dL“P”W””'”W””P“W“”L”W”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23792: 4,7-Methano-1H-indenol, hexahydro- e
66.0 8.40 8.60 8.80 9.00 9.20
m/z 77.10 43.05%
5000
39.0 910 117.0
150.0
530 105.0 ‘ 132.0
RN TN P O O | RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzene, 1-(bromomethyl)-3-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.23 16.79 ng 544341 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(bromomethvIl)-3-chloro- 204 C7H6BrClI 000766-80-3 59
2 Benzonitrile. 3-(2-chlorobenzvlt... 455 C18H12CIF6N0O2S 1000264-70-7 50
3 Benzene. 1-(bromomethvl)-2-chloro- 204 C7H6BrCI 000611-17-6 50
4 DiethvImalonic acid. monochlorid... 302 C14H16Cl1203 1000369-79-0 50
5 Benzene, l-chloro-3-(chloromethyl)- 160 C7H6CI2 000620-20-2 50
Abundance Scan 1554 (11.227 min): BF110632.D (-1550) (-) m/z 125.00 100.00%
126.0
204.1
5000 {
410 89.0 11,00 11.20 11.40 11,60
ol prrpi by by 2660 ) 2894 m/z 204.10 64.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64697: Benzene, 1-(bromomethyl)-3-chloro-
126.0
5000 R BRI SO B B
11.00 11.20 11.40 11.60
89.0 m/z 127.00 32.92%
39.0 ' 160.0 2%0
0 '”'IA"II""I;"'I""I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228195: Benzonitrile, 3-(2-chlorobenzylthio)-2,6-bis(2,2,...
126.0
11,00 11.20 11.40 11.60
5000 m/z 89.00 8.89%
40.0 890
ok o | 188.0 260.0 330.0 455.0
LB UL SURL LU SURLELELAS UL SUNLELELN SURLELELN SRR SRR B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64698: Benzene, 1-(bromomethyl)-2-chloro- | — i BRmas ma R
125.0 11.00 11.20 11.40 11.60
m/z 205.10 8.64%
5000
89.0
440 | 160.0 2000
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 62.22 ng 2017750 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1685 (11.998 min): BF110632.D (-1668) (-) m/z 73.00 100.00%
43.0 730
5000 129.1 {
97.0 213.2 R e e
157.1 185.1 2563 . 1160 11.80 12.00 12.20 12,40
ol ol m/z 43.05 94.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 AR R ARRAREA
83.0 11.60 11.80 12.00 12.20 12.40
J‘“ 1570 150 2130 2560 m/z 60.00  90.00%
Ol i
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
11,60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.10 75.76%
2070 241.0 284.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R B AREEE e e
43.0 ,73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.05 72.56%
5000 129.0 H_‘A-A_A_/j1\\~_~N-_'_~
0?--5-'?-‘i--‘i‘ﬁ‘n L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.78 42 .36 ng 1373610 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1818 (12.780 min): BF110632.D (-1811) (-) m/z 43.10 100.00%
431 730
5000 129.1 ﬂ_ﬂv~__ﬁ_A,~j4\_q/R\\WH_~_,
12,40 12,60 12.80 13.00
0 m/z 73.00 91 .56%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 I e e e ]
12.40 12.60 12.80 13.00
m/z 60.00 82 .53%
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
I

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 82.29%

J‘u'83.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

157.0 185.0 213.0 256.0

4

Abundance #84453: Tetradecanoic acid LB RaE B ane e

73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 74 .73%

5000 129.0
185.0 228.0
97.0
d W g 1570, |

Ot bl ol ol e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.96 32.58 ng 813450 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 1849 (12.963 min): BF110632.D (-1837) (-) m/z 57.10 100.00%
51.1
5000 __,_ﬁd~JA\‘¢/A\\u\_“.ﬁ__,Jk
12 12160 1280 13,00 1320
41.1 : . : .
oL, ..|, | g pabh g831 2302 aea2 0 n07 71,05 63.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AU S AR
nmnmmmmw
99.0 m/z 43.05 63.20%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane
57.0
12:60 12,80 13.00 13.20
5000 m/z 85.05 49 .06%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane R B o
57.0 12.60 12.80 13.00 13.20
m/z 55.05 23.21%
5000
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> % m @ ﬁ 250 300 ﬁ ' nmnmmmmw
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tris(1,3-dichloroisopropyl)... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

'13.43  6.88ng 171871  Chrysene-di2 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tris(l.3-dichloroisopropvl)phosp... 428 C9H15CI604P 013674-87-8 91
2 1-Propanol. 2.3-dichloro-. phosp... 428 C9H15C1604P 000078-43-3 83

3 Propane. 2.2"-oxvbisll.3-dichloro- 238 C6H10CI140 059440-89-0 32

4 1-Propene. 1.3-dichloro-. (E)- 110 C3HA4CI2 010061-02-6 16

5 Methane, tribromofluoro- 268 CBr3F 000353-54-8 12

Abundance Scan 1928 (13.427 min): BF110632.D (-1925) (-) m/z 75.00 100.00%
73.0

5000
39. Trrrrrrrr IIIIAIIII T
268.9 302.9 13.20 13.40 13.60 13.80
(o} m/z 99.00 68.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221823: Tris(1,3-dichloroisopropyl)phosphate
73.0

5000
13.20 13.40 13.60 13.80

210 3810 m/z 190.90  44_77%

39.

233.0 271.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #221827: 1-Propanol, 2,3-dichloro-, phosphate (3:1)
75.0
SRR | SN MBS
13.20 13.40 13.60 13.80
5000 191.0 m/z 77.00 35.18%
4 155.0
‘ | ‘ o ‘ M 2600 3210  38L0
oY RN O 15 TN SN T - e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #92623: Propane, 2,2'-oxybis[1,3-dichloro-
75.0 13.20 13.40 13.60 13.80
m/z 49.00 29.81%
5000
39, 111.0 189.0
o | e ]
0 ...ﬁﬂ....,....,ﬁ...H... T  ERA R RS ema
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 54.71 ng 1366260 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 1995 (13.821 min): BF110632.D (-1985) (-) m/z 57.10 100.00%
57.1
5000 __,_,vdu-~/\x4x“_~,_,A~
9.1 13160 15180 14100 1420
141.1 . . : :
ol AUy 24 18e2 202 813 0 o 71.05 61.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 IR SRR AR T
anmmmmm
99.0 m/z 43.05 60.55%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
"' 1360 13.80 14.00 14.20
5000 m/z 85.10 46 .06%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl- e R e e An
57.0 13.60 13.80 14.00 14.20
m/z 55.10 22.31%
5000 ~M~vﬂ\dﬁ\\ﬂ~/\\VFM&VMVWJJKW
99.0
0 Hﬂjdnywlmo 239.0560.0 308.0 352.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1360 1380 1400 1420

8270-BF110818.M Mon Nov 12 15:47:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9
R.T. EstConc Area Relative to ISTD R.T.

14 .45 53.14 ng 1327020 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2102 (14.451 min): BF110632.D (-2094) (-) m/z 57.10 100.00%

S RN e e
%9.1 14.20 14.40 14.60 14.80

517.1
5000 j

141.1 183.1
ol bbb Ly 3%} 1831 2252 2672 3093 m/z 71.05 63.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LA L B L L L L LBL

14.20 14.40 14.60 14.80
m/z 43.10 59.08%

99.0
oL.25/0 u | }410 1830 2250 281.0 337.0 394.0
K2 B0 I bl T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5.0
A sttt
14.20 14.40 14.60 14.80
5000 m/z 85.10 47.73%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
LA P e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane TR T e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 23.16%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 3090 3510 422.0
I A e e A i e o b
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-methyloctacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.87 25.63 ng 639904 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2173 (14.868 min): BF110632.D (-2169) (-) m/z 57.10 100.00%
57.1
5000

9.1
141.2 183 1 14.60 14.80 15.00 15.20
ol d Ay 142 1831 2252 2672 m/z 43.10 66.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

14.60 14. 80 15. oo 15 20
99.0 m/z 71.10 60.51%

141.0 1830 2250 267.0 309.0 365.0

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
B AR EaEE s Lt
14.60 14.80 15.00 15.20
5000 m/z 85.10 44 .58%
99.0
olzsol Ly {1 141.0 1830 2250 2670 3230 _ 380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane AR R e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.78%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
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\BF110918\
Data File : BF110632.D

Aca On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample : J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 Hentriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.47 10.06 ng 159887 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2445 (16.468 min): BF110632.D (-2439) (-) m/z 57.05 100.00%
J\ N
16.20 16.40 16.60 16.80
(o} m/z 71.05 69.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
16.20 16.40 16.60 16.80
99.0 m/z 43.10 61.51%
ol |y | 4 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 260 2éo 360 3éo 460 '
Abundance #185533: Pentacosane
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.10 50.53%
99.0
o Ly 1410 1830 2250 267.0 309.0 352.0
m/z--> éo 160 1éo 260 2éo 360 3%0 460 '
Abundance #202662: Heptacosane I BaSREEEEEE
57.0 16.20 16.40 16.60 16.80
m/z 56.00 17.35%
99.0
0250 | J‘J , 141.0 183.0 225.0 267.0 3230  380.0
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 1&20 16h0 1&%0 1&80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110632.D

Acq On : 9 Nov 2018 17:31

Operator : JU/SJ

Sample - J5879-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.25 24.5 ng 492362 1 6.95 401454 20.0
unknown6.72 6.72 73.1 ng 1468100 1 6.95 401454 20.0
2-Propanol, 1-(2-... 6.86 8.6 ng 172893 1 6.95 401454 20.0
Tricyclo[5.2.1.0(.-. 8.83 119.6 ng 3143160 2 8.23 525471 20.0
Benzene, 1-(bromo... 11.23 16.8 ng 544341 4 11.48 648587 20.0
n-Hexadecanoic acid 12.00 62.2 ng 2017750 4 11.48 648587 20.0
Octadecanoic acid 12.78 42 .4 ng 1373610 4 11.48 648587 20.0
Hexacosane 12.96 32.6 ng 813450 5 14.13 499422 20.0
Tris(1,3-dichloro... 13.43 6.9 ng 171871 5 14.13 499422 20.0
Heneicosane 13.82 54.7 ng 1366260 5 14.13 499422 20.0
Octacosane 14 .45 53.1 ng 1327020 5 14.13 499422 20.0
2-methyloctacosane 14 .87 25.6 ng 639904 5 14.13 499422 20.0

6

Hentriacontane 16 .47 10.1 ng 159887 15.66 317752 20.0
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