LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16 Epvpal e
Misc : EEEE— .
ALS Vial : 14 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.293 29 35 43 rVB 119997 163072 5.05% 0.452%
2 3.552 243 249 258 rBV 25431 48171 1.49% 0.134%
3 5.204 527 530 543 rVB 79494 130542 4.04% 0.362%
4 5.593 592 596 622 rBVY 1966652 2604153 80.58% 7.224%
5 6.598 763 767 786 rBVY 1947426 2856895 88.40% 7.925%
6 6.734 786 790 816 rVB 2463776 3061747 94.74% 8.493%
7 6.957 825 828 848 rBV 472307 671302 20.77% 1.862%
8 7.110 851 854 878 rVB 1983200 2286928 70.76% 6.344%
9 7.528 921 925 947 rBVY 1191582 1855841 57.42% 5.148%
10 7.675 947 950 955 rVB 31088 35398 1.10% 0.098%
11 8.239 1042 1046 1064 rBV 828732 1019683 31.55% 2.828%
12 8.810 1137 1143 1147 rBV3 40242 54011 1.67% 0.150%
13 8.957 1164 1168 1173 rBV 24261 37658 1.17% 0.104%
14 9.051 1177 1184 1189 rBvV2 49572 72926 2.26% 0.202%

15 9.310 1224 1228 1236 rBV 2891082 3231864 100.00% 8.965%

16 9.375 1236 1239 1243 rVV 109982 148603 4.60% 0.412%

17 9.410 1243 1245 1250 rVB4 26424 40026 1.24% 0.111%
18 9.586 1268 1275 1278 rBVS8 22225 39744 1.23% 0.110%
19 9.651 1283 1286 1289 rVV 50293 56058 1.73% 0.155%
20 9.704 1289 1295 1301 rVvVv 237131 328470 10.16% 0.911%
21 9.775 1305 1307 1313 rVB6 26520 46834 1.45% 0.130%
22 9.851 1317 1320 1326 rBV3 25670 42641 1.32% 0.118%

23 9.904 1326 1329 1333 rVB 158056 125876 3.89% 0.349%
24 9.998 1341 1345 1348 rBV 1076957 1019986 31.56% 2.829%
25 10.028 1348 1350 1357 rVB 162293 176331 5.46% 0.489%

26 10.192 1375 1378 1379 rBV 43569 41078 1.27% 0.114%
27 10.310 1395 1398 1401 rBV3 41271 60674 1.88% 0.168%
28 10.381 1407 1410 1411 rBV 47445 36891 1.14% 0.102%

29 10.404 1411 1414 1417 rVB 189100 157716 4._.88% 0.437%
30 10.551 1434 1439 1444 rBV 107413 160276 4._.96% 0.445%

31 10.628 1447 1452 1454 rVvv4 75258 105126 3.25% 0.292%
32 10.704 1463 1465 1468 rVB 38265 34391 1.06% 0.095%
33 10.798 1476 1481 1492 rBV 1507488 2093199 64.77% 5.806%
34 10.880 1492 1495 1505 rVvB2 191811 354956 10.98% 0.985%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16 Epvpal e
Misc : EEEE— .
ALS Vial : 14 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.033 1517 1521 1523 rBV2 36808 53212 1.65% 0.148%
36 11.139 1535 1539 1542 rBV5 53826 85901 2.66% 0.238%
37 11.328 1569 1571 1573 rBV 114921 97331 3.01% 0.270%

38 11.498 1596 1600 1602 rBV 814067 949692 29.39% 2.634%
39 11.522 1602 1604 1610 rVV 1159521 1123488 34.76% 3.116%
40 11.575 1610 1613 1617 rVV 231927 255268 7.90% 0.708%

41 11.998 1682 1685 1687 rBV2 256250 269483 8.34% 0.748%
42 12.027 1687 1690 1694 rVB2 216528 330789 10.24% 0.918%
43 12.110 1701 1704 1707 rBV2 252295 318495 9.85% 0.883%
44 12.551 1776 1779 1781 rBV2 167134 193858 6.00% 0.538%
45 12.722 1804 1808 1816 rBV 1485769 1750941 54.18% 4._.857%

46 12.951 1841 1847 1853 rBV 1308142 1775833 54.95% 4.926%
47 13.080 1865 1869 1877 rBV 1878520 2266093 70.12% 6.286%
48 13.957 2016 2018 2024 rVB3 256577 272428 8.43% 0.756%
49 14.157 2047 2052 2055 rBV2 750689 1314932 40.69% 3.647%
50 14.186 2055 2057 2064 rVB 595062 617017 19.09% 1.712%

51 15.251 2235 2238 2241 rBV 354957 569758 17.63% 1.580%
52 16.886 2512 2516 2529 rVB 300829 606970 18.78% 1.684%

Sum of corrected areas: 36050556
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104197.D

2500000 6.73

2000000 5.59 6.60 (B

1500000
7.53

1000000

500000 6.96

2.29 5.20 Lk
0 A 3.55 N J 7.67

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF104197.D
931 13.08

2500000

2000000

1500000

1000000 8.24

500000

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104197.D

2500000

2000000

1500000

1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.29 4.86 ng 163072 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 35 (2.293 min): BF104197.D (-29) (-) m/z 73.10 100.00%
73
5000 j\_
43 55 a7 I S
220 240 260
o 1 SR S S — m/z 43.05 33.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T
43 220 240 260
55 87 m/z 87.10 26.79%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 L ————
220 240 260
5000 41 55 m/z 55.00 24 .74%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- T L L
7B 220 240 260
m/z 71.10 10.51%
5000 59
87
43
o 29 || 53 67 | ‘ 102
m/z--> 20 30 40 50 60 70 80 9'0 1c')o 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Acetic acid, 1,1-dimethylet... Concentration Rank 9

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

5.20 3.89 ng 130542 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 529 (5.198 min): BF104197.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 S ——————
[ 83 480 5.00 520 5.40 5.60
VP | O NI S m/z 59.00 65.35%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 RS S IR
480 5.00 520 5.40 5.60
29 101 m/z 101.00 23 .53%
0 L5 | 37l 51, 73 83
miz--> T % 30 40 80 60 70 80 0 100 110 130
Abundance
43
480 500 520 540 560
5000 5o m/z 58.00 16.59%
15 101
o 25337 53 83
R I SO AU UL SO SUI SO SURILL IULILLS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R REARS REE ST Sy
59 480 5.00 520 5.40 5.60
m/z 41.00 9.72%
5000 101
27 116
0"'l“"w'jM“'““HL'|“llw"wT?“|?ﬂ'l“"w"w"“l'“
m/z--> 10 20 30 50 60 70 80 90 100 110 120 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.73 Concentration Rank 1

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

6.73 91.22 ng 3061750 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF104197.D (-786) (-) m/z 131.95 100.00%
132 A
5000 68
6 rrrTTTTTTT T T T T T T
40 ,_ 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'.‘.‘?,::..??.l.' SN -1 A WS . S [ N m/z 68.10 40.20%
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
5000 67 BESSERERERE SRRE SRR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 31.98%

S % A A O .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

69 104 640 6.60 6.80 7.00
5000 m/z 66.00 24 .52%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.10 15.73%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

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:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Hexadecane Concentration Rank 11

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

9.37 2.91 ng 148603 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 1238 (9.369 min): BF104197.D (-1236) (-) m/z 57.05 100.00%
g7
5000 85
3 ST 500 5.0 940 960 9.0
0 L m/z 43.10 75.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83027: Hexadecane
57
5000 85 ESLEENABE R SRR
9.00 9.20 9.40 9.60 9.80
29 m/z 71.05 62.42%
0 h‘ ‘ il ‘\ H [ \\ 3 141 169 197 226
m/z--> 2'0 4'0 6|O 80 100 120 14'10 1('30 180 200 220 240 260 280 3(')0 32'0 34'10
Abundance
57
0.00 9.20 940 9.60 9.80
5000 85 m/z 85.05 37.62%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57 9.00 9.20 9.40 9.60 9.80
m/z 41.00 35.67%
5000
85
0 4 | | ‘ 113 141 183 211 253 281
e et et e e e e e e e B B e e o S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Tetradecane Concentration Rank 12

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

9.90 2.47 ng 125876 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 1328 (9.898 min): BF104197.D (-1326) (-) m/z 57.05 100.00%
57
43
71
5000
109 193 9.60 9.80 10.00 10.20
ol Ly Lioee 118 m/z 43.05 71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57
43
71
5000 85 RS S AR
9.60 9.80 10.00 1020
29 m/z 71.05 62.18%
ol 15 ‘\ A w 113 127 141 155 169 198
miz--> b @ ko 1o 1o 1% 10 2k
Abundance
43 27
o '9.60 9.80 10.00 10.20
5000 m/z 85.05 39.83%
85
29
ol 28 o P MII s | 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38327: Undecane, 3-methyl- LA R R e R
57 9.60 9.80 10.00 10.20
m/z 41.05 35.26%
43
5000 71 85
29
ol 15 J ‘L el ‘ %9 112 126 H 155 170
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 9. I60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 3.09 ng 157716 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 80
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
4 Heptadecane 240 C17H36 000629-78-7 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 1413 (10.398 min): BF104197.D (-1411) (-) m/z 57.10 100.00%
57
5000
10,00 10.20 1040 10.60 10.80
(o} m/z 43.10 48 .65%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
43
71
5000 R B B B
85 mmmmmmmmmm
29 m/z 85.10 48.08%
98 112 127 170
LTI = N L
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
85 NI BRI SN
10.00 10.20 10.40 10.60 10.80
5000 71 m/z 41.10 32.00%
9 154
o 113126 141" 168 183 197 212
m/z--> 25 45 éo éo 160 150 1&0 160 180 260 250
Abundance #28445: Octane, 2,4,6- trlmethyl SN NN LI B B
57 10.00 10.20 10.40 10.60 10.80
43 m/z 55.00 22 .58%
5000
71 g5
29
L ] s s
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 1('30 180 200 250 10. 00 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.63 2.06 ng 105126 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
2 Decane. 2-methvl- 156 C11H24 006975-98-0 64
3 Dodecane 170 C12H26 000112-40-3 62
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58

Abundance Scan 1452 (10.628 min): BF104197.D (-1447) (-) m/z 57.10 100.00%
57
71
5000
165 L LI SULILLN B SR
9113, 141 180 e 10.40 10.60 10.80 11.00
o} m/z 71.05 69.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 LR LN SULIILN B SR
10,40 10.60 10.80 11.00
29 85 o m/z 43.05 40.43%
0 o L I ‘ f 11‘3127141155169183196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
71 R BRI SO DML B
10.40 10.60 10.80 11.00
5000 m/z 85.05 30.89%
85
29 g9 112
oL14 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38315: Dodecane e ol L B e
57 10.40 10.60 10.80 11.00
43 m/z 41.05 28 .45%
71
5000
85
29
NIECISTIN I S U0 B S AN B i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.88 7.48 ng 354956 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 1495 (10.880 min): BF104197.D (-1492) (-) m/z 57.10 100.00%

57

5000

113 10.60 10.80 11.00 11.20

129145 167182 201 228

0! m/z 71.05 76.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB
10 60 10. 80 11. OO 11. 20
4 m/z 43.10 62.64%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnulnnp.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R EEE RS e e
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 48.51%
41
oL 26 113 141 169 197p1p 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane AL m B B
57 10.60 10.80 11.00 11.20
m/z 41.05 28.97%
5000 85
4
”q.”q”.qnnlnnp.”pu.vnq”..”” R ERARARAREEARREEERIEESIAS N N M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.05 ng 97331 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 87
3 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 80
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1571 (11.328 min): BF104197.D (-1569) (-) m/z 57.05 100.00%
57
71
43
85
5000
99 196 11'00 1120 1140 1160
113127140 169 183 237 11.00 11.20 11.40 11.60
Oyl el 152 2W2ITL22 Tm/z 71.10 74.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 LN SULEULE BN B U
85 11,00 11.20 11,40 11.60
29 m/z 43.10 63.82%
ol 15 ‘\ Ly 9? 113127141155169183 212
m/z--> 25 45 éo éo 160 150 150 160 180 200 250 250
Abundance
57
43 7 R VN SR BRI RS
11.00 11.20 11.40 11.60
5000 85 m/z 85.05 52.47%
29
oL15 9 113127 141155169 198
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance #83049: Undecane, 5-ethyl-5-propyl- L L L L L BB
43 57 11.00 11.20 11.40 11.60
7 m/z 41.05 29.30%
85
5000
113 169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

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

12.11 6.71 ng 318495 Phenanthrene-d10 11.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 53

3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40

4 Naphthol1l.2-blnorbornadiene 192 C15H12 1000210-14-8 22

5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 14
Abundance Scan 1704 (12.110 min): BF104197.D (-1701) (-) m/z 190.10 100.00%

0

5000

95

11.80 12.00 12.20 12.40

119 139 209224 251267 288

0 m/z 189.10 96.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000
11.80 12.00 12.20 12.40

m/z 192_.10 52 .36%

0
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 191.10 45_.32%
29 172
o 44 63 97 111 133147 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene R Rams
189 11.80 12.00 12.20 12.40
m/z 187.10 18.26%
5000
94
163
o iainaskaim S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.55 4.08 ng 193858 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 91
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 87
Abundance Scan 1779 (12.551 min): BF104197&bD (-1776) (-) m/z 206.10 100.00%
206
5000 101
165 12.20 12.40 12.60 12.80
222
ol ..,....,l]f...|,..7|?i,.':'.J.’n??.l.,z.l...,.1:5:9,'.'..:',..!. M 22237254 280297 | 1s77191.10  50.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 AR SRR SR S
12.20 12.40 12.60 12.80
101 m/z 205.10 30.15%
o275 T8 | 127 150'% h‘ |
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
12.20 12,40 12.60 12.80
5000 101 m/z 189.10 25.64%
89
o 39 63 115 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66249: 9,10-Dimethylanthracene Rl Ra R T
12.20 12.40 12.60 12.80
m/z 57.10 18.82%
5000
o} I e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl1l3.96 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.14 ng 272428 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-dimethoxv-4-ethvlthio-benzal... 226 C11H1403S 1000379-12-2 30
2 9H-Thioxanthen-9-one. 2-methvl- 226 C14H100S 015774-82-0 27
3 Diheptvlisobutvlamine 269 C18H39N 1000310-32-0 25
4 9-Methoxvmethvl-1-methvl-3.6-dia... 226 C12H22N202 1000216-30-2 25
5 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 25
Abundance Scan 2019 (13.963 min): BF104197.D (-2016) (-) m/z 226.10 100.00%
26

57

97

5000

13.60 13.80 14.00 14.20

45263 287 315 347368

0 m/z 57.10 78.79%
m/z--> 50 100 150 200 250 300 350
Abundance #82266: 2,5-dimethoxy-4-ethylthio-benzaldehyde
226
5000 LA L L L L L B
13.60 13.80 14.00 14.20
59 123 152 183 m/z 97.10 69.92%
39 77 95 ‘ b
0 T —
m/z--> 50 100 150 200 250 300 350
Abundance
226
R e
13.60 13.80 14.00 14.20
5000 197 m/z 229.10 64 .76%
165
o 50 69 g9 113 139
L e B e W
m/z--> 50 100 150 200 250 300 350
Abundance #118389: Diheptylisobutylamine A R Ea
226 13.60 13.80 14.00 14.20
m/z 83.10 62.40%
5000
184
1 142
el 1%, 1.
ot At i 4 e A MM
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104197.D

Aca On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample : J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.89 21.31 ng 606970 Perylene-d12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 59
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 2517 (16.892 min): BF104197.D (-2512) (-) m/z 191.20 100.00%

5000

:

16.60 16.80 17.00 17.20

259279 304

0 m/z 95.10 37.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LA L L L L LB
100 16.60 16.80 17.00 17.20
135 398 m/z 81.10 24.65%
163 217 260 355
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
AR EEREE L
16.60 16.80 17.00 17.20
5000{ 28 m/z 69.10 23.59%
135 163
% i /\MWJLVM
ot e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) AR EEREE L
191 16.60 16.80 17.00 17.20
m/z 192.15 22.83%
5000 57
8 107 149
0.2?.‘,‘.‘.‘.‘1.“,“‘.‘.“.“‘.!‘.‘.“. L B B s o LA A
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\
Data File : BF104197.D

Acq On : 3 Apr 2018 23:16

Operator : JU/SJ

Sample - J2182-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.29 4.9 ng 163072 1 6.96 671302 20.0
Acetic acid, 1,1-... 5.20 3.9 ng 130542 1 6.96 671302 20.0
unknown6.73 6.73 91.2 ng 3061750 1 6.96 671302 20.0
Hexadecane 9.37 2.9 ng 148603 3 10.00 1019990 20.0
Tetradecane 9.90 2.5 ng 125876 3 10.00 1019990 20.0
Dodecane 10.40 3.1 ng 157716 3 10.00 1019990 20.0
Pentadecane, 2,6,... 10.63 2.1 ng 105126 3 10.00 1019990 20.0
Heneicosane 10.88 7.5 ng 354956 4 11.50 949692 20.0
Pentadecane 11.33 2.0 ng 97331 4 11.50 949692 20.0
4H-Cyclopenta[def... 12.11 6.7 ng 318495 4 11.50 949692 20.0
Phenanthrene, 2,5... 12.55 4.1 ng 193858 4 11.50 949692 20.0
unknownl13.96 13.96 4.1 ng 272428 5 14.16 1314930 20.0
28-Nor-17 .beta.(H... 16.89 21.3 ng 606970 6 15.72 569758 20.0
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