LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032519_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 height area % max. total

2.398 49 53 60 rvB3 13377 21746 1.68% 0.159%
5.310 545 548 572 rVB 507152 581713 45.03% 4_.253%
742 rBV 618953 746484 57.79% 5.458%
6.475 742 746 753 rBV 731161 705536 54.62% 5.159%
6.528 753 755 757 rBV 31541 23398 1.81% 0.171%
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6.704 781 785 793 rBV 944504 883372 68.39% 6.459%
6.857 808 811 824 rBV 655754 574712 44 _.49% 4.202%
887 rBvV 370815 394815 30.56% 2.887%
7.986 999 1003 1010 rBV 1020115 1021438 79.07% 7.468%
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1 8.445 1074 1081 1085 rVB8 15615 32569 2.52% 0.238%
11 8.492 1085 1089 1092 rBv4 14251 17135 1.33% 0.125%
12 8.604 1103 1108 1109 rBv4 10673 17939 1.39% 0.131%
13 8.763 1132 1135 1138 rBv4 12806 18672 1.45% 0.137%
14 8.810 1140 1143 1145 rBV3 17633 17849 1.38% 0.131%
15 9.016 1174 1178 1181 rVB4 27449 35697 2.76% 0.261%

16 9.057 1181 1185 1190 rBV 813089 756027 58.53% 5.528%
17 9.375 1236 1239 1241 rBV3 41041 53477 4.14% 0.391%
18 9.469 1249 1255 1257 rBv4 91425 145636 11.27% 1.065%
19 9.616 1275 1280 1283 rBV6 64401 146921 11.37% 1.074%
20 9.651 1283 1286 1289 rVvB3 113717 122527 9.49% 0.896%

21 9.733 1295 1300 1305 rBV3 1157671 1291748 100.00% 9.445%
22 10.145 1367 1370 1372 rBV2 114162 110710 8.57% 0.809%
23 10.522 1430 1434 1438 rBV 374720 527889 40.87% 3.860%
24 10.663 1455 1458 1461 rVB 280185 256532 19.86% 1.876%
25 10.857 1488 1491 1493 rBV2 217127 212767 16.47% 1.556%

26 11.121 1534 1536 1540 rVB 272432 268649 20.80% 1.964%
27 11.216 1549 1552 1558 rVB 884143 854507 66.15% 6.248%
28 12.268 1729 1731 1734 rVB 197537 155623 12.05% 1.138%
29 12.786 1816 1819 1829 rVB 754383 807073 62.48% 5.901%
30 13.298 1904 1906 1914 rVB 117149 117014 9.06% 0.856%

31 13.839 1994 1998 2008 rVB 1172964 1212839 93.89%% 8.868%
32 13.980 2019 2022 2024 rVB 84632 78254 6.06% 0.572%
33 14.315 2077 2079 2081 rVB 62474 47806 3.70% 0.350%
34 14.468 2102 2105 2111 rVB 363191 320951 24.85% 2.347%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.604 2126 2128 2135 rVB 185817 209116 16.19% 1.529%
36 14.921 2179 2182 2185 rVB 100716 97289 7.53% 0.711%
37 15.239 2232 2236 2240 rBV 625996 790403 61.19% 5.779%

Sum of corrected areas: 13676833
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JUu/SJ

Sample : K2091-01 5X

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF032519 .M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

Abundance TIC: BF113321.D

1500000

1000000 6.70

6.47
6.35 6.86

531
500000
7.26

2.40
77— e

T
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: BF113321.D

1500000 9.73

12.79
11.1

10.6
10.52 610.86

1000000

500000

O o ? T ————T————————

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113321.D

1500000 13.84

1000000 15.24

500000

13.98  14.32

T
18.00 18.50

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

8270-BF032519.M Wed Mar 27 17:38:17 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknown6.47 Concentration Rank 1

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

6.47 15.97 ng 705536 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 37
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 745 (6.469 min): BF113321.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J " 620 640 660 680
54 : : :
o qrer ls W m/z 68.00 43.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 6.20 6.40 6.60 6.80
ag o m/z 134.00 31.63%
T |
0....Nuﬁ.“‘k‘k"‘.‘..‘."..“..‘”l‘.:!'l.S'.. B e o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 104 6.20 6.40 6.60 6.80
5000 m/z 66.00 27 .48%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.14%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I LW |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Octadecane, l1-chloro- Concentration Rank 11

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

9.47 2.25 ng 145636 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 87
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Hexadecane 226 C16H34 000544-76-3 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1255 (9.469 min): BF113321.D (-1249) (-) m/z 57.00 100.00%
57
5000
h J132 l 920 940 960 9.80
Ol -'"-*“.-.-:'-....,....,........,....,....,....,....,.. m/z 71.00 89.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57
5000 RSN RSN R RN
1 9.20 9.40 9.60 9.80
m/z 43.00 81.64%
0 Zh “ ‘\ \‘Mu \1‘:‘33 ;75 217252 288
miz--> 0 éo 100 150 200 250 300 350 400 4éo 560 5%0 660
Abundance
57
920 940 960 9.80
5000 m/z 55.00 46 .56%
97
o 141 183 225 267 323 379 421 463 505 547 604
m/z--> 0 éo 160 1éo 200 250 300 350 400 450 560 5%0 660
Abundance #223852: Hentriacontane R e R
57 9.20 9.40 9.60 9.80
m/z 85.00 41 .80%
5000
99
o | 141 183 225 267 309 351 437
m/z--> c') 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&1;0 6(|)O 9.'20 9.110 9.|60 9.130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 4 unknown9.62 Concentration Rank 10

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

9.62 2.27 ng 146921 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene, (2)- 224 C16H32 035507-09-6 38
2 3-Hexadecene, (2)- 224 C16H32 034303-81-6 38
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 30
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 30
5 Cyclohexadecane 224 C16H32 000295-65-8 30

Abundance Scan 1281 (9.622 min): BF113321.D (-1275) (-) m/z 57.00 100.00%
57

85

5000

207224 9.40 9.60 9.80 10.00
m/z 55.00 80.99%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81249: 7-Hexadecene, (2)-
55

5000

9.40 9.60 980 10.00
111 m/z 43.00 76.10%

140 167 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 69
N S N EREEE
9.40 9.60 9.80 10.00
5000 97 m/z 71.00 72.81%
25 125 154 180106 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #175127: Trifluoroacetoxy hexadecane  EBREmEEEs
9.40 9.60 9.80 10.00

m/z 85.00 69.27%

5000

125

154 180196 224 9251 269
e o e B e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.66 6.00 ng 256532 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
2 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 80
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 78
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 76
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 70

Abundance Scan 1458 (10.663 min): BF113321.D (-1455) (-) m/z 57.00 100.00%

S (-
5000 43

10.40 10.60 10.80 11.00
m/z 71.00 78.46%

127141 155 169 183 199 215 231 246

O s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #71408: Dodecane, 2,6,11-trimethyl-
43 57 41
5000 LIS L L L LB L B
29 85 10.40 10.60 10.80 11.00
131 m/z 43.00 51.32%
A AN Py
T T T T T e e T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 TTr[rrrrprrrrprrrrprrri
71 10.40 10.60 10.80 11.00
5000{ 29 m/z 85.00 29.37%
85
99 183
o 113127141154 169 | 197 212
R o e e S RN e e e e AEEEREREs s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl- e  RRRaE Bam s
57 10.40 10.60 10.80 11.00
43 - m/z 41.00 17 .59%
5000
85
99 11 2
0 L “ 127141154 168 183 197 226
,.”.,”.q..”,”..“.”,.”.“..w.”. e R R R a s ) R S REEmE s
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.86 4.98 ng 212767 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 64
2 cis-2-Methyl-7-octadecene 266 C19H38 035354-39-3 49
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 43
4 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 42
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 41
Abundance Scan 1492 (10.863 min): BF113321.D (-1488) (-) m/z 69.00 100.00%
g9
55
5000 41 83 111125
187 LA AR BN SUNRE BN
151 171 205 pp1234 251266 10.60 10.80 11.00 11.20
o} m/z 57.00 59.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41 55 69
111
5000 27 L UMLRR B UL I
83 126 10.60 10.80 11.00 11.20
o7 m/z 55.00 58.99%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 56
69 IR AL A
10.60 10.80 11.00 11.20
5000 29 83 m/z 111.00 51.43%
97
111
ol 15 125139153167 182 210223238251 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11558: 3-Heptene, 2,6-dimethyl- e  RRRaE Bam s
55 69 10.60 10.80 11.00 11.20
a1 m/z 70.00 49 _37%
5000
27 83 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 3
R.T. EstConc Area Relative to ISTD R.T.
11.12 6.29 ng 268649 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Pentadecane 212 C15H32 000629-62-9 93
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1536 (11.121 min): BF113321.D (-1534) (-) m/z 57.00 100.00%
5771
43
5000
99 11317, - 10180 11,00 1120 1140
213 : : : :
O 155169183 238 263 n/z 71.00 78 560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38316: Dodecane
43 57
71
5000 RN UM B RN
85 mmumnmnm
29 m/z 43.00 54.39%
L g
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 USRI BN B
71 10.80 11.00 11.20 11.40
5000 g5 m/z 85.00 46.11%
29 9
ol 15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane e A REEEEEasS
57 10.80 11.00 11.20 11.40
43 - m/z 41.00 25.64%
5000 85
29
oL 15 |0 ?9 113127141155169 198
m/z--> ﬁo Jo eb 85 160 150 110 160 180 200 220 250 2éo 1080 1100 1120 1f40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.27 3.64 ng 155623 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Pentacosane 352 C25H52 000629-99-2 90
3 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 1731 (12.268 min): BF113321.D (-1729) (-) m/z 57.00 100.00%
57
5000 85
3 IlT3 141 169187 221238 262280 302 12,00 12.20 12.40 1260 _
ol b bl 7T FUAS7 2217 262280302 0 Tm/z 71.00  71.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 SR UL SUNILE BN SR
85 12.00 12.20 12.40 12.60
29 13 m/z 43.00 53.55%
oL T
m/z--> 50 100 150 200 250 300 350
Abundance
57
1200 12.20 12.40 12.60
5000 85 m/z 85.00 39.44%
113
L2 141 169 194211 239 267 205 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #129496: Nonadecane, 4-methyl- R EEEEE RS
4 12.00 12.20 12.40 12.60
71 m/z 55.00 24 _.07%
5000
99 239
m/z--> 50 100 150 200 250 300 350 1200 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Terephthalic acid, 2-ethylh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.47 5.29 ng 320951 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 58
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 49
5 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 38
Abundance Scan 2105 (14.468 min): BF113321.D (-2102) (-) m/z 70.00 100.00%
70
149
5000 112 261
41 J L S SAERE REae
14.20 14.40 14.60 14.80
168
ol '.“,I." 1.|?3,I.|.|- o 10 194214 238 | 28030232134 371 | n777148.95  68.10%
m/z--> 50 100 150 200 250 300 350
Abundance #207754: Terephthalic acid, 2-ethylhexyl octyl ester
261
70 112
5000 A BN B B R
149 14.20 14.40 14.60 14.80
L 280 m/z 261.10 50.38%
41
0.‘..“,‘M.‘.‘.‘h?%‘.‘.“.‘.i}‘.8..,....,..l.,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance
261
o 149 14.20 14.40 14.60 14.80
5000 112 m/z 112.05 45.56%
a1 168 280
ol b IS8 1), | 17189 205 | 1T S04 333 361 389
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este A ERAREERE R e
70 14.20 14.40 14.60 14.80
112
149 %61 m/z 167 .00 37.02%
5000
41
o ‘“ |\JJ‘“93‘\ ‘ || 18189 53> | 280304 333 361
m/z--> 50 100 150 200 250 300 350 ' 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.29 ng 209116 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 78
3 Triacontane 422 C30H62 000638-68-6 72
4 Docosane 310 C22H46 000629-97-0 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
Abundance Scan 2127 (14.598 min): BF113321.D (-2126) (-) m/z 57.00 100.00%
57
85
5000
J”f‘ 56 1470 1420 280 1450 1500
205 322344 370 395 . . . . )
ol L bl 433 [, 178 205220 00 205 ST [0395 7 71.00  72.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
57
85
5000 AR AR BRI B B
Mmmmmmmmmm
1131 41 160 m/z 85.00 68.39%
29 338
0 .J. i I“' H‘l\ A .”‘ II‘I :‘ u\ \ \137|\2|25 ZIS:?\IZI&I: ?qgl — e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 43.00 59.64%
113 211
L2 141 169 239
miz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e o
57 14.20 14.40 14.60 14.80 15.00
m/z 99.00 28.86%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
rrrTTrTT UL L L L N UL DL D S A A A R
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Pentacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.92 2.46 ng 97289 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tricosane 324 C23H48 000638-67-5 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2182 (14.921 min): BF113321.D (-2179) (-) m/z 57.00 100.00%
57
5000 85
113 141 1 14.60 14.80 15.00 15.20
ol WAL L7y, 183204 230 268 306330353 386 415 77 65 g2 15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 L LRI BN B B
Mmmmmmmm
13 m/z 43.00 52.47%
oL 22 Ly [T 16050210 239 267 295 373 352
m/z--> §0 100 1éo 260 2éo 360 3éo 460
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.00 45 _.30%
113
o 29 141 169 197 225 253 295 366
m/z--> §0 160 1éo 260 250 360 3éo 460
Abundance #117638: Nonadecane R o o o
57 14.60 14.80 15.00 15.20
m/z 55.00 19.67%
5000 85
29
0 \‘ “ | I‘ 1}3 141 169 197 225 268
m/z--> §0 160 1éo 260 250 300 3éo 460 1460 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113321.D

Acq On : 27 Mar 2019 5:41

Operator : JU/SJ

Sample : K2091-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 16.0 ng 705536 1 6.70 883372 20.0
Octadecane, 1-chl... 9.47 2.3 ng 145636 3 9.73 1291750 20.0
unknown9.62 9.62 2.3 ng 146921 3 9.73 1291750 20.0
Dodecane, 2,6,11-... 10.66 6.0 ng 256532 4 11.22 854507 20.0
Cyclohexane, 1,2,... 10.86 5.0 ng 212767 4 11.22 854507 20.0
Dodecane 11.12 6.3 ng 268649 4 11.22 854507 20.0
Hexadecane, 2,6,1... 12.27 3.6 ng 155623 4 11.22 854507 20.0
Terephthalic acid... 14.47 5.3 ng 320951 5 13.84 1212840 20.0
Tetracosane 14 .60 5.3 ng 209116 6 15.24 790403 20.0
Pentacosane 14_.92 2.5 ng 97289 6 15.24 790403 20.0
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