LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 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-BF083019.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 5.457 569 573 580 rBV 273581 251035 36.38% 3.506%
2 6.469 741 745 756 rBV 357942 291547 42 .25% 4_.071%
3 6.551 756 759 763 rVB 40224 34555 5.01% 0.483%
4 6.610 766 769 773 rBV 334778 290411 42.08% 4 .056%
5 6.669 777 779 786 rVB2 6995 9305 1.35% 0.130%
6 6.845 806 809 813 rBV 518838 387492 56.15% 5.411%
7 7.004 832 836 839 rBV 245512 212962 30.86% 2.974%
8 7.398 900 903 910 rBV 207467 171321 24.83% 2.392%
9 7.545 925 928 932 rBB 17096 12139 1.76% 0.170%
10 8.128 1023 1027 1030 rBV 683778 523953 75.92% 7.317%
11 9.151 1199 1201 1206 rBvV2 8624 8261 1.20% 0.115%
12 9.198 1206 1209 1216 rVvVv 459040 342984 49.70% 4 _.790%
13 9.539 1259 1267 1269 rBV5 7500 13598 1.97% 0.190%
14 9.592 1273 1276 1278 rBV 46572 40475 5.87% 0.565%
15 9.851 1316 1320 1321 rBV 7507 8859 1.28% 0.124%
16 9.880 1321 1325 1331 rVB 795891 631674 91.53% 8.821%
17 10.051 1351 1354 1356 rBVv4 6218 8187 1.19% 0.114%
18 10.175 1372 1375 1377 rBvV2 12994 14834 2.15% 0.207%
19 10.398 1410 1413 1415 rVB 9397 8698 1.26% 0.121%
20 10.533 1430 1436 1439 rBV 27627 34726 5.03% 0.485%
21 10.586 1443 1445 1448 rVB3 8276 8753 1.27% 0.122%
22 10.627 1448 1452 1454 rBV3 9721 12353 1.79% 0.173%
23 10.663 1454 1458 1462 rVV 202226 175427 25.42% 2.450%
24 10.798 1476 1481 1486 rVB2 68892 73155 10.60% 1.022%
25 10.845 1486 1489 1492 rBV 60936 56155 8.14% 0.784%
26 10.880 1492 1495 1498 rVVv2 56897 62941 9.12% 0.879%
27 10.916 1498 1501 1503 rVvVv 65067 58025 8.41% 0.810%
28 10.939 1503 1505 1507 rVvVv 41979 32207 4.67% 0.450%
29 10.980 1507 1512 1513 rVV3 31977 42230 6.12% 0.590%
30 10.998 1513 1515 1517 rVvv2 29079 29594 4._.29% 0.413%
31 11.027 1517 1520 1523 rVV3 53104 62251 9.02% 0.869%
32 11.063 1523 1526 1528 rVvVv 71818 62439 9.05% 0.872%
33 11.104 1531 1533 1539 rVB2 42720 43411 6.29% 0.606%
34 11.221 1550 1553 1557 rBvV4 22283 31164 4_.52% 0.435%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 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-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.263 1557 1560 1565 rVB 55646 58110 8.42% 0.811%
36 11.363 1573 1577 1580 rBV 725224 631524 91.51% 8.819%
37 11.416 1583 1586 1591 rVB5 13306 19405 2.81% 0.271%
38 11.545 1606 1608 1610 rBV2 8695 8243 1.19% 0.115%
39 11.610 1617 1619 1623 rVB3 21628 20405 2.96% 0.285%
40 11.657 1625 1627 1629 rVB2 18258 10728 1.55% 0.150%
41 11.821 1652 1655 1656 rBV3 11516 11442 1.66% 0.160%
42 11.886 1663 1666 1670 rBV4 46083 50049 7.25% 0.699%
43 11.957 1675 1678 1679 rBV3 16902 20272 2.94% 0.283%
44 12.063 1693 1696 1700 rBV5 73705 73873 10.70% 1.032%
45 12.127 1705 1707 1710 rBV4 15288 12747 1.85% 0.178%
46 12.310 1735 1738 1740 rBV2 43954 41383 6.00% 0.578%
47 12.345 1742 1744 1748 rVB3 25777 29139 4.22% 0.407%
48 12.451 1760 1762 1765 rBV3 25033 23921 3.47% 0.334%
49 12.568 1780 1782 1784 rVB 53958 40954 5.93% 0.572%
50 12.616 1787 1790 1793 rBV 410661 331111 47.98% 4.624%
51 12.798 1818 1821 1823 rBV 58410 53054 7.69% 0.741%
52 12.821 1823 1825 1828 rVB 72285 62694 9.08% 0.876%
53 12.939 1842 1845 1848 rBV 452820 382641 55.45% 5.344%
54 13.457 1931 1933 1936 rVB 54947 43234 6.26% 0.604%

55 13.992 2018 2024 2027 rBV2 543788 690106 100.00% 9.637%
56 14.615 2128 2130 2137 rVB3 71062 95851 13.89% 1.339%
57 15.451 2268 2272 2275 rBV 340702 402835 58.37% 5.626%

Sum of corrected areas: 7160842
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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\BF090419\

BF116815.D

4 Sep 2019 15:05

HP/JU

K4639-04 5X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.61 Concentration Rank 1

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

6.61 14.99 ng 290411 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 769 (6.610 min): BF116815.D (-766) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
m/z 68.10 44 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
A
5000 R IR UL I I
6.0 6.40 6.60 6.80 7.00
m/z 134.00 32.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132
97 620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .63%
70
31 52
M % | e | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A RARENEEESE e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.35%
97
5000
70
31
o 4451 80 |77 g5 | 105 196
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl10.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.32 ng 73155 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 35
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 35
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 30
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 27
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 27

Abundance Scan 1481 (10.798 min): BF116815.D (-1476) (-) m/z 71.05 100.00%

121

5000

10.40 10.60 10.80 11.00 11.20
m/z 57.05 93.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57 711

43

10.40 10.60 10.80 11.00 11.20
m/z 121.00 92.66%

5000

99 113127

14 141155169183197 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 43.05 65.06%
85
29
99 113127
| M L 141155169183197211225239253267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo- B
57 10.40 10.60 10.80 11.00 11.20
71 m/z 85.05 43.13%
5000 43 85

29 99
| M I | 131271441 169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknownl12.06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.06 2.34 ng 73873 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Cvclohexanediol. 1.4-diphenvl- 268 C18H2002 032651-20-0 22
2 4-Azaindol-2(3H)-one 134 C7H6N20 032501-05-6 18
3 N-Benzvlformamide 135 C8H9NO 006343-54-0 18
4 6-0Octadecvnenitrile 261 C18H31N 056600-19-2 14
5 3,3-Dimethyl-1-phenylazetidine-4... 191 C11H13NS 096594-26-2 11

Abundance Scan 1696 (12.063 min): BF116815.D (-1693) (-) m/z 57.05 100.00%

7
135
71 105

5000

11.80 12.00 12.20 12.40
m/z 135.10 82.62%

173187 o0g 229243257

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117538: 1,4-Cyclohexanediol, 1,4-diphenyl-
134

105
A

5000

11.80 12.00 12.20 12.40
m/z 43.05 80.90%

27 43 222

147161 178191204 “°235250 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #15180: 4-Azaindol-2(3H)-one
134
11.80 12.00 12.20 12.40
5000 o 105 m/z 134.05 80.52%
Tes | ‘
LA BN o i i e R RS R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15488: N-Benzylformamide
135 11.80 12.00 12.20 12.40

m/z 105.00 79 .99%

91
5000 51 77 106 W
. 64|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.62 10.49 ng 331111 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 76
3 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 60
4 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 58
5 4,4"-Diisopropylbiphenyl 238 C18H22 018970-30-4 55
Abundance Scan 1791 (12.621 min): BF116815.D (-1787) (-) m/z 223.15 100.00%
223
238
5000 181
89 10115128141 ° 1240 12,60 12.80 13.00
55 128 : . . .
39 L8 i3 m/z 238.20  74.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
5000 LI UL BN SULBULN I
12.40 12.60 12.80 13.00
153 m/z 181.05 50.56%
55 g9 81 104 155137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92582: 3,4'-Diisopropylbiphenyl
223
" 12.40 12,60 12.80 13.00
5000 238 m/z 165.10 35.26%
43
97 165
s e e e | s ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80200: 12-Azabicyclo[9.2.2]pentadecan-13-one e R RRE e et
97 223 12.40 12.60 12.80 13.00
m/z 195.10 29.63%
56
5000 43 69 go 112
H ‘ 138152166180 194
I‘H"il ‘\I‘\ h“‘.‘lu‘k”. “‘ ‘ M\ ‘H H “ ?98| T e Sy paga el e g e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00

8270-BF083019.M Thu Sep 05 17:06:23 2019

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116815.D

Aca On : 4 Sep 2019 15:05

Operator : HP/JU

Sample : K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.78 ng 95851 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 60
2 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 47
3 2-methvloctacosane 408 C29H60 1000376-72-8 47
4 Eicosane 282 C20H42 000112-95-8 43
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 43
Abundance Scan 2131 (14.621 min): BF116815.D (-2128) (-) m/z 71.10 100.00%
5000
"' 14.40 14.60 14.80 15.00
. u m/z 57.10 96.81%
miz--> 0 50 100 150 200 250 300 350
Abundance #105883: Octadecane
57
5000 85 R B B SO
29 14.40 14.60 14.80 15.00
m/z 85.10 86.28%
J‘ || 13141 160 197 225 %%
mz-> 0 50 100 150 200 250 300 350
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester
48
"'14.40 14.60 14.80 15.00
5000 7 m/z 43.05 54 _.95%
97
T s e e
miz--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane RS EmmEs o L
57 14.40 14.60 14.80 15.00
m/z 70.00 40.69%
5000 85
29 ‘ | \113‘1$1‘1§9 197 225 267 295 365 393
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 ' 14.'40 14.|60 14.|8O 15.'00

8270-BF083019.M Thu Sep 05 17:06:23 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116815.D

Acq On : 4 Sep 2019 15:05

Operator : HP/JU

Sample - K4639-04 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .61 6.61 15.0 ng 290411 1 6.85 387492 20.0
unknown10.80 10.80 2.3 ng 73155 4 11.36 631524 20.0
unknownl12 .06 12.06 2.3 ng 73873 4 11.36 631524 20.0
10,18-Bisnorabiet... 12.62 10.5 ng 331111 4 11.36 631524 20.0
Octadecane 14.62 2.8 ng 95851 5 13.99 690106 20.0
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