LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 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-BF073019.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 3.904 304 309 321 rBV 233474 333247 28.72% 2.195%
2 5.475 572 576 597 rBV 401234 474096 40.85% 3.123%
3 6.481 744 747 764 rBV 570138 613804 52.89% 4.043%
4 6.622 768 771 781 rVvV 676436 575353 49.58% 3.790%
5 6.851 807 810 819 rBV 816375 705376 60.78% 4.647%
6 7.010 833 837 847 rBV 562602 482703 41.59% 3.180%
7 7.410 901 905 917 rBV 332161 320017 27.58% 2.108%
8 8.134 1024 1028 1036 rBvV 1025291 869702 74.94% 5.729%
9 9.210 1208 1211 1223 rBV 752280 622965 53.68% 4.104%
10 9.298 1223 1226 1231 rBvV2 22154 28639 2.47% 0.189%
11 9.551 1266 1269 1272 rBV 22335 23114 1.99% 0.152%
12 9.604 1276 1278 1283 rVV 145641 135710 11.69% 0.894%
13 9.757 1300 1304 1308 rBV 51938 62108 5.35% 0.409%
14 9.892 1324 1327 1331 rVV 1009958 888597 76.57% 5.854%
15 9.928 1331 1333 1338 rVB 42522 39468 3.40% 0.260%
16 10.098 1359 1362 1367 rBvV 30942 26970 2.32% 0.178%
17 10.216 1378 1382 1384 rBvV3 26213 32788 2.83% 0.216%
18 10.304 1393 1397 1399 rBvV3 52030 55720 4 .80% 0.367%
19 10.439 1417 1420 1425 rBV4 47020 58050 5.00% 0.382%
20 10.551 1433 1439 1442 rBV2 50640 80065 6.90% 0.527%
21 10.598 1445 1447 1451 rVB2 24582 26380 2.27% 0.174%

22 10.686 1459 1462 1467 rBV 156182 159564 13.75% 1.051%
23 10.810 1479 1483 1490 rBV2 128787 181665 15.65% 1.197%
24 11.122 1534 1536 1538 rBV2 33797 32606 2.81% 0.215%
25 11.245 1555 1557 1560 rBV 47058 40523 3.49% 0.267%

26 11.280 1560 1563 1568 rVB 135472 131950 11.37% 0.869%
27 11.380 1577 1580 1583 rBV 1004943 979094 84.37% 6.450%
28 11.404 1583 1584 1588 rVvVv 523582 382460 32.96% 2.519%
29 11.457 1591 1593 1596 rVB 123984 101964 8.79% 0.672%
30 11.674 1628 1630 1633 rVB 121100 88623 7.64% 0.584%

31 11.886 1664 1666 1668 rBV 74873 48694 4._.20% 0.321%
32 11.910 1668 1670 1673 rBV 131942 125843 10.84% 0.829%
33 11.998 1682 1685 1687 rBV2 121500 106008 9.13% 0.698%
34 12.080 1697 1699 1703 rVB 113588 101487 8.74% 0.669%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.363 1745 1747 1750 rBV 128268 114366 9.85% 0.753%

36 12.433 1757 1759 1762 rBV2 104381 103097 8.88% 0.679%
37 12.469 1763 1765 1768 rVB2 166790 154015 13.27% 1.015%
38 12.598 1784 1787 1791 rVB 889616 760807 65.56% 5.012%
39 12.827 1821 1826 1832 rBV 829242 1071495 92.33% 7.058%
40 12.963 1846 1849 1858 rVB 750145 873890 75.30% 5.757%

41 13.198 1887 1889 1891 rBV2 224663 173248 14.93% 1.141%
42 13.539 1945 1947 1951 rBV3 201762 215583 18.58% 1.420%
43 14.004 2023 2026 2027 rBV 582175 546511 47.09% 3.600%
44 14.027 2027 2030 2033 rVV2 1051973 1160527 100.00% 7.645%
45 14.051 2033 2034 2037 rVB 327217 233017 20.08% 1.535%

46 15.504 2277 2281 2291 rVB 583148 838563 72.26% 5.524%

Sum of corrected areas: 15180472
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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\BFO73119\

BF115890.D

1 Aug 2019 2:05

HP/JU

K4049-05 5X

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,3,5-Cycloheptatriene Concentration Rank 3

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

3.90 9.45 ng 333247 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 Spirol2.41hepta-4.6-diene 92 C7HS8 000765-46-8 87
4 Molvbdenum. di-._.mu.-chlorobisl(1... 532 C20H26CI12Mo02 035625-66-2 72
5 2,5-Norbornadiene 92 C7HS8 000121-46-0 64

Abundance Scan 308 (3.899 min): BF115890.D (-304) (-) m/z 91.00 100.00%
o
5000
39 51 65 74 o 3.60 3.80 4.00 4.20
Y DO~ Y USSP N NSRS 1P | R m/z 92.00 57.62%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2449: Toluene
o
5000 AR SR UL S
3.60 3.80 4.00 4.20
m/z 65.00 12.41%
39 51 65
27 | 45 3 57 ] 74 86
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2470: 1,3,5-Cycloheptatriene
o
360 3.80 400 420
5000 m/z 39.00 10.59%
39 65
5 Py | 455 e 7 s
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance H#H2472: Spir0[2,4]hepta—4,6—diene AL B L N N N B
il 3.60 3.80 4.00 4.20
m/z 63.00 9.13%
5000
65
27 39 45 51 59 | 77 86|
miz--> 10 20 30 40 50 60 70 8 90 100 360 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.62 Concentration Rank 1

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

6.62 16.31 ng 575353 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF115890.D (-768) (-) m/z 132.00 100.00%
5000 68 k
40 % J 620 640 6.60 6.80 7.00
54 . . . . .
e s W | n/z 68.00  41.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.11%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.61%
33 44 o 105
...‘.|.‘.‘..Gﬁ..‘..P....‘,.“.:!']'?,.. S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 17.14%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.71 ng 181665 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 58
3 Tetradecane 198 C14H30 000629-59-4 55
4 Decane. 2-methvl- 156 Cl11H24 006975-98-0 53
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53

Abundance Scan 1483 (10.810 min): BF115890.D (-1479) (-) m/z 57.00 100.00%

57 71

5000

183

198 10.40 10.60 10.80 11.00 11.20
m/z 71.05 84 .99%

99 113 169
127141154

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
5000 TT T T[T T I T [T T T T[T T TT[TT
85 10. 40 10. 60 10 80 11. 00 11. 20
m/z 43.00 60.31%
99 113127
J Lo o 4 141155169183197211225239253267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59890: Tridecane, 3-methyl-
57

43 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 35.81%

71
29

85
LA | %91131271411551?9183198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane R B
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.00 26.59%

5000 85

29
99

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

8270-BF073019.M Thu Aug 01 16:48:19 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.28 2.70 ng 131950 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Tetradecane 198 C14H30 000629-59-4 62
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 62
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53

Abundance Scan 1563 (11.280 min): BF115890.D (-1560) (-) m/z 57.00 100.00%
57
184
5000 85
113 SR PR SUN U BN
139 11.00 11.20 11.40 11.60
— .J, b LaTpase ) 2020 m/z 71.00 82.21%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L L BULELL ISR IR
nmnmnmnm
m/z 184.00 60.16%
29 113 141
L j ﬂ L 141,169 197 225 253 205 323 367
m/z--> éo 100 1%0 260 2%0 300 3%0
Abundance #59880: Tetradecane
57
11.00 11.20 11.40 11.60
5000 85 m/z 43.00 50.07%
29
\‘ | | it l113 141 169 198
m/z--> éo 160 150 200 2%0 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L I B
57 11.00 11.20 11.40 11.60
m/z 85.05 48.69%
5000 85
‘ ’ Lo ‘J1}3J 141 183 211 239 267 296
m/z--> % @ @ ﬁ @ @ @ nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.57 ng 125843 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 93
1-(9-Phenanthrenvl)-2-propanol 236 C17H160 1000326-09-0 90
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
Abundance Scan 1670 (11.910 min): BF115890.D (-1668) (-) m/z 192.00 100.00%
192
5000
165 208
9% 115 11.60 11.80 12.00 12.20
.18 232247262 m/z 191.00  59.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 AU AR SRR SRR
11,60 11.80 12.00 12.20
165 m/z 189.00 28.09%
39 63 82 9% 115 139 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12,00 12.20
5000 m/z 165.00 19.16%
165
15 39 63 83 93115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54756: Naphtho[2,3-b]norbornadiene A REEREEaSS
192 11.60 11.80 12.00 12.20
m/z 193.05 16.92%
5000
165
39 63 829 115 139 178
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.00 2.17 ng 106008 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 38
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 30

Abundance Scan 1685 (11.998 min): BF115890.D (-1682) (-) m/z 189.00 100.00%
149
5000

11.60 11.80 12.00 12.20 12.40
m/z 190.00 92.47%

57 71 1
43 8599113 133 150 204220 238 257271 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

5000
11.60 11.80 12.00 12.20 12.40

m/z 192_00 64 .87%

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

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20 12.40
m/z 191.00 47 .55%
5000
94
163 |
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54730: 1H-Indene, 2-phenyl- R e B
192 11.60 11.80 12.00 12.20 12.40

m/z 187 .00 19.30%

5000

165
63 77 95 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.08 2.07 ng 101487 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1699 (12.080 min): BF115890.D (-1697) (-) m/z 57.00 100.00%
q7
85
5000
4
113 111 197 11.80 12.00 12.20 12.40
0 ,," L Wb fierars (1214230 283 282 326 hzz 71.05  70.95%
m/z--> mmmmmmmmmmmmmmmm
Abundance #117638: Nonadecane
g7
5000 85 LI B SUCILN UL U
nmnmnmnm
4 m/z 43.00 67.50%
ol M8 141 160 197 205 268
m/z--> ﬁ&&%@mmmmmmmmmmﬁ
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
g7
| 11.80 12.00 12.20 12.40
5000 Al 85 m/z 85.05 52.29%
113 155
, h N -l \ n137 \‘ 1§3 207 225
m/z--> ﬁmm%mmmmmmmmmmmﬁ
Abundance #48846: Dodecane, 4-methyl- AR EREEE RS
48 71 11.80 12.00 12.20 12.40
m/z 41.00 28.22%
5000
2 ‘ 99
S ‘....‘....1.2?3..'....1.‘.3?.1?.5.. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Decane, 3,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.36 2.34 ng 114366 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 50
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 49
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 49
4 Hentriacontane 437 C31H64 000630-04-6 46
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 46

Abundance Scan 1747 (12.363 min): BF115890.D (-1745) (-) m/z 57.00 100.00%

57
5000 206

12.00 12.20 12.40 12.60
m/z 71.10 54.58%

239 264 288 326

m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 IIIIIIIIIIIIIIIII|I
12.00 12.20 12.40 12.60
m/z 206.05 48 .53%
113 141
R O O s
m/z--> 50 100 150 200 250 300 350 400
Abundance #134594: Octadecane, 1-chloro-
57
12.00 12.20 12.40 12.60
5000 a5 m/z 43.00 45.11%
29
e lh%ﬁ%%?? 161 189 217 245 288
i et T T T
m/z--> 50 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- R EE R E s
57 12.00 12.20 12.40 12.60
m/z 85.05 37.38%
5000 85
29
g ‘U N 141162183 211 239 273 301322343 371 414

m/z--> 50 100 150 200 250 300 350 400 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.11 ng 103097 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 98
2 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 89
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 89
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 89
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 89

Abundance Scan 1758 (12.427 min): BF115890.D (-1757) (-) m/z 206.10 100.00%

6

5000

12.20 12.40 12.60 12.80
m/z 83.05 62.96%

226 14265282 303 396

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 LA L L L L LB
189 12 20 1240 12 60 1280
101 m/z 82.00 49 _.52%
27 51 76 || 123139 16°
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
R N R A EEEEsmas
12.20 12.40 12.60 12.80
5000 m/z 191.00 42 . 72%
189
102
27 51 18 || 120130 165 | ||

rr e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66248: 9,10-Dimethylanthracene L e B R

12.20 12.40 12.60 12.80
m/z 189.00 31.06%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.47 3.15 ng 154015 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 5.15-DimethvInonadecane 296 C21H44 1000131-09-1 83
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 70
4 Heptadecane 240 C17H36 000629-78-7 62
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 62
Abundance Scan 1765 (12.469 min): BF115890.D (-1763) (-) m/z 57.00 100.00%
g7
5000
4
12.20 12.40 12.60 12.80
..WHHL...: 141156 176 223 251267 292 m/z  71.05 70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 L UL UL UL UL
nmnmnmnm
i s m/z 43.00 66.42%
26 . | W J g4 169 197 225 253268 296
m/z--> ﬁo 40 65 éo 160 150 150 160 180 200 220 240 260 2éo 360
Abundance #141438: 5,15-Dimethylnonadecane
¥ 8 SR UL SN BN B
12.20 12.40 12.60 12.80
5000 m/z 85.10 50.80%
6! 99 239
‘\ I Y27 185 181196211 I 266281296
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 240 260 2éo 360
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- BB
57 12.20 12.40 12.60 12.80
m/z 41.00 28.56%
5000 85
4
I ‘ Lk 1}3 141156 183 211 239 267 296
m/z--> ﬁo 45 65 éo 160 150 150 1éo 180 200 220 240 260 280 360 1220 1240 1260 1280

8270-BF073019.M Thu Aug 01 16:48:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 12 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.99 ng 173248 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1889 (13.198 min): BF115890.D (-1887) (-) m/z 57.00 100.00%
57
85
5000

113 12.80 13.00 13.20 13.40 13.60
141 169 221 244
ol ..,.I I S A0L S At 282302325346 m/z 71.05 79.64%

m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85 TT T T[T T T T [T T T T[T T TT[TT
12. 80 13 00 13 20 13. 40 13 60
29 m/z 43.00 64.18%
113 169
T A 7 S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R B A ma
12.80 13.00 13.20 13.40 13.60
5000 g5 m/z 85.05 54 .50%
29
UL gt 141 169 197 225 253 281 309 337 365 394
L L e I e o e L e
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl- N e o
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 28.13%
5000 85

140
sp | ) 18 T 182505006

" A "
LIS L O N L L L L L L L L B Y L L B Y LB LB | LI I L L L L L

T
m/z--> 50 100 150 200 250 300 350 12. 80 13 00 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115890.D

Aca On > 1 Aug 2019 2:05

Operator : HP/JU

Sample : K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.54 3.72 ng 215583 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 1947 (13.539 min): BF115890.D (-1945) (-) m/z 57.00 100.00%
g7
85
5000
3 | [ [1}3 141 169 196215 244 265283301 333 355 13.20 13.40 1360 13.80 _
S T N P i SRE SR S A m/z 71.10 74.15%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 N AR IR
13.20 13.40 13.60 13.80
m/z 43.00 66.16%
29 113
L | Lo T, 141 169 197 225 268
m/z--> §o 160 150 260 250 300 3%0
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
13.20 1340 13.60 13.80
5000 85 m/z 85.10 54_.71%
113 155
‘ Jli nI o J ‘\137 \{ 18l3 207225
m/z--> §o 160 1éo 200 2%0 300 3%0
Abundance #141426: Heneicosane LA L L L L B
57 13.20 13.40 13.60 13.80
m/z 55.00 21.90%
85
5000
29 113
[0 Loy [ 7)7 141 169 197 225 253 296
m/z--> 5'0 1(')0 150 200 250 300 3&1,0 13.'20 13.'40 13.|60 13.|80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO073119\
Data File : BF115890.D

Acq On > 1 Aug 2019 2:05

Operator : HP/JU

Sample > K4049-05 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
1,3,5-Cycloheptat. ... 3.90 9.4 ng 333247 1 6.85 705376 20.0
unknown6 .62 6.62 16.3 ng 575353 1 6.85 705376 20.0
Hexadecane, 2,6,1... 10.81 3.7 ng 181665 4 11.38 979094 20.0
Hexacosane 11.28 2.7 ng 131950 4 11.38 979094 20.0
Phenanthrene, 1-m... 11.91 2.6 ng 125843 4 11.38 979094 20.0
4H-Cyclopenta[def... 12.00 2.2 ng 106008 4 11.38 979094 20.0
Nonadecane 12.08 2.1 ng 101487 4 11.38 979094 20.0
Decane, 3,8-dimet... 12.36 2.3 ng 114366 4 11.38 979094 20.0
Phenanthrene, 2,5... 12.43 2.1 ng 103097 4 11.38 979094 20.0
Heneicosane 12 .47 3.1 ng 154015 4 11.38 979094 20.0
2-Bromo dodecane 13.20 3.0 ng 173248 5 14.03 1160530 20.0
Tetradecane, 2,6,... 13.54 3.7 ng 215583 5 14.03 1160530 20.0
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