LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 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-BF081920.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 5.293 541 545 558 rBV 450139 503947 29.43% 2.977%
2 6.328 718 721 729 rBV 498056 524694 30.64% 3.100%
3 6.687 779 782 786 rBY 1027318 873583 51.01% 5.161%
4 7.251 875 878 883 rBV 409508 323670 18.90% 1.912%
5 7.975 997 1001 1004 rBY 1403897 1177438 68.75% 6.957%
6 8.934 1160 1164 1166 rBV5 22498 31118 1.82% 0.184%
7 8.998 1171 1175 1178 rBV3 47317 50077 2.92% 0.296%
8 9.045 1179 1183 1187 rBV 824356 654692 38.23% 3.868%
9 9.122 1193 1196 1202 rBV5 65746 105742 6.17% 0.625%
10 9.357 1233 1236 1238 rBV3 59323 70003 4_.09% 0.414%

11 9.392 1239 1242 1246 rVB 139077 126232 7.37% 0.746%
12 9.434 1246 1249 1250 rBV 156960 151898 8.87% 0.897%
13 9.586 1273 1275 1278 rBV2 133325 174061 10.16% 1.028%
14 9.634 1280 1283 1286 rVB 307487 275067 16.06% 1.625%
15 9.669 1286 1289 1292 rBV3 90974 128031 7.48% 0.756%

16 9.722 1292 1298 1302 rBV 1635870 1712597 100.00% 10.118%
17 9.986 1341 1343 1346 rBV3 157603 169404 9.89% 1.001%
18 10.092 1359 1361 1364 rBv4 143185 151198 8.83% 0.893%
19 10.128 1365 1367 1370 rBv2 318740 318599 18.60% 1.882%
20 10.386 1408 1411 1416 rBV 339466 356536 20.82% 2.107%

21 10.510 1429 1432 1435 rBV2 402704 454504 26.54% 2.685%
22 10.651 1453 1456 1460 rVB 896050 843884 49.28% 4._.986%
23 11.116 1533 1535 1539 rVB 815992 828672 48.39% 4 _.896%
24 11.210 1548 1551 1554 rBV 992135 933870 54.53% 5.518%
25 12.792 1817 1820 1828 rVB 903824 910780 53.18% 5.381%

26 13.710 1967 1976 1982 rVB3 400774 796561 46.51% 4._.706%
27 13.839 1994 1998 2001 rBV 1643903 1521076 88.82% 8.987%
28 14.316 2076 2079 2080 rBV 46928 39919 2.33% 0.236%
29 14.339 2080 2083 2092 rVB2 104384 135737 7.93% 0.802%
30 14.604 2124 2128 2132 rBV2 97207 131531 7.68% 0.777%

31 14.674 2138 2140 2146 rVB 34327 40991 2.39% 0.242%
32 14.845 2166 2169 2178 rVB 37666 65856 3.85% 0.389%
33 14.921 2178 2182 2186 rBV 185194 201622 11.77% 1.191%
34 15.245 2232 2237 2241 rBV 1265122 1485946 86.77% 8.779%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 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-BF081920.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.274 2241 2242 2248 rVB 106494 89970 5.25% 0.532%

36 15.674 2305 2310 2315 rBV 118620 167733 9.79% 0.991%

37 15.733 2317 2320 2326 rVV6 31552 63691 3.72% 0.376%

38 15.815 2330 2334 2341 rVB6 36217 62963 3.68% 0.372%

39 16.133 2383 2388 2399 rVB2 63959 114677 6.70% 0.678%

40 16.668 2474 2479 2486 rVB3 43067 86609 5.06% 0.512%

41 17.115 2553 2555 2569 rVvB10 26210 70304 4.11% 0.415%
Sum of corrected areas: 16925483
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF121337.D
3000000
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O———rrT 7 T T T T T T T T T T T T T L o e e e e o e N LN e S s s s 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: BF121337.D
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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: BF121337.D
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 4

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

9.05 7.65 ng 654692 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.17-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 93
3 4-(2-HvdroxvphenvD)pvrimidine 172 C10H8N20 068535-55-7 45
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
5 2-(2-Hydroxyphenyl)pyrimidine 172 C10H8N20 064435-20-7 38

Abundance Scan 1184 (9.051 min): BF121337.D (-1179) (-) m/z 172.00 100.00%
112
5000

8.80 9.00 9.20 9.40

39 51 63 75 8594 107 120 1?3143¥§2161,m 192

O i P et e bl 5 | m/z 171.00 34.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39865: 1,1'-Biphenyl, 2-fluoro-
172
5000 LI L L L LB LB LB
8.80 9.00 9.20 9.40
m/z 170.00 23.12%
ol 27 39 51 63 75 85 94 107 120 133 146 157 -m
I B e e B B [ i o HLRLAR A o o o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
172
T T
8.80 9.00 9.20 9.40
5000 m/z 173.05 11.68%
73 85
0 28 39 51 63 94 105 120 133 151
L e e B L o o e o N A e w e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine
172 8.80 9.00 9.20 9.40
m/z 152.00 5.16%
5000
o 39 52 6372 8 g0 MS 15 |
L e e e T B o e L B o I A BAEEEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10

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

9.59 2.03 ng 174061 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 90
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 42
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 25
4 2-Anthracenamine 193 C14H11IN 000613-13-8 25
5 1H-Pyrazole, 1l-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 25

Abundance Scan 1276 (9.592 min): BF121337.D (-1273) (-) m/z 69.10 100.00%
9
5000
207
9.20 9.40 9.60 9.80 10.00
o} m/z 55.05 86 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 | BN L L L L LB L
55 83 137 9.20 9.40 9.60 9.80 10.00
m/z 41.10 73.89%
151 208
0 | 165 179
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 97 109
69 SRR R A
9.20 9.40 9.60 9.80 10.00
5000 m/z 83.10 66.62%
80
- 55 123
15 138
e L S S S I L L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25430: Neopentylidenecyclohexane B B o
69 9.20 9.40 9.60 9.80 10.00
81 m/z 109.10 65.70%
41 109
5000 95 137
152
0”1|5| M H\ \“‘ ‘.‘..th...‘.l.l‘..];2.3...‘|....l....|....|.... N
m/z--> 20 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 unknown9.63 Concentration Rank 7

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

9.63 3.21 ng 275067 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 42
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 Acridine. 9-methvl- 193 C14H11N 000611-64-3 22
4 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 20
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 18

Abundance Scan 1282 (9.628 min): BF121337.D (-1280) (-) m/z 193.20 100.00%
193
41 97
5000
137 RS R L TN SU
152 165176 206 9.40 9.60 9.80 10.00
0 m/z 97.10 78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine
193
5000 LB R R RN U
165 9'40 9%0 980 1000
97 m/z 41.05 76.06%
. 51 70 83 115126 139 152 || 176
m/z--> ﬁo Jo éo 85 160 150 150 1éo 180 200
Abundance
193
123 " '9.40 9.60 9.80 10.00
5000 m/z 69.10 72.19%
150
95
oL 15 27 42 55 75 109 | 135 164 178
m/z--> ﬁo Jo éo 85 160 150 150 160 180 260
Abundance #55497: Acridine, 9—methy|— LI L L L B B BB
193 9.40 9.60 9.80 10.00
m/z 109.10 68.12%
5000
o 28 39 51 63 93 95 115196 139 152 165177
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 9. I40 9. %0 9. 80 10. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Cyclohexene, 1,5,5-trimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.13 3.72 ng 318599 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 53
2 4-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-67-9 47
3 1-Butanone. 1-bicvclol4.1.0Thept... 166 C11H180 054764-62-4 47
4 3-Fluorobenzoic acid. 2-tridecvl... 322 C20H31F02 1000280-60-2 47
5 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000278-98-1 43
Abundance Scan 1367 (10.128 min): BF121337.D (-1365) (-) m/z 123.10 100.00%
123
5000 a1 55 69 81 95 109
7 a2 50 1000 1020 1040
151 169 : : :
ol 150 123 234 m/z 69.10 42.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
43
5000 L L UL UL B
95 9.80 10.00 10.20 10.40
55 g7 81 109 165 m/z 109.10 39.59%
o 137 152 | 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123
'9.80 10.00 10.20 10.40
5000 a1 m/z 95.10 38.67%
29 55 95
69 182
0 83 111 14 154 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35062: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl- e A RAREE
123 9.80 10.00 10.20 10.40
m/z 55.10 37.61%
5000
55 95 166
71 137
LoD e e | e
m/z--> 20 40 60 b 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.39 4.16 ng 356536 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 81
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1412 (10.392 min): BF121337.D (-1408) (-) m/z 57.10 100.00%

57
5000
85

45 TT T T [ T T T T[T T T T[T T T T TT
113 169187 10.00 10.20 10.40 10.60 10.80
3 203220
Y- | i PN S 238 m/z 71.10 62.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71
95 112
5000 LA B L L L L L L L LB
10 00 10. 20 10 40 10. 60 10. 80
m/z 43.10 52.59%
ol 173191 216 245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R e e e e
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 34.18%

85
41

113
141 470

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105904: Pentadecane, 2,6,10-trimethyl- e e R B
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 26.13%

5000
4 85
113
ol ‘ | “ ok 8t 167183 211 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 00 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.65 18.07 ng 843884 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 83
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
Abundance Scan 1456 (10.651 min): BF121337.D (-1453) (-) m/z 57.10 100.00%
5 71
5000
85

99 113 10.40 10.60 10.80 11.00

127941155 182197 215 231 246

0 m/z 71.10 81.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 HRAILN UL SR UL B

10.40 10.60 10.80 11.00
85 m/z 43.10 51.79%

J “ | 99 113127 141 155 169183197

L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 S MMM
10.40 10.60 10.80 11.00
5000 43 m/z 85.10 30.59%
8 113
29 99 183
o 127141155169 197211225239 253 268
R L A s e R T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71409: Dodecane, 2,6,10-trimethyl- B L ma s B A
43 57 10.40 10.60 10.80 11.00
71 m/z 41.10 20.77%
5000
85
113127
0 H \“\ \h\ \‘ ?\ H‘ ‘ 141155169183197212
m/z--> 20 40 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\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.12 17.75 ng 828672 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1536 (11.122 min): BF121337.D (-1533) (-) m/z 57.10 100.00%
g7
5000 85
ot 1080 1100 1120 1140
oLl il 1.1 169 197223 283278 | m/z 71.10 86.78%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 UL BN BULILE B B

10.80 11.00 11.20 11.40
m/z 85.10 50.39%

29 113

oL L. I 4141 169 197 225 253 205 323 367
s e S P e T e S
m/z--> 50 100 150 200 250 300 350
Abundance
57
L
10.80 11.00 11.20 11.40
5000 85 m/z 43.10 46 .40%
113
0 141 183 211 239 267 296
e T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e A REEEEEasS
57 10.80 11.00 11.20 11.40
m/z 41.10 23.79%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
L e e el L e e=A L
m/z--> 50 100 150 200 250 300 350 10,80 11,00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 2,2°-(Ethane-1,2-diylbis(ox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 10.47 ng 796561 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
2 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13N0O4 1000368-22-4 72
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 59
4 Phthalic acid. propvl 6-ethvl-3-... 348 C21H3204 1000315-17-3 43
5 Phthalic acid, dec-2-yl propyl e... 348 C21H3204 1000356-93-7 43
Abundance Scan 1976 (13.710 min): BF121337.D (-1967) (-) m/z 105.00 100.00%
105 149
5000 77
51 13.40 13.60 13.80 14.00
Obrrr ekt 9 210 231 285275295 340 Tr777149.00  83.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #189292: 2,2&)(Ethane 1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149
5000 AU RS
77 13,40 13.60 13.80 14.00
m/z 77.00 39.37%
oL 28 5t 131 | 179 200 236
m/z--> 20 40 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
105 13.40 13.60 13.80 14.00
5000 77 m/z 51.00 8.93%
o2z ot 122 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #156210: Diethylene glycol dibenzoate R Rasars e e SLe
105 149 13.40 13.60 13.80 14.00
m/z 150.00 8.18%
5000
77
0 27 Sjl | ‘ 122 | 179 \A\m‘_\
m/z--> 20 40 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.71 ng 201622 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2182 (14.921 min): BF121337.D (-2178) (-) m/z 57.10 100.00%
57
5000
U IR BRI B
141 183 14.60 14.80 15.00 15.20
ol I, Lk, ll L a6y > 21 239 28 m/z 71.05 74.78%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LR B SULRLIL S DU
mmmmmmmm
m/z 43.10 61.14%
29 113
ol b gL gt 1 160 197 225 268
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 54_.12%
29
0 13 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L L L L N B |
57 14.60 14.80 15.00 15.20
m/z 55.00 23.11%
o T \_/\\VWIL‘\/\‘
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 S
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082020\
Data File : BF121337.D

Aca On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Octadecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.26 ng 167733 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2309 (15.668 min): BF121337.D (-2305) (-) m/z 57.10 100.00%
5000
' 15.40 15.60 15.80 16.00
0 m/z 71.05 72.98%
m/z--> 50 100 150 200 250 300 350
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 L ISR SUNLE B SR
15.40 15.60 15.80 16.00
253 0
29J 13 m/z 43.05 53.29%
oL L bl |24 169 197 95 | 380
m/z--> 55 100 1éo 260 2éo 360 3%0 '
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 51.65%
29 13 1m
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane s B L Ll
57 15.40 15.60 15.80 16.00
m/z 55.05 22.23%
5000 85
113
o2, “] | |77, 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2éo 360 3%0 ' 15M0 15%0 15%0 1&00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082020\
Data File : BF121337.D

Acq On : 20 Aug 2020 10:08

Operator : JU/CG

Sample : L3712-11 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920_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]
1,1"-Biphenyl, 2-__. 9.05 7.7 ng 654692 3 9.72 1712600 20.0
Decahydro-4,4,8,9... 9.59 2.0 ng 174061 3 9.72 1712600 20.0
unknown9.63 9.63 3.2 ng 275067 3 9.72 1712600 20.0
Cyclohexene, 1,5,... 10.13 3.7 ng 318599 3 9.72 1712600 20.0
Bacchotricuneatin c 10.39 4.2 ng 356536 3 9.72 1712600 20.0
Dodecane, 2,7,10-... 10.65 18.1 ng 843884 4 11.21 933870 20.0
Hexacosane 11.12 17.8 ng 828672 4 11.21 933870 20.0
2,2"-(Ethane-1,2-_.. 13.71 10.5 ng 796561 5 13.84 1521080 20.0
Nonadecane 14.92 2.7 ng 201622 6 15.24 1485950 20.0
Octadecane, 1-iodo- 15.67 2.3 ng 167733 6 15.24 1485950 20.0
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