LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 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-BF010918.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 4.928 477 483 491 rBV 179650 263760 7.18% 0.802%
2 5.334 547 552 555 rBVY 3196727 3507036 95.42% 10.659%
3 6.363 721 727 738 rBVY 2970128 3675359 100.00% 11.171%
4 6.493 744 749 752 rBV 3714697 3525401 95.92% 10.715%
5 6.716 784 787 791 rBVY 1016278 901090 24.52% 2.739%
6 6.875 810 814 817 rBVY 2978024 2661816 72.42% 8.090%
7 7.287 878 884 887 rBVY 2157503 2220633 60.42% 6.749%
8 7.998 1001 1005 1009 rBV 1225169 1138153 30.97% 3.459%
9 8.063 1011 1016 1018 rVB 40172 40367 1.10% 0.123%
10 8.422 1073 1077 1079 rBvV 73383 62490 1.70% 0.190%
11 8.557 1097 1100 1104 rVB 89004 73852 2.01% 0.224%

12 9.022 1176 1179 1183 rBV 133770 108650 2.96% 0.330%
13 9.081 1183 1189 1192 rBV 3610173 3269032 88.94% 9.936%
14 9.157 1198 1202 1206 rBV2 58633 79770 2.17% 0.242%
15 9.475 1251 1256 1259 rBV2 484465 437517 11.90% 1.330%

16 9.622 1277 1281 1284 rBV4 32522 45747 1.24% 0.139%
17 9.686 1289 1292 1295 rVB2 51798 44416 1.21% 0.135%
18 9.728 1295 1299 1300 rBV3 37137 44500 1.21% 0.135%
19 9.751 1300 1303 1307 rVB 1148992 1069905 29.11% 3.252%
20 9.863 1318 1322 1326 rVB2 56261 70087 1.91% 0.213%
21 9.910 1326 1330 1332 rBV5 38596 63208 1.72% 0.192%

22 9.945 1333 1336 1342 rVVv4 84849 130250 3.54% 0.396%
23 10.010 1342 1347 1354 rVB5 79361 149897 4.08% 0.456%

24 10.069 1354 1357 1360 rBV2 69484 77278 2.10% 0.235%
25 10.157 1369 1372 1374 rBV3 38146 48449 1.32% 0.147%
26 10.181 1374 1376 1379 rVB2 53891 54005 1.47% 0.164%
27 10.239 1384 1386 1390 rVB4 41465 52281 1.42% 0.159%
28 10.292 1392 1395 1398 rBV5 42758 53991 1.47% 0.164%

29 10.404 1409 1414 1418 rBV 258524 272592 7.42% 0.829%
30 10.469 1420 1425 1427 rVB 203311 197486 5.37% 0.600%

31 10.545 1431 1438 1441 rBV 1663323 1601301 43.57% 4.867%

32 10.628 1448 1452 1454 rBvV4 30187 44816 1.22% 0.136%
33 10.669 1454 1459 1466 rVB 535201 555036 15.10% 1.687%
34 10.875 1492 1494 1499 rVB4 65682 79270 2.16% 0.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 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-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.992 1510 1514 1516 rBV3 44414 60545 1.65% 0.184%

36 11.133 1534 1538 1544 rVB 249416 284523 7.74% 0.865%
37 11.239 1552 1556 1558 rBV 943271 848413 23.08% 2.579%

38 11.257 1558 1559 1563 rVB 67311 50451 1.37% 0.153%
39 11.480 1595 1597 1600 rVB 54894 48996 1.33% 0.149%
40 11.739 1638 1641 1644 rBV2 35492 41095 1.12% 0.125%
41 12.286 1731 1734 1736 rBV2 40702 37466 1.02% 0.114%
42 12.445 1758 1761 1765 rVB 110866 94383 2.57% 0.287%
43 12.674 1796 1800 1802 rBV 91187 80790 2.20% 0.246%

44 12.822 1821 1825 1829 rBV 2271704 2141236 58.26% 6.508%
45 13.716 1974 1977 1982 rBV 118786 118278 3.22% 0.359%

46 13.869 1999 2003 2006 rBV 865950 868280 23.62% 2.639%
47 14.263 2062 2070 2088 rVB5 191785 822659 22.38% 2.500%

48 14.886 2173 2176 2179 rBV 50812 63479 1.73% 0.193%
49 15.292 2240 2245 2253 rBVY 568153 721015 19.62% 2.191%

Sum of corrected areas: 32901050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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: BF102269.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.93 5.85 ng 263760 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 483 (4.928 min): BF102269.D (-477) (-) m/z 43.00 100.00%
a3
59
5000
1 460 480 5.00 520
o...,....,....,....-,':...,?3.':!,....,....,E.‘~3...,...:,|....,. m/z 59.00 55.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL UL R
59 460 480 500 520
m/z 101.10 18.95%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520
5000 m/z 58.00 14 .82%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L N LN |
43 4.60 4.80 5.00 5.20
m/z 41.00 9.50%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 78.25 ng 3525400 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.493 min): BF102269.D (-744) (-) m/z 132.00 100.00%
5000 68
| J 620 640 6.60 6.80
54 75 104 . . .
o..,....,....,...:,".'..7.,:!.??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.05 39.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 )
5000 RS U R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.72%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 24.99%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole e e

132 6.20 6.40 6.60 6.80
m/z 69.10 15.66%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4 Dodecane, 2,7,10-trimethyl- Concentration Rank 12

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

9.02 2.03 ng 108650 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 87
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 86
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 72
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64

Abundance Scan 1179 (9.022 min): BF102269.D (-1176) (-) m/z 57.05 100.00%
57
71
5000 43
85 M SV 1
97 113 127 159 8.60 8.80 9.00 9.20 9.40
o e M 1 Tm/z 71.05  71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000
8.60 8.80 9.00 9.20 9.40
29 85 m/z 43.10 49.64%
o | ‘ I ‘ 99 113 127 149 155 169 183 197
m/z--> 20 Jo i éo 100 150 140 160 180 200
Abundance
57
71 IS R R I
8.60 8.80 9.00 9.20 9.40
5000 43 m/z 41.05 30.78%
29 85
o 99 113 127 149 155 183 197
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethy!- e
57 8.60 8.80 9.00 9.20 9.40
43 1 m/z 85.10 26.26%
5000
29 85
b L Il w 99 113 127 149 155 169 182 197207
m/z--> 20 4'0 i 80 1(')0 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 11

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

9.95 2.43 ng 130250 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 50
2 Dodecane 170 C12H26 000112-40-3 49
3 3-(2-Methvl-propenvl)-1H-i1ndene 170 C13H14 1000187-78-5 45
4 Ethanone. 1-(5-chloro-2-hvdroxyp... 170 C8H7CI02 001450-74-4 38
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 38

Abundance Scan 1337 (9.951 min): BF102269.D (-1333) (-) m/z 155.10 100.00%
1%5
170
5000 43
57 71 o
97 113 128 141 9.60 9.80 10.00 10.20
o} m/z 170.10 78.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155
170
5000
9.60 9.80 10.00 10.20
115 128 m/z 43.05 34 .55%
63 77 141
ol—— |... |4|0| Iﬁfll I \;‘I .‘l‘ |“.‘§9. .1|Q.2. ; ‘. I .“.‘ — ‘I“' .‘H‘l I .“.M. 'I
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 m/z 57.05 33.40%
85
29
o 15 98 112 127 141 170
miz--> 20 40 60 80 100 120 140 160
Abundance #38380: 3-(2-Methyl-propenyl)-1H-indene BN E B e ma T
155 170 9.60 9.80 10.00 10.20
m/z 71.10 32.91%
5000
115 .0
L2 4 5564 7685 1pp LM
m/z--> 20 40 60 80 100 120 140 160 ' 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetratetracontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.01  2.80ng 149897  Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetratetracontane 619 C44HO0 007098-22-8 53

2 Decane. 2.3.5-trimethvl- 184 C13H28
3 4.4-Dipropviheptane 184 C13H28
4 3-Ethyl-3-methvlheptane 142 C10H22
5 Octadecane 254 C18H38

062238-11-3 47
017312-72-0 43
017302-01-1 43
000593-45-3 43

Abundance Scan 1347 (10.010 min): BF102269.D (-1342) (-) m/z 57.10 100.00%
g7
5000
97 R
133,62 507 9.60 9.80 10.00 10.20 10.40
otk m/z 43.10 84_73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 TT T T[T T I T [T T T T[T T TT[TT
9.60 9.80 10.00 10.20 10.40
m/z 71.10 80.58%
o “ ml HH 141 183 225 267 309 351 393 432463 505 561591
T T T e T P e P R T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T
9.60 9.80 10.00 10.20 10.40
5000 m/z 55.00 64.34%
07 g9 141
ok e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48849: 4,4-Dipropylheptane A mEE T B
57 9.60 9.80 10.00 10.20 10.40
m/z 85.05 61.99%
5000 141
27 99
L — A A S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.60 9.80 10.00 10.20 10.40

8270-BF010918.M Mon Jan 22 12:30:38 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tridecane, 6-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.40 5.10 ng 272592 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 70
Abundance Scan 1413 (10.398 min): BF102269.D (-1409) (-) m/z 57.05 100.00%
57
e JLA~,AJkaVVAﬂﬁvﬂHA\ﬂJJA
8 NN IR SN
113 141 169 10.00 10.20 10.40 10.60 10.80
o...J,.l..l.'l.'.‘..,....19,9....,.... S m/z 71.05 45.94%
m/z--> 50 100 150 200 250 300 350
Abundance #59895: Tridecane, 6-methyl-
57
5000 AR AR
10.00 10.20 10,40 10.60 10.80
29 126 m/z 43.10 45_.82%
ot L \\....1,5%.1?%............,....,
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.00 10,20 10.40 10.60 10.80
5000 g5 m/z 85.10 24 .95%
29
o 113 141 169 197 225 253 281 309 337 365 394
R R R R R e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R RE S R e e
57 10.00 10.20 10.40 10.60 10.80
m/z 41.05 20.74%
5000 85
0 “‘ | J1}311§1 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 ' 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\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.69 ng 197486 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 59
3 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
4 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 46
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 46
Abundance Scan 1425 (10.469 min): BF102269.D (-1420) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 169 10.20 10.40 10.60 10.80
0 ....,..'|..Fﬁ‘..:-,..9.2. AR ot m/Zz 77.00  61.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47246: Benzophenone
105
77 182
5000 A R AR B A
10,20 10,40 10.60 10.80
51 m/z 182.10 51.00%
ol 64 | 91 126139152165 |
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240 260
Abundance
105
77
10.20 10.40 10.60 10.80
0
5000 182 m/z 50.95 21.83%
51
ol 28 64 | o1 122 152165 197 272
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47990: Phenyl 4-pyridy| ketone
105 10.20 10.40 10.60 10.80
183 m/z 181.10 8.94%
77
5000 51
o I J | 127 154
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.67 13.08 ng 555036 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78

Abundance Scan 1459 (10.669 min): BF102269.D (-1454) (-) m/z 57.10 100.00%
57
71

85

99 113 i LA o w B e S S et
| 127 141 155 169 183 10 40 10. 60 10.80 11.00
o.“..qn”|,waq.”ﬁ.i.“u”,.”....w.ﬂ96”..“..ﬁ?ﬁ., m/z 71.10 69.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #105904: Pentadecane, 2,6,10-trimethyl-

57

5000 LA L L L L L L
o 10,40 10,60 10.80 11.00
29 > m/z 43.05 49.96%
99 113
0 1 L \ 1 “ T 1?7141155169183196211225239254
L et S -
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 e et
43 10.40 10.60 10.80 11.00
5000 m/z 85.10 26.93%
o 99 113127 141 155 169 183 197
R e Y
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl- A e o o e S S
57 10.40 10.60 10.80 11.00
B | m/z 41.05 21.68%
5000
85
99 112
ol 30, \\ i ‘ | 127141154168 183197 226
L A
mz-> 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\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.13 6.71 ng 284523 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Tetratetracontane 619 C44H90 007098-22-8 78
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
Abundance Scan 1537 (11.128 min): BF102269.D (-1534) (-) m/z 57.05 100.00%
57
USRS SN SRR B
113 184 10.80 11.00 11.20 11.40
Olprrrty .J.H.J.%??..l.,???. N — m/z 71.10 71.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48833: Tridecane
57
5000 URUAR A UL DU DR
10. 80 11. oo 11. 20 11.40
m/z 43.10 49 .58%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10,80 11.00 11.20 11.40
5000 m/z 85.10 38.27%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #209566: Octacosane i e e
57 10.80 11.00 11.20 11.40
m/z 55.05 23.29%
h M
99
ol 26 ] |, 4 183 225 281 337 394
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 4(')0 4&'30 5(')0 séo 6(I)O 10. 80 11. oo 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Trifluoroacetoxy hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.72 ng 118278 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 90
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 89
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 1978 (13.721 min): BF102269.D (-1974) (-) m/z 57.10 100.00%
57
83
4
5000
150 176 202 13.40 13.60 13.80 14.00
0! m/z 55.00 84.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
4 97
5000 BRI UL U
13.40 13.60 13.80 14.00
125 m/z 43.05 83.12%
oL15 |l 154 179196 224 251269
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 UL BN B
97 13.40 13.60 13.80 14.00
5000 m/z 69.05 67.96%
125
26 153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate e A REEEEEasS
13.40 13.60 13.80 14.00
m/z 83.00 67.60%

5000

125

154 1g2 210 238 0265283
T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102269.D

Aca On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample : J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 12 unknownl4.26 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.26 18.95 ng 822659 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4.6-triamine. N... 460 C27H24N8 033933-66-3 9
2 Silane. diphenvldecvloxv(3-ethvl._.. 460 C30H4002Si 1000367-46-2 9
3 S-Triazolo(l.5-a)pvrimidine. 5-m... 177 C8H11N5 051806-90-7 9
4 2-Propenethioamide. 3-(5-bromo-2... 256 C8H5BrN20S 1000319-19-5 9
5 Acethydrazide, 2-(4-bromo-1-pyra... 336 C13H13BrN402 1000268-56-3 9
Abundance Scan 2070 (14.263 min): BF102269.D (-2062) (-) m/z 57.10 100.00%
57
177
5000 122 460
215
147
91 242 LA SRR DU BURIUR SR
\ hl ll 270 596 389 14.00 14.20 14.40 14.60
oL b} m/z 177.10  65.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229222: 1,3,5-Triazine-2,4,6-triamine, N',N"-bis(3-amino... 5
460
5000 L L B UL
14.00 14.20 14.40 14.60
92 o 230 m/z 460.40 50.90%
m/z--> 55 160 1éo 260 250 360 3éo 460 4éo
Abundance
460
e
14.00 14.20 14.40 14.60
5000 m/z 175.10 44 .28%
199 303
243
29 55 78 123 165 273 339 g
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4éo
Abundance #43449: S-Triazolo(1,5-a)pyrimidine, 5-methyl-7-ethylamino- R REEEEmEE e
177 14.00 14.20 14.40 14.60
m/z 122.00 43.11%
5000
109134
44
. 81“
m/z--> 55 160 1éo 260 2éo 360 3éo 460 4éo 1450 1420 1440 14%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102269.D

Acq On : 20 Jan 2018 16:47

Operator : SJ/JU

Sample - J1210-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4 .93 5.8 ng 263760 1 6.72 901090 20.0
unknown6 .49 6.49 78.3 ng 3525400 1 6.72 901090 20.0
Dodecane, 2,7,10-... 9.02 2.0 ng 108650 3 9.75 1069910 20.0
Naphthalene, 1,4,... 9.95 2.4 ng 130250 3 9.75 1069910 20.0
Tetratetracontane 10.01 2.8 ng 149897 3 9.75 1069910 20.0
Tridecane, 6-methyl- 10.40 5.1 ng 272592 3 9.75 1069910 20.0
Benzophenone 10.47 3.7 ng 197486 3 9.75 1069910 20.0
Pentadecane, 2,6,... 10.67 13.1 ng 555036 4 11.24 848413 20.0
Tridecane 11.13 6.7 ng 284523 4 11.24 848413 20.0
Trifluoroacetoxy ... 13.72 2.7 ng 118278 5 13.87 868280 20.0
unknownl14 .26 14.26 18.9 ng 822659 5 13.87 868280 20.0
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