LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 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-BF120916.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 3.927 157 161 164 rBvV 247061 473470 1.00% 0.090%
2 4.864 241 243 246 rVB 904141 1234338 2.62% 0.234%
3 4.933 246 249 251 rBVY 1487882 2224852 4.72% 0.422%
4 5.138 265 267 269 rBV 723763 1045887 2.22% 0.198%
5 5.184 269 271 276 rVB5 212516 509641 1.08% 0.097%
6 5.367 285 287 290 rVB 2821131 2961095 6.28% 0.561%
7 5.436 290 293 296 rBV3 311482 472331 1.00% 0.090%
8 5.516 298 300 303 rBV 637601 1012368 2.15% 0.192%
9 5.561 303 304 306 rVB 889332 876497 1.86% 0.166%
10 5.607 306 308 312 rVB2 823937 1123030 2.38% 0.213%

11 5.778 320 323 325 rvB2 1031178 1583659 3.36% 0.300%
12 5.836 325 328 333 rBVv3 560465 1434706 3.04% 0.272%
13 5.927 333 336 339 rBV2 2448180 4589003 9.74% 0.870%
14 5.973 339 340 343 rBv2 301381 604960 1.28% 0.115%
15 6.019 343 344 348 rVB2 3286563 4291804 9.10% 0.814%

16 6.076 348 349 351 rBV 1110816 1467333 3.11% 0.278%
17 6.121 351 353 355 rvB 2223573 2728016 5.79% 0.517%
18 6.236 358 363 365 rBV 4553425 6651936 14.11% 1.261%
19 6.304 366 369 371 rBV 1749064 2383646 5.06% 0.452%
20 6.419 374 379 381 rBV 3612996 5869851 12.45% 1.113%

21 6.476 383 384 386 rBv2 685244 678788 1.44% 0.129%
22 6.544 386 390 394 rBVv2 3840110 7057947 14.97% 1.338%
23 6.636 394 398 399 rBv3 853330 1093721 2.32% 0.207%
24 6.681 399 402 404 rBVv3 283145 644295 1.37% 0.122%
25 6.739 404 407 409 rBV2 2116208 3815172 8.09% 0.723%

26 6.773 409 410 412 rVV 1698310 2030489 4_.31% 0.385%
27 6.807 412 413 415 rVB 3362681 2358777 5.00% 0.447%
28 6.841 415 416 418 rBV 1013159 1290971 2.74% 0.245%
29 6.910 420 422 423 rVV 594292 800517 1.70% 0.152%
30 6.933 423 424 426 rVV2 4691805 6171148 13.09% 1.170%

31 6.967 426 427 429 rVB 3932327 2801551 5.94% 0.531%
32 7.036 429 433 437 rVB3 2711954 5226747 11.09% 0.991%
33 7.127 437 441 444 rBV3 1590463 3971452 8.43% 0.753%
34 7.184 444 446 447 rBV2 1321280 1926284 4._.09% 0.365%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE
Smoothing : ON

: Filtering: 5
Sampling :© 1

Min Area: 3 % of largest Peak

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

0.2

Peak separation: 5
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Max Peaks: 100
Peak Location: TOP

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 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:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.396 722 727 733 rBV5 1666490 8063727 17.11% 1.528%
73 10.785 756 761 766 rBV5 2343662 10099610 21.43% 1.914%
74 10.933 769 774 780 rVvVv4 2449598 13054627 27.69% 2.474%
75 11.150 785 793 800 rBV5 4469790 31452268 66.72% 5.962%

76 11.333 801 809 814 rBV3 4586393 30457238 64.61% 5.773%
77 12.751 931 933 937 rBV2 5046379 13992999 29.69% 2.652%
78 12.819 937 939 943 rVvVv4 3945263 9267020 19.66% 1.757%
79 12.888 943 945 949 rVB3 4624058 8533793 18.10% 1.618%
80 13.025 949 957 961 rBV3 9769700 47137547 100.00% 8.935%

81 13.094 961 963 965 rvv2 2588192 5280459 11.20% 1.001%
82 13.128 965 966 968 rVB2 4947737 3967850 8.42% 0.752%
83 13.208 970 973 974 rVB2 2179749 2661435 5.65% 0.504%
84 13.242 974 976 977 rBV 2860689 3692357 7.83% 0.700%
85 13.311 980 982 983 rBV 2180485 2734004 5.80% 0.518%

86 13.334 983 984 987 rVB2 2690234 4069777 8.63% 0.771%
87 13.379 987 988 989 rVB 1224568 839441 1.78% 0.159%
88 13.414 989 991 992 rBV 4466762 4937279 10.47% 0.936%
89 13.448 992 994 997 rVvB2 3800525 7588831 16.10% 1.438%
90 13.505 997 999 1001 rBV3 813444 1642879 3.49% 0.311%

91 13.574 1003 1005 1008 rVB3 1732462 1952963 4.14% 0.370%
92 13.619 1008 1009 1014 rVB4 1981891 4139643 8.78% 0.785%
93 13.894 1030 1033 1035 rBV3 487508 914626 1.94% 0.173%
94 13.951 1036 1038 1042 rVB2 863296 1332796 2.83% 0.253%
95 14.431 1077 1080 1083 rVB 850331 1179757 2.50% 0.224%

96 15.334 1157 1159 1163 rVV 598745 781879 1.66% 0.148%

Sum of corrected areas: 527567073
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BF091685.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, (1-methylethyl)- Concentration Rank 20

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

5.93 45.20 ng 4589000 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 70
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 62
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 58
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 58
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 49

Abundance Scan 336 (5.927 min): BF091685.D d§-333) ) m/z 105.10 100.00%
105
5000
s 55 67 7 120 L I UL L
91 5.60 5.80 6.00 6.20
..,....,....,....|,|.'...;|:-:|.-|.,.-.-.|:-,--...|!|,'!'...,l..-?ﬁ.':!.,l.l.?.!'....,....}‘.‘?..,. m/z 120.10  23.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9118: Benzene, (1-methylethyl)-
105
5000 AR RS SRS SRR
120 5.60 5.80 6.00 6.20
77 m/z 77.05 19.74%
15 27 3 S s ) 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5.60 5.80 6.00 6.20
5000 120 m/z 79.10 18.17%
277 ¥ s 63 1 A

mmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9134: Benzene, 1-ethyl-4-methyl-
105 5.60 5.80 6.00 6.20
m/z 41.10 14 .88%
5000
o 77 o1 120
o e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.24 65.52ng 6651940  1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. propvl- 120 coH12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78

013622-43-0 72
000104-63-2 72
000140-28-3 64

3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN
4 Ethanol. 2-T(phenvImethyDaminol- 151 C9H13NO
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2

Abundance Scan 363 (6.236 min): BF091685.D (-358) (-) m/z 91.10 100.00%
91
5000
120
65 e o N S  EAmER
39 51 78 | 105 140 6.00 6.20 6.40 6.60
-ttt m/z 120.10 24 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9108: Benzene, propyl-
91
5000 LI L L L L L LN L LB
6.00 6.20 6.40 6.60
65 120 m/z 65.00 11.86%
39 51 78
15 27 77 i) 105
L B I o LA o o o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
120 6.00 6.20 6.40 6.60
5000 m/z 92.10 10.99%
65
28 39 51 77 105 132 165 209
I o T A I i o B e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85320: Phenethylamine, N-benzyl-p-chloro- R L ERARNRRNEEoA L
91 6.00 6.20 6.40 6.60
m/z 78.05 6.83%
120
5000
28 41 %577 | 103 | 139 164
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 11

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

6.54 69.52 ng 7057950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Methvlphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 390 (6.544 min): BF091685.D (-386) (-) m/z 132.00 100.00%
5000
jl | ‘| 104112 123 || 140 152 620 640 660 680 _
SE—— A Y !...,.... 2 123 )90 152 ' "m/z 68.10  48.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
21 78 m/z 134.00 33.19%
9\ H | |
SRR AR AR S AN AR RRRARRARA RS LARAS BRSNS SRS BARAE RARAN SARAN BN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

132

6.20 6.40 6.60 6.80
5000 m/z 66.05 31.71%

45
63 /78 g7 117

mmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 24 .49%
5000
104
66
14 27 39 51 P 7T g9 | 115 ||
T T [ e e e e e RN R e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,3-diethyl- Concentration Rank 19

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

7.04 51.48 ng 5226750 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86

Abundance Scan 433 (7.036 min): BF091685.D (-429) (-) m/z 105.05 100.00%
105 119
5000 134
91
77
39 51 65 | ‘ | 144152 6.80 7.00 7.20 7.40
e et et e 144182 777119100 95. 474
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134

6.80 7.00 7.20 7.40
m/z 134.05  44.77%

91
27 ﬁg 51 65 7( |
[, [ Il Ii] Ll !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105 119

680 7.00 7.20 7.40
5000 134 m/z 91.10 30.81%

91

77
15 27 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14328: Benzene, 1,4-diethyl-

6.80 7.00 7.20 7.40
m/z 77.00 19.34%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Cyclohexane, pentyl- Concentration Rank 10

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

7.70 72.61 ng 11530700 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 90
2 n-Amvlcvclohexane 154 C1l1H22 029949-27-7 87
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 81
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 78
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 78

Abundance Scan 491 (7.699 min): BF091685.D (-488) (-) m/z 83.10 100.00%
83
55
5000 a1
69 ey N
97 154 7.'40 7.%0 7.530 8.|00 '
el L L M2 125 139 T 168 o 5510 77.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25843: Cyclohexane, pentyl-
83
55
5000 U UL UL R R
a1 7.40 7.60 7.80 8.00
67 m/z 82.10 62.31%
29 154
S I — i MU A S o3 A
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 83
740 760 7.80 8.00
5000 a1 m/z 41.10 38.36%
29 67 154
15 97 111 125
miz--> 20 40 60 80 100 120 140 160
Abundance #11235: Cyclohexane, (1-methylethyl)- e e e a maa
83 7.40 7.60 7.80 8.00
55 m/z 69.10 22.40%
5000 a1
67
27 ‘ 126
T 'h""ﬂt "dbl ""' =~ '93'| '%¥1'| 'M L AL UL HE UL UL R IR
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

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

7.82 77.65 ng 12331600 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 94
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 502 (7.824 min): BF091685.D (-498) (-) m/z 119.10 100.00%
119
5000 134
. 91
39 51 65 103 7.40 7.60 7.80 8.00 8.20
v N DU YO PR | S Ll 145 160169 m/z 134.10 40.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00 8.20
91 m/z 91.05 19.44%
15 27 % 81 65 T 103 ) |
mz-> 20 40 60 80 100 120 140 160
Abundance
119
7.40 7.60 7.80 8.00 8.20
5000 134 m/z 117.10 12.74%
15 27 39 51 65 77 o 105
mz-> 20 40 60 80 100 120 140 160
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119 7.40 7.60 7.80 8.00 8.20
m/z 120.05 10.40%
5000
134
91
15 27 451 65 77 | 108 )|
mz-> 20 40 60 80 100 120 140 160 | | 7.40 7.60 7.80 8.00 8.20

8270-BF120916.M Tue Dec 20 04:40:22 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octane, 2,3,6-trimethyl- Concentration Rank 13

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

8.51 64.75 ng 10283900 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 72
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 64
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 64
5 Octane, 4-bromo- 192 C8H17Br 000999-06-4 53

Abundance Scan 562 (8.510 min): BF091685.D (-559) (-) m/z 57.10 100.00%
=LA
43
5000
L T —
85 113 145 8.20 8.40 8.60 8.80
133
ol el 222818 | 180 176 198 | Tz 71.10  80.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27143: Octane, 2,3,6-trimethyl-
57 71
43
5000 IS RN R LR LA
8.20 8.40 8.60 8.80
m/z 43.10 57 .57%
LB e g ge
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43 57 71
820 840 8.60 880
5000 m/z 41.10 34 .78%
29 85
99 M3 157 141 155 169 183 108
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45585: Undecane, 6,6—dimethy|— L L L L B L B B
57 8.20 8.40 8.60 8.80
71 m/z 56.10 20.40%
5000 43
113
J \ L 8 97 | 127 1m 170
m/z--> 20 4'0 60 8IO 100 120 140 160 180 200 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1-methyl- Concentration Rank 6

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

8.89 86.68 ng 13765700 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 595 (8.887 min): BF091685.D (-592) (-) m/z 142.10 100.00%
142
5000 115
39 51 63 74 89 1, 131 159 174 188197 8.60 8.80 9.00 9.20

P Gl o .2 T m/z 141.10 91.83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18499: Naphthalene, 1-methyl-
142
5000
115 8.60 8.80 9.00 9.20
m/z 115.10 41 _.93%
27 39 51 63 74 89 10 | 126

I T T ‘I T - T I T ‘I HI I T ‘I T I T I‘ T I LI B B I T T I T T I T T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

142

8.60 8.80 9.00 9.20

5000 m/z 139.10 12.52%
115

27 39 51 63 724 89 10p 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-

141 8.60 8.80 9.00 9.20
m/z 143.10 12.40%

5000 115

63
27 39 51 0% 74 89 100 | 135

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.75 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.75 209.98 ng 13993000 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-2-Methvlimino-4.5-tetramethy... 168 C9H16N20 1000102-94-1 47
2 2.5-Dimethoxvbenzvl alcohol 168 C9H1203 033524-31-1 43
3 Phenol. 4-methoxy-3-(methoxymeth... 168 C9H1203 059907-65-2 43
4 6-Thioxanthine 168 C5H4N40S 002002-59-7 37
5 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 27
Abundance Scan 933 (12.751 min): BF091685.D (-931) (-) m/z 168.10 100.00%
1648
238
5000 125

98
12.40 12.60 12.80 13.00

258 286 309326

o} m/z 238.20 59.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35344: (2)-2-Methylimino-4,5-tetramethylenetetrahydro-1,3...
168
58
5000 125
9% 12.40 12.60 12.80 13.00
m/z 125.10 41 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
168
TR T T T
125 12.40 12.60 12.80 13.00
5000 65 m/z 169.10 17.42%
39 93
15 109 15
mmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35264: Phenol, 4-methoxy-3-(methoxymethyl)- I B L SE
168 12.40 12.60 12.80 13.00
m/z 98.10 16.88%
5000 125
65
109 ‘11
...,.'...J,‘..L.H. bkt w‘h ¥ ‘.‘..l\ % N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF120916.M Tue Dec 20 04:40:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.82 139.06 ng 9267020 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 53
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 43
3 4-tert-Butvl-benzophenone 238 C17H180 022679-54-5 38
4 Anthracene. 9.10-dimethoxv- 238 C16H1402 002395-97-3 38
5 4,4"-Diisopropylbiphenyl 238 C18H22 018970-30-4 38

Abundance Scan 939 (12.819 min): BF091685.D (-937) (-) m/z 223.20 100.00%

23
5000 181

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_h
125 459 12.40 12.60 12.80 13.00 13.20

43 59 76 101

0! m/z 238.20 57.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181

5000
12.40 12.60 12.80 13.00 13.20

m/z 181.10 46 .55%

55 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
223
RN EE o
12.40 12.60 12.80 13.00 13.20
5000 m/z 255.20 37.64%
43 165
27 104 181 oho
77 128 202 3
memmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81230: 4-tert-Butyl-benzophenone R ma i SR
223 12.40 12.60 12.80 13.00 13.20
m/z 209.20 34.26%
105
5000 77
161 239
29 St 128145 | 178195 ‘
e e e e e e e e e R A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,1"-ethylidenebis... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.89 128.06 ng 8533790 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.1"-ethvlidenebisl4-et... 238 C1l8H22 010224-91-6 53
2 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 49
3 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 46
4 Benzene. 1.1"-ethvlidenebisl3.4-... 238 C18H22 001742-14-9 46
5 Ethane, 1-(2,3-xylyl)-1-(3,4-xyl... 238 C18H22 002816-98-0 46
Abundance Scan 945 (12.888 min): BF091685.D (-943) (-) m/z 223.20 100.00%
»3
5000
194 255
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—
104
146 178 284 12.60 12.80 13.00 13.20
o 35989 | 1 316 m/z 238.20  30.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81274: Benzene, 1,1'-ethylidenebis[4-ethyl-
223
5000
12.60 12.80 13.00 13.20
165 193 m/z 209.20 27 .06%
91 117
P Rl C S AL O A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
223
112.60 12.80 13.00 13.20
5000 m/z 194.10 26.96%
104 239
78 77 128 1471% 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71625: 12-Azabicyclo[9.2.2]pentadecan-13-one B B e L
97 223 12.60 12.80 13.00 13.20
m/z 255.20 22.68%
5000
126 ., 180
"rrrrrrrrrrrrrrrrrq-rrrq-rrn L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl13.02 Concentration Rank 1

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

13.02 707.35 ng 47137500 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvl-1.2.3.4-tetr... 238 C18H22 1000151-39-2 45
2 syn-Tricvclol8.4.1.1(4.9)Thexade... 238 C16H1402 1000158-32-8 43
3 2-Phenazinecarboxvlic acid. meth... 238 C14H10N202 018450-12-9 38
4 3H-Indazol-3-one. 1.2-dihvdro-5-... 238 C15H14N20 017049-55-7 35
5 Fluorenone oxime 195 C13H9NO 002157-52-0 27

Abundance

5000 168

152

o 43 o2 89 115131

m/z-->

195

210

Scan 957 (13.025 min): BF091685.D (-949) (-)
238

267284 322
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 238.20 100.00%

12.80 13.00 13.20 13.40

Abundance

5000

165
27 43 67 89 115 141 M

#81276: Anthracene, 9-butyl-

195

| 210

1,2,3,4-tetrahydro-

238

m/z 195.10 57 .35%

12.80 13.00 13.20 13.40

m/z 168.10 41.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
238
12.80 13.00 13.20 13.40
5000 m/z 165.10 36.39%
165 210
191
27 43 61 77 gp 115 141
mmwmﬁ?mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80911: 2-Phenazinecarboxylic acid, methyl ester T
238 12.80 13.00 13.20 13.40
m/z 179.10 23.10%
5000 179
207
75 102 g 152 ‘
| I | \ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13. 20 13. 40

8270-BF120916.M Tue Dec 20 04:40:24 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 unknownl13.09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.09 79.24 ng 5280460 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. l-methvl-7-(1l-meth... 234 C18H18 000483-65-8 38
2 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 38
3 Pvrrololl.2-althienol2.3-dlovrim... 220 C11H12N20S 056929-61-4 38
4 1-Penten-3-one. 4-methvIl-1-T2.6.... 220 C15H240 1000132-20-9 35
5 9,10-Anthracenediethanol 266 C18H1802 072898-48-7 35

Abundance Scan 963 (13.094 min): BF091685.D (-961) (-) m/z 220.20 100.00%

5000 251

12.80 13.00 13.20 13.40

0 m/z 219.20 58.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78743: Phenanthrene, 1-methyl-7-(1-methylethy!)-
219
5000
203 12.80 13.00 13.20 13.40
102 obe m/z 205.10 50.93%
83 | 118136152 178) H‘ )

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

220

12.80 13.00 13.20 13.40
5000 m/z 251.20 50.08%

101 189
39 76 122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69034: Pyrrolo[1,2-a]thieno[2,3-d]pyrimidin-4(6H)-one, 7,...
220

12:80 13.00 13.20 13.40
m/z 266.20  41.48%

5000
41 59
Lok 83 10 13612 176 o2

_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 15 2-Isopropyl-10-methylphenan... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.13 59.54 ng 3967850 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropvl-10-methvIlphenanthrene 234 C18H18 066552-97-4 86
2 Phenanthrene. 1-methvl-7-(1-meth... 234 C18H18 000483-65-8 56
3 4H-Naphtholl.2-blpvran-4-one. 3-... 252 C16H1203 069796-59-4 53
4 1H-Purine-2.6-dione. 3.7-dihvdro... 252 C10H16N402Si 062374-32-7 38
5 2-Propenoic acid, 3-(3,4,5-trime... 252 C13H1605 007560-49-8 38
Abundance Scan 966 (13.128 min): BF091685.D (-965) (-) m/z 237.20 100.00%
237
105 219
5000

165

12.80 13.00 13.20 13.40

41 89 111,,5146 269
o 63 128 311328 m/z 219.10 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78728: 2-1sopropyl-10-methylphenanthrene

219

5000
12.80 13.00 13.20 13.40
m/z 195.10 63.56%
102 8 22
39 63 B2 7 126 152 178, - | 2 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
219
12.80 13.00 13.20 13.40
5000 m/z 252.20 62.97%
102 202
27 5176 126 152 178 236
ﬁwwwrwwwmmmﬂmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89641: 4H-Naphtho[1,2-b]pyran-4-one, 3-acetyl-2-methyl-
252 12.80 13.00 13.20 13.40
67 m/z 234.20 45 _28%
115
29 171
5000 234
152 210
SN | PP ¥ SN OV N PV N | N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16 Benzene, 1l-methyl-4-[(4-pro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.24 55.41 ng 3692360 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-T(4-propviph... 234 C18H18 184161-94-2 90
2 5.6-Diphenvl-hexa-3.5-dien-2-one 248 C18H160 1000194-78-0 25
3 7-Phenvlisoauinoline 205 C15H11N 070125-65-4 22
4 6-Phenvlisoauinoline 205 C15H11N 070125-61-0 22
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 22
Abundance Scan 976 (13.242 min): BFOEd))1685.D (-974) () m/z 205.10 100.00%
205
186
5000 234
\ 22 " 13.00 13.20 13.40 13.60
o ekl l 214295312 340 | 77 186.20  55.65%
m/z--> 50 100 150 200 250 300
Abundance #78751: Benzene, l—methyl—4—[(4&)propyIphenyl)ethynyl]—
205
5000 L SN BN I S
234 13.00 13.20 13.40 13.60
m/z 234.20 40.29%
29 63 89 115 139 165 > 187 ||
m/z--> o 'éol ' "160' B '150' B 200 250 300
Abundance
205
248 13.00 13.20 13.40 13.60
5000 171 m/z 171.10 36.29%
B 127
26 | 60 'f 101 152 | 188 | 231
m/z--> 50 100 150 200 250 300 '
Abundance #59508: 7-Phenylisoquinoline R Al Raa s R
205 13.00 13.20 13.40 13.60
m/z 189.10 28.97%
5000
77 177
B 128 B | | e
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 17 Phenanthrene, 1-methyl-7-(1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.33 61.07 ng 4069780 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl-7-(1l-meth... 234 C18H18 000483-65-8 93
2 Phenol. 1.6-di-t-butvl-4-T2-IN.N... 277 C18H31NO 083698-88-8 52
3 Ethanone. 1-(4.6-dihvdroxv-2.3.5... 234 C13H1404 021987-07-5 49
4 A-TERT-BUTYL-2.6-DI1SOPROPYLPHEN. .. 276 C18H2802 1000236-32-0 47
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 47
Abundance Scan 984 (13.334 min): BF091685.D (-983) (-) m/z 219.15 100.00%
219
5000

202

101 17133, 16515y 13.00 13.20 13.40 13.60

76
S m/z 234.20 62.14%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78743: Phenanthrene, 1-methyl-7-(1-methylethyl)-
219
5000
03 13.00 13.20 13.40 13.60
10 T e m/z 202.10  24.58%
178 ‘
83 | 118136152 .

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
219
A B a I S
13.00 13.20 13.40 13.60
5000 m/z 189.10 23.11%
163
57 203 | 235
4l 7391 121 147 | 187 262278
mmmmmmmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78415: Ethanone, 1-(4,6-dihydroxy-2,3,5-trimethyl-7-benzo... AN BT B
219 13.00 13.20 13.40 13.60
m/z 203.10 21.40%
43
5000
235
| \91 1 117 172 1?1 | ‘
T e e e e e L o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13 20 13. 40 13 60

8270-BF120916.M Tue Dec 20 04:40:26 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091685.D

Aca On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 18 8-Isopropyl-1,3-dimethylphe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.41 74.09 ng 4937280 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 8-1sopropvl-1.3-dimethviphenanth... 248 C19H20 135886-06-5 93

2 1.4-Naphthoauinone. 6-acetvl-2.5... 248 C12H806 013378-89-7 52

3 1.4-Naphthoauinone. 6-acetvl-2.5... 248 C12H806 013379-24-3 43
4 4.4.5".5"-Tetramethvl-bicvclohex... 248 C16H2402 010517-07-4 40

5 2,4,6-Triisopropylbenzoic acid 248 C16H2402 049623-71-4 32
Abundance Scan 991 (13.414 min): BF091685.D (-989) (-) m/z 233.20 100.00%

5000
203
143 189 249 13.00 13.20 13.40 13.60 13.80
101 16 : : : : -
B - ALy W ool 0297 317334 o7 548.20 81, 27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #87380: 8-Isopropyl-1,3-dimethylphenanthrene
248
5000
218 13.00 13.20 13.40 13.60 13.80

202 m/z 203.10  28.40%

108
39 63 89,124 152 178
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

233

13.00 13.20 13.40 13.60 13.80
5000 m/z 218.10 27 .20%
205

43 69 249

91 121 149166 187
mmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #86917: 1,4-Naphthoquinone, 6-acetyl-2,5,8-trihydroxy-

248 13.00 13.20 13.40 13.60 13.80
m/z 202.10 25.99%
5000
43 205
69
H‘ ‘ 95 124 150 177 m m 2 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. OO 13. 20 13. 40 13 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091685.D

Acq On : 16 Dec 2016 20:59

Operator : UM/SJ

Sample : H6125-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, (1-methy... 5.93 45.2 ng 4589000 1 6.77 2030490 20.0
Benzene, propyl- 6.24 65.5 ng 6651940 1 6.77 2030490 20.0
unknown6 .54 6.54 69.5 ng 7057950 1 6.77 2030490 20.0
Benzene, 1,3-diet... 7.04 51.5 ng 5226750 1 6.77 2030490 20.0
Cyclohexane, pentyl- 7.70 72.6 ng 11530700 2 8.06 3176260 20.0
Benzene, 1,2,4,5-... 7.82 77.7 ng 12331600 2 8.06 3176260 20.0
Octane, 2,3,6-tri... 8.51 64.8 ng 10283900 2 8.06 3176260 20.0
Naphthalene, 1-me... 8.89 86.7 ng 13765700 2 8.06 3176260 20.0
unknownl12 .75 12.75 210.0 ng 13993000 5 13.95 1332800 20.0
10,18-Bisnorabiet... 12.82 139.1 ng 9267020 5 13.95 1332800 20.0
Benzene, 1,1"-eth... 12.89 128.1 ng 8533790 5 13.95 1332800 20.0
unknownl13.02 13.02 707.4 ng 47137500 5 13.95 1332800 20.0
unknown13.09 13.09 79.2 ng 5280460 5 13.95 1332800 20.0
2-1sopropyl-10-me... 13.13 59.5 ng 3967850 5 13.95 1332800 20.0
Benzene, 1l-methyl... 13.24 55.4 ng 3692360 5 13.95 1332800 20.0
Phenanthrene, 1-m... 13.33 61.1 ng 4069780 5 13.95 1332800 20.0

5

8-1sopropyl-1,3-d... 13.41 74.1 ng 4937280 13.95 1332800 20.0
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