LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01 Instrument :
Operator : UM/SJ BNA_F

Sample - H5711-02 ClientSampleld :
Misc - 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 height area % max. total
1 1.961 23 24 38 rvB 39703 162278 2.28% 0.132%
2 4.636 252 258 261 rBV2 85170 136524 1.92% 0.111%
3 4.704 261 264 265 rBY 90689 103892 1.46% 0.084%
4 4.739 265 267 274 rVB 449919 764222 10.72% 0.621%
5 4.933 282 284 287 rBY 112929 178640 2.51% 0.145%
6 5.036 291 293 295 rBvV 116124 161653 2.27% 0.131%
7 5.150 298 303 305 rBv2 213177 345084  4.84% 0.281%
8 5.196 305 307 309 rBvV 2237715 2532017 35.52% 2.058%
9 5.322 316 318 320 rBvV 148004 192549 2.70% 0.157%
10 5.367 320 322 324 rVB 176660 177973 2.50% 0.145%

11 5.413 324 326 331 rVB2 195496 300514 4.22% 0.244%
12 5.493 331 333 335 rBV 105874 138670 1.95% 0.113%
13 5.584 337 341 343 rBvV2 226281 369548 5.18% 0.300%
14 5.653 343 347 351 rBV5 102536 321585 4_.51% 0.261%
15 5.733 351 354 357 rVB 361086 559366 7.85% 0.455%

16 5.802 357 360 361 rBV 170469 300793 4.22% 0.245%
17 5.836 361 363 367 rBv2 960023 1419504 19.91% 1.154%
18 5.893 367 368 372 rBv2 371085 677236 9.50% 0.551%
19 5.950 372 373 377 rVB2 186096 307783 4._.32% 0.250%
20 6.042 377 381 384 rBV2 436695 1003845 14.08% 0.816%

21 6.122 384 388 390 rBV3 1282226 2444654 34.29% 1.987%
22 6.156 390 391 393 rVB 591435 571911 8.02% 0.465%
23 6.202 393 395 398 rBVv2 1035420 1463920 20.53% 1.190%
24 6.270 398 401 402 rBV 2378482 2975855 41.74% 2.419%
25 6.350 405 408 409 rBvV 621969 1208978 16.96% 0.983%

26 6.384 409 411 413 rVB 2240370 2888713 40.52% 2.348%
27 6.430 414 415 420 rVB3 1072356 2075938 29.12% 1.688%
28 6.510 420 422 424 rBV2 79909 145737 2.04% 0.118%
29 6.567 424 427 429 rBV2 689195 1400509 19.64% 1.138%
30 6.613 429 431 432 rBvY 794766 842931 11.82% 0.685%

31 6.636 432 433 435 rVB2 1297245 1625697 22.80% 1.322%
32 6.670 435 436 441 rVB3 967359 1301761 18.26% 1.058%
33 6.773 441 445 449 rVB2 2554584 5581844 78.30% 4_537%
34 6.899 449 456 458 rBV4 1991562 5215380 73.16% 4.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01 Instrument :
Operator : UM/SJ BNA_F

Sample - H5711-02 ClientSampleld :
Misc - 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.945 458 460 462 rBV 2184348 2641987 37.06% 2.148%

36 7.013 464 466 470 rVB2 1359863 2487852 34.90% 2.022%
37 7.116 470 475 476 rBV 1809516 3451799 48.42% 2.806%
38 7.162 476 479 480 rBvV2 1997012 2975883 41.74% 2.419%
39 7.276 486 489 491 rVB3 2522375 4188203 58.75% 3.405%
40 7.310 491 492 493 rBV 1190968 1375321 19.29%% 1.118%

41 7.345 493 495 497 rVB2 1779756 2154386 30.22% 1.751%
42 7.402 497 500 501 rBV3 1209329 2573152 36.09% 2.092%
43 7.425 501 502 505 rvB 3368213 3827490 53.69% 3.111%
44 7.482 505 507 509 rBv2 673362 1412002 19.81% 1.148%
45 7.539 509 512 514 rBv4 2721107 6023441 84.49% 4_.896%

46 7.653 519 522 523 rVvVv2 2118894 3998560 56.09% 3.250%
47 7.687 523 525 527 rVB3 1860469 2634992 36.96% 2.142%
48 7.745 527 530 532 rBV3 2198826 4336803 60.83% 3.525%
49 7.813 532 536 538 rBv3 902004 2477945 34.76% 2.014%
50 7.905 539 544 546 rVvVe 2305428 7129121 100.00% 5.795%

51 7.996 550 552 558 rvB2 2141793 5435078 76.24% 4.418%
52 8.110 558 562 565 rBVv5 1935071 6188202 86.80% 5.030%
53 8.362 582 584 587 rBV 970846 1921024 26.95% 1.562%
54 9.482 678 682 683 rBv2 1183030 3646353 51.15% 2.964%
55 12.134 912 914 917 rVB2 1237365 2708993 38.00% 2.202%

56 12.202 918 920 922 rBV 1507349 1915910 26.87% 1.557%
57 12.648 957 959 960 rBV 791540 922401 12.94% 0.750%
58 12.728 964 966 971 rVB 2930694 3503159 49.14% 2.848%
59 13.619 1043 1044 1049 rVB3 270048 384015 5.39% 0.312%
60 13.757 1055 1056 1067 rVB 842615 1661600 23.31% 1.351%

61 14.397 1110 1112 1115 rVB 95736 100462 1.41% 0.082%
62 15.128 1173 1176 1182 rVB 615634 958272 13.44% 0.779%
63 15.688 1223 1225 1233 rVB6 28127 86579 1.21% 0.070%

Sum of corrected areas: 123018489
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111816\
BF091241.D

18 Nov 2016 19:01

UM/SJ

H5711-02

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
LSCINT.P

1051-410-NEWYORK

Abundance

5000000
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Time-->
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836

309,
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Time-->
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TIC: BF091241.D

13.76
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.74 18.13 ng 764222 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 267 (4.739 min): BF091241.D (-265) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 1 8 440 4.60 4.80 5.00
e s M N U m/z 59.10 66.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 27 .23%
31 101
'w'“w'“Tﬂ'“ﬂ'“l“‘WH'W'“'E%'R%'$'“V'“|“'WH'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 4.80 5.00
5000 M m/z 58.10 18.33%
68
50 126 142
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— LA L B B B N B R LB I
43 440 4.60 4.80 5.00
m/z 41.10 8.33%
5000
] M
71
15 28
"vm'w“ww“'ﬁh'vﬁéw”'l“'vﬁqw“'h“'VH'w”'w”'VH'l ISR AR SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 2 unknown5.84 Concentration Rank 9

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

5.84 33.68 ng 1419500 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 43
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 42
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 30
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 30

Abundance Scan 363 (5.836 min): BF091241.D (-361) (-) m/z 57.10 100.00%
57
71 83
41
5000
| 97 113 126 142 5.60 5.80 6.00 6.20
erererprrreprrtier il el el et b2 Tm/z 83.10 0 72.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18461: Octane, 3,6-dimethyl-
57
71
5000
43 5.60 5.80 6.00 6.20
29 113 m/z 71.10 67 .45%
| | ‘\ | A %5 99 “ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 71 560 580 6.00 6.20
5000 29 m/z 55.10 65.67%
113
15 85 o8 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11175: Cyclohexane, propyl-
55 83 5.60 5.80 6.00 6.20
m/z 41.10 52.29%
5000 41
27 67 126
"'I'”'I"LI"”h”'”I”lyﬁ"jw'?$W'l"P'??I“%Q?'”'I"”I"”I"”I'
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\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Heptane, 3-ethyl-2-methyl- Concentration Rank 18

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

5.89 16.07 ng 677236 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 50

Abundance Scan 368 (5.893 min): BF091241.D (-367) (-) m/z 57.10 100.00%
g7
5000 43
71 98
85 | 113 142 5.60 5.80 6.00 6.20
SRR N WM MR . SN m/z 43.10 42.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18483: Heptane, 3-ethyl-2-methyl-
57
5000 43
5.60 5.80 6.00 6.20
98 m/z 41.10 27 .23%
29 ‘ g ‘
||||‘|‘||‘|‘|||‘|‘|||H‘||||‘|||‘|||1|1?|||||1|4|2||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 5.60 5.80 6.00 6.20
5000 m/z 71.10 26.20%
29 - 98
85 113 127 142
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45556: Dodecane, 6-methyl-
57 5.60 5.80 6.00 6.20
m/z 98.10 19.60%
5000 43
71
29 98
L w‘ 85 "7 M2 156 140 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 4 Decane, 2,5,6-trimethyl- Concentration Rank 12

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

6.04 23.82 ng 1003850 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
2 Decane, 5-methyl- 156 C11H24 013151-35-4 53
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
5 Decane 142 C10H22 000124-18-5 53

Abundance Scan 381 (6.042 min): BF091241.D (-377) (-) m/z 57.10 100.00%
57

5000

5.80 6.00 6.20 6.40
m/z 43.10 59.19%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #45600: Decane, 2,5,6-trimethyl-
57
43
5000
5.80 6.00 6.20 6.40
84 m/z 41.10 30.65%
Ll \H o M8 127 150
T T T e e [ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 57
R RS R AREREEEEs
5.80 6.00 6.20 6.40
5000 m/z 71.10 28.51%
85
29
71 98

112 127 141 156

mﬂmﬁwﬁmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36176: Undecane, 3-methyl-
5[7 5.80 6.00 6.20 6.40
m/z 56.10 23.88%

43
5000 7

29
“ ‘ ll 112 126 141 155 170

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 5.80 6.00 6.20 6.40

85

99
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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, l-ethyl-2-methyl- Concentration Rank 6

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

6.12 58.00 ng 2444650 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 86
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 46
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 46
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 46

Abundance Scan 388 (6.122 min): BF091241.D d()—384) ) m/z 105.10 100.00%
105
5000 69
h 5 120
| |“ | 7|7|| 91 | ‘ | 140 5.80 6.00 6.20 6.40
reprrrr e el e M L S Tm/z 69.10 0 44.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000 Trfrrrrr T T T T T T
120 5.80 6.00 6.20 6.40
m/z 120.10 30.70%
s 27 3 soes TS
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5.80 6.00 6.20 6.40
5000 m/z 70.10 26.99%
120

s 27 3 51 65 77 91

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

Abundance #9111: Benzene, 1,2,4-trimethyl-
105 580 6.00 6.20 6.40

m/z 55.10 24 .18%

5000 120

28 39 51 77 91
65
14 L ‘ \ 1 M il L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

6.20 34.73 ng 1463920 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 90
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 64

Abundance Scan 395 (6.202 min): BF091241.D (-393) (-) m/z 105.10 100.00%
105
5000 57 120
71
91 5.80 6.00 6.20 6.40 6.60
112
S| - W N ,|...|:','..-..,'...-.,.'.!.,...'J,'....,....1,‘.‘.2..,. m/z 120.10 46.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
5.80 6.00 6.20 6.40 6.60
77 m/z 57.10 39.51%
39 91
"P%?'I”?ZI”"W'”'?%'”I'éf'P"MI”"I'”'IJ'EW"'jﬁ"'l”"I”"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120
5.80 6.00 6.20 6.40 6.60
5000 m/z 71.10 26 .98%
15 27 39 51 65 7 91
wmmﬂmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9111: Benzene, 1,2,4-trimethyl-
5.80 6.00 6.20 6.40 6.60
m/z 41.10 16.35%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.0 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Cyclohexane, 1,1-dimethyl- Concentration Rank 11

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

6.35 28.69 ng 1208980 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 70
2 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64
3 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 58
4 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 58
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 58

Abundance Scan 408 (6.350 min): BF091241.D (-405) (-) m/z 97.10 100.00%
o7
55
5000 69
41 83
L | LU s 1‘|‘0 - 6.00 6.20 6.40 6.60
e e e e e || M/z 55100 77.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6576: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69 S AR LA AN R
6.00 6.20 6.40 6.60
27 m/z 69.10 40.17%
"v%?w"LM'HJ“h'W““Ml“”lL'“lﬁﬁ' ”llP"i%%'l”"P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
6.00 6.20 640 6.60
5000 m/z 83.10 24 .82%
41
69
29
15 83 11 15 0
N IR KA RS RS R RARLS RLARA RLRLN KA SRR RARAS LA RARAN AR SARAS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17362: 3-Hexene, 3-ethyl-2,5-dimethyl-
55 69 6.00 6.20 6.40 6.60
97 m/z 41.10 23.81%
5000 a1
84
27 140
"|“"v'jh"““i"h“ww"“i'““fm'w"tl'“%ﬁ%'w}%§l“"L"w"“l" A R U R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60

8270-BF110316.M Mon Nov 21 03:18:45 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 unknown6.38 Concentration Rank 4

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

6.38 68.54 ng 2888710 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 3H-1,2-Dithiol-3-one, 4-methyl- 132 C4H40S2 003620-10-8 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 411 (6.384 min): BF091241.D (-409) (-) m/z 132.00 100.00%
32
5000
68
‘ % 6.00 620 640 6.60 6.80
40 54 : : : : :
....;-...~-.,:|'.'.'.§1...I',-F9?.,..'.,....,....,....,....,... m/z 134.00  34.33%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60 6.80
m/z 68.10 31.50%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 97 m/z 66.10 19.31%
70
31
a4 86 116
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil o L I e
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 16.18%
5000
91 105
39 51 65 77 | 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Benzene, 1,3,5-trimethyl- Concentration Rank 10

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

6.67 30.89 ng 1301760 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 76
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 68
3 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 64

Abundance Scan 436 (6.670 min): BF09124$.D(—435) ) m/z 105.10 100.00%
105
5000 120
43 57 7179 97 6.40 6.60 6.80 7.00
8 128 139
reprrrrprrrprrr bbb S el e 10228 19 184 77712010 41.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9122: Benzene, 1,3,5-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
m/z 57.10 11.23%
27 39 51 g 7 9
I | | I | L

1 L TR ! il
T T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105

120 6.40 6.60 6.80 7.00
5000 m/z 71.10 10.78%

27 41 S1 65 7 91

R N IR IR AN LR LR AR A R SRR BARSE RARAN SARAN BARAN BARAN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105 6.40 6.60 6.80 7.00
m/z 77.10 10.71%

5000
120

77 91

15 27 3 51 6 Y

—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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, 1l-methyl-3-propyl- Concentration Rank 2

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

6.90 123.74 ng 5215380 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 93
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 93
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 87
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 83
5 2-Tolyloxirane 134 C9H100 002783-26-8 64

Abundance Scan 456 (6.899 min): BF091241.D (-449) (-) m/z 105.10 100.00%
105
5000
134
57
43 6q 77 91 119 6.60 6.80 7.00 7.20
154
m/z 134.10 28.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14345: Benzene, 1-methyl-3-propyl-
105
5000
6.60 6.80 7.00 7.20
134 m/z 57.10 20.26%
27 39 51 65 7 91 119

| |, 1 Ll | | ) A
T T T T R T R R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105

6.60 6.80 7.00 7.20
5000 m/z 106.10 13.53%

134
15 27 39 51 es (7 91 119

mmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14344: Benzene, 1-methyl-4-propyl-
5

6.60 6.80 7.00 7.20
m/z 43.10 12.67%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 13 Benzene, 1,4-diethyl- Concentration Rank 5

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

6.94 62.69 ng 2641990 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 460 (6.945 min): BF091241.D (-458) (-) m/z 119.10 100.00%
119

5000 o 134
65 '/ 6.60 6.80 7.00 7.20
39 51 | | i 153 : : : :
e e e e e e e e m/z 105.10 53.04%

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

Abundance #14325: Benzene, 1,4-diethyl-
119

5000
6.60 6.80 7.00 7.20

m/z 134.10 49.33%

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

119

6.60 6.80 7.00 7.20
5000 m/z 91.10 44 _92Y%
134

91 105
15 27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14331: Benzene, 1,3-diethyl-

6.60 6.80 7.00 7.20
m/z 92.10 13.81%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 3

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

7.12 81.90 ng 3451800 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 475 (7.116 min): BF091241.D (-470) (-) m/z 119.10 100.00%
119
5000
134
41 55 65 77 9|1 105 153 168 6.80 7.00 7.20 7.40
e el o Sl 193 168 m/z 134.10 28.82%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14396: Benzene, 1-methyl-4-(1-methylethyl)-
119
5000
6.80 7.00 7.20 7.40
o1 134 m/z 91.10 16.25%
15 27 4 8565 7 | 108 |
mz> 0 2 40 60 80 100 120 140 160
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 120.10 10.04%
134
91
15 27 4151 65 77 103
mz> 0 2 40 60 80 100 120 140 160
Abundance #14362: Benzene, 2-ethyl-1,3-dimethyl-
119 6.80 7.00 7.20 7.40
m/z 77.10 8.57%
5000
134
39 77 91
'|2" }?I'%T' -W- ?%' |??"'M|" "|¥??"“l' L B S L SR S L
m/z--> 0 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Cyclohexane, pentyl- Concentration Rank 17

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

7.54 16.90 ng 6023440 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 46
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
5 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 43

Abundance Scan 512 (7.539 min): BF091241.D (-509) (-) m/z 83.10 100.00%
55
67
5000 41 182
95
119 137 N S RS AR SRR
107 163 7.20 7.40 7.60 7.80
0 ,.-..~.|, .1?8.'.|,..' a8 "m/z 82.10 82.39%%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25843: Cyclohexane, pentyl-
83
55
5000 AR L L R

7.20 7.40 7.60 7.80

4l 67 m/z 55.10 78.83%
29 ‘ o7 154
S N A A S
miz--> 20 40 60 80 100 120 140 160 180
Abundance
55 82
M
7.20 7.40 7.60 7.80
5000 41 m/z 67.10 58.04%
67
27 126
15 91 111
e L N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16341: 1,6-Octadiene, 5,7-dimethyl-, (R)- R R REERE !
55 7.20 7.40 7.60 7.80
m/z 41.10 45.29%
41
83
5000
67
Tl L% o
— .U.. VL.‘NP,.‘:..”ml..‘yl.%lp.%‘...%3§.. — T R R
miz--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Undecane, 2,6-dimethyl- Concentration Rank 19

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

8.00 15.25 ng 5435080 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 64

Abundance Scan 552 (7.996 min): BF091241.D (-550) (-) m/z 57.15 100.00%
g7
5000 43 1
98 0 780 8.00 820 840
85 113 163 7.60 7.80 8.00 8.20 8.40
et P BT 1A ASANE 184 0 Tz 71.15 47.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45593: Undecane, 2,6-dimethyl-
57
5000 43 I UL RS LALE
71 7.60 7.80 8.00 8.20 8.40
m/z 43.15 40.87%
‘\ UL, 8 %18 157 14 154 169 184

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
R ERmEE B
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 22.07%
71
29
85 112
98 142
— T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45577: Undecane, 3,5-dimethyl- R ERmEE B
57 7.60 7.80 8.00 8.20 8.40
m/z 56.10 11.81%
5000 43 -
‘\ ‘ | ] 112 127 140 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 7. 60 7.80 8. 00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

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

8.11 17.36 ng 6188200 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 64
2 Naphth[1,2-b]Joxirene, l1a,2,3,7b-... 146 C10H100 002461-34-9 49
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 46
4 2-Furanone, 4-phenyltetrahydro 162 C10H1002 1000197-38-4 30
5 2-Azetidinone, 4-phenyl- 147 C9H9NO 005661-55-2 27

Abundance Scan 562 (8.110 min): BF091241.D (-558) (-) m/z 104.10 100.00%
104
5000 133 146

7.80 8.00 8.20 8.40

01 m/z 146.10 46.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20754: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
146
5000 L e
91 7.80 8.00 8.20 8.40
s 131 m/z 133.10 46.23%
39 51 64 78 ‘
N R N S Y N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
A B EmEa mE R
7.80 8.00 8.20 8.40
5000 146 m/z 91.10 35.38%
117
27 39 58 78 91 131
T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20663: 2(1H)-Naphthalenone, 3,4-dihydro- s o R R
104 7.80 8.00 8.20 8.40
m/z 119.10 26.18%
146
5000
117
39 51 78 91
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 Naphthalene, 2,7-dimethyl- Concentration Rank 13

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

9.48 20.00 ng 3646350 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 55
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 46
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 46
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 46
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 46

Abundance Scan 682 (9.482 min): BF091241.D (-678) (-) m/z 156.10 100.00%
146
141

5000

173 188 920 9.40 9.60 9.80

m/z 141.10 70.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27176: Naphthalene, 2,7-dimethyl-
156
5000 141 L B R Rmaa

9.20 9.40 9.60 9.80
m/z 95.10 52.22%

15 27 39 51 63 77 gg 10p 115 bl

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156
141 IIIIIIIIIIIIIIIIIIIIIII
9.20 9.40 9.60 9.80
5000 m/z 81.10 47 .45%
115
27 30 51 63 76 gg 102 | 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27179: Naphthalene, 2,3-dimethyl- e e ERRES BE s
156 9.20 9.40 9.60 9.80
141 m/z 69.10 42 .29%
5000
76 115
LR e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF110316.M Mon Nov 21 03:18:52 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 19 Phenanthrene, 3,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.13 20.00 ng 2708990 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 81
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 76
3 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 72
4 1,4-Diphenyl-1,3-butadiene 206 Cl6H14 000886-65-7 59
5 [14]Annulene, 1,6:8,13-bis(metha... 206 C16H14 085385-68-8 45

Abundance Scan 914 (12.134 min): BF091241.D (-912) (-) m/z 206.10 100.00%

6

5000
4 224 11.80 12.00 12.20 12.40
0 260 279 298316 m/z 57.10 37.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206
5000 LA L L L L L L L |
189 11.80 12.00 12.20 12.40
m/z 205.10 28.74%
76 102
2751 P || 122139 165 |
T T T e P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
R e e e R
11.80 12.00 12.20 12.40
5000 m/z 189.10 26.17%

189
39 76 102 155139 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60357: Phenanthrene, 2,7-dimethyl- AN B S
206 11.80 12.00 12.20 12.40
m/z 71.15 24 _47%
5000
75 102 189
39 57 P | 139 165 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01

Operator : UM/SJ

a?ggle i H5711-02 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 20 Phenanthrene, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.20 14.14 ng 1915910 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 93
3 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 91
4 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 87
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 920 (12.202 min): BF091241.D (-918) (-) m/z 206.10 100.00%
206
5000
189
83
55 101 165 | 204 11.80 12.00 12.20 12.40 12.60
o...,...??...-.,...:,“.:'..,...1.1,5?..1.3;?.:.,...:l,...‘.' Wby 9L 280302 | hz77101.10  48.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 AR RN BN R
189 11:80 12.00 12.20 12.40 12.60
101 m/z 189.10 25.93%
165
AN LR - M O 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
1180 12,00 12.20 12.40 12,60
5000 m/z 205.10 24 _04%
165 189

15 39 63 89 111127 149

Wﬁwﬂwﬁwmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60351: Phenanthrene, 2,3-dimethyl- A B e
11.80 12.00 12.20 12.40 12.60
m/z 207.10 15.05%

5000

115 139 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12. 20 12. 40 12. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111816\

Data File : BF091241.D

Acq On : 18 Nov 2016 19:01 Instrument :
Operator : UM/SJ BNA_F

Sample - H5711-02 ClientSampleld :
Misc - 1051-410-NEWYORK
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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]
2-Pentanone, 4-hy... 4.74 18.1 ng 764222 1 6.61 842931 20.0
unknown5 .84 5.84 33.7 ng 1419500 1 6.61 842931 20.0
Heptane, 3-ethyl-_.. 5.89 16.1 ng 677236 1 6.61 842931 20.0
Decane, 2,5,6-tri... 6.04 23.8 ng 1003850 1 6.61 842931 20.0
Benzene, l-ethyl-_.. 6.12 58.0 ng 2444650 1 6.61 842931 20.0
Benzene, 1,2,3-tr... 6.20 34.7 ng 1463920 1 6.61 842931 20.0
Cyclohexane, 1,1-... 6.35 28.7 ng 1208980 1 6.61 842931 20.0
unknown6 .38 6.38 68.5 ng 2888710 1 6.61 842931 20.0
Benzene, 1,3,5-tr... 6.67 30.9 ng 1301760 1 6.61 842931 20.0
Benzene, 1l-methyl... 6.90 123.7 ng 5215380 1 6.61 842931 20.0
Benzene, 1,4-diet... 6.94 62.7 ng 2641990 1 6.61 842931 20.0
Benzene, 1l-methyl... 7.12 81.9 ng 3451800 1 6.61 842931 20.0
Cyclohexane, pentyl- 7.54 16.9 ng 6023440 2 7.90 7129120 20.0
Undecane, 2,6-dim... 8.00 15.3 ng 5435080 2 7.90 7129120 20.0
Naphthalene, 1,2,... 8.11 17.4 ng 6188200 2 7.90 7129120 20.0
Naphthalene, 2,7-... 9.48 20.0 ng 3646350 3 9.68 3646350 20.0
Phenanthrene, 3,6... 12.13 20.0 ng 2708990 4 11.16 2708990 20.0
Phenanthrene, 2,5... 12.20 14.1 ng 1915910 4 11.16 2708990 20.0
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