LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 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-BF050916_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 1.735 11 13 24 rVB 2784115 4724359 58.89%% 5.301%
2 1.987 29 35 39 rvB 250161 644828 8.04% 0.724%
3 2.113 43 46 47 rBv 82827 136564 1.70% 0.153%
4 2.147 47 49 55 rvB2 262906 532171 6.63% 0.597%
5 2.375 58 69 73 rVB 316541 870603 10.85% 0.977%
6 2.558 81 85 89 rvB2 43681 101105 1.26% 0.113%
7 2.695 91 97 105 rvB4 79419 298366 3.72% 0.335%
8 2.844 105 110 112 rBV2 35046 88952 1.11% 0.100%
9 2.913 112 116 120 rVB 195106 366239 4_57% 0.411%
10 2.993 120 123 126 rBvY 60571 110202 1.37% 0.124%

11 3.153 133 137 141 rVB 51028 107432 1.34% 0.121%
12 3.358 151 155 158 rvVv 110913 226431 2.82% 0.254%
13 3.587 169 175 176 rVvVvV2 36647 101530 1.27% 0.114%
14 3.621 176 178 181 rVvv2 98312 186717 2.33% 0.210%
15 3.804 191 194 198 rBV3 66380 171090 2.13% 0.192%

16 4.044 212 215 218 rBV 181602 338341 4.22% 0.380%
17 4.181 222 227 234 rVB3 217516 479806 5.98% 0.538%
18 4._467 249 252 253 rBvV2 69815 100706 1.26% 0.113%
19 4.501 253 255 257 rVB 71061 89511 1.12% 0.100%
20 4.547 257 259 261 rBV 76400 107831 1.34% 0.121%

21 4.638 265 267 270 rVB2 184798 260040 3.24% 0.292%
22 4._.707 270 273 275 rBV 107812 153664 1.92% 0.172%
23 4.741 275 276 282 rBV 256273 498743 6.22% 0.560%
24 5.016 297 300 302 rvv 793613 1050368 13.09% 1.179%
25 5.153 307 312 315 rBV2 2306772 4802320 59.87% 5.388%

26 5.210 315 317 325 rVB 2124012 2558020 31.89% 2.870%
27 5.416 333 335 337 rBvV3 75225 139953 1.74% 0.157%
28 5.610 347 352 353 rBV3 63080 152815 1.90% 0.171%
29 5.747 362 364 367 rVB 829172 850475 10.60% 0.954%
30 5.839 370 372 375 rVB 56040 81999 1.02% 0.092%

31 6.056 389 391 393 rBV 1201534 1090421 13.59% 1.224%
32 6.124 395 397 398 rvv 591148 512641 6.39% 0.575%
33 6.159 398 400 402 rvV 1996813 1835135 22.88% 2.059%
34 6.204 402 404 406 rVV 2766838 2346506 29.25% 2.633%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 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-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.284 409 411 414 rBV 3001855 3331522 41.53% 3.738%

36 6.387 418 420 422 rBV 4081303 4193315 52.27% 4._705%
37 6.444 422 425 427 rVB 6038951 8021904 100.00% 9.001%
38 6.547 432 434 438 rBV3 70458 150031 1.87% 0.168%
39 6.616 438 440 443 rBvV 729801 1184709 14.77% 1.329%
40 6.673 443 445 447 rVV 1885855 2285963 28.50% 2.565%

41 6.764 451 453 458 rVB2 3382283 4554148 56.77% 5.110%
42 6.867 460 462 463 rBvY 389323 341223 4._.25% 0.383%
43 6.890 463 464 466 rVB 148795 139900 1.74% 0.157%
44 6.936 466 468 472 rVB 926535 958237 11.95% 1.075%
45 7.016 472 475 477 rBV 147838 213985 2.67% 0.240%

46 7.084 479 481 485 rBvV 701550 1167323 14.55% 1.310%
47 7.153 485 487 488 rBV 1103308 1317232 16.42% 1.478%
48 7.187 488 490 493 rVB 3712987 4198709 52.34% 4.711%
49 7.302 498 500 502 rvB 390123 321599 4.01% 0.361%
50 7.393 505 508 509 rBvV 662689 797568 9.94% 0.895%

51 7.416 509 510 512 rVB 1149246 880513 10.98% 0.988%
52 7.576 521 524 527 rVB 872339 1159152 14.45% 1.301%
53 7.633 527 529 532 rBV2 1784181 2170130 27.05% 2.435%
54 7.736 535 538 540 rvB3 282959 318573 3.97% 0.357%
55 7.770 540 541 545 rVB 104261 121701 1.52% 0.137%

56 7.896 545 552 556 rBV3 1661565 3617425 45.09% 4_.059%
57 8.102 568 570 572 rVvB2 51605 84866 1.06% 0.095%
58 8.182 572 577 578 rBv2 132117 201128 2.51% 0.226%
59 8.285 584 586 589 rBV 260794 272334 3.39% 0.306%
60 8.353 589 592 595 rvv2 476894 1148658 14.32% 1.289%

61 8.399 595 596 602 rvv2 135277 202478 2.52% 0.227%
62 8.490 602 604 606 rvB2 91867 110660 1.38% 0.124%
63 8.559 606 610 612 rBv2 103142 181447 2.26% 0.204%
64 8.616 612 615 617 rVB 621180 855277 10.66% 0.960%
65 8.707 620 623 625 rvVv 700857 675605 8.42% 0.758%

66 8.982 644 647 649 rBV 5163737 5504127 68.61% 6.176%
67 9.096 653 657 660 rBvV3 39762 81218 1.01% 0.091%
68 9.153 660 662 667 rvB2 47891 87479 1.09% 0.098%
69 9.233 667 669 672 rBvY 51906 101253 1.26% 0.114%
70 9.645 702 705 708 rBV 1623872 1488230 18.55% 1.670%

71 10.433 772 774 777 rBV2 2686243 3082618 38.43% 3.459%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 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 - 0 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-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.119 832 834 837 rBV 1348503 1335595 16.65% 1.499%
73 11.348 852 854 859 rvB 72893 96245 1.20% 0.108%
74 12.491 952 954 957 rBV 109647 123207 1.54% 0.138%
75 12.708 970 973 976 rBV 3942775 4068758 50.72% 4 _565%

76 13.748 1062 1064 1067 rBV 951092 922233 11.50% 1.035%
77 15.108 1180 1183 1192 rBV 772220 938842 11.70% 1.053%

Sum of corrected areas: 89123004
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF051416\

BF087056.D

15 May 2016  8:43

UM/SsJ

H3053-05

76 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 3-Hexene, 3-methyl-, (2)- Concentration Rank 16

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

1.99 10.89 ng 644828 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene, 3-methyl-, (2)- 98 C7H14 004914-89-0 62
2 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 58
3 3-Methyl-3-hexene 98 C7H14 003404-65-7 58
4 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 52
5 3-Hexene, 3-methyl-, (E)- 98 C7H14 003899-36-3 50

Abundance Scan 35 (1.987 min): BF087056.D (-29) (-) m/z 41.10 100.00%
a4
69
5000 55 81
98 A" A W Vi
1.80 2.00 2.20 2.40
..,....,....,...:,':-...5i9:|.-l.,??-.':,'...-.',:'...,9?.~.'.|,.... m/z 69.10 66.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3315: 3-Hexene, 3-methyl-, (2)-
69
41
55
5000
98 1.80 2.00 2.20 2.40
27 83 m/z 55.05 43.52%
..,..1‘5..,...‘.,...aﬂl‘...i‘.‘...,??‘.‘.l..??,.‘...,....,....
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
41 69
1.80 2.00 2.20 2.40
5000 m/z 81.05 43.52%
28 55 98
15 63 77 8
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3255: 3-Methyl-3-hexene R A e R
4 69 1.80 2.00 2.20 2.40
m/z 39.10 32.31%
5000 55
- 98
83
"|'}§'| "jﬂl"' rTrTTI T "|§?'“l "??I'M' VNS S U A AL A
m/z--> 10 20 30 40 50 70 80 90 100 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Cyclopropane, 1,1,2,3-tetra... Concentration Rank 17

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

2.15 8.98 ng 532171 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 86
2 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 80
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 64
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 53
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 53

Abundance Scan 49 (2.147 min): BF087056.D (-47) (-) m/z 55.10 100.00%
55
41
5000 8
98
1.80 2.00 2.20 2.40
- A 1 =24 .'.,..-.'.',..7?,'....?1..:.,.... m/z 41.10 52.96%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3349: Cyclopropane, 1,1,2,3-tetramethyl-
55
5000 4 83 SR RSN LR R
1.80 2.00 2.20 2.40
27 % m/z 83.10 51.45%
e @ g
miz--> A S N A e A A A
Abundance
55 83
41 1.80 2.00 2.20 2.40
5000 m/z 39.10 30.95%
98
67
'"I”"I'”'I"”I"'W""P"'P'?ZI”"I”"I'”'
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3308: 2-Pentene, 2,3-dimethyl- R e e AR
5 83 1.80 2.00 2.20 2.40
a1 m/z 98.10 23.92%
5000 o7 98
69
15
"'l""'l"*l‘l"'*k m"%?“kl '|§?“”i "??l“ l"?%" T ' R L SR I
m/z--> 10 20 30 40 60 70 80 90 100 180 200 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Cyclohexane, methyl- Concentration Rank 13

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

2.38 14.70 ng 870603 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 90
2 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 59
3 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 58
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 58
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 58

Abundance Scan 69 (2.375 min): BF087056.D (-58) (-) m/z 55.10 100.00%
41
5000
98
‘ ‘ 69
2.00 220 2.40 2.60 2.80
...,....,....,....,....,.'...,-.'.'.'.,‘??.'.'”..??,!:..?1...'.',.... m/z 83.05 82.38%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3276: Cyclohexane, methyl-
83
55
5000
41 08 200 220 240 2.60 2.80
69 m/z 41.05 59.74%
15 H ‘ | H‘\ 63\‘“ 77 | 91 N
miz--> 5T % 3 4 S0 60 70 80 90 100
Abundance
83
42 SRESNAERE AR SRR
2.00 220 2.40 2.60 2.80
5000 56 m/z 42.05 34.77%
98
27
50 67
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3335: 2-Pentene, 4,4-dimethyl-, (2)- RN REmE RS S o
5 83 2.00 220 2.40 2.60 2.80
a1 m/z 39.10 31.09%
5000
27 98
15
B S - W N VA A W48 VU0, W\
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 200 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 20

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

4.18 8.10 ng 479806 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 93
2 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 70
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64
5 2-Amino-4-methylbut-2-enenitrile 110 C6H10N2 1000197-39-9 58

Abundance Scan 227 (4.181 min): BF087056.D (-222) (-) m/z 95.10 100.00%
95
5000 55 .
4l 110
|| ~ 77 ga | | 3.80 4.00 4.20 4.40 4.60
e e e e el bl b | m/ZZz 55,10 46.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95
5000 67
3.80 4.00 4.20 4.40 4.60
110 m/z 67.05 33.79%
27 % 55 77
"w%?w"h\“'jm%§ﬁwj“l““‘V'J“'“'U“l'w'“l'“'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
95
6 380 400 420 4.40 4.60
5000 m/z 41.10 27.12%
55
4l 82 110
LR IR SIS UL IURILEL UL LRI IO SURILIM SULEU B L I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5869: 1,4-Pentadiene, 2,3,3-trimethyl- T
95 3.80 4.00 4.20 4.40 4.60
m/z 97.10 25.42%
41
67
5000 55
27 110
..,....,....,.??.,..4?,....?%...,.??.?%..g?....,....,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.74 8.42 ng 498743 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 276 (4.741 min): BF087056.D (-275) (-) m/z 43.10 100.00%
43
5000 59
_._/W\/\_s/vj
101 440 4.60 4.80 5.00
...,....,....,...3.7','.-:..,“.3?.-!‘,...‘??....,??..,....,'....1,1.1..., m/z 59.10  44.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

4.40 4.60 4.80 5.00
m/z 58.05 12.58%

25 3 37 83 o3 1?1
L L a mamo  BA i s o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 57 m/z 101.10 10.80%
29
101
37 50 78
B B o e B ARAmanEs B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e e
43 4.40 4.60 4.80 5.00

m/z 41.10 9.56%

5000
58
U ) 7 100

m/z--> 10 20 30 40 50 60 70O 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 9 Benzene, (1-methylethyl)- Concentration Rank 14

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

5.75 14.36 ng 850475 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 78
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 72

Abundance Scan 364 (5.747 min): BFO87056.D (-362) (&)) m/z 105.10 100.00%
105
5000
51 7 120 SR UL R L I
39 | 63 | 91 og ) 540 5.60 5.80 6.00
el e e A2 b m/Zz 120.10  24.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105
5000
120 540 5.60 5.80 6.00
77 m/z 77.05 18.31%
1527 B Oeges | 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
540 5.60 5.80 6.00
5000 m/z 51.05 16.81%
120
77 91
15 27 39 51 65
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9132: Benzene, 1-ethyl-2-methyl-
105 540 5.60 5.80 6.00

m/z 79.10 16.03%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 11 Benzene, l-ethyl-2-methyl- Concentration Rank 18

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

6.12 8.65 ng 512641 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 397 (6.124 min): BFO87056.D(—395)d)(—) m/z 105.10 100.00%
105
5000
120
T
39 51,65 o a o || 110 580 6.00 6.20 6.40
Ol ey g e et 84 B U2 Thzz 120.10 30. 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
5000 T
120 5.80 6.00 6.20 6.40
29 . o1 m/z 77.05 12.60%
e 8 e o | s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
5.80 6.00 6.20 6.40
5000 m/z 91.10 12.53%
120
1 27 39 51 gg 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105 5.80 6.00 6.20 6.40
m/z 79.10 10.43%
5000
120
15 27 3\9 5\1 58 6? L1 9\1 98 ||| AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknown6.39 Concentration Rank 5

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

6.39 70.79 ng 4193320 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 420 (6.387 min): BF087056.D (-418) (-) m/z 132.10 100.00%
132
5000 o8
i \ 175 Tt 200 650 60 k0 ok
SN—— . 1 el 87 LTt 15 W "m/z 68.05 51.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR UL R R A
6.00 6.20 6.40 6.60 6.80
21 51 78 m/z 66.05 36.34%
I |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 97 m/z 134.10 32.80%
70
31
4451 60 1 77 gg 105 116
wmwmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- SMMMBIMESY § S Y -
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 21.97%

5000

63
15 28 % %2 A1 77 90 1M g6

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

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

7.08 19.71 ng 1167320 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 481 (7.084 min): BF087056.D (-479) (-) m/z 119.10 100.00%
119
5000
134
77 a1 105
39 51 65 6.80 7.00 7.20 7.40
e e e 8 98 N 127 | m/z 134.10 30.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl-
119

5000
6.80 7.00 7.20 7.40

m/z 91.05 20.47%

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

119

6.80 7.00 7.20 7.40
5000 m/z 105.05 13.79%

91 134

7 105
15 27 39 515865 98 127

wwmwmmmwm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
1

9 6.80 7.00 7.20 7.40
m/z 77.10 10.18%

5000

91 134

27 34 41 51 53 65 77

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15

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

7.63 12.00 ng 2170130 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91

Abundance Scan 529 (7.633 min): BF087056.D (-527) (-) m/z 117.10 100.00%
117
5000
132
39 51 65 77 103 | s 007 7.20 7.40 7.60 7.80 8.00
L R e R m/z 132.10 35.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 7.20 7.40 7.60 7.80 8.00
30 51 65 77 ‘ ‘ m/z 115.05 29.20%
ms‘
||1|5||||||||“l‘|‘|“”||‘|‘|||‘|||‘|‘|||‘||‘|‘|‘|||||||||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
117
7.20 7.40 7.60 7.80 8.00
5000 132 m/z 131.10 18.36%
39 91
27 39 5L 65 77 b 45
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117 7.20 7.40 7.60 7.80 8.00
m/z 91.10 17.35%
5000 132
39 51
27 65 77
---.-‘---‘.--“--.‘l‘---‘.--‘--1.()-3’--h‘.-i“-‘-.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087056.D

Acq On : 15 May 2016 8:43

Operator : UM/SJ

Sample - H3053-05

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
3-Hexene, 3-methy... 1.99 10.9 ng 644828 1 6.62 1184710 20.0
Cyclopropane, 1,1... 2.15 9.0 ng 532171 1 6.62 1184710 20.0
Cyclohexane, methyl- 2.38 14.7 ng 870603 1 6.62 1184710 20.0
Cyclopentene, 1,2... 4.18 8.1 ng 479806 1 6.62 1184710 20.0
2-Pentanone, 4-hy... 4.74 8.4 ng 498743 1 6.62 1184710 20.0
Benzene, (1-methy... 5.75 14.4 ng 850475 1 6.62 1184710 20.0
Benzene, l-ethyl-_.. 6.12 8.7 ng 512641 1 6.62 1184710 20.0
unknown6 .39 6.39 70.8 ng 4193320 1 6.62 1184710 20.0
Benzene, 2-ethyl-_._. 7.08 19.7 ng 1167320 1 6.62 1184710 20.0
Benzene, 2-etheny... 7.63 12.0 ng 2170130 2 7.90 3617430 20.0

8270-BF050916.M Mon May 16 19:17:43 2016 Page: 15



