LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11398-05 Gl e
Misc i MW-2A-012017
ALS Vial : 28 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-BF012417 .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 2.521 35 38 44 rVB2 32861 93068 2.16% 0.213%
2 2.750 55 58 62 rvB2 23261 45726 1.06% 0.105%
3 3.013 78 81 85 rvB 34478 71925 1.67% 0.164%
4 3.367 107 112 113 rBvV2 20647 47549 1.10% 0.109%
5 3.653 133 137 141 rVB 69701 111204 2.58% 0.254%
6 4.030 167 170 173 rBvV 80543 124347 2.89% 0.284%
7 4.464 203 208 210 rBV2 35366 69745 1.62% 0.159%
8 4.681 224 227 233 rBV2 39353 58415 1.36% 0.134%
9 4.944 247 250 254 rBV2 39463 80941 1.88% 0.185%
10 5.047 257 259 262 rVvv2 25571 52397 1.22% 0.120%

11 5.138 265 267 270 rvV 571227 654473 15.21% 1.496%
12 5.218 270 274 277 rVvv2 60790 124440 2.89% 0.285%
13 5.287 277 280 283 rvVvB2 27291 44095 1.02% 0.101%
14 5.424 289 292 295 rBV 541456 512080 11.90% 1.171%
15 5.550 301 303 306 rvB 1981592 1977690 45.95% 4.522%

16 6.121 351 353 355 rBvV 236660 252273 5.86% 0.577%
17 6.361 371 374 377 rBV2 24857 49436 1.15% 0.113%
18 6.419 377 379 381 rVB 318439 269958 6.27% 0.617%
19 6.579 390 393 395 rBV 1612272 1498254 34.81% 3.426%
20 6.647 397 399 401 rBV 943067 785153 18.24% 1.795%

21 6.727 403 406 409 rBV 3285185 3372358 78.36% 7.711%
22 6.784 409 411 414 rVB 729283 786026 18.26% 1.797%
23 6.921 418 423 425 rBV2 73943 127700 2.97% 0.292%
24 6.967 425 427 429 rBvY 990644 946438 21.99% 2.164%
25 7.024 431 432 437 rVB2 104697 127432 2.96% 0.291%

26 7.127 438 441 442 rBV 2575247 3021758 70.21% 6.909%
27 7.219 447 449 453 rVB2 266319 244705 5.69% 0.560%
28 7.287 453 455 459 rVB2 442950 486911 11.31% 1.113%
29 7.367 459 462 464 rBvV 136731 139630 3.24% 0.319%
30 7.436 464 468 469 rBvV 326045 302232 7.02% 0.691%

31 7.527 472 476 479 rBV2 2095215 3831137 89.02% 8.760%
32 7.596 479 482 486 rVB3 68590 148308 3.45% 0.339%
33 7.664 486 488 489 rBV2 48688 64367 1.50% 0.147%
34 7.744 492 495 496 rBvV 384698 392065 9.11% 0.896%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11398-05 Gl e
Misc i MW-2A-012017
ALS Vial : 28 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.767 496 497 499 rVB 470427 362875 8.43% 0.830%

36 7.824 499 502 503 rVB2 42054 57900 1.35% 0.132%
37 7.904 507 509 510 rBV 71571 97699 2.27% 0.223%
38 7.927 510 511 514 rVB 534822 452447 10.51% 1.035%
39 7.996 514 517 519 rBV 906962 897054 20.84% 2.051%
40 8.030 519 520 522 rVB2 45550 47367 1.10% 0.108%

41 8.076 522 524 525 rBV2 61359 69882 1.62% 0.160%
42 8.259 533 540 541 rBV 1403865 1656534 38.49% 3.788%
43 8.282 541 542 543 rvV 218355 180867 4._.20% 0.414%
44 8.327 545 546 549 rVB2 121724 141284 3.28% 0.323%
45 8.533 560 564 567 rBv2 55213 102082 2.37% 0.233%

46 8.613 568 571 572 rBvV2 29864 44729 1.04% 0.102%
47 8.647 572 574 576 rVB 109157 108808 2.53% 0.249%
48 8.727 579 581 583 rBvV 81407 96982 2.25% 0.222%
49 8.853 590 592 593 rVB 105572 111037 2.58% 0.254%
50 8.922 597 598 600 rvB2 58398 74231 1.72% 0.170%
51 9.002 602 605 606 rBvV 65692 58545 1.36% 0.134%

52 9.070 606 611 613 rvB2 270038 331283 7.70% 0.757%
53 9.345 632 635 637 rBV 4070391 4303748 100.00% 9.841%
54 9.425 640 642 645 rvv3 69301 128489 2.99% 0.294%

55 9.505 647 649 651 rVB 68278 74775 1.74% 0.171%
56 9.596 654 657 661 rBv4 50490 112402 2.61% 0.257%
57 9.733 668 669 671 rVB 63640 45163 1.05% 0.103%
58 10.019 692 694 697 rBVY 1513998 1419599 32.99% 3.246%
59 10.099 700 701 704 rvVB 46176 44448 1.03% 0.102%
60 10.453 728 732 734 rBV2 76985 82918 1.93% 0.190%

61 10.808 760 763 766 rBV 2354011 2483520 57.71% 5.679%
62 10.922 772 773 777 rVB 64743 103329 2.40% 0.236%
63 11.059 783 785 788 rvB2 34039 43266 1.01% 0.099%
64 11.379 811 813 816 rBV2 51644 70506 1.64% 0.161%
65 11.505 822 824 827 rBV 1526494 1379859 32.06% 3.155%

66 12.031 868 870 878 rBv3 144511 252887 5.88% 0.578%
67 12.831 937 940 946 rBV 67198 143387 3.33% 0.328%
68 13.105 961 964 966 rBV 2966115 4270789 99.23% 9.765%
69 13.996 1040 1042 1045 rBV 102137 119591 2.78% 0.273%
70 14.145 1053 1055 1058 rBV 1552089 1430514 33.24% 3.271%

71 15.619 1181 1184 1187 rBV 896932 1175991 27.32% 2.689%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.665 1187 1188 1193 rVB 46295 61553 1.43% 0.141%
73 16.111 1224 1227 1230 rBV 35493 56596 1.32% 0.129%
74 16.637 1269 1273 1279 rVB 33934 72154 1.68% 0.165%
75 17.243 1322 1326 1332 rVB3 21791 52932 1.23% 0.121%

Sum of corrected areas: 43734258
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092493.D

Aca On : 25 Jan 2017 22:52

Operator : SJ/MA

Sample : 11398-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M

MW-2A-012017

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092493.D

4000000

6.73
3000000
7.13
7.53
2000000 5.55
6.58
1000000
5.14 542
252 275 301 337 365 403 4.46 4.68 49085829
e B e e A s Mt S A

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF092493.D

4000000 9|34

3000000 1310

10.81
2000000
8.26 10.02 11.50
1000000{8.
12.03 12.83
MBI BERTIOR OISR °.-1?.1.‘k“5.JE‘.’A%-P‘S.P? L . - L S—

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092493.D

4000000

3000000

2000000

14.15
1000000 15.62
. 14.00 67  16.11 16.64 17.24
i e e e R e e e e T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.14 13.83 ng 654473 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 Ethanol. pentamethvl- 116 C7H160 000594-83-2 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 3-Octanol 130 C8H180 000589-98-0 28

Abundance Scan 267 (5.138 min): BF092493.D (-265) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
4.80 5.00 520 5.40
Ob el 690 831 | 2B 16 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR AN NAARE RAARE
59.0 480 500 520 540
0
150 a0 1010 m/z 58.10 15.78%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 5.00 520 5.40
5000 m/z 101.10 14 _.43%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8134: Ethanol, pentamethyl- R e e R
54.0 4.80 5.00 520 5.40
m/z 41.10 9.00%
5000
41.0 83.0 101.0
O ?an "\t"'§q'9'h“i"' 7%3q "|""'| RV AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40

8270-BF012417.M Thu Jan 26 16:31:30 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown5.22 Concentration Rank 20

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

5.22 2.63 ng 124440 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octanone 128 C8H160 000589-63-9 47
2 1.3-Dimethvilcvclopentanol 114 C7H140 019550-46-0 45
3 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 43
4 6-Hvdroxv-7-methvl-9-oxabicvclol... 170 C9H1403 1000185-17-3 39
5 1-Cyclopropyl ethanol 86 C5H100 1000114-81-9 38

Abundance Scan 274 (5.218 min): BF092493.D (-270) (-) m/z 71.10 100.00%
711
43.0
5000
95.1
| || ‘I | ‘I | 207.0 4.80 500 5.20 5.40 5.60
Ot e e e e e m/z 43.05 73.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12022: 4-Octanone
43.0
71.0
27.0
5000
4.80 500 5.20 5.40 5.60
128.0 m/z 58.00 65.60%
H ‘ w‘\‘\ \‘\ L L ‘ 99-0
G R L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 71.0
4.80 500 5.20 5.40 5.60
5000 m/z 85.10 63.88%
27.0
99.0
e R L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3824: Cyclopentanol, 1-methyl-
71.0 4.80 500 5.20 5.40 5.60
m/z 81.10 42 .18%
43.0
5000
21.0 ‘ 100.0
0"”I'M”U“'“\"th'”il'”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Benzene, (1-methylethyl)- Concentration Rank 12

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

6.12 5.33 ng 252273 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1-methvlethvl)- 120 C9H12 000098-82-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 83
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 72
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 72
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 64

Abundance Scan 353 (6.121 min): BF092493.D (-351) (- m/z 105.10 100.00%
105.1
5000
791 1201 LI L R L ||||’\||/|\|
s91 Moo ! 580 6.00 6.20 6.40
O R R R e N T e L T m/z 120.10 24 .79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9117: Benzene, (1-methylethyl)-
105.0
5000 AR SRS RARES LRSS AREE
5.80 6.00 6.20 6.40
120.0 m/z 79.10 16.17%
270 39.0 510 91.0
0'W'”'P'”I“'h“”'b'”I”'W'”lP'”“”'W”J'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
5.80 6.00 6.20 6.40
5000 120.0 m/z 77.00 16.15%
270 0 510 630 O 910
G R R R RS AR NS AN RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl- e Raa s mo
105.0 5.80 6.00 6.20 6.40
m/z 51.10 14.19%
5000
770 91.0 120.0
g 270 90 S0 880 ] I
mz> 1 20 '3'0' a0 's'o' @ 70 8 90 100 110 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Benzene, propyl- Concentration Rank 10

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

6.42 5.70 ng 269958 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
3 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 72
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 59

Abundance Scan 379 (6.419 min): BF092493.D (-377) (-) m/z 91.10 100.00%
91.1
5000
120.1 N
390 651 6.00 6.20 6.40 6.60 6.80
O o e o B o T o m/z 120.10 20.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9109: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.10 11.03%
39.0 650
0'“l“'ﬁ'“'w'“u“lw'“'w'“l“'w'“'w'“ [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 10.56%
65.0
0 39.0 165.0 209 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82557: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0 6.00 6.20 6.40 6.60 6.80
0
120.0 m/z 78.00 6.19%
5000
30.0 65.0
Ol e e 0 17801940 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 4

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

6.65 16.59 ng 785153 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 399 (6.647 min): BF092493.D (-397) (-) m/z 105.10 100.00%
106.1
5000
120.1 I | OV
390 510 es1 ‘1 9Ll 6.40 6.60 6.80 7.00
Ol sl et i b et | M/Zz 120.10  30.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 77.10 12.45%
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
Ol vy T ---l‘ R R R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.10 12.10%
120.0
150 270 390 510 650 77.0 91.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 J
Abundance #9123 Benzene, l,2,3—trimethy|— L L LB lj} TP
105.0 6.40 6.60 6.80 7.00
m/z 79.10 11.26%
120.0
5000
150 270 30 510 g0 "7 010 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 7 unknown6.73 Concentration Rank 1

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

6.73 71.26 ng 3372360 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 406 (6.727 min): BF092493.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 5o || % o 5k 6o 70
o} N PN MNP S2 NS NNV < 20 | . m/z 68.10 44.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BB SN SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.21%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.68%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B s S
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.57%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 660 6.80 7.00

8270-BF012417.M Thu Jan 26 16:31:35 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 8 Benzene, 1,2,4-trimethyl- Concentration Rank 3

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

6.78 16.61 ng 786026 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
4 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 411 (6.784 min): BF092493.D (-409) (-) m/z 105.10 100.00%
105.1
5000 !
39.1 77.0 6.40 6.60 6.80 7.00 7.20
59.0 121.1 . . . . .
0 A 2011 77120.10  40.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9126: Benzene, 1,2,4-trimethyl-
105.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 77.05 13.10%
J 270 Sto 9 | 1210
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 119.10 10.82%
77.0
o 15.0 39.0 59.0 121.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1é0 260
Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 91.10 9.78%
5000
77.0
0 .1.5.'?.‘. .3.9‘;‘(?.‘.‘5.?,'?...“‘,..‘..,“‘. .]ﬁ,‘:o...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

8270-BF012417.M Thu Jan 26 16:31:36 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 9 Benzene, 1,3,5-trimethyl- Concentration Rank 19

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

7.02 2.69 ng 127432 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 432 (7.024 min): BF092493.D (-431) (- m/z 105.10 100.00%
105.1
5000 120.1 E
41.0 57|-1 4, 1 eL0 6.60 6.80 7.00 7.20 7.40
Y SR I OO. C O R N 1/ BSSURON | . m/z 120.10 42.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0
120.0
5000

6.60 6.80 7.00 7.20 7.40
m/z 57.10 12.85%

20 %9 510 es0 D 0 | |

O e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.60 6.80 7.00 7.20 7.40
5000 120.0 m/z 77.10 10.72%
150 270 390 510 650 77.0 910
Ol T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9125: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 119.05 10.42%
120.0
5000
39.0 77.0
15.0 27.0 ‘ 510 50 ‘ 91.0
) SIS S NS ISP AR TN U 1| O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40

8270-BF012417.M Thu Jan 26 16:31:36 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 11 Benzene, 1,3-diethyl- Concentration Rank 13

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

7.22 5.17 ng 244705 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 87
5 Benzene, 1- ethyl -3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 449 (7.219 min): BF092493.D (-447) (-) m/z 105.10 100.00%
106.1 11p.1
5000 134.1
91.1
77.1
39.1 510 650 | | | 6.80 7.00 7.20 7.40 7.60
Obrr et el e Al el | mZZz 119.10 0 98.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14326: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
770 91.0 m/z 134.10 47 .69%
s 1 % 3'0 4'0 s'o 60 7'0 5 e o 1 1 1k
Abundance
119.0
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 27.31%

91.0

150 27.0 410 539 650 70

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40 7.60
' m/z 77.10 15.76%
5000 91.0 134.0
39.0 51.0 %071
150 200 7 ) 1l
O P T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF012417.M Thu Jan 26 16:31:37 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 12 unknown7.29 Concentration Rank 8

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

7.29 10.29 ng 486911 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 43
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 38
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 35
4 2-Tolvloxirane 134 C9H100 002783-26-8 35
5 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 27

Abundance Scan 455 (7.287 min): BF092493.D (-453) (-) m/z 105.10 100.00%
106.1
82.1
5000
39.1 134.1
54.1 119.1
| d 5. L | 7.00 7.20 7.40 7.60
) S —.  F_— - ..'.,....,-...,.:..,.':!.','..-.-.,.:..,..-..,.. m/z 82.10 61.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5702: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 B AR AR L A
300 54.0 110.0 7.00 7.20 7.40 7.60
' m/z 39.10 29.76%
O"|""|"2'7'(|)""|""|""|'?'7'(|)"" . ??'gl""f""l'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
7.00 7.20 7.40 7.60
5000 m/z 134.10 28.57%
134.0
27.0 390 510 650 /70 910 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.10 25.72%
5000
134.0
oL 150 270 390 510 650 77“0 9L0 | 1170
m/z--> 10 20 30 45 §o eb 70 80 90 100 110 120 1§0 140 7.00 7.20 7.40 7.60

8270-BF012417.M Thu Jan 26 16:31:38 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzene, (1-methylpropyl)- Concentration Rank 18

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

7.37 2.95 ng 139630 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 76
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 64
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 55
4 1-Propanone. 1-phenvl- 134 C9H100 000093-55-0 53
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 50

Abundance Scan 462 (7.367 min): BF092493.D (-459) (-) m/z 105.10 100.00%
106.1
5000
77.1 134.2
51.0 207.0 7.00 7.20 7.40 7.60 7.80
Ol et bl Al L2000 0 o7 10 21.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14339: Benzene, (1-methylpropyl)-
105.0
5000
7.00 7.20 7.40 7.60 7.80
134.0 m/z 134.20 20.46%
270 510 77.0
0"”I'M”T'N”I“'”M"”Iu'”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 79.10 12.83%
134.0
270 510 77.0
e L U I U L L B L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14342: Benzene, 1-methyl-2-propyl-
105.0 7.00 7.20 7.40 7.60 7.80
m/z 109.10 10.39%
5000
134.0
ol 150 390 579 710 |
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80

8270-BF012417.M Thu Jan 26 16:31:38 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092493.D

Aca On : 25 Jan 2017 22:52

Operator : SJ/MA

Sample : 11398-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 unknown7.60 Concentration Rank 17

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

7.60 3.13 ng 148308 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 4.4-dimethvl- 124 C8H120 001073-13-8 43
2 Silane. diethvldifluoro- 124 C4H10F2Si 000358-06-5 38
3 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 38
4 3.5-Octadien-2-one. (E.E)- 124 C8H120 030086-02-3 38
5 2-Cyclopenten-1-one, 3-(1-methyl... 124 C8H120 001619-28-9 35

Abundance Scan 482 (7.596 min): BF092493.D ( 479) (-) m/z 82.10 100.00%
841 95
39.0 109.1 124.1
5000
sa0 870
e
| ‘ | | | 720 7.40 7.60 7.80 8.00
o} I | ull S T '.-.:,~.-.!.,....,-....,.'.'..,.. m/z 95.10  91.85%
m/z--> 20 30 40 50 60 70 90 100 110 120 130
Abundance #10214: 2-Cyclohexen- l one, 4,4-dimethyl-
82.0
96.0
5000 67.0 1240
0 530 7.20 7.40 7.60 7.80 8.00
4L m/z 109.10 56.31%
‘ ‘ ‘ 109.0
0 .|....|.... ””\M I, |.‘.“.‘|...‘.‘i ‘...|..‘.‘.|....‘|....|..‘..|..
m/z--> 70 80 90 100 110 120 130
Abundance
95.0
7.20 7.40 7.60 7.80 8.00
5000 124.0 m/z 124.10 55.75%
67.0
o 47.0 58.0 77.0 105.0
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10384: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
67.0 95.0 7.20 7.40 7.60 7.80 8.00
124.0 m/z 39.05 52.74%
41.0 550
5000 810 109.0
29.0
0 .|...‘.‘|....‘ll‘...lu‘ll‘.|..‘2Hi...‘k‘il‘...l‘.‘ll.|...‘.i....|.‘.‘..|..
m/z--> 20 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80 8.00

8270-BF012417.M Thu Jan 26 16:31:39 2017

MW-2A-012017

Page: 16



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012517\

BF092493.D

25 Jan 2017 22:52

SJ/MA

11398-05

28 Sample Multiplier: 1

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,4,5-tetramethyl-

Concentration Rank 14

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

7.74 4.73 ng 392065 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 93
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 495 (7.744 min): BF092493.D (-492) (-) m/z 119.05 100.00%
119.1
5000
91.0
39.1 7.40 7.60 7.80 8.00
o N2 38 Thyz 134.10 0 45.93%
m/z--> 50 100 150 200 250 300 350
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.05 16.16%
39.0
0:||‘|‘|“|“|“‘||‘|H|M‘|“||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 9.95%
390 91.0
N UL L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #14359: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.10 9.89%
5000
OII\IUIJiI\LI‘iIIlIHIH‘I‘IIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF012417.M Thu Jan 26 16:31:40 2017

MW-2A-012017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.93 5.46 ng 452447 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 93
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90

Abundance Scan 511 (7.927 min): BF092493.D (-510) (-) m/z 117.10 100.00%
1171
5000 132.1
91.1 IR NARAA RARSE AR SR
39.0 51.0 64.0 77.0 | 1081 | 7.60 7.80 8.00 8.20
Obrrrrrrrrrrrr et bbb | mZz 132.10 40 70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
m/z 115.10 24 .04%
150 270 39.0 51.0 650 77.0 105.0 ‘
0..P.L,”M,”.A.”.hhn,ﬂhw.mM.”nH.”,N”,”.h.JMJ”.P.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.10 20.21%

270 390 510 650 770 L0 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 15.33%
39.0 51.0 91.0
27.0 65.0 77.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

8270-BF012417.M Thu Jan 26 16:31:40 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092493.D

Aca On - 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 20 Undecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.03 3.67 ng 252887 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 42
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Lactose 342 C12H22011 000063-42-3 38
Abundance Scan 870 (12.031 min): BF092493.D (-868) (-) m/z 43.10 100.00%
431 73.1
97.1 129.1 U SR SN BN B
| 157.1 1851 213.2 11.80 12.00 12.20 12.40
o] NN - m/z 73.10 89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46615: Undecanoic acid
60.0
5000
410 11.80 12.00 12.20 12.40
85.0 129.0 m/z 60.00 89.49Y%
| Lm0 || 1570 1860
o.?ﬁQL”hM”WWJMMJL.MM.i,w”....w..”,ﬂ”.,”..“..w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
43.0 " '11)80 12:00 12.20 12.40
5000 m/z 57.05 83.00%
129.0
157.0 200.0
101.0
o 18.0 181.0
USRS UL UL IULILE S L S SR S SRS S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! R R R R e
73.0 11.80 12.00 12.20 12.40
m/z 41.10 71.07%
- AA——LM
44.0
97.0
0 18\9\\\ \\“ W ||“‘|“||M|H‘||‘|“=12|??|14:H§?| ‘|1|7|3|0|||| ||||||2|3|5||0| R N EEma T —
m/z--> 20 40 6 80 100 120 140 160 180 200 220 11.80 12.00 1220 1240
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012517\

Data File : BF092493.D

Acg On : 25 Jan 2017 22:52

Operator : SJ/MA

3?22 le 11398-05 MW-2A-012017
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.14 13.8 ng 654473 1 6.97 946438 20.0
unknown5.22 5.22 2.6 ng 124440 1 6.97 946438 20.0
Benzene, (1-methy... 6.12 5.3 ng 252273 1 6.97 946438 20.0
Benzene, propyl- 6.42 5.7 ng 269958 1 6.97 946438 20.0
Benzene, 1-ethyl-. .. 6.65 16.6 ng 785153 1 6.97 946438 20.0
unknown6.73 6.73 71.3 ng 3372360 1 6.97 946438 20.0
Benzene, 1,2,4-tr... 6.78 16.6 ng 786026 1 6.97 946438 20.0
Benzene, 1,3,5-tr... 7.02 2.7 ng 127432 1 6.97 946438 20.0
Benzene, 1,3-diet... 7.22 5.2 ng 244705 1 6.97 946438 20.0
unknown? .29 7.29 10.3 ng 486911 1 6.97 946438 20.0
Benzene, (1-methy... 7.37 3.0 ng 139630 1 6.97 946438 20.0
unknown? .60 7.60 3.1 ng 148308 1 6.97 946438 20.0
Benzene, 1,2,4,5-... 7.74 4.7 ng 392065 2 8.26 1656530 20.0
Benzene, 2-etheny... 7.93 5.5 ng 452447 2 8.26 1656530 20.0
Undecanoic acid 12.03 3.7 ng 252887 4 11.50 1379860 20.0
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