LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On > 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 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-BF122116.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 2.001 9 10 25 rBv 30219 182835 3.40% 0.453%
2 4.093 191 193 197 rBv 46746 77038 1.43% 0.191%
3 4.801 252 255 262 rBV 629510 773145 14.36% 1.916%
4 5.259 293 295 298 rBVY 2039487 2882775 53.55% 7.143%
5 6.322 385 388 394 rBVY 2146344 2013972 37.41% 4.991%
6 6.436 395 398 400 rBVY 5511929 5383540 100.00% 13.340%
7 6.619 410 414 415 rBvV2 38489 63685 1.18% 0.158%
8 6.665 415 418 420 rVvV 916045 1286491 23.90% 3.188%
9 6.722 420 423 424 rVB 92568 97141 1.80% 0.241%
10 6.813 429 431 434 rBV 3936740 4997085 92.82% 12.383%

11 6.916 436 440 444 rVB 191945 188886 3.51% 0.468%
12 7.007 444 448 450 rBvV 175433 241183 4.48% 0.598%
13 7.053 450 452 454 rBV2 65052 79699 1.48% 0.197%
14 7.236 462 468 470 rBV 3887906 4916244 91.32% 12.182%
15 7.316 472 475 477 rVW3 167237 262857 4._.88% 0.651%

16 7.350 477 478 480 rvv 174022 208859 3.88% 0.518%
17 7.385 480 481 483 rVVv 113313 123453 2.29% 0.306%
18 7.442 483 486 487 rVvv2 159806 268534 4._.99% 0.665%
19 7.465 487 488 490 rvv 213205 185208 3.44% 0.459%
20 7.510 490 492 494 rvv2 76455 116427 2.16% 0.289%

21 7.556 494 496 497 rVvVv 67259 102230 1.90% 0.253%
22 7.602 497 500 502 rvv3 180087 397524 7.38% 0.985%
23 7.682 505 507 509 rvv2 83515 125027 2.32% 0.310%
24 7.728 509 511 512 rvVv 104181 128126 2.38% 0.317%
25 7.762 512 514 518 rVB2 83684 124313 2.31% 0.308%

26 7.899 523 526 528 rBvV2 38678 81889 1.52% 0.203%
27 7.945 528 530 532 rBV 829958 799540 14.85% 1.981%
28 8.139 545 547 550 rBV 43796 73390 1.36% 0.182%
29 8.196 550 552 553 rBvV 63111 65300 1.21% 0.162%
30 8.333 562 564 567 rvB2 63645 80671 1.50% 0.200%
31 8.413 567 571 575 rBV5 67044 186865 3.47% 0.463%
32 8.573 581 585 586 rBvV3 27767 74351 1.38% 0.184%
33 8.608 586 588 589 rvB2 59131 61970 1.15% 0.154%

34 8.768 597 602 604 rBv4 44957 127617 2.37% 0.316%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On > 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.031 622 625 627 rBVY 3581670 3660430 67.99% 9.070%

36 9.168 634 637 639 rBvV3 37647 95439 1.77% 0.236%
37 9.362 649 654 656 rBv4 42628 93637 1.74% 0.232%
38 9.476 662 664 666 rBvY 53193 90437 1.68% 0.224%
39 9.693 680 683 685 rBvV 907360 837702 15.56% 2.076%
40 10.013 709 711 714 rBV 39474 53997 1.00% 0.134%

41 10.482 749 752 755 rBV2 1717166 2134340 39.65% 5.289%
42 10.608 761 763 766 rBvV2 45205 70563 1.31% 0.175%
43 11.168 810 812 814 rBV 583367 710855 13.20% 1.761%
44 11.728 858 861 866 rvB2 175709 239757 4.45% 0.594%
45 12.505 927 929 936 rVB 213492 239828 4._.45% 0.594%

46 12.768 949 0952 954 rvB 2171805 3085477 57.31% 7.646%
47 13.797 1040 1042 1045 rBV 562196 633150 11.76% 1.569%
48 14.505 1101 1104 1108 rBVZ2 73408 122933 2.28% 0.305%
49 14.791 1126 1129 1133 rVB 85161 111649 2.07% 0.277%
50 15.111 1154 1157 1160 rBV2 158523 226052 4._.20% 0.560%

51 15.180 1160 1163 1165 rVV 315833 461866 8.58% 1.144%

52 15.477 1186 1189 1192 rBV 53943 96091 1.78% 0.238%
53 15.888 1221 1225 1230 rVVv2 80172 146804 2.73% 0.364%
54 16.025 1234 1237 1244 rVB2 25586 58753 1.09% 0.146%
55 16.803 1302 1305 1306 rBV 45380 67843 1.26% 0.168%
56 16.928 1313 1316 1321 rVB6 37917 102470 1.90% 0.254%
57 17.134 1331 1334 1338 rVB 32769 77576 1.44% 0.192%
58 17.374 1354 1355 1361 rBV6 19343 78570 1.46% 0.195%
590 18.094 1417 1418 1426 rBVS 19345 81279 1.51% 0.201%
Sum of corrected areas: 40355368
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010417\

BF092084.D

4 Jan 2017 22:46

UM/SsJ

11004-07

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3

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

4.80 12.02 ng 773145 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 255 (4.801 min): BF092084.D (-252) (-) m/z 43.05 100.00%
43
59
5000
i 430 250 450 500 820
o...,....,....,..?7.','::..,??.'.,...‘??....,E.‘?..,...:,|....,. m/z 59.10 59.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 U RS N R
440 460 4.80 5.00 5.20
m/z 101.00 20.97%
25 31 37 | 83 g3 0
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 5.00 5.20
5000 m/z 58.00 14 _.37%
101
15 58
28 37 51 69 84
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #3993: Morpholine, 4—methy|— | L L L L LA
43 440 460 4.80 5.00 5.20
m/z 41.10 9.26%
5000
101
15 97 " 71
IR R "|"le??"| 'l'é?"l'lqz"'i"?zl' ?p'l""i""l' MRS RS SRR RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.44 Concentration Rank 1

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

6.44 83.69 ng 5383540 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 398 (6.436 min): BF092084.D (-395) (-) m/z 132.00 100.00%
32
5000 68
——
40 54 | 75 103 6.20 6.40 6.60 6.80
.,....,...:ll!.‘.‘?,:!...1:..|,....,..5.‘?,....,.':..,.1.1?.,....,'...,.. m/z 68.10 44.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I R
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.61%
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 27 .35%
63 81
31 33 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 6.20 6.40 6.60 6.80
m/z 69.10 17.52%
117
5000
39 91
51
27 5 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— R
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF122116.M Thu Jan 05 07:26:29 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 Benzene, 1,2-diethyl- Concentration Rank 18

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

7.01 3.75 ng 241183 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 74
5 Benzene, 2- ethyl -1,4-dimethyl- 134 C10H14 001758-88-9 64

Abundance Scan 448 (7.007 min): BF092084.D (-444) (-) m/z 105.10 100.00%
105 119
134
5000 o1
77
39 51 62 || 147 207 6.60 6.80 7.00 7.20 7.40
o L MMIMIHEMM, & m/z 119.10 87.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14324: Benzene, 1,2-diethyl-
105 119
5000 01 134
6.60 6.80 7.00 7.20 7.40
77 m/z 134.10 50.69%
27 51 65
.}?PM.JL.%utﬂ.M,”u.ﬂi.Ul”.u,”..,”..,”..,”..
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
105 119
6.60 6.80 7.00 7.20 7.40
5000 134 m/z 91.00 37.28%
91
27 4151 65 '
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14326: Benzene, 1,3-diethyl-
105 119 6.60 6.80 7.00 7.20 7.40
m/z 117.10 20.50%
5000 134
91
77
39
'}?|%7"V'?&'|?ﬁ"m 'w"lw"ul"'hl" U SN S S U SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 Benzene, l-ethyl-3-(1-methy... Concentration Rank 9

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

7.32 6.58 ng 262857 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-(1-methvlethvl)- 148 C11H16 004920-99-4 64
2 Benzene., 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 64
3 Propanal. 2-methvl-3-phenvl- 148 C10H120 1000131-87-6 55
4 Benzene. l-methoxv-2-(l-methvlet... 148 C10H120 010278-02-1 50
5 3-Isopropylbenzaldehyde 148 C10H120 034246-57-6 50

Abundance Scan 475 (7.316 min): BF092084.D (-472) (-) m/z 105.10 100.00%
105
133
5000 91 119 148
41 51 7|7 | 7.00 7.20 7.40 7.60
.,....','.'...i'.-.'..,.'.-'..l,...!',?ﬁ‘..,....8,.|.'.-.,..|.|.,.1.??.!..,..~I'.',...., m/z 133.10 70.63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21835: Benzene, 1-ethyl-3-(1-methylethy)-
133
5000
105 148 7.00 7.20 7.40 7.60
91 119 m/z 119.00 47 .44%
41 51 58 65 \\84 ‘ ! w‘
m/z--> 30 40 éo 60 70 80 90 100 110 150 130 140 1%0 '
Abundance
119 133
7.00 7.20 7.40 7.60
5000 148 m/z 148.10 44 _.82%
91 105
51 65 !
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21689: Propanal, 2-methyl-3-phenyl-
133 448 7.00 7.20 7.40 7.60
105 m/z 131.10 44 _39%
5000 77
51 91 119
“ @ e | el
rrrrr e et 8 PO 12, L 126 ) 140 B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1H-Indene,2,3-dihydro-2,2-d... Concentration Rank 12

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

7.35 5.22 ng 208859 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 Cl11H14 020836-11-7 70
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
3 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 50
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 50
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50

Abundance Scan 478 (7.350 min): BF092084.D (-477) (-) m/z 119.05 100.00%
119 131
5000 o1
39 51 g5 7 105 146 7.00 7.20 7.40 7.60
m/z 131.10 93.01%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131
146
5000
7.00 7.20 7.40 7.60
91 115 m/z 91.05 39.97%
w & U 105 b al
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 134.10 30.76%
91 134
77 105

15 27 39 51 65

TTWWWWWWWW
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14373: Benzene, 1-ethyl-3,5-dimethyl-

119 7.00 7.20 7.40 7.60

m/z 115.00 20.46%
5000 134
91
27 39 51 65 7 105
...,2....,.1.‘.5.,...‘.,....‘,‘....,‘.‘...,.‘.‘a.,...‘:‘,....,....,.‘a‘l.,..‘a‘.l....,.‘.‘..,....,....

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8

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

7.44 6.72 ng 268534 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 70
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 62

Abundance Scan 486 (7.442 min): BF092084.D (-483) (-) m/z 119.10 100.00%
119
5000
30 7.20 7.40 7.60 7.80
41 150 267 . . . .
e ,n.n.l". ! ol W2 30 Tw/z 134.10  53.63%
m/z--> 50 100 150 200 250 300 350
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119
5000
7.20 7.40 7.60 7.80
o1 m/z 135.10 42 .76%
I I
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.20 7.40 7.60 7.80
5000 m/z 73.00 18.96%
39 g5 N
m/z--> o '50" ' 160" "150" "260" ' 550" ' 560" "350
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119 7.20 7.40 7.60 7.80
m/z 91.00 15.70%
5000
91
15 3\\9\ 6‘5 . al H‘
m/z--> 5'0 1(')0 150 200 250 300 3&1;0 7.'20 7.'40 7.%0 7.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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, 1,2,3,5-tetramethyl- Concentration Rank 15

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

7.46 4.63 ng 185208 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 488 (7.465 min): BF092084.D (-487) (-) m/z 119.10 100.00%
119
5000 134
41 77 o1 7.20 7.40 7.60 7.80
51 65 103 : : : :
Obvrrrrr e oot ol 182 L M a0 42, 48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14356: Benzene, 1,2,3,5-tetramethyl-

5000
7.20 7.40 7.60 7.80

m/z 91.00 16.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
R RN RE RS e L e
134 7.20 7.40 7.60 7.80
5000 m/z 120.00 9.38%
91
5 27 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-

7.20 7.40 7.60 7.80
m/z 77.00 8.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80

8270-BF122116.M Thu Jan 05 07:26:32 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 _alpha.,_beta.,_beta.-Trime... Concentration Rank 4

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

7.60 9.94 ng 397524 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 91
2 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 91
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 90
4 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 81
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 81

Abundance Scan 500 (7.602 min): BF092084.D (-497) (-) m/z 131.10 100.00%
5000
91 115 146
39 51 65 77 105 | || 163 7.20 7.40 7.60 7.80 8.00
et ey et el bt oS | m/z 91.10  27.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene
131
146
5000 o1 IS I U LR
7.20 7.40 7.60 7.80 8.00
19 Sﬁ o ‘ HE]¢5 ‘ m/z 146.10 26 .95%
[ NI 1 NS R

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

Abundance
131
146 7.20 7.40 7.60 7.80 8.00
5000 m/z 133.10 21.97%
o1 115
51 65 77 105
ﬁwmmmmmﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20727: Benzene, (3-methyl-2-butenyl)-
131 7.20 7.40 7.60 7.80 8.00
m/z 115.10 20.03%
o1 146
5000
G A A e | I
L, | L In |
RS Ea e R e Raamaaeas e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80 8.00

8270-BF122116.M Thu Jan 05 07:26:32 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 10 Benzene, (3-methyl-2-butenyl)- Concentration Rank 14

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

8.41 4_.67 ng 186865 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 91
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 87

Abundance Scan 571 (8.413 min): BF092084.D (-567) (-) m/z 131.10 100.00%
131
5000
146
o1 115
39 51 g3 77 105 162 8.00 8.20 8.40 8.60 8.80
m/z 146.10 28.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20726: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146
8.00 8.20 8.40 8.60 8.80
51 g 77 115 m/z 129.10 20.11%
103
"'I""'I'"l‘l""‘l"""k""" .‘.‘.. ...‘l,....,l... i ..H‘.,...‘H l...,.l‘.‘.,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
8.00 820 8.40 8.60 8.80
5000 m/z 115.00 20.10%
o1 146
27 39 51 63 77 103 1=
mmmmwﬁwﬂwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20749: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A o
131 8.00 8.20 8.40 8.60 8.80
m/z 128.00 17.96%
5000 146
27 39 51 65 77 9 1057
m/z--> 10 20 30 4'0 5'0 60 70 8|O 90 100 110 120 150 140 1&1,0 160 800 820 840 8.60 8.80

8270-BF122116.M Thu Jan 05 07:26:33 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.73 6.75 ng 239757 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 861 (11.728 min): BF092084.D (-858) (-) m/z 73.00 100.00%
43 60 B
5000 129
7 115 157 171 185 213 LA B SURRUN BN
01 1431115 109 | 500 256 11.40 11.60 11.80 12.00
m/z 43.10 84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
5000 UL B B SULRE SRR
29 nmnmnmnm
: a5 171 214 m/z 60.00 83.71%
S P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,40 11,60 11.80 12.00
5000 - 129 m/z 41.10 64.77%
87 242
143 199
115 185
101 157171 213 ’H\ANV\AA\Arvj\¥4V‘~/N’AJJ¥J
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56047: Dodecanoic acid R R ma AR
60 73 11.40 11.60 11.80 12.00
m/z 57.10 62.90%
43
5000
29 129 200
‘ T7101115 143157171
.?'.Sl.‘l..‘l‘.‘. ) ‘ ‘\ I‘l*'ml"""'l"" Wl ..‘..}.8.5.. SN Mttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.51 7.58 ng 239828 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Undecanoic acid 186 C11H2202 000112-37-8 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
Abundance Scan 929 (12.505 min): BF092084.D (-927) (-) m/z 43.10 100.00%
5000
129
| us ST 3150 1740 1760 1780
143157171 | 199913227 284 . . . .
2B m/z 73.00 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T8
5000 129
29 12.20 12.40 12.60 12.80
m/z 60.00 82.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 12:20 12.40 12.60 12.80
5000 129 m/z 57.10 80.30%
29 87 185 228
101115 143157171 109,14
mmmﬁmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46616: Undecanoic acid e e AR
a1 0 12.20 12.40 12.60 12.80
m/z 55.10 75.51%
5000
2 129143
101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 iébb'igid 1266 igéd"'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclotetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.51 5.32 ng 122933 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 53
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 50
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 50
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 50
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 46
Abundance Scan 1104 (14.505 min): BF092084.D (-1101) (-) m/z 43.10 100.00%
43 57 173
83
5000
14.20 14.40 14.60 14.80
e m/z 57.05 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53619: Cyclotetradecane
5000 L TR BRI B B

14.20 14.40 14.60 14.80
111 m/z 173.20 82.94%

125130155168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
83 14.20 14.40 14.60 14.80
5000 m/z 55.10 78.33%
4 111
125
27 139154169 146210 238 265 283
wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L B o e LN
57 14.20 14.40 14.60 14.80
83 m/z 83.10  75.69%
5000
4
125
21 1 139154168182196210 238 283
S R RS N R e A ARAEERmEas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

8270-BF122116.M Thu Jan 05 07:26:34 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 14 Dodecane, 1-fluoro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.83 ng 111649 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 78
2 1-Pentadecene 210 C15H30 013360-61-7 70
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 64
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 55
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 55
Abundance Scan 1129 (14.791 min): BF092084.D (-1126) (-) m/z 43.10 100.00%
43 57
5000
14.40 14.60 14.80 15.00 15.20
A maans e e m/z 57.05 94 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48016: Dodecane, 1-fluoro-
57
5000 L DU B UL B
71 1440 14.60 14.80 15.00 15.20
m/z 55.00 63.71%
) M || 98111125140 159 188
m/z--> ﬁo 45 eb 85 160 150 150 1éo 180 200 250 250 '
Abundance
43 57 83
70 97 14.40 14.|60 14.|80 15.'00 15.'20
5000 m/z 83.10 56.40%
29 111
15 125140154168182195210
m/z--> ﬁo 45 eb 8b 160 150 150 160 180 200 250 250 '
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R e e ARE
43 57 14.40 14.60 14.80 15.00 15.20
m/z 69.00 49 _.55%
5000
1
29 [ 497
Ll % |4 \‘ 1125139 154167 181195 224 252
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 160 180 200 220 24'10 ' 14. 40 14 60 14. 80 15. oo 15 20

8270-BF122116.M Thu Jan 05 07:26:35 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 15 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.11 9.79 ng 226052 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
2 1-Hexadecene 224 C16H32 000629-73-2 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
4 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 68
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 62
Abundance Scan 1157 (15.111 min): BF092084.D (-1154) (-) m/z 57.10 100.00%

7

201
83 97

5000

283 14.80 15.00 15.20 15.40
m/z 43.10 99.06%

183

5139 157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

5000 LA L L L L L LN |
14.80 15.00 15.20 15.40
125 m/z 55.10 69.53%
29 139154169 210 238
Ll : 196 265 283
,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
83 R R Eamasmmaas
69 14.80 15.00 15.20 15.40
5000 97 m/z 201.20 68.12%

27
111

125140154168182196 224

TWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester B EEEammEmms ./.\. T
57 14.80 15.00 15.20 15.40
m/z 83.05 57.28%

43 8 o
5000

29 125

Ll 139154168182196210 238 o83

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15. 20 15.40

8270-BF122116.M Thu Jan 05 07:26:35 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 16 1-Hexadecanesulfonyl chloride Concentration Rank 17

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

15.48 4.16 ng 96091 Perylene-di12 15.18

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 64

2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 55

3 l1-Hentetracontanol 593 C41H840 040710-42-7 53

4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 53

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 49
Abundance Scan 1189 (15.477 min): BF092084.D (-1186) (-) m/z 43.10 100.00%

83
5000 215

33

25 LML
171 282 15.20 15.40 15.60 15.80

e m/z 57.10 90.56%

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
97
5000 LA L L L L L L LB

15.20 15.40 15.60 15.80
m/z 55.05 72.35%

S N

27| | LT e 224 a7 g
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
AR A AR
97 15.20 15.40 15.60 15.80
5000 m/z 83.05 63.55%
27 139169 202 238 283
L W LA B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol A BT e e
57 15.20 15.40 15.60 15.80
m/z 69.10 59.03%
97
5000
18 39
n L 181 223 278 320 362 404 446 488518 572
A B o m B e e e A R A RRARRE R e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Bromo-1-methyl-1-silacycl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.93 4.44ng 102470 Perylene-di2 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
2 Z-8-Methvl-9-tetradecen-1-ol ace... 268 C17H3202 1000130-82-4 9
3 t-Butvl-dimethvl-(4-methvl-dodec... 314 C19H420Si 1000189-27-0 7
4 Spiro(3.7.9-trioxabicyclol4.3.01... 272 C13H2006 1000185-91-5 7
5 Bromoacetic acid, 2-pentadecyl e... 348 C17H33Br02 1000282-00-9 7

Abundance Scan 1316 (16.928 min): BF092084.D (-1313) (-) m/z 43.10 100.00%
97 257
5000 69 281 w
147
120 178194210 S ——
mmmmﬂmnm
m/z 57.10 95.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50665: 1-Bromo-1-methyl-1-silacyclohexane
9 177
113 192
5000 43 136151 L e S
16 60 16. 80 17. OO 17. 20
59 g m/z 55.10 56.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R R R
16.60 16.80 17.00 17.20
5000 81 m/z 97.10 54.94%
109
61 137 193
166 211227 253268
mmﬂﬁmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125070: t-Butyl-dimethyl-(4-methyl-dodecyloxy)-silane I e B
75 97 16.60 16.80 17.00 17.20
257 m/z 257.30 53.03%
5000 57 195
181
2@ T \‘ LM ) 143158 L 199 220 241 | 299315
S Raaa e e e e T e e e ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17. 00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 19 unknownl7.37 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.37 3.40 ng 78570 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-OQuinolinecarboxvlic acid. 2-ch... 207 C10H6CINO2 005467-57-2 27
2 1H-Indole. 5-methvl-2-phenvl- 207 C15H13N 013228-36-9 22
3 1H-Pvrrole-2.5-dione. 1-(4-chlor... 207 C10H6CINO2 001631-29-4 14
4 Naphthalene. 6-chloro-1-nitro- 207 C10H6CINO2 038396-29-1 14
5 Benzenamine, 4-(2-phenylethenyl)... 303 C20H21N3 1000260-49-5 14
Abundance Scan 1355 (17.374 min): BF092084.D (-1354) (-) m/z 207.00 100.00%
207
91
5000 3
10 135153 175 249 355
267 LRSI DAL B DU I
283 17.00 17.20 17.40 17.60
m/z 91.00 53.82%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60650: 4-Quinolinecarboxylic acid, 2-chloro-
207
5000 L DAL DAL BN B
ﬂ%ﬂ%ﬂ%ﬂm
5 101 162 m/z 73.00 51.22%
128
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
207
17.00 17.20 17.40 17.60
5000 m/z 103.00 40.33%

104 159 150 178

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

Abundance #60654: 1H-Pyrrole-2,5-dione, 1-(4-chlorophenyl)- B REam e e R

207 17.00 17.20 17.40 17.60

m/z 209.00 35.66%
54
5000
137
1

.q””ﬁﬁ.m‘.‘lMJHN.Lﬁ@”..”.”.””.”.””P”wnupuw. e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. OO 17. 20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092084.D

Aca On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl18.09 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.09 3.52 ng 81279 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dimethvlamino-2-(4-chlorphenvl... 240 C11H13CIN2S 1000286-67-6 40
2 7-Chloro-4-methoxv-3-methvlauino... 207 C11H10CINO 1000213-52-2 38
3 1H-Pvrrole-2.5-dione. 1-(4-chlor... 207 C10H6CINO2 001631-29-4 35
4 1.1.1.3.5.5.5-Heptamethviltrisilo... 222 C7H2202Si3 001873-88-7 35
5 4-Quinolinecarboxylic acid, 2-ch... 207 C1OH6CINO2 005467-57-2 32

Abundance Scan 1418 (18.094 min): BF092084.D (-1417) (-) m/z 207.10 100.00%
207
5000 a3
108 137161 189 249 281 355 TT T[T T T T[T T T T[T T T T [TTTT
| | | | | 17.80 18.00 18.20 18.40
/1 S (U E— m/z 73.00 49_50%
m/z--> 50 100 150 200 250 300 350
Abundance #81962: 3-Dimethylamino-2-(4-chlorphenyl)-thioacrylamide
207
42
5000 240 R BN SUNIRN SUNILN I
17.80 18.00 18.20 18.40
162 m/z 41.05 44.07%
E‘F-‘EO.M‘W — — T
m/z--> 50 100 150 200 250 300 350
Abundance
207
178 S
17.80 18.00 18.20 18.40
5000 7 m/z 43.10 38.18%
51 102 138
156
m/z--> 50 100 150 200 250 300 350
Abundance #60654: 1H-Pyrrole-2,5-dione, 1-(4-chlorophenyl)- T
207 17.80 18.00 18.20 18.40
m/z 55.05 36.78%
54
5000
0 137 163 ’
IIIliil\h?\%mlIIMILIM\IHI‘JI?]'?]'I —— T s
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010417\
Data File : BF092084.D

Acq On : 4 Jan 2017 22:46

Operator : UM/SJ

Sample : 11004-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.80 12.0 ng 773145 1 6.66 1286490 20.0
unknown6 .44 6.44 83.7 ng 5383540 1 6.66 1286490 20.0
Benzene, 1,2-diet... 7.01 3.8 ng 241183 1 6.66 1286490 20.0
Benzene, 1-ethyl-.._. 7.32 6.6 ng 262857 2 7.94 799540 20.0
1H-Indene,2,3-dih. .. 7.35 5.2 ng 208859 2 7.94 799540 20.0
Benzene, 1,2,3,4-... 7.44 6.7 ng 268534 2 7.94 799540 20.0
Benzene, 1,2,3,5-... 7.46 4.6 ng 185208 2 7.94 799540 20.0
-alpha., .beta.,.b... 7.60 9.9 ng 397524 2 7.94 799540 20.0
Benzene, (3-methy... 8.41 4.7 ng 186865 2 7.94 799540 20.0
Tridecanoic acid 11.73 6.8 ng 239757 4 11.17 710855 20.0
Pentadecanoic acid 12.51 7.6 ng 239828 5 13.80 633150 20.0
Cyclotetradecane 14_.51 5.3 ng 122933 6 15.18 461866 20.0
Dodecane, 1-fluoro- 14.79 4.8 ng 111649 6 15.18 461866 20.0
Heptafluorobutano... 15.11 9.8 ng 226052 6 15.18 461866 20.0
1-Hexadecanesulfo... 15.48 4.2 ng 96091 6 15.18 461866 20.0
1-Bromo-1-methyl-... 16.93 4.4 ng 102470 6 15.18 461866 20.0
unknownl17 .37 17.37 3.4 ng 78570 6 15.18 461866 20.0
unknown18.09 18.09 3.5 ng 81279 6 15.18 461866 20.0
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