LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 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-BF110817.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.963 312 319 321 rBV2 98191 153506 1.27% 0.154%
2 4.098 335 342 348 rBV 156394 248603 2.06% 0.249%
3 4.251 358 368 372 rBV 343439 500810 4.14% 0.501%
4 4.298 372 376 385 rVB 146775 197901 1.64% 0.198%
5 4.393 385 392 396 rBV2 121568 171356 1.42% 0.172%
6 4.445 396 401 407 rVB2 106116 179482 1.48% 0.180%
7 4_.575 415 423 433 rVB3 405518 742885 6.15% 0.744%
8 4.675 433 440 446 rBV 239261 301786 2.50% 0.302%
9 4.822 461 465 469 rBV 136705 160821 1.33% 0.161%
10 4.863 469 472 476 rBV 219987 252810 2.09% 0.253%

11 4.975 486 491 496 rBvV 840786 1045480 8.65% 1.047%
12 5.051 496 504 506 rBv2 875819 1499325 12.40% 1.501%
13 5.075 506 508 513 rvB 1255059 1471608 12.17% 1.473%
14 5.128 513 517 522 rBvV2 2286702 3021652 25.00% 3.025%
15 5.187 523 527 533 rVvB3 406188 691357 5.72% 0.692%

16 5.257 536 539 545 rVB 360306 422738 3.50% 0.423%
17 5.328 546 551 555 rBv2 2181159 3337300 27.61% 3.341%
18 5.410 560 565 567 rBV 1406442 1661430 13.74% 1.663%
19 5.434 567 569 574 rVB 1005366 940698 7.78% 0.942%
20 5.481 574 577 579 rBV 350596 389293 3.22% 0.390%

21 5.522 579 584 595 rVB2 3427956 6112462 50.56% 6.120%
22 5.610 595 599 603 rBV 1115249 1378186 11.40% 1.380%
23 5.651 604 606 608 rvB2 259836 212002 1.75% 0.212%
24 5.687 608 612 617 rBV3 1674686 3288608 27.20% 3.293%
25 5.734 617 620 623 rBVY 2060791 1936318 16.02% 1.939%

26 5.775 623 627 632 rVB2 1541837 1922857 15.91% 1.925%
27 5.822 632 635 636 rBvV 657413 600885 4._.97% 0.602%
28 5.939 648 655 659 rBv4 3069913 5924653 49.01% 5.932%
29 5.987 659 663 666 rvv3 1175493 2029362 16.79% 2.032%
30 6.075 673 678 683 rBv3 2790804 4925155 40.74% 4_.931%

31 6.116 683 685 688 rvB3 636441 644704 5.33% 0.645%
32 6.175 690 695 701 rBV3 4545536 12088730 100.00% 12.104%
33 6.228 701 704 707 rVvB2 1852952 2437386 20.16% 2.440%
34 6.357 721 726 728 rBV2 2879411 4187668 34.64% 4_.193%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.422 734 737 739 rBV 1228254 1223877 10.12% 1.225%

36 6.457 739 743 750 rBV5 2011670 4437974 36.71% 4._.443%
37 6.686 775 782 783 rBv4 2066292 4347910 35.97% 4 _.353%
38 10.610 1444 1449 1454 rVB 2724778 4766343 39.43% 4.772%
39 10.722 1466 1468 1471 rVB3 1315495 1205513 9.97% 1.207%
40 10.757 1471 1474 1477 rBv4 859154 916414 7.58% 0.918%

41 10.869 1488 1493 1496 rBV 3485072 5173584 42.80% 5.180%
42 11.033 1519 1521 1523 rBV2 476465 440208 3.64% 0.441%
43 11.321 1566 1570 1576 rVB 2169755 2829054 23.40% 2.833%
44 11.433 1586 1589 1591 rBV 831222 838051 6.93% 0.839%
45 11.457 1591 1593 1603 rVB3 504425 934976 7.73% 0.936%

46 11.663 1625 1628 1633 rVB 503504 539750 4._46% 0.540%
47 12.398 1750 1753 1756 rBV2 137450 125007 1.03% 0.125%
48 12.474 1762 1766 1769 rVB3 151922 175717 1.45% 0.176%
49 13.015 1851 1858 1861 rBV 3230994 3495326 28.91% 3.500%
50 13.486 1930 1938 1947 rVV 1721206 1653869 13.68% 1.656%

51 13.892 2002 2007 2015 rBV 282319 339895 2.81% 0.340%
52 14.062 2032 2036 2040 rVB 926888 803898 6.65% 0.805%
53 15.545 2283 2288 2297 rVB 412900 550665 4._.56% 0.551%

Sum of corrected areas: 99877848

8270-BF110817.M Mon Nov 13 14:01:22 2017 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100466.D

12 Nov 2017  3:57

SJ/Ju

16408-01

37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF100466.D

Nl

0
Time-->

4.50

5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF100466.D

10.61 10.87

Time-->

12.00 12.50 13.00

13.50

9.50

10.00 10.50 11.00 11.50

I
9.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

13.89

TIC: BF100466.D

14.06
15.54

1

Time-->

18.00 18.50 19.00

4.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 13

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

5.13 13.90 ng 3021650 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 80
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 59
3 Cvclooctane. (1-methvlpropvl)- 168 Cl12H24 016538-89-9 59
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 45
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 45

Abundance Scan 517 (5.128 min): BF100466.D (-513) (-) m/z 111.10 100.00%
69.1 11f.1
43.0
55.0
5000
83.1
101.1 480 5.00 520 5.40
o..,....,....,....L!...,.l.!'.‘,...':!....,.|.~..,....,'....i!...,.l??;?... m/z 69.10 85.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 S50
83.0 480 5.00 5.20 5.40
27.0 : m/z 43.00 72.24%
Y | \ %60 | 1260
O e T e T o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0 111.0
4.80 5.00 5.20 5.40
5000 550 m/z 55.05 52.47%
41.0 126.0
ol 15.0 27.0 830 970
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0 480 5.00 5.20 5.40
111.0 m/z 41.10 43.92%
5000 55.0
41.0
29.0 820 4.4
0'w'“'w'“““'ﬁ”“'w*w|“”4'“'Mh”l““w'“'“'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown5.33 Concentration Rank 11

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

5.33 15.35 ng 3337300 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 49
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 43
3 2-Propanamine. N.N"-methanetetra... 126 C7H14N2 000693-13-0 35
4 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 35
5 4-Nonene 126 C9H18 002198-23-4 30

Abundance Scan 551 (5.328 min): BF100466.D (-546) (-) m/z 43.05 100.00%
43.0
0 Ot 111.1
5000
84.1
|| I 971 126.2 5.00 5.20 5.40 5.60
Obrrrprrrrprrrpree bbb el il P L Tm/z 69.10  71.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
41.0 111.0
5000
270 5.00 5.20 5.40 5.60
- ‘ 840 97.0 126.0 m/z 111.10 64 .74%
o \\\ ‘ AL | ‘ ‘
AR NI UL UL UL UL I NN LRI IS BRSS BAAN SRRN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0 111.0
55.0
41.0 5.00 520 5.40 5.60
5000 m/z 55.05 60.50%
21.0 126.0
) 15.0 830 47
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11250: 2-Propanamine, N,N-methanetetraylbis-
69.0 5.00 5.20 5.40 5.60
m/z 41.05 52.43%
5000
111.0
43.0
150 270 || 550 | 830 g5¢ 1260
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 90 100 11'0 12'0 1§o 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2,3-Dimethyl-3-heptene Concentration Rank 12

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

5.69 15.13 ng 3288610 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvIl-3-heptene 126 C9H18 1000113-49-3 64
2 Cvclopentane. butvl- 126 C9H18 002040-95-1 58
3 Cvclopentane. l1l-methvl-2-propvl- 126 C9H18 003728-57-2 55
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 46
5 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 43

Abundance Scan 613 (5.692 min): BF100466.D (-608) (-) m/z 55.10 100.00%
53.1 69.1
41.1
83.1
5000
g71 1111 4953
||| | |‘ I || | 540 560 5.80 6.00
| S 1 S | 1 PR | S | NSO S| B m/z 69.10 85.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11543: 2,3-Dimethyl-3-heptene
55.0
69.0 83.0
5000 LR AL L L U
41.0 540 560 580 6.00
126.0 m/z 56.10 66.00%
27.0 97.0
0 ..,}?:9,...M“. "jiw"'l“hl”l"“t l"“”fl"'l"'tl" iﬁ;fp"l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0 69.0
55.0 R I L R R
540 5.60 5.80 6.00
0
5000 83.0 m/z 41.10 63.67%
29.0 97.0
15.0 111.0
G R R AR RN AR RN AARAN LSS LRSS RARSS AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11608: Cyclopentane, 1-methyl-2-propy!-
55.0 540 5.60 5.80 6.00
m/z 83.10 54 _.19%
41.0 83.0
5000 70.0
27.0 91.0 126.0
0"P'”I”'W'”'P'“I”'W'”'P'“I“"P'”I“?ﬁ%R'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Sulfurous acid, cyclohexylm... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
5.73 8.91 ng 1936320 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. cvclohexvimethyl... 360 C20H4003S 1000309-22-1 72

2 Cvclohexane. 1-ethvl-1-methvl- 126 C9H18 004926-90-3 64
3 Oxazole. 4.5-dimethvl- 97 C5H7NO 020662-83-3 64
4 Sulfurous acid. cvclohexvimethyl... 332 C18H3603S 1000309-21-9 64
5 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 59
Abundance Scan 619 (5.728 min): BF100466.D (-617) (-) m/z 97.10 100.00%
53.1 97.1
5000
41.1
69.1 1y, 202 540 5.60 5.80 6.00
o A e m/z 55.10 97.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0
5000 L L L I R
55.0 540 560 58 600
0
410 so0 830 m/z 41.10 23.29%
o 2.0 | | 2P | | 111.0127.0141.0 183.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 97.0
'5.40 560 580 600
5000 m/z 69.10 14.17%
41.0
69.0
15.0 830 | 111055,
mz-> 20 40 60 80 100 120 140 160 180
Abundance #2963: Oxazole, 4,5-dimethyl- R R AR
43.0 97.0 540 560 5.80 6.00
m/z 96.10 13.67%
5000
28.0
| e
0~ 'tIJJ”Wy'¢ll'w”IM"MI'”'I""I'”'I""I'”
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 19

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

5.77 8.84 ng 1922860 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 83
3 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 83
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 74
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 68

Abundance Scan 626 (5.769 min): BF100466.D (-623) (-) m/z 55.10 100.00%
54.1
97.1
5000
411 69.1
| | 81.1 1111 1261 540 560 580 6.00 6.20
Obrr ettt il bt L Tm/z 97.10  74.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000 41.0
5.40 560 5.80 6.00 6.20
69.0 m/z 41.10 31.39%
‘ 810 ‘ 126.0
0"P"W'”'Ht'Ww”“P'JM'”'ﬂ'”l'“lﬁ'iﬁ%P”l”lW"“l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
540 560 580 6.00 6.20
5000 m/z 69.10 27.21%
41.0
69.0 126.0
29.0 81.0
111.0
R R R RS RN RS AR AN WARAS SRS AR RARRE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane T
55.0 97.0 5.40 560 580 6.00 6.20
m/z 96.10 21.60%
5000
410 69.0 126.0
27.0 81.0
0"V'J“'“Jmh'w”””w'”4'“'“'“l'“'w'iﬁ%P“l“'w"“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 560 580 6.00 6.20

8270-BF110817.M Mon Nov 13 14:01:26 2017 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Cyclohexane, l-ethyl-2-meth... Concentration Rank 5

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

5.94 27.25 ng 5924650 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 87
2 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 80
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 74
4 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 72
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 68

Abundance Scan 655 (5.939 min): BF100466.D (-648) (-) m/z 55.10 100.00%
54.1 97.1
5000
G I I B oo 560 5k 50 650
o e 289 Th/z 97.10  92.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000

5.60 5.80 6.00 6.20
m/z 41.10 35.50%

40 70.0 ‘ 126.0
ol el el e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
L maa i e
5.60 5.80 6.00 6.20
5000 m/z 69.10 34.89%
126.0
39.0 810
24.0 )
o Sl e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- R e
56.0 97.0 560 580 6.00 6.20
m/z 56.10 17 .24%
5000
39{0 7(#,0 126.0
PN TN | TR ) T |
Tttt B Emawmmms s
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Undecane, 3,7-dimethyl- Concentration Rank 17

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

5.99 9.33 ng 2029360 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 64
2 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 64
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 59
4 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
5 Decane 142 C10H22 000124-18-5 50

Abundance Scan 664 (5.992 min): BF100466.D (-659) (-) m/z 43.10 100.00%
431 57.1
5000 851
71.1
ab.1 5.60 5.80 6.00 6.20 6.40
o! s SRS YA Y S m/z 57.10 85.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48858: Undecane, 3,7-dimethyl-
43.0 57.0
71.0
5000
9.0 8.0 5.60 5.80 6.00 6.20 6.40
' m/z 85.10 50.73%
o \w L L 99011301270 155.0160.0 184.0
iz 30 A 60 8 10 130 140 ik 1k
Abundance
43.0
57.0 5.60 5.80 6.00 6.20 6.40
5000 710 g0 m/z 41.10 33.15%
29.0
0 99.0 113,0127.0141.0 169.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48885: Decane, 2,4,6—trimethy|— LI L L L BB B
43.0 5.60 5.80 6.00 6.20 6.40
57.0 m/z 55.10 31.61%
5000 710 go
Oyt 'w T = T '?glq T '|1?Z ? N H2 ?' N SR AR SRR RN SR L
m/z--> 20 40 60 80 100 120 140 160 180 5.60 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 6

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

6.07 22 .66 ng 4925160 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvibicvclol4.2.0Tloctane 124 COH16 1000210-90-2 58
2 1.3-Pentadiene. 2-methvl- 82 C6H10 001118-58-7 47
3 trans-1.4-Hexadiene 82 C6H10 007319-00-8 47
4 1.7-Octadiene 110 C8H14 003710-30-3 47
5 3-Hexyne 82 C6H10 000928-49-4 47

Abundance Scan 677 (6.069 min): BF100466.D (-673) (-) m/z 82.10 100.00%
67.0 841
411 551
5000
96.1
L 1111 1262 14, 280 000 620 SH0
0'”P'”P”'P”'P“'P”"'I“'ﬁ'”I””P'”P”'P”W'”W”'W' m/z 67.05 97.39%%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10678: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
5000 54.0
41.0 5.80 6.00 6.20 6.40
70 o m/z 55.10 73.93%
0 "'I'“'I'"MI"'“""I'w"l'”'u"'Jﬂ "'"H'I'}P?IP”'%%?'QI'”'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67.0
39.0 580 6.00 620 640
5000 82.0 m/z 57.10 72.97%
27.0
15.0 54.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1211: trans-1,4-Hexadiene
67.0 5.80 6.00 6.20 6.40
m/z 41.10 70.80%
41.0 82.0
5000
270 54.0
0'“&?%'JM“”kL“ﬂw'vL““”M““w'“w“w'“W”“v'”w“w' IRRRE AR SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

8270-BF110817.M Mon Nov 13 14:01:28 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.17 Concentration Rank 3

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

6.17 55.61 ng 12088700 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 46
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 43
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 35
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 35

Abundance Scan 694 (6.169 min): BF100466.D (-690) (-) m/z 57.10 100.00%
57.1
43.1 7.1
5000 83.1
| 97.1 1132 452 1422 5.80 6.00 6.20 6.40 6.60
Ol prrrrprrrr et el e e b e e b2 | m/z 71.10 60 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000
580 6.00 6.20 6.40 6.60
m/z 55.10 57 .00%
29.0 85.0 113.0
o150 | | ol " 970 | 127.0 1420
> i % % 4 B 8 30 B0 5 166 130 136 130 130
Abundance
57.0
43.0 71.0 580 6.00 6.20 6.40 6.60
5000 29.0 m/z 43.10 55.81%
113.0
ol 150 85.0 930 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19198: Octane, 3,6-dimethyl- A
57.0 580 6.00 6.20 6.40 6.60
71.0 m/z 41.10 55.28%
5000 430
29.0 113.0
o ‘ ‘ A, 8?0 99.0 \‘ 127.0 142.0
m/z--> 10 20 30 45 50 eb fo 80 90 100 110 120 130 1&0 ' 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexane, 3-ethyl-2,5-dimethyl- Concentration Rank 15

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

6.23 11.21 ng 2437390 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 50
2 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 45
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 36
4 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 33
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 25

Abundance Scan 704 (6.228 min): BF100466.D (-701) (-) m/z 57.10 100.00%
57.1
5000 43.1
98.1
70.1 85.1 5.80 6.00 6.20 6.40 6.60
0 110.2 12821422 m/z 43.10 40.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19229: Hexane, 3-ethyl-2,5-dimethyl-
57.0
43.0
5000 RS RS SRS LRSS R
5.80 6.00 6.20 6.40 6.60
20.0 10 m/z 98.10 30.27%
B0 THO sso 980 130 1420
m/z--> 20 30 Jo 50 eb 70 80 90 100 110 120 130 140 150 160 170
Abundance
57.0
580 6.00 620 640 6.60
5000 41.0 98.0 m/z 41.10 17.27%
27.0 81.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38334: Undecane, 6-methyl- i REaa B
57.0 5.80 6.00 6.20 6.40 6.60
m/z 56.10 8.00%
5000
43.0
29.0 ‘ 10 98.0
0 l g, ‘y” 850 | 113.0126.0 141.0 155.0 170.0
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 140 150 160 170 580 6.00 620 640 6.60

8270-BF110817.M Mon Nov 13 14:01:30 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.36 Concentration Rank 10

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

6.36 19.26 ng 4187670 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.4-dimethvl- 142 C10H22 015869-92-8 38
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 38
3 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 35
4 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 35
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 35

Abundance Scan 72_6 (6.357 min): BF100466.D (-721) (-) m/z 57.10 100.00%
431 o1
5000
71.1 e
” ||| ” Bl 11211281 0, 6.00 6.20 6.40 6.60
Obrrprrrr el et el ol T AT 402 Tn/z 43,10 82.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19179: Octane, 3,4-dimethyl-
43.0
5000 SRR AR SRR SRR B
57.0 600 620 640 6.60
29.0 o 85.0 m/z 41.10 45.52%
oL S Y 142,0
m/z--> 20 30 Jo 5 60 70 80 90 100 1io 120 130 140
Abundance
43.0
6.00 620 6.40 6.60
5000 m/z 56.10 29.49%
84.0
27.0 5720 710

99.0 113.0 128.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19224: Hexane, 2,2,3,3-tetramethyl- R AR EAREE TS
43.0 57.0 6.00 6.20 6.40 6.60
m/z 71.10 24 _40%
5000 85.0
7.0 99.0
o) NSNS 1 NN VM 5 NS S HMNSSUNNR L SN A D SN S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.46 Concentration Rank 7

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

6.46 20.41 ng 4437970 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-2-heptene 112 C8H16 000627-97-4 46
2 2-Methvl-2-octene 126 C9H18 016993-86-5 46
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 46
4 2-Heptene. 4-methvl-. (BE)- 112 C8H16 066225-17-0 38
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 38

Abundance Scan 743 (6.457 min): BF100466.D (-739) (-) m/z 69.10 100.00%
69.1
55.1
5000 411 125.2

6.20 6.40 6.60 6.80

(o m/z 55.10 60.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6662: 2-Methyl-2-heptene
41.0 69.0
5000 LA L L L L L L L LB
560 6.20 6.40 6.60 6.80
27.0 112.0 m/z 41.10 45 _.90%
‘ ‘ ‘ ‘ ‘ 83.0 97.0
o L R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
41.0 L
6.20 6.40 6.60 6.80
5000 56.0 m/z 125.15 41 .95%

270 126.0
’ 84.0 gggo 111.0

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

Abundance #6735: 1-Hexene, 3,3-dimethyl- T

69.0 6.20 6.40 6.60 6.80
m/z 70.10 40.56%

41.0 55.0
5000
83.0
27.0 97.0 1120

o 1 [ N — N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.69 Concentration Rank 8

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

6.69 20.00 ng 4347910 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 16
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 9-Thianoradamantane 140 C8H12S 067194-73-4 10
5 Sulfurous acid, cyclohexylmethyl... 206 C9H1803S 1000309-21-2 10

Abundance Scan 783 (6.692 min): BF100466.D (-775) (-) m/z 132.10 100.00%
13R.1
55.1 g1 971
5000 68.1
41.1
6.40 6.60 6.80 7.00
112.1
o....,....-','|!'..:,:!!'.,::l'.L..':.,!:..,...'.',.':..,:...,....,J...'.'...???;?.,.. m/z 97.10 65.56%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0
5000 70.0 640 660 6.80 7.00
310 520 m/z 55.10 64.21%
‘ 86.0 116.0
0”“J““lJ“J““l““N“”|“”|“”|““|““|““|““l““l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132.0
640 6.60 6.80 7.00
5000 97.0 m/z 83.10 59.67%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e B o o
132.0 6.40 6.60 6.80 7.00
69.0 m/z 68.10 38.71%
104.0
5000
31.0 51.0
Ot P T e R R L R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF110817.M Mon Nov 13 14:01:32 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Undecane, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.61 20.00 ng 4766340 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Hexadecane 226 C16H34 000544-76-3 76
4 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 74
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 1449 (10.610 min): BF100466.D (-1444) (-) m/z 57.10 100.00%
51.1
5000
85.1 v
113.2 10.20 10.40 10.60 10.80 11.00
169.2
0 .,....,|'... b AL 0 218 2898 m/z 71.10  51.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 U BRI SRR R I
1020 10.40 10.60 10.80 11.00
m/z 43.10 45 _39%
29.0 85.0 1130
0 \‘ | ‘ L 155 0 184.0
m/z--> 20 45 eb 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57.0
10.20 10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 25.44%
o 1130 1410 1830 2110 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane A B o
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 19.18%
5000
85.0
29.0
0 \ | w 113.0 141.0 169.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Decane, 3,7-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.87 123.47 ng 5173580 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 64
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
4 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 53
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 52
Abundance Scan 1493 (10.869 min): BF100466.D (-1488) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.2 T T T T
183.2 10.60 10.80 11.00 11.20
Obprrrtbrbe b b 482, 22 TW/Z 71.10  79.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000 LI BULI UL BN B
10,60 10.80 11.00 11.20
m/z 43.10 54 _56%
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
10,60 10.80 11.00 1120
5000 m/z 85.10 29.39%
29.0 85.0

o 1130 1410 169.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ B Bam s L
710| 1120 10.60 10.80 11.00 11.20

m/z 41.10 22.18%

5000

o 191.0216.0 245.0 3120 342.0
prrerrrrr e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.03 10.51 ng 440208 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 58
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 58
3 Tridecane 184 C13H28 000629-50-5 53
4 Undecane 156 Cl11H24 001120-21-4 52
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 46

Abundance Scan 1520 (11.027 min): BF100466.D (-1519) (-) m/z 57.10 100.00%
5%.1
5000
1o 10,80 11.00 11.20 11.40
: . 196.1 : : :
ol 38 221.2 246.2 m/z 71.10 71.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 85.0 RN UL SULLLE LML B
10.80 11.00 11.20 11.40
113.0 1550 oo m/z 43.10 58.80%
o N S T - - O s s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10,80 11.00 11.20 11.40
5000 m/z 85.10 32.14%
29.0 85.0 1120
4.0
0 133.0 184 0
m/z--> 26 45 65 85 160 120 140 160 180 200 220 250 2éo
Abundance #48831: Tridecane BN ma e S
57.0 10.80 11.00 11.20 11.40
m/z 41.10 22.66%
5000
29.0 85.0
m/z--> 2'0 4I 6|O 8IO 1(')0 150 140 160 180 200 220 24'10 2('30 10 80 11. oo 11. 20 11. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.32 67.52 ng 2829050 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 83
3 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 80
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 78
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 74

Abundance Scan 1570 (11.321 min): BF100466.D (-1566) (-) m/z 57.10 100.00%

57.1

5000

?

11.00 11.20 11.40 11.60
m/z 71.10 75.63%

o 1412 1832 2117 2393 267.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
11.00 11.20 11.40 11.60
m/z 43.10 47 .63%
113.0
0 “ ‘ |, 77,1410 183.0 211.0 239.0 267.0 296.0
P A e e P e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R Ll RN
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 42.28%
uzo %0 1820 Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- e AL BAREE
57.0 11.00 11.20 11.40 11.60
m/z 41.10 24 _02%
29.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.66 12.88 ng 539750 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1628 (11.663 min): BF100466.D (-1625) (-) m/z 57.10 100.00%
57.1
2000 \JLM\\/‘A‘
‘ 1ot 1140 11.60 11.80 12,00
) — ,|. b L 0 N A 282 283 | m/z 71.10 75.10%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L IS B BUMRAS U
11.40 11.60 11. 80 12. oo
m/z 43.10 66.06%
0 “\ Ll H h\ %4‘19 183.0 225.0 267.0 309.0 351.0 437.0
miz--> 0 §o 150 260 2%0 360 3éo 460 '
Abundance
57.0
1140 11.60 11.80 12.00
5000 m/z 85.10 44 .87%
99.0
0l150 141.0 183.0 226.0
miz--> 0 §o 160 1%0 260 250 360 3éo 460 '
Abundance #105886: Octadecane T T R
57.0 11.40 11.60 11.80 12.00
m/z 41.10 21.97%
- M
99.0
o LLd | i), 110 1m0 2540
miz--> 0 §o 160 1éo 260 250 360 3éo 460 ! 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.49 41.15 ng 1653870 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 7-Nonenamide 155 C9H17NO 090949-53-4 56
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
4 Silane. hexvl- 116 C6H16Si 001072-14-6 47
5 2-Propanol, 1-(isooctyloxy)-2-me... 202 C12H2602 056282-27-0 43

Abundance Scan 1939 (13.492 min): BF100466.D (-1930) (-) m/z 59.00 100.00%

126.1 13. 20 13. 40 13. 60 13. 80
154.1 184.2 238.2 264.2
ol 210.1 m/z 72.10 62.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A{

59.0
5000

Abundance #128445: 9-Octadecenamide, (2)-
59.0

13.20 13.40 13.60 13.80
m/z 55.10 36.85%

29.0
0 1260 1540 184.0 2100 2380 2810
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0

13.20 13. 40 13. 60 13.80

5000

5000 m/z 41.05 30.55%
29.0 98.0 126.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 -
Abundance #7815: Pentanamide, 4-methyl- L ABAREsREEy
59.0 13. 20 13. 40 13. 60 13.80

m/z 43.10 24 .43%

5000
I I |

O.HPH.PH.PH.PM.“”.“”.“”..”..”..”..”..”w.”w”. A ALRERsEEE s e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100466.D

Aca On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample : 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.89 8.46 ng 339895 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 2007 (13.892 min): BF100466.D (-2002) (-) m/z 57.10 100.00%

57.1

5000 g
39.2 13.60 13.80 14.00 14.20
181.2 2311
0 281.1 m/z 43.05 95.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 wJ ﬂ
13.60 13.80 14.00 14.20
m/z 55.05 86.80%
daso | L1 11 w0 aseo a0 smo
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
e S ARARARRRAREEEEES o
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.69%
169.0
o 137.0 224.0 29,0 420.0
b B P e
miz--> 50 100 150 200 250 300 350 400 )
Abundance #227401: Heptadecy! heptafluorobutyrate e AEREEE S e R
57.0 13.60 13.80 14.00 14.20
m/z 97.10 71.71%
97.0
5000
. 238.0
oL2zsol Al f ] J‘lﬁl-p 1202000 20 2830 »
e o o B S ee e e
miz--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100466.D

Acq On : 12 Nov 2017 3:57

Operator : SJ/JU

Sample - 16408-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 5.13 13.9 ng 3021650 1 6.92 4347910 20.0
unknown5 .33 5.33 15.4 ng 3337300 1 6.92 4347910 20.0
2,3-Dimethyl-3-he. .. 5.69 15.1 ng 3288610 1 6.92 4347910 20.0
Sulfurous acid, c... 5.73 8.9 ng 1936320 1 6.92 4347910 20.0
Cyclohexane, 1l-et... 5.77 8.8 ng 1922860 1 6.92 4347910 20.0
Cyclohexane, 1l-et... 5.94 27.3 ng 5924650 1 6.92 4347910 20.0
Undecane, 3,7-dim... 5.99 9.3 ng 2029360 1 6.92 4347910 20.0
7-Methylbicyclo[4. .. 6.07 22.7 ng 4925160 1 6.92 4347910 20.0
unknown6.17 6.17 55.6 ng 12088700 1 6.92 4347910 20.0
Hexane, 3-ethyl-2_.. 6.23 11.2 ng 2437390 1 6.92 4347910 20.0
unknown6 .36 6.36 19.3 ng 4187670 1 6.92 4347910 20.0
unknown6 .46 6.46 20.4 ng 4437970 1 6.92 4347910 20.0
unknown6 .69 6.69 20.0 ng 4347910 1 6.92 4347910 20.0
Undecane, 3,6-dim... 10.61 20.0 ng 4766340 3 10.00 4766340 20.0
Decane, 3,7-dimet... 10.87 123.5 ng 5173580 4 11.43 838051 20.0
Tetradecane, 2,6,... 11.03 10.5 ng 440208 4 11.43 838051 20.0
Heptadecane, 2,6,... 11.32 67.5 ng 2829050 4 11.43 838051 20.0
Hentriacontane 11.66 12.9 ng 539750 4 11.43 838051 20.0
9-Octadecenamide, ... 13.49 41.1 ng 1653870 5 14.06 803898 20.0
Trifluoroacetoxy ... 13.89 8.5 ng 339895 5 14.06 803898 20.0
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