LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF091817\

Data File : BF098616.D

Aca On : 18 Sep 2017 21:52 Instrument :
Operator : SJ/JU BNA_F

Sample - 15265-16 ClientSampleld :
Misc : TP-33D24

ALS Vial : 22 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-BF091117.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 3.404 215 224 229 rBvV4 53339 136925 2.63% 0.292%
2 3.593 248 256 262 rBV2 58360 139116 2.67% 0.296%
3 3.763 277 285 290 rBV 194043 354477 6.80% 0.755%
4 3.816 290 294 306 rVB 88359 155550 2.98% 0.331%
5 4.145 343 350 363 rBv4 272004 542628 10.41% 1.156%
6 4.263 363 370 377 rVB 153806 227561 4 .36% 0.485%
7 4.487 404 408 412 rBV 108636 143252 2.75% 0.305%
8 4.610 425 429 433 rVB 242481 272498 5.23% 0.580%
9 4.698 438 444 452 rVB3 451004 861211 16.51% 1.834%
10 4.769 452 456 458 rBV 505689 565588 10.85% 1.205%

11 4._.987 489 493 496 rBvV 774115 918435 17.61% 1.956%
12 5.110 512 514 520 rVB 135714 142333 2.73% 0.303%
13 5.192 520 528 532 rBV3 453478 1055057 20.23% 2.247%
14 5.240 532 536 541 rVvV 1402043 1780865 34.15% 3.793%
15 5.281 541 543 549 rvB2 310457 365020 7.00% 0.777%

16 5.369 554 558 563 rBv2 488137 747910 14.34% 1.593%
17 5.416 563 566 570 rBV 842053 868692 16.66% 1.850%
18 5.457 570 573 581 rvB2 581384 976672 18.73% 2.080%
19 5.528 581 585 595 rVB2 264271 482507 9.25% 1.028%
20 5.628 596 602 607 rBv2 1155211 2281699 43.75% 4 _.860%

21 5.692 607 613 615 rBv2 558283 907591 17.40% 1.933%
22 5.769 621 626 632 rBV 1414772 1931776 37.04% 4.115%
23 5.828 632 636 641 rBv2 590861 1131471 21.70% 2.410%
24 5.875 641 644 651 rBV3 2838542 5056644 96.97% 10.770%
25 5.934 651 654 657 rvV 1134792 1184531 22.71% 2.523%

26 6.075 672 678 686 rBV3 2194828 5214787 100.00% 11.107%
27 6.157 690 692 694 rvv 1292926 1455817 27.92% 3.101%
28 6.192 696 698 703 rvB 1125910 1463755 28.07% 3.118%
29 6.292 711 715 720 rBV3 1577762 2881426 55.25% 6.137%
30 6.381 726 730 732 rBV 2112589 3008450 57.69% 6.408%

31 6.416 733 736 742 rVB 2139118 3816521 73.19% 8.129%
32 6.663 776 778 782 rBV 954117 1178041 22.59% 2.509%
33 6.798 799 801 810 rVvB4 1642667 3594178 68.92% 7.655%
34 13.804 1989 1992 1995 rVB 572671 555904 10.66% 1.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.198 2226 2229 2235 rVB 447778 551240 10.57% 1.174%

Sum of corrected areas: 46950128
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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\BF091817\

BF098616.D

18 Sep 2017 21:52

SJ/JuU

15265-16

22 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF098616.D

3.403.593362 4.15.26 4.49.

0
Time-->

3.00

3.50 4.00

L T
2.50 4.50 5.00

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF098616.D

Time-->

9.50

10.00 10.50 11.00

11.50 12.00

12.50 13.00

13.50

9.00

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

0

TIC: BF098616.D

13.80

2000000 15.20

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:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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, 1,2-dimethyl- ... Concentration Rank 19

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

4._.15 9.21 ng 542628 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 90
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 83
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 68
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 64

Abundance Scan 351 (4.151 min): BF098616.D (-343) (-) m/z 55.00 100.00%
58.0
97.0
41.0
5000
112.1
h | 83”0 | 3.80 4.00 4.20 4.40
11 et MMM TSI M. m/z 97.00 80.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6829: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0
97.0
41.0
5000
69.0 3.80 4.00 4.20 4.40
21.0 ‘ 83.0 112.0 m/z 41.00 52.84%
"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance
55.0 97.0
3.80 4.00 4.20 4.40
5000 m/z 56.00 40.36%
41.0 112.0
69.0
29.0 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
58.0 97.0 3.80 4.00 4.20 4.40
m/z 43.00 34.07%
5000 41.0
69.0
112.0
270 ‘ 83.0
”I}?RI'”MM'”'h'”'IM'MP'HIP"W"'W"JI'”'I'”'I'
m/z--> 10 20 30 40 50 60 90 100 110 120 3.80 4.00 4.20 4.40
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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\BF091817\
BF098616.D

18 Sep 2017 21:52

SJ/JU

15265-16

22 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 2 Heptane, 2,5-dimethyl- Concentration Rank 16

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

4.70 14.62 ng 861211 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 59
2 Octane. 3-methvl- 128 C9H20 002216-33-3 59
3 2-Propvl-1-pentanol. pentafluoro... 276 C11H17F502 1000365-51-2 50
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 49
5 Decanal 156 C10H200 000112-31-2 43

Abundance Scan 444 (4.698 min): BF098616.D (-438) (-) m/z 57.00 100.00%
571.0
5000
41.0
33|-0 01 440 4.60 4.80 5.00
N m/z 41.00 34.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethyl-
57.0
5000
440 4.60 4.80 5.00
41l0 m/z 43.05 31.43%
0 L 00 amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
440 4.60 4.80 5.00
5000 m/z 56.00 20 .55%
41.0
98.0
73.0 128.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #123757: 2-Propyl-1-pentanol, pentafluoropropionate
57.0 440 4.60 4.80 5.00
m/z 55.00 19.67%
5000 41.0
‘ 84.0 119.0
150 || | “‘ ‘\ | 99.0 | 147.0 175.0 203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 18

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

4.77 9.60 ng 565588 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 72
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 64
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 64
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 64

Abundance Scan 456 (4.769 min): BF098616.D (-452) (-) m/z 111.10 100.00%
69.0 1111
55.0
5000 410
83.1
440 4.60 4.80 5.00 5.20
..,....,....,....h!'...,.l.l-.,...':!....,.L..,??:?,....i!...,.1.2?;1,... m/z 69.00 78.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
T b
5000 410 550
83.0 440 4.60 4.80 5.00 5.20
27.0 : m/z 55.00 50.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0
111.0
440 4.60 4.80 500 5.20
5000 55.0 m/z 41.00 36.67%
41.0
29.0 820 o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0 440 4.60 4.80 5.00 5.20
m/z 56.00 24 .35%
5000 55.0
41.0 126.0
28.0
Lo S Ml 830 eso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 13

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

4.99 15.59 ng 918435 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 83
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 62
3 Cvclohexane. 1-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 53
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 46
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 46

Abundance Scan 494 (4.992 min): BF098616.D (-489) (-) m/z 43.00 100.00%
43.0 55.0 69.0 111.1
5000 841
126.1 AR SR AN SR
| | | 970 | 460 4.80 500 520 5.40
rrrprrerprreprerdibe e et e e m/z 111.05 96.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69.0 111.0
55.0
41.0
5000
27.0 126.0 460 4.80 5.00 520 5.40
' m/z 69.00 88.40%
o | | Mo
| | | mAlll [l " | A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 69.0
41.0 111.0 4.60 4.80 5.00 5.20 5.40
5000 ' m/z 55.00 83.99%
27.0 84.0 97.0 126.0

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

Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethy!-
69.0 4.60 4.80 5.00 5.20 5.40
111.0 m/z 41.00 66.27%

55.0
5000
41.0
29.0 83.0

SN VA Y O N - XA O =S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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, 1,1,2-trimethyl- Concentration Rank 17

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

5.37 12.70 ng 747910 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 64
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 62
3 2-Heptene. 2.6-dimethvl- 126 C9H18 005557-98-2 53
4 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 52
5 3-Nonene, (E)- 126 C9H18 020063-92-7 52

Abundance Scan 558 (5.369 min): BF098616.D (-554) (-) m/z 55.00 100.00%
5.0 69.0
41.0
5000 83.0
111.1 1251
|| Al || | 97|'1 | 5.00 520 540 560 5.80
| MRS | ENMUATR| MM MM | m/z 69.00 96.63%

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

Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
41.0 6.0
56.0
5000 111.0 L LR o
5.00 520 5.40 5.60 5.80
83.0 126.0 m/z 41.00 64.05%
s
rrprereprrre e et el et b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0
55.0
41.0 1110 500 520 540 5.60 5.80
5000 m/z 56.00 58.18%
83.0 126.0
27.0 97.0
15.0
T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11550: 2-Heptene, 2,6-dimethyl- L e e
41.0 5.00 520 5.40 5.60 5.80
0
560 69.0 m/z 83.05 49_.67%
5000
27.0
83.0 126.0
S Y Y s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Sulfurous acid, cyclohexylm... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
542 14.75ng 868692  1,4-Dichlorobenzene-da 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 64
2 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 64

3 4-0Octen-3-o0ne
4 Cvclohexane.

1-ethvl-4-methvl-.
5 Sulfurous acid, cyclohexylmethyl. ..

126 C8H140
126 C9H18
416 C24H4803S

014129-48-7 64
006236-88-0 64
1000309-22-5 59

Abundance Scan 567 (5.422 min): BF098616.D (-563) (-) m/z 97.10 100.00%
55.0 7.1
5000
41.0
690 810 | rg A 500 520 540 5.60 5.80
SRS BRSNS /NNOOY SISO IS || M LS S m/z 55.00 90.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester
97.0
55.0
5000
5.00 5.20 540 5.60 5.80
41.0 83.0 m/z 41.00 19.34%
29.0 69.0
et Ao 1270
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance
97.0
55.0 5.00 520 540 5.60 5.80
5000 m/z 69.00 14.41%
43.0 85.0
69.0
29.0 111.0 127.0
B L i e e e e e S ERREEEER SR R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11329: 4-Octen-3-one e e e R E B
97.0 5.00 5.20 540 5.60 5.80
m/z 96.00 13.73%
55.0
5000
41.0 126.0
| 690 830 | 1110
T T T T T T e T T T T R e e
m/z--> 20 30 40 50 70 80 90 100 110 120 130 5.00 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 12

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

5.46 16.58 ng 976672 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 91
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 90
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 90
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 87

Abundance Scan 573 (5.457 min): BF098616.D (-570) (-) m/z 55.00 100.00%
553.0 97.1
5000
41.0 69.0
| 81.0 111.0 126.1 520 540 5.60 5.80
e perrrprrrr ettt e TmZZ 97.100 83.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000
o O 520 540 5.60 5.80
69.0 126.0 m/z 41.00 28.47%
81.0
III'"'I""I""I""I""I""I'"'I"''I""I"']-':I-Il'.'o"l'"'IIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55.0 97.0
5.20 5.40 5.60 5.80
5000 m/z 69.00 23.81%
41.0 69.0 126.0
29.0 81.0 1110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t) L e L A amn e
55.0 97.0 5.20 540 5.60 5.80
' m/z 96.00 22 .73%
5000
41.0 69.0 126.0
29.0 81.0
"|%4'p'|"”Jl""“l“"l'“"l "in""lh"'l"'ll" iﬁ%.P"l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 5.40 5.60 5.80

8270-BF091117.M Tue Sep 19 13:50:45 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 1-Pentanol, 2-ethyl- Concentration Rank 20

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

5.53 8.19 ng 482507 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2-ethvl- 116 C7H160 027522-11-8 64
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 43
3 Cvanamide. dimethvl- 70 C3H6N2 001467-79-4 38
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 38
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 30

Abundance Scan 585 (5.528 min): BF098616.D (-581) (-) m/z 43.00 100.00%
430 570 69.0
5000
85.0
H | ‘ %DlTl 520 540 5.60 5.80
123.1 140.1 : : : :
..w””,””,HHU:”ﬁhu“”.“”.Juw.lh”.qn.wmu,””;””, m/z 69.05 83.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8338: 1-Pentanol, 2-ethyl-
43.0
5000 56.0 69.0 IR SRURRRE RE RR
85.0 5.20 5.40 5.60 5.80
27.0 m/z 57.00 82.39%
‘ 98.0
'“}ﬂﬁl“jmt“4l“'ﬁw“v'“l““lm'w'“h'”'w'“v'“l“'WH'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41.0 69.0
55.0
5.20 5.40 5.60 5.80
5000 84.0 m/z 41.00 57.71%
27.0

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

Abundance #503: Cyanamide, dimethyl- e Al REaas R
69.0 5.20 5.40 5.60 5.80
m/z 56.00 54_76%
5000
42.0
15.0 28.0 53.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

8270-BF091117.M Tue Sep 19 13:50:45 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 6

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

5.63 38.74 ng 2281700 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 58
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 52
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 52
4 Sulfurous acid. cvclohexvlmethvl... 332 C18H3603S 1000309-21-9 50
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 50

Abundance Scan 602 (5.628 min): BF098616.D (-596) (-) m/z 55.00 100.00%
550 97.1
5000 41.0 69.1
125.1 B B L L L B
| ” 81“0 | 121 || ta0a 520 540 560 5.80 6.00
S 1 A N - | .+ S m/z 97.10 79.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
410 520 5.40 5.60 5.80 6.00
: 69.0 112.0 m/z 41.00 44 _25%
27.0
"ﬁﬁqw'“l“'w'“w'”'v'“v'“?ﬁ?w'“'VH'v'”v'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
5.0 540 560 580 6.00
5000 41.0 m/z 69.10 41 .02%
69.0
126.0
81.0 111.0
Wmmmmﬁwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans- R R A ma
55.0 97.0 520 5.40 5.60 5.80 6.00
m/z 57.00 35.85%
5000 Lo
' 69.0 126.0
29.0 ‘ 81.0
"w'“l“hh“'h”“wﬂj'VH*b'“v'“l“dl“}ﬁ¥9'VH'v'“w'“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80 6.00

8270-BF091117.M Tue Sep 19 13:50:46 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Sulfurous acid, butyl hexyl... Concentration Rank 14

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

5.69 15.41 ng 907591 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl hexvl ester 222 C10H2203S 1000309-17-3 64
2 Ethanol. 2-(hexvloxv)- 146 C8H1802 000112-25-4 64
3 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
4 Heptane. 4.4-dimethvl- 128 C9H20 001068-19-5 53
5 Hexane, 1-propoxy- 144 C9H200 053685-78-2 50

Abundance Scan 613 (5.692 min): BF098616.D (-607) (-) m/z 43.05 100.00%
43.0
57.0
85.1
5000
711 5.40 5.60 5.80 6.00
99.0
o/ S .'\h, et 4321201 1421 m/z 57.00 71.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #78608: Sulfurous acid, butyl hexyl ester
57.0 85.0
43.0
5000 LS AN UL L A
540 5.60 5.80 6.00
29.0 m/z 85.10 55.67%
L | Mo | as0 1390
m/z--> 20 ' 60 80 100 120 110 160 180
Abundance
43.0
540 560 580 6.00
5000{ 570 85.0 m/z 41.10 36.26%
57.0
71.0 99.0 115.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48880: Undecane, 2,4-dimethyl- BN BEE TS
43.0 540 5.60 5.80 6.00
m/z 56.00 19.64%
57.0 85.0
5000
71.0
29.0 ‘
1l Lo L I 99.0 113.0126.0 141.0 155.0 169.0 184.0
m/z--> 20 4'0 60 80 100 120 140 160 180 540 560 580 6.00

8270-BF091117.M Tue Sep 19 13:50:47 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexanol, 2-(1,1-dimeth... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.77 32.80 ng 1931780 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanol. 2-(1.1-dimethvleth... 156 C10H200 013491-79-7 50

2 7-Methvlibicvclol4.2.0loctane 124 C9H16 1000210-90-2 45
3 Butanoic acid. 3-hexenvl ester. ... 170 C10H1802 053398-84-8 43
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 38
Abundance Scan 626 (5.769 min): BF098616.D (-621) (-) m/z 57.00 100.00%
5%.0
43.0
5000 82.0

5.40 5.60 5.80 6.00 6.20
m/z 43.05  71.85%

96.1

|.| Al 1090 1261 1422
SN 1 N 1

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

Abundance #28338: Cyclohexanol, 2-(1,1-dimethylethyl)-
57.0
82.0
5000 41.0
540 5.60 5.80 6.00 6.20
29.0 ‘ 99.0 m/z 41.00 59.12%
9.0 123.0
.w..ﬁk.”.“..w.ﬂm,.”Np..w.kn,.mN“.?ﬁ%R.,ﬂ..,}?ﬁgn.ﬁ???”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
67.0 82.0
BN B e
540 5.60 5.80 6.00 6.20
5000 410 54.0 m/z 67.00 55.91%
27.0
9.0 109.0 124.0

mmmmmﬁwwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38045: Butanoic acid, 3-hexenyl ester, (E)- AR
67.0 82.0 5.40 5.60 5.80 6.00 6.20

m/z 55.00 54 .14%

5000 43.0

55.0

\\‘ | 101.0

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

5.40 5.60 580 6.00 620

8270-BF091117.M Tue Sep 19 13:50:47 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Silane, trichlorooctadecyl- Concentration Rank 11

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

5.83 19.21 ng 1131470 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 64
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 64
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 59

1000309-20-0 59
1000309-19-2 59

4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S

Abundance Scan 636 (5.828 min): BF098616.D (-632) (-) m/z 57.00 100.00%
57.0
5000
991 [Trrr[rrrr[rrrrprrrrprrrs
| | l 1401 540 560 5.80 6.00 6.20
ob— A . | m/z 43.10 78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57.0
5000
540 5.60 5.80 6.00 6.20
99.0 m/z 71.10 46 .65%
27‘"0_ ‘ | | 1850 175.0205.0 245.0275.0 315.0345.0 386.0
—— e e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e o o e RN RE
540 560 5.80 6.00 6.20
5000 m/z 41.00 41 .87%
113.0
153.0182.0 224,0253.0
L B e e e LA e b e e e e B |
m/z--> 50 100 150 200 250 300 350
Abundance #71405: Dodecane, 2,6,10-trimethyl- R maa o e
57.0 540 560 5.80 6.00 6.20
m/z 56.00 18.08%
5000
113.0
L R S () VO VL% R
m/z--> 50 100 150 200 250 300 350 540 5.60 5.80 6.00 6.20

8270-BF091117.M Tue Sep 19 13:50:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown5.87 Concentration Rank 2

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

5.87 85.85 ng 5056640 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 49
2 Octane. 3.6-dimethyl- 142 C10H22 015869-94-0 38
3 2.5-Dimethvl-1.5-hexadien-3-ol 126 C8H140 017123-63-6 35
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 27
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 25

Abundance Scan 643 (5.869 min): BF098616.D (-641) (-) m/z 57.05 100.00%
5%.0
41.0 83.0
71.0
5000
97.1
| | 113.1 126.1 1421 5.60 5.80 6.00 6.20
el el L1421 o TEE 00 96.33%
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 IRREEAREE SR LRSS S
560 5.80 6.00 6.20
m/z 41.05 73.49%
29.0 85.0 113.0
150 | | | 970 1270 1420
s o G a0 B % 1% 110 10 1% 130
Abundance
57.0
710 IRREE AR SRR LRSS S
560 5.80 6.00 6.20
m/ 83.05 70.46Y%
5000 430 z 0
20.0 113.0
85.0 99.0 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11434: 2,5-Dimethyl-1,5-hexadien-3-ol
71.0 560 5.80 6.00 6.20
43.0 m/z 71.05 57.39%
5000 56.0
27.0 93.0 111.0
'W'“'P”UP'”lL”NLLW”'w'Jﬁgg'”L'P'”P'”I“'W”'W'”W' IEEEE AR SRR RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20

8270-BF091117.M Tue Sep 19 13:50:49 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 10

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

5.93 20.11 ng 1184530 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 90
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 80
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 72
4 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 68
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59

Abundance Scan 653 (5.928 min): BF098616.D (-651) (-) m/z 57.05 100.00%
57.0
5000 43.1
71.1 098.1
85.1 5.60 5.80 6.00 6.20
113.1
et .|~, gt 1421 m/z 43.10 43.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
5.60 5.80 6.00 6.20
98.0 m/z 41.00 31.99%
29.0 ‘ 710 g5 ‘
: ||||‘|‘| I\I\I : I‘I\I : |H‘||||‘|||‘||]|-1|3.|0||||EI-4|.2|'O|||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
560 580 6.00 620
5000 43.0 m/z 71.10 20.76%
29.0 "o e
150 | 85.0 113.0127.0 142.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38328: Undecane, 6-methyl-
57.0 5.60 5.80 6.00 6.20
m/z 56.00 19.70%
5000
43.0 98.0
29.0
N ‘H I 7‘%.0 850 | 112.0126.0140.0 155.0 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 560 580 6.00 620

8270-BF091117.M Tue Sep 19 13:50:49 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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

Concentration Rank 1

Peak Number 15 Undecane, 5,6-dimethyl-

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

6.07 88.53 ng 5214790 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 72
2 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 53
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
5 Carbonic acid, butyl 2-ethylhexy... 230 C13H2603 1000357-84-4 50

Abundance Scan 677 (6.069 min): BF098616.D (-672) (-) m/z 57.05 100.00%
51.0
43.1
5000
711 g51 S —
125.1 5.80 6.00 6.20 6.40
..,"..9.,1..!.,.'..1.4?-.1...,....,... m/z 43.10 79.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance | #48864: Undecane, 5,6-dimethyl-
43.0 510
5000 URRREAREE SRS RSN
5.80 6.00 6.20 6.40
29.0 84.0 950 m/z 41.00 46.24%
L uzonroioisso 1840
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0
43.0 U R A U AL
5.80 6.00 6.20 6.40
5000 m/z 56.00 29.49%
1.0 85.0
" 99.0113.0127.0 1500
mz-> 20 40 60 80 100 120 140 160 180
Abundance #19161: Octane, 4—ethy|— LI L L L L I
57.0 5.80 6.00 6.20 6.40
m/z 71.10 25.50%
43.0
5000 71.0
29.0 85.0 1120
"I'm"v"”wl'N"I“"ji"J'I"'}?%q"l""l"' IRRRE ARSI RS
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40

8270-BF091117.M Tue Sep 19 13:50:50 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclopentane, 1,1,3,4-tetra... Concentration Rank 9

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

6.16 24.72 ng 1455820 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.1.3.4-tetramethy... 126 C9H18 020309-77-7 53
2 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 53
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 53
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 50
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 49

Abundance Scan 692 (6.157 min): BF098616.D (-690) (-) m/z 69.00 100.00%
69.0
55.0
5000
41.0 o
831 R R U L
| | 97.1 140.1 580 6.00 6.20 6.40
S N N N S -...-.-,-.!..,...'.,....;:...:..:.,....:...., m/z 55.00 70.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11630: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0 83.0
41.0
55.0 111.0
5000 R R U L
5.80 6.00 6.20 6.40
m/z 70.00 44 .06%
"I'”'I'”'I'”'kﬂ”'Ij”“l'”“”'”'IlL'I?ﬁgl”"Ih"}gﬁﬂ"'ﬁ"'ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
41.0 A L SR L I
5.80 6.00 6.20 6.40
5000 55.0 m/z 111.10 42 .28%
27.0 83.0

98.0 111.0 126.0
mmwﬁwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #11580: Cyclohexane, 1,1,2-trimethyl- R e e R R R

69.0 5.80 6.00 6.20 6.40
m/z 41.05 41.59%

41.0 %50 111.0
5000
83.0
98.0 126.0

..,??.9,....,....,....,....,...,....,....,....,....,....,....,....,...., N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.19 Concentration Rank 8

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

6.19 24.85 ng 1463760 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 43
2 Cvclooctane. (l-methvipropvI)- 168 C12H24 016538-89-9 43
3 Cvclooctane. ethvl- 140 C10H20 013152-02-8 38
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 35
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 35

Abundance Scan 698 (6.192 min): BF098616.D (-696) (-) m/z 69.00 100.00%
57.0 69.0
111.1
43.1
5000
1251 140.1 NS NAREE RN LR L
| | 83.0 ‘ | 5.80 6.00 6.20 6.40 6.60
..,....,....'i.:..i.'..:,.~...,.'..'.,.'...,....,.-.:.'.'...,....,....,....,. m/z 71.10 88.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18072: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69.0
550 111.0
5000 RS ENRESE RN R
41.0 5.80 6.00 6.20 6.40 6.60
m/z 57.05 87.64%
2\9‘0 LIl I Al 83\0 95\0 If 1250
s 2 % 40 50 Bt 8 10 110 1% 130 140"
Abundance
69.0
111.0 NS NAREE RN LR L
5.80 6.00 6.20 6.40 6.60
5000 55.0 m/z 111.10 75.80%
41.0
29.0 820 .4
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17968: Cyclooctane, ethyl- R AR L
69.0 5.80 6.00 6.20 6.40 6.60
111.0 m/z 55.00 67 .56%
55.0
5000 41.0
29.0
"I"Jll""IM"'I”lh'I"J'l"'éf'q"l'?Y'?'"'ll"'l""I"%??'q"l' AR RS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 5

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

6.38 51.08 ng 3008450 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 90
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 83
3 Cvclohexane. 1-methvl-4-(l1-methv... 140 C10H20 006069-98-3 80
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 72
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 72

Abundance Scan 730 (6.381 min): BF098616 D (-726) (-) m/z 97.10 100.00%
55.0 91.
5000
41.1 69.0
83.0 111.1 140.1 6.00 6.20 6.40 6.60 6.80
0 ...,....,....,....',!'...,.':!-.,...'.L....,'.'...,..~IJ,....,'....1.2Z“?.1....l....l,?f‘..l,.. m/z 55.00 90.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55.0 97.0
5000 BRSNS A AR R
6.00 6.20 6.40 6.60 6.80
41.0 69.0 g3 m/z 41.10 25.88%
29.0 : 140.0
"W'”'I”J“"”jﬁ“'P'LW'”'h”"Nt”l'”l"}}%9'1259'”'I”'W"”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
6.00 620 6.40 6.60 6.80
5000 m/z 69.00 24 .64%
41.0 69.0
29.0 83.0 111.0 125.0 140.0
wwmmmﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- A o A B
58.0 6.00 6.20 6.40 6.60 6.80
97.0 m/z 96.10 16.92%
5000 410
27.0 69.0 810 00
...,1.?.‘.’,...‘.‘,....,:‘...,.w. b 00 1280 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 600 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 3

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

6.42 64.79 ng 3816520 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 25
3 1H-Imidazol. 1-methvl-2-amino- 97 C4H7N3 006646-51-1 11
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Massoilactone 168 C10H1602 051154-96-2 10

Abundance Scan 737 (6.422 min): BF098616.D (-733) (-) m/z 131.95 100.00%
131.9
97.1
5000 68.0
55.0 R e REREEsmes
40.1 | | 81.0 ‘ 109.1 ‘ 1542 6.00 6.20 6.40 6.60 6.80
e prert el b e el el 242 Tm/z 97.10  64.22%
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 REPSAARBLSAERE SRR N
70.0 6.00 620 6.40 6.60 6.80
m/z 68.00 38.49%
31.0 52.0
\ | .., 8.0 | 116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 97.0 m/z 96.10 36.50%
70.0
31.0
44.0 86.0 116.0
Wwwmwwwwmmmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2953: 1H-Imidazol, 1-methyl-2-amino- R R e maa s
97.0 6.00 6.20 6.40 6.60 6.80
m/z 134.00 33.97%
42.0
5000 55.0
69.0 g5
T e T T AR AREE SRR A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098616.D

Aca On : 18 Sep 2017 21:52

Operator : SJ/JU

Sample : 15265-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclohexane, butyl- Concentration Rank 4

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

6.80 61.02 ng 3594180 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 70
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 58
3 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 58
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 53
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 47

Abundance Scan 801 (6.798 min): BF098616.D (-799) (-) m/z 83.10 100.00%
5000
41.1 69.1
I oo b ek e 75
...,....,....,....|,.'...,!'!!.,...|.,..:!-, b 20t ALt e m/z 55.05  79.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl-
55.0 83.0
5000 I R R R
41.0 6.40 6.60 6.80 7.00 7.20
270 6.0 140.0 m/z 82.10 56.66%
"W%?QP'AM”'jHM”leW'”RP'”IJ"P?Z?”%ﬁ%R'P'”I”'W'”'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83.0
55.0 USRS RS S L
6.40 6.60 6.80 7.00 7.20
5000 m/z 69.10 36.06%
41.0
69.0 154.0
27.0 97.0 111.0 125.0137.0
mmwﬁmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18026: Cyclohexane, (2-methylpropyl)- A e o
58.0 83.0 6.40 6.60 6.80 7.00 7.20
m/z 41.10 32.99%
41.0
5000
97.0
27.0 69.0 ‘ 140.0
o LWl L weewso Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098616.D

Acq On : 18 Sep 2017 21:52 Instrument :
Operator : SJ/JU BNA_F

Sample - 15265-16 ClientSampleld :
Misc : TP-33D24

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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, 1,2-_.. 4.15 9.2 ng 542628 1 6.64 1178040 20.0
Heptane, 2,5-dime... 4.70 14.6 ng 861211 1 6.64 1178040 20.0
Cyclohexane, 1,1,... 4.77 9.6 ng 565588 1 6.64 1178040 20.0
Cyclohexane, 1,2,... 4.99 15.6 ng 918435 1 6.64 1178040 20.0
Cyclohexane, 1,1,... 5.37 12.7 ng 747910 1 6.64 1178040 20.0
Sulfurous acid, c... 5.42 14.8 ng 868692 1 6.64 1178040 20.0
Cyclohexane, 1l-et... 5.46 16.6 ng 976672 1 6.64 1178040 20.0
1-Pentanol, 2-ethyl- 5.53 8.2 ng 482507 1 6.64 1178040 20.0
Cyclohexane, 1,3-... 5.63 38.7 ng 2281700 1 6.64 1178040 20.0
Sulfurous acid, b... 5.69 15.4 ng 907591 1 6.64 1178040 20.0
Cyclohexanol, 2-(... 5.77 32.8 ng 1931780 1 6.64 1178040 20.0
Silane, trichloro... 5.83 19.2 ng 1131470 1 6.64 1178040 20.0
unknown5 .87 5.87 85.8 ng 5056640 1 6.64 1178040 20.0
Heptane, 3-ethyl-_.. 5.93 20.1 ng 1184530 1 6.64 1178040 20.0
Undecane, 5,6-dim... 6.07 88.5 ng 5214790 1 6.64 1178040 20.0
Cyclopentane, 1,1... 6.16 24_.7 ng 1455820 1 6.64 1178040 20.0
unknown6.19 6.19 24 .9 ng 1463760 1 6.64 1178040 20.0
Cyclohexane, 1-me... 6.38 51.1 ng 3008450 1 6.64 1178040 20.0
unknown6 .42 6.42 64.8 ng 3816520 1 6.64 1178040 20.0
Cyclohexane, butyl- 6.80 61.0 ng 3594180 1 6.64 1178040 20.0
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