LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On : 18 Jul 2017 19:09 Instrument :

Operator : SJ/JU BNA_F

Sample 1 14244-01 2X ClientSampleld :

Misc - PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 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-BF071317.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 4.116 357 362 371 rBV 212786 329440 3.71% 0.415%
2 4_.593 439 443 447 rBV 141374 158279 1.78% 0.199%
3 4.687 455 459 465 rVB 261097 344720 3.88% 0.434%
4 4.746 465 469 475 rBV 273080 346720 3.90% 0.437%
5 4.969 502 507 511 rBV2 324303 452638 5.09% 0.570%
6 5.069 520 524 526 rBV 349267 393967 4_.43% 0.496%
7 5.093 526 528 534 rVB 428362 439478 4 .95% 0.554%
8 5.146 534 537 539 rBV 113622 118176 1.33% 0.149%
9 5.175 539 542 543 rVV 550808 555643 6.25% 0.700%
10 5.193 543 545 553 rVB 871640 943584 10.62% 1.188%

11 5.257 553 556 563 rvB2 126904 187208 2.11% 0.236%
12 5.351 567 572 576 rBv2 426900 647270 7.29% 0.815%
13 5.393 576 579 581 rBV 287941 229644 2.58% 0.289%
14 5.422 581 584 594 rVB2 514477 1053284 11.86% 1.327%
15 5.510 594 599 610 rBV 2579632 3300948 37.16% 4_.157%

16 5.610 610 616 620 rBv2 549553 668189 7.52% 0.842%
17 5.675 620 627 635 rBv3 266853 716240 8.06% 0.902%
18 5.751 635 640 646 rBv3 800230 1191965 13.42% 1.501%
19 5.810 646 650 654 rBv3 333164 508874 5.73% 0.641%
20 5.857 654 658 664 rBv2 2045957 3524948 39.68% 4._.440%

21 5.916 664 668 671 rBv2 824145 863700 9.72% 1.088%
22 6.051 685 691 696 rBv4 762333 1487805 16.75% 1.874%
23 6.098 696 699 700 rBvV 341165 310963 3.50% 0.392%
24 6.122 700 703 706 rvv3 1549803 2410605 27.13% 3.036%
25 6.157 706 709 715 rvv2 1815069 3075862 34.62% 3.874%

26 6.210 715 718 722 rVV 2148838 2605237 29.32% 3.281%
27 6.245 722 724 728 rVV2 690354 832649 9.37% 1.049%
28 6.292 729 732 739 rVB 1436435 2154792 24.25% 2.714%
29 6.351 739 742 743 rBV2 823338 853214 9.60% 1.075%
30 6.375 743 746 750 rVB3 755461 1018760 11.47% 1.283%

31 6.434 754 756 757 rBV 227183 143642 1.62% 0.181%
32 6.469 757 762 770 rBV 4462733 8884212 100.00% 11.189%
33 6.610 783 786 789 rBV2 577414 663142 7.46% 0.835%
34 6.645 789 792 794 rBV2 2479287 2644370 29.76% 3.331%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On : 18 Jul 2017 19:09 Instrument :

Operator : SJ/JU BNA_F

Sample 1 14244-01 2X ClientSampleld :

Misc - PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 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-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.675 794 797 807 rVB3 1439377 3416668 38.46% 4 _.303%

36 6.775 810 814 823 rVB6 1249835 2809266 31.62% 3.538%
37 6.869 827 830 831 rBV3 465266 470665 5.30% 0.593%
38 6.898 831 835 839 rBV2 1434299 2773946 31.22% 3.494%
39 6.939 839 842 845 rBV2 1762066 2483258 27.95% 3.128%
40 7.016 852 855 865 rvB3 1740587 3383749 38.09% 4.262%

41 7.163 875 880 882 rBv2 1530924 2647961 29.81% 3.335%
42 7.245 889 894 897 rBV 2448351 4844525 54 _.53% 6.102%
43 12.986 1865 1870 1872 rVB 2188697 2803181 31.55% 3.531%
44 13.310 1920 1925 1928 rVB 2430570 2759794 31.06% 3.476%
45 13.621 1975 1978 1987 rVB 2386539 2887715 32.50% 3.637%

46 13.745 1996 1999 2004 rvB2 833108 1005162 11.31% 1.266%
47 13.927 2027 2030 2034 rVB 1334032 1299632 14.63% 1.637%
48 14.227 2078 2081 2084 rBV 753874 662956 7.46% 0.835%
49 14.521 2128 2131 2137 rVB 424289 495408 5.58% 0.624%
50 14.821 2179 2182 2187 rVB 223876 259002 2.92% 0.326%

51 15.110 2228 2231 2234 rVB 292790 334875 3.77% 0.422%

Sum of corrected areas: 79397931
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

PENNSYLVANIA-ANALYTICAL

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

Abundance
8000000

6000000

4000000

2000000

TIC: BF096855.D

7.25

0
Time--> 2.

Abundance
8000000

6000000

4000000

2000000

TIC: BF096855.D

0——
Time-->

8.00

12.00

9.50

10.00 10.50 11.00 11.50

8.50

9.00

12.50

13.00 13.50

Abundance
8000000

6000000

4000000

2000000

TIC: BF096855.D

13.743.93

14.23

14.52 14.82 15.11

Ob—
Time-->

18.00

16.00 16.50

17.00 17.50

14.00 14.50 15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 Nonane Concentration Rank 6

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

5.51 99.55 ng 3300950 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Octane 114 C8H18 000111-65-9 64
3 Hexadecane 226 C16H34 000544-76-3 53
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53

Abundance Scan 599 (5.510 min): BF096855.D (-594) (-) m/z 43.05 100.00%
43.0
5000
‘ 85.1
520 5.40 5.60 5.80
o.,....',-..|I,....,.|...,.1?1..11.2?.? | M/Z 57.10  82.13%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #12663: Nonane
43.0
5000
520 5.40 5.60 5.80
85.0 m/z 41.10 43.62%
020 e | w0
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
520 5.40 5.60 5.80
5000 m/z 85.10 21.87%
85.0
oL26.0 64.0 114.0
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #83025: Hexadecane
57.0 520 5.40 5.60 5.80
m/z 56.10 20.03%
5000
85.0
29.0
o | L b 130 1410 1600 1970 2260
m/z--> 2'0 4'0 6|O 8|0 1c')o 12'0 14'10 160 180 200 22'0 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Cyclohexyl propionate Concentration Rank 16

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

5.75 35.95 ng 1191970 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexvl propionate 156 C9H1602 006222-35-1 53
2 Cvclohexanol. 2-(1.1-dimethvleth... 156 C10H200 013491-79-7 50
3 5-MethvIl-5-octen-1-ol 142 C9H180 1000132-13-6 47
4 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 43
5 Cyclohexane, isocyanato- 125 C7H11NO 003173-53-3 38

Abundance Scan 640 (5.751 min): BF096855.D (-635) (-) m/z 57.10 100.00%
57.1
43.1
5000
5.40 560 5.80 6.00
ol Bl 41 1421 m/z 43.10  75.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28969: Cyclohexyl propionate
57.0
82.0
5000
29.0 540 560 5.80 6.00
m/z 41.10 60.17%
41.0
0 ‘ ! 1l 6 H'OH‘ ‘ 99.0 113.0 127.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
82.0 IR R R R
5.40 560 5.80 6.00
5000 41.0 m/z 55.00 57 .13%
29.0
99.0
. 9.0 1100 229 1380 1560
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19982: 5-Methyl-5-octen-1-ol R B
43.0 820 5.40 560 5.80 6.00
67.0 ' m/z 67.05 44 _11%
5000 5.0
‘ 95.0 100 154
0.“”.“”wlﬂwwNw”munmmwn“hdﬁnwn”wJ.WHE?%Q,””“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Nonane, 3-methyl- Concentration Rank 3

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

5.86 106.31 ng 3524950 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 59
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 50
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 50

Abundance Scan 658 (5.857 min): BF096855.D (-654) (-) m/z 57.10 100.00%
57.1
43.1
5000 711
g s " 550 Sho 600 620
97.1 126.2 - - - :
Y SR | .,...-.',....,.||:'..,...-.,....,."...,....,...?‘,‘.2..2.,. m/z 43.10 60.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57.0
71.0
5000 430
5.60 5.80 6.00 6.20
29.0 m/z 41.10 49 _.52%
85.0 112.0
ol..15.0 ‘\ A 1, | ~-Y98.0 127.0 142.0
iz 1o % 3 b B 6 7o 8 80 160 110 130 1% 140
Abundance
57.0
43.0 560 580 600 620
5000 710 m/z 71.10 46.53%
113.0
o 21.0 850 gg0 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57.0 5.60 5.80 6.00 6.20
m/z 55.05 37 .56%
71.0
5000 430
29.0
113.0
0 ‘ ‘ .l 80 990 | 127.0 142.0
iz 15 % % b 5 6 9o B 80 140 110 130 1% 140 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 20

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

5.92 26.05 ng 863700 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 90
2 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
3 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 58
4 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 53
5 Tridecane, 2,2,4,10,12,12-hexame... 394 C28H58 003035-75-4 50

Abundance Scan 669 (5.922 min): BF096855.D (-664) (-) m/z 57.10 100.00%
57.1
5000 43.1
98.1 AVVATAYNIINN b,
69.1 g51 | 111 5.60 580 6.00 6.20
Obrerrrrrrt el e i2dl 1421 Tnm/z 43.10  46.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
5.60 5.80 6.00 6.20
98.0 m/z 41.10 25.96%
29.0 710 g
0"v'm““'w'“'vﬂ“l“'”t“'v”“l“'ﬁ'“%ﬁge “'w"ﬁfag JALAN SR RARK
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57.0
560 580 6.00 620
5000 m/z 98.10 24 _.99%
43.0
29.0 210 98.0
ol "~ 850 113.0126.0 141.0 155.0 170.0
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 5.60 5.80 6.00 6.20
m/z 56.10 13.47%
43.0
5000
29.0 71.0
B0 ||| THO sso 9o 130 1420
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 170 560 580 600 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Decane, 2,5,6-trimethyl- Concentration Rank 15

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

6.05 44 _87 ng 1487810 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 86
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 59
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
4 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 53
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 50

Abundance Scan 691 (6.051 min): BF096855.D (-685) (-) m/z 57.10 100.00%
431 °11
5000
711
85.1
121 5.80 6.00 6.20 6.40
0 L Etzeand02 7o 43,10 82.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48889: Decane, 2,5,6-trimethyl-
57.0
43.0
5000
5.80 6.00 6.20 6.40
71.0 m/z 41.10 38.67%
85.0
o i \“ ‘H | 990113.0127.0 150.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
@0 "ok 600 650 6k
5000 m/z 56.10 25.24%
27.0 98.0
71.0
ol 13.0 113.0127.0142.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59887: Tridecane, 6-methyl- R B LR RaE R
57.0 5.80 6.00 6.20 6.40
m/z 71.10 19.52%
43.0
5000 710
85.0
29.0
0 Tl | 990 12601400154 0169.0183.0
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Nonane, 4-methyl- Concentration Rank 11

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

6.12 72.70 ng 2410610 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 58
2 Pentane., 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 43
3 Heptane. 3-ethvl- 128 C9H20 015869-80-4 43
4 Nonane. 2-methvl- 142 C10H22 000871-83-0 43
5 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 43

Abundance Scan 703 (6.122 min): BF096855.D (-700) (-) m/z 57.10 100.00%
57.1
43.1
5000
.1 105.1
120.1 5.80 6.00 6.20 6.40
o...,....,....',.'...,..|.'.-,...'.',...~.~,...?}:9..',....,....:....,...?,4.2:.2.,. m/z 43.10 54 .05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance _ #19173: Nonane, 4-methyl-
430 °70
5000
71.0 5.80 6.00 6.20 6.40
290 08.0 m/z 41.10 30.07%
0 1 ‘ Il “ 85.0 | 1120 127.0 142.0
iz % 3 4 B0 60 70 8 80 106 110 130 130 140 150
Abundance
57.0
43.0 580 6.00 620 640
5000 71.0 m/z 71.10 29_41%
29.0
o 85.0 99.0 113.0 128.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12676: Heptane, 3-ethyl-
57.0 5.80 6.00 6.20 6.40
m/z 70.10 26 .79%
43.0
5000
‘ 70.0 98.0
0 \ I, [ 8.0 || 1130 1280
m/z--> 20 35 4 50 60 75 80 90 100 110 120 130 140 150 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzene, l-ethyl-2-methyl- Concentration Rank 7

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

6.16 92.77 ng 3075860 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 70
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 38
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 38
4 Mesitvlene 120 C9H12 000108-67-8 38
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 38

Abundance Scan 709 (6.157 min): BF096855.D (-706) (-) m/z 105.10 100.00%
431 571 105.1
5000
120.1
711 goq
|| | | 1302 5.80 6.00 6.20 6.40
Olrr prrrrprrrr prrrie e et e b e bt e e rioga s || m/z 57.10  88.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 5.80 6.00 6.20 6.40
m/z 43.10 82 .35%
27.0 39‘.0 51.0 65.0 77‘.0 9]‘..0
o] NN ...‘. — ‘....“.‘...‘ Al ...l‘.... - .‘kl. P ——
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
5.80 6.00 6.20 6.40
5000 m/z 120.10 29.85%

770 91.0 120.0
15.0 27.0 39.0 51.0 65.0

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

Abundance #9418: Benzene, 1,2,3-trimethyl-

105.0 5.80 6.00 6.20 6.40
m/z 71.10 26.27%
120.0
5000
39.0 510 77.0 91.0
80 2 e e
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-BF071317.M Wed Jul 19 14:55:44 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 18

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

6.37 30.73 ng 1018760 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 45
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.369 min): BF096855.D (-743) (-) m/z 132.00 100.00%
132.0
5000 83.1 ﬂ\h_
66/0 SN I S
40.1 104.0 6.00 6.20 6.40 6.60 6.80
o} m/z 83.10 39.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14560: Xenon
132.0
5000 SNAESIRAED A RRRRE SRR
6.00 620 6.40 6.60 6.80
66.0 m/z 68.10 37.65%
0"'P"W"”Iwh'l”"ﬁ"W'M' SEBISUABE N EADY BEEEN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 m/z 134.00 30.84%
105.0
0 51.0 770 159.0 178.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14502: 1H-Benzimidazole, 2-methyl- T e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 66.00 24 .17%
- ‘J\J\‘//kvw/\\/
63.0
BT I R e LY 0 Y B FUVN YV L WY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.00 620 6.40 6.60 6.80

8270-BF071317.M Wed Jul 19 14:55:45 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-lodo-2-methylundecane Concentration Rank 1

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

6.47 267.94 ng 8884210 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 83
2 Decane 142 C10H22 000124-18-5 78
3 Nonane. 2-methvl- 142 C10H22 000871-83-0 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 762 (6.469 min): BF096855.D (-757) (-) m/z 57.10 100.00%

517.1

5000
6.20 6.40 6.60 6.80
113.1 142.2
0 m/z 43.10 91.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 LA L L L L L L L LB
85.0 6.20 6.40 6.60 6.80
29.0 m/z 41.10 43.21%
ol “ h | 1130 1690 211.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R o B
6.20 6.40 6.60 6.80
5000 m/z 71.10 31.58%
71.0
99.0 142.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19164: Nonane, 2-methyl-
43.0 6.20 6.40 6.60 6.80
m/z 85.10 20.36%
5000
71.0
L% e
0 ,‘,,‘,,,‘, T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80

8270-BF071317.M Wed Jul 19 14:55:45 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.67 103.05 ng 3416670 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 90
3 Mesitvlene 120 C9H12 000108-67-8 90
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 86
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 86

Abundance Scan 796 (6.669 min): BF096855.D (-794) (-) m/z 105.10 100.00%
106.1
5000 120.1
39.1 51.0 g50 "9 o911 1382 1541 6.40 6.60 6.80 7.00
Obrprrrrprrrrpreedr ettt e b et e et || M7z 120.10  40.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 77.05 10.37%
150 27.0 390 510 650 77? R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0
" 640 6.60 6.80 7.00
5000 m/z 106.10 8.74%
120.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9402: Mesitylene
105.0 6.40 6.60 6.80 7.00
m/z 79.10 8.71%
120.0
5000
27.0 390 5.0 g5 /70 910
ottt e e e e e e e e e e I A B s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF071317.M Wed Jul 19 14:55:46 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Cyclohexane, (2-methylpropyl)- Concentration Rank 8

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

6.77 84.73 ng 2809270 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 58
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 50
3 Cyclohexane. butvl- 140 C10H20 001678-93-9 47
4 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 46
5 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 38

Abundance Scan 813 (6.769 min): BF096855.D (-810) (-) m/z 55.05 100.00%
54.0 83.1

5000

£

6.40 6.60 6.80 7.00 7.20

0 m/z 83.10 91.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18027: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 410 LA L L L L LB L
6.40 6.60 6.80 7.00 7.20
69.0 97.0 m/z 82.10 52.32%
21.0 140.0
BN O O o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 83.0
R N EmEREEE s
6.40 6.60 6.80 7.00 7.20
5000 41.0 m/z 41.10 38.06%
27.0 67.0 126.0
0 97.0109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl- R B o e
55.0 83.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 22.67%
5000 41.0
29.0 67.0 140.0
0..ﬁ?fﬂ”.m..nhh.w.WL,”JNL.”,”..P?I?”}ﬁ¥9.“..W.”.“..w.”.“. N —
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

8270-BF071317.M Wed Jul 19 14:55:46 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzene, 1l-methyl-3-propyl- Concentration Rank 9

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

6.90 83.66 ng 2773950 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 87
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 87
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 80
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 64
5 2-Tolyloxirane 134 C9H100 002783-26-8 62

Abundance Scan 835 (6.898 min): BF096855.D (-831) (-) m/z 105.10 100.00%
105.1
5000
134.1
431 571 77.0 911 | 1540 6.60 6.80 7.00 7.20
0'”P”W””P”ﬂ%”ﬁ”lwmﬁ“ﬁk“'m”WA”P”W””P“W'”W”hP' m/z 134.10 24.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105.0
5000
6.60 6.80 7.00 7.20
134.0 m/z 106.10 14 .32%
. 27.0 390 510 65.0 77‘-‘0 910 119.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.00 10.27%
134.0
. 15.0 27.0 39.0 51.0 65.0 77.0 91.0 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14859: Benzene, 1-methyl-4-propyl- BB REEE B
105.0 6.60 6.80 7.00 7.20
m/z 57.10 9.13%
5000
134.0
0 15'0 27\.‘0 39\0 51\.0 6§0 77:\0 91\0 m‘ 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF071317.M Wed Jul 19 14:55:47 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

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

6.94 74.89 ng 2483260 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 87
4 o-Cvmene 134 C10H14 000527-84-4 83
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 76

Abundance Scan 842 (6.939 min): BF096855.D (-839) (-) m/z 119.10 100.00%
119.1
105.1
5000 711 910 1341
43.1
] 57|'1 N | 156.2 6.60 6.80 7.00 7.20
Obrprrrrprrrrprrred el et bbb bbb 2292 Tm/z 105.100  55.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 6.60 6.80 7.00 7.20
910 105.0 m/z 134.10 45_.86%
o 15.0 27.0 39.0 51.0 65.0 770 T
miz> 10 20 % 40 %0 8 70 8 90 100 110 150 130 140 150 180
Abundance
119.0
134.0 6.60 6.80 7.00 7.20
5000 m/z 71.10 41.42%

91.0
27.0 390 510 650 77.0 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl- R SRR RS mE

105.0 119.0 6.60 6.80 7.00 7.20

m/z 91.05 40.33%
5000 134.0
91.0
7.0
27.0 410 530650 ‘ ‘
0”“”w””“”wmnpnwn”“”w””“”.thhﬂnnpmw””“”w”.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF071317.M Wed Jul 19 14:55:47 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzene, (1-methylpropyl)- Concentration Rank 5

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

7.02 102.05 ng 3383750 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 53
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 47
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 47
4 Benzene. l-methvl-3-propvl- 134 C10H14 001074-43-7 46
5 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 43

Abundance Scan 856 (7.022 min): BF096855.D (-852) (-) m/z 105.10 100.00%
106.1
57.1 I
126.2 6.60 6.80 7.00 7.20 7.40
o..,....,....,....',....,.':|.‘:,...|.',...'.','!...,..'!-.,.'..'.,....,...".,..1?“.?.?%??..1.,1.‘?9,2].. m/z 57.10 76.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14848: Benzene, (1-methylpropyl)-
105.0
5000 R R U AR
6.60 6.80 7.00 7.20 7.40
9 134.0 m/z 71.10 42.12%
77.0 910
o 21.0 510 g40 "7 || 1190
iz 10 90 B 45 B 8 75 8 80 100 110 130 150 140 150 180 170
Abundance
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 56.10 40.06%
134.0
o 260 390 30 /70 910 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14854: Benzene, 1-methyl-4-propyl- A BEEmEEEEE
105.0 6.60 6.80 7.00 7.20 7.40
m/z 41.10 39.51%
5000
134.0
o 260 390  g30 /70 910 | 4199
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 14'10 150 160 170 6.60 6.80 7.00 7.20 7.40

8270-BF071317.M Wed Jul 19 14:55:48 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane Concentration Rank 2

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

7.25 146.11 ng 4844530 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2-methvl- 156 C11H24 006975-98-0 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 72

Abundance Scan 895 (7.251 min): BF096855.D (-889) (-) m/z 57.10 100.00%
54.1
5000 J\ﬂvﬁJV\\\N//L\r“kﬂv\Jf“u“
T T T T T
39 - - - -
Ot b L 1131 13621862 754310 80.66%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 U NSRRI L I I
85.0 7.00 7.20 7.40 7.60
20.0 ' m/z 71.10 41.13%
0 ‘\ oo, | 11830 1410 169.0 197.0 226.0
m/z--> 0 20 Jo 60 éo 100 150 140 160 180 200 220
Abundance
43.0
700 7.20 740 7.60
5000 710 m/z 41.10 34.10%
113.0
0L20 240 95.0 141.0 W
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane AR RREEE RS
57.0 7.00 7.20 7.40 7.60
m/z 85.10 23.00%
5000
29.0 85.0
o “ | 113 0 141.0 184.0
m/z--> 0 20 J eb éo 100 120 140 160 180 200 220 700 7.0 7.40 7.60

8270-BF071317.M Wed Jul 19 14:55:48 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.99 55.78 ng 2803180 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 72
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 1871 (12.992 min): BF096855.D (-1865) (-) m/z 57.10 100.00%
51.1
85.1
5000
215.1
13.1 L anlon aalan 1210 1240
141.2 12.60 12.80 13.00 13.20 13.40
O prrrrrhreb bk b o 092 [yl 2401 268.2294.3 324.3 m/z 71.10 61.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 BRI
85.0 12160 12/80 13.00 13.20 13.40
29.0 m/z 85.10 52.82%
o L M30 1410 169, 0 197.0 225.0 253.0 281.0 309.0 3380
miz--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
12/60 12,80 13.00 13.20 13.40
5000 85.0 m/z 43.10 33.11%
28.0
183.0
o 113.0 155.0 310.0
R A KRR RS L) LA L AR L RAS KRS LA RARAS LR LA ALY LARAE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester B B E e
43.0 12.60 12.80 13.00 13.20 13.40
m/z 215.10 28.53%
5000 7.0

| M [y 12?015401820 217.0

o,ﬂuyn.unpuw””.”.”“.”.””.”.””.”.””.”.””.”w” e I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12 60 12. 80 13. OO 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.31 54 .91 ng 2759790 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1925 (13.310 min): BF096855.D (-1920) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 13.00 13.20 13.40 13.60
141.2
ol | ,|. | LT 2169.2197.2 230.2  281.3300.33383 m/z 43.10 61.93%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LR BN SR BN B
850 13.'00 13.'20 13.'40 13.|60 '
28.0 183.0 m/z 71.10 60.30%
O e - 1L A
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.00 13.20 13.40 13.60
5000 m/z 85.10 42 .62%
85.0
29.0
0 113.0141.0169.0197.0 226.0
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #140552: Dodecane, 1-iodo- LI L L B L BRI UL
57.0 13.00 13.20 13.40 13.60
m/z 41.10 22 .87%
5000 85.0
2o | || o o
0.‘..‘“...‘. L — N ettt N ——— N ; N
m/z--> éo 160 1%0 260 2éo 300 3%0 1350 1350 1§4o 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.62 57.46 ng 2887720 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hexadecane 226 C16H34 000544-76-3 76
Abundance Scan 1978 (13.621 min): BF096855.D (-1975) (-) m/z 57.10 100.00%
51.1
5000 85.1
13.1 13.40 13.60 13.80 14.00
ol .l, e Jl _141.21692197.2 2301 262.2 2953 33733704 1757 43 10 61.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LRI UL BRI UL R
Bmmmmmmm
m/z 71.10 58.67%
29.0 13.
oL ‘L L4 ‘f $141.0160.0197.0226.02530 _ 296.0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57.0
"' 1340 13.60 13.80 14.00
5000 85.0 m/z 85.10 42 _47%
28.0
1130 15501830 310.0
ob—Alu b b W 4
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #100330: 2-Bromo dodecane R m e R s e
57.0 13.40 13.60 13.80 14.00
m/z 41.10 21.28%
5000 85.0
29.0 ‘ 3130 169.0
0,,\\,“, w0 | 280
m/z--> 50 100 150 200 250 300 350 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Aca On 18 Jul 2017 19:09

Operator : SJ/JU

Sample : 14244-01 2X :

Misc : PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Docosane, 11-butyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.52 29.59 ng 495408 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2131 (14.521 min): BF096855.D (-2128) (-) m/z 57.10 100.00%
57.1
99[ ' 141 1 176.1 211.2 245.2277.1 310.2341.1372.3 10.20 14.40 14,60 1480
(I ' - R m/z 43.10 57.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
5000 LR DA B B UL
14:20 14.40 14.60 14.80
m/z 71.10 52 .45%
o L4 ‘\ | “14101710 2100 2530 3090 3660
m/z--> 50 100 150 200 250 360 350 400
Abundance
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 37.94%
99.0
27.0 Mwl%OﬂM 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane B R Ema s B
57.0 14.20 14.40 14.60 14.80
m/z 55.05 20.97%
- \‘\A/\/\JL\,‘/\\
990
mz-> 50 ' 100 '1éo' " R0 A" "D A" 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\

Data File : BF096855.D

Acq On : 18 Jul 2017 19:09 Instrument :

Operator : SJ/JU BNA_F

Sample  : 14244-01 2X UGl

Misc i PENNSYLVANIA-ANALYTICAL
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
Nonane 5.51 99.5 ng 3300950 1 6.61 663142 20.0
Cyclohexyl propio... 5.75 36.0 ng 1191970 1 6.61 663142 20.0
Nonane, 3-methyl- 5.86 106.3 ng 3524950 1 6.61 663142 20.0
Heptane, 3-ethyl-_.. 5.92 26.1 ng 863700 1 6.61 663142 20.0
Decane, 2,5,6-tri... 6.05 44_.9 ng 1487810 1 6.61 663142 20.0
Nonane, 4-methyl- 6.12 72.7 ng 2410610 1 6.61 663142 20.0
Benzene, l-ethyl-_.. 6.16 92.8 ng 3075860 1 6.61 663142 20.0
unknown6 .37 6.37 30.7 ng 1018760 1 6.61 663142 20.0
1-lodo-2-methylun. .. 6.47 267.9 ng 8884210 1 6.61 663142 20.0
Benzene, 1,2,3-tr... 6.67 103.1 ng 3416670 1 6.61 663142 20.0
Cyclohexane, (2-m... 6.77 84.7 ng 2809270 1 6.61 663142 20.0
Benzene, 1l-methyl... 6.90 83.7 ng 2773950 1 6.61 663142 20.0
Benzene, 2-ethyl-_._. 6.94 74.9 ng 2483260 1 6.61 663142 20.0
Benzene, (1-methy... 7.02 102.1 ng 3383750 1 6.61 663142 20.0
Hexadecane 7.25 146.1 ng 4844530 1 6.61 663142 20.0
Tetracosane 12.99 55.8 ng 2803180 5 13.76 1005160 20.0
Tridecane, l1l-iodo- 13.31 54_.9 ng 2759790 5 13.76 1005160 20.0
Heneicosane 13.62 57.5 ng 2887720 5 13.76 1005160 20.0
Docosane, 11-butyl- 14.52 29.6 ng 495408 6 15.11 334875 20.0
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