LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On - 19 Mar 2019 00:45 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1970-02 IR
Misc i P-2-E. WALL-NORTH
ALS Vial : 26 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.216 7 22 28 rBv 150799 344276 2.07% 0.190%
2 2.716 91 107 114 rBV 422882 1155374 6.93% 0.637%
3 2.810 114 123 126 rVvV 72356 167322 1.00% 0.092%
4 2.851 126 130 135 rvv 99670 188251 1.13% 0.104%
5 2.928 135 143 151 rvB2 69396 172320 1.03% 0.095%
6 3.081 153 169 179 rBv3 107635 353939 2.12% 0.195%
7 3.269 187 201 209 rBv2 143939 411699 2.47% 0.227%
8 3.534 235 246 258 rBV 173953 485917 2.91% 0.268%
9 3.669 258 269 278 rBV2 963726 2663865 15.98% 1.469%
10 3.740 278 281 286 rVV2 127168 228806 1.37% 0.126%

11 3.822 286 295 301 rVV 1047768 2181977 13.09% 1.203%
12 3.875 301 304 311 rvB2 121525 213921 1.28% 0.118%
13 3.975 311 321 326 rBV2 1091425 2095570 12.57% 1.155%
14 4.022 326 329 340 rVB 493237 765036 4_.59% 0.422%
15 4.134 340 348 352 rBV3 393742 796785 4.78% 0.439%

16 4.187 352 357 366 rVB2 471014 935238 5.61% 0.516%
17 4.328 374 381 392 rVB2 3334624 5829040 34.96% 3.214%
18 4.439 392 400 408 rvB2 799326 1203293 7.22% 0.663%
19 4.534 413 416 423 rVB3 193189 350225 2.10% 0.193%
20 4.604 423 428 433 rBV2 234388 372601 2.24% 0.205%

21 4_657 433 437 440 rBvV 592021 765621 4_59% 0.422%
22 4.687 440 442 447 rVB3 247653 316693 1.90% 0.175%
23 4.769 447 456 460 rBV 1512067 2408545 14.45% 1.328%
24 4.822 460 465 468 rBV3 476144 922814 5.54% 0.509%
25 4.863 468 472 478 rVB3 2879374 4552685 27.31% 2.510%

26 4.922 478 482 487 rBV 2395811 3008410 18.05% 1.659%
27 4.992 492 494 498 rVB2 479302 537033 3.22% 0.296%
28 5.057 502 505 513 rVB 603983 872829 5.24% 0.481%
29 5.134 513 518 524 rBV 2850541 5054591 30.32% 2.787%
30 5.198 524 529 531 rBV 2248021 2386530 14.32% 1.316%

31 5.228 531 534 536 rBV 1473342 1696181 10.17% 0.935%
32 5.257 536 539 545 rVvB 2803231 3571102 21.42% 1.969%
33 5.334 545 552 563 rVB3 5443174 12469502 74.80% 6.875%
34 5.422 563 567 573 rBV2 1143322 1416158 8.49% 0.781%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On - 19 Mar 2019 00:45 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1970-02 IR
Misc i P-2-E. WALL-NORTH
ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling ; 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method

Title

35 5.469
36 5.504
37 5.551
38 5.592
39 5.663
40 5.763
41 5.816
42 5.904
43 5.957
44 6.004
45 6.063
46 6.204
47 6.298
48 6.357
49 6.439
50 6.516
51 6.598
52 6.786
53 6.916
54 7.080
55 15.286

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

573 575

577
586
5901
602
619

581
589
596
608
625

629
642
655
662
673

634
649
658
666
676

693
706
722
737
746

700
716
726
740
753

760
796
818
846
2240

767
799
821
849
2244

577

586
5901
602
619
629

642
654
662
672
679

706
722
729
746
760

768
802
823
852
2247

Sum

rvB

rBv2
rBv
rvB3
rvB
rBv3

rvB4
rBv2
rBv4
rBv4
rvB2

rBv3
rvv7
rBv2
rvB2
rBve6

rBv
rBv
rBv3
rBv3
rBv

305204

2606905
1779038
2072227
6735998
3306948

1101726
4416169

714633
5698517
1653087

4233784
4659344
2534717
2562688
2530842

5838486
2576782
2034083
2315284

430824

236746

4551894
1637064
4149388
12701461
5079538

2581863
8012816
1090706
12652538
1742011

11563635
16671082
3600892
4731460
8116053

10517342
3693658
2833048
3806822

501399

of corrected areas:

8270-BF022719_.M Wed Mar 20 07:58:12 2019

1.42%

27 .30%
9.82%
24 .89%
76.19%
30.47%

15.49%
48.06%

6.54%
75.90%
10.45%

69 .36%
100.00%
21.60%
28.38%
48 .68%

63.09%
22.16%
16.99%
22.83%

3.01%

181365565

0.131%

2.510%
0.903%
2.288%
7.003%
2.801%

1.424%
4.418%
0.601%
6.976%
0.960%

6.376%
9.192%
1.985%
2.609%
4_475%

5.799%
2.037%
1.562%
2.099%
0.276%
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Abundance
1.2e+07

TIC: BF113110.D

6.60

7.0
6.78§-92

1e+07

6-%6

6452

8000000 6.00

5.66

6000000 0
59Wo§

ul

4000000

4.33 4.86

'925 -'”
4.77 X -”
4.44 4 pdd B 5B 5.
39| (4 HOOE

2000000
3.673.823.97

2.7 024,
2.22 2 Zeam3.08327 3.53/8.7h 81

2.50

3.50

4.00

4.50 5.00
TIC: BF113110.D

Time-->
Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

10 00

10.50 11.00
TIC: BF113110.D

11.50 12.00 12.50

13.00

0——
Time-->
Abundance

1.2e+07

9.50

1e+07

8000000

6000000

4000000

2000000
15.29

13 50 14.00

14.50 15.00

15.50

16.00 16.50

17.00 17. 50 18 00

18.50

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptane, 2-methyl- Concentration Rank 19

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

3.67 14.42 ng 2663870 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 83
3 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 40
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 40
5 Propane, l-isocyanato-2-methyl- 99 C5H9NO 001873-29-6 38

Abundance Scan 269 (3.669 min): BF113110.D (-258) (-) m/z 43.00 100.00%
43.0 57.0
5000
70.0
99.0 3.40 3.60 3.80 4.00
: 114.1
o..,....,....,....',.:..,.~.|!:,....-!|....,E.‘?.C.’,...:',....,.:..,....,....,...., m/z 56.95 88.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7625: Heptane, 2-methyl-
43.0 57.0
5000
3.40 3.60 3.80 4.00
29.0 70.0 99.0 m/z 41.00 44 _30%
oaso 11 Ll | o T[T mao
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7637: Hexane, 2,5-dimethyl-
57.0
43.0
3.40 3.60 3.80 4.00
5000 99.0 m/z 41.95 36.57%
71.0
‘ 112.0
0"I%?;9I"?2.9"“'"'I“jlkP"'l'"'??;9'I'"*V"'Ill"l""l'”'l""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19178: Octane, 2,7-dimethyl-
43.0 57.0 3.40 3.60 3.80 4.00
m/z 70.00 23.88%
5000
71.0
29.0 ‘ 85.0 99.0
0 1 | | 111.0 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Octane Concentration Rank 8

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

4._.33 31.56 ng 5829040 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 74
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 58
4 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 53
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 53

Abundance Scan 381 (4.328 min): BF113110.D (-374) (-) m/z 43.00 100.00%
43.0
5000 57.0 85.0
71.0
I “ || 70 o1 400 420 4.40 4.60
O e e el e e e m/z 41.00 49 .53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7620: Octane
43.0
5000
570 4.00 4.20 4.40 4.60
290 ‘ 71.0 80 m/z 57.00 40.28%
0'“|“'w'“dw'“Jh'w'JLl“'wL'”lJLw'”'w"&+ﬁ9|”'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12684: Heptane, 2,4-dimethyl-
43.0
4.00 4.20 4.40 4.60
5000 85.0 m/z 85.00 37.72%
570 710
29.0 ‘
Ol 20 Ll il Il 990 1130 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7633: Hexane, 2,4-dimethyl-
430 &7 4.00 4.20 4.40 4.60
m/z 55.00 27.46%
85.0
5000
29.0
71.0
15.0 H ‘\ | \‘ | \H ‘\ 99.0 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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, ethyl- Concentration Rank 12

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

4._86 24 .65 ng 4552690 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 76
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
3 3-EthvIl-3-hexene 112 C8H16 016789-51-8 53
4 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 49
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 49

Abundance Scan 471 (4.857 min): BF113110.D (-468) (-) m/z 57.00 100.00%
57.0
5000 41.0 830
|“ h 71.0 9.0 1121 0. 4.60 4.80 5.00 5.20
Obrrrprrrrrrrrr el el el el et e et m/z 83.00  50.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6665: Cyclohexane, ethyl-
83.0
55.0
5000 41.0
4.60 4.80 5.00 5.20
27.0 670 112.0 m/z 55.00 50.50%
“.ﬁﬁqp.LL”.L““.“HL,”.H.”.“!”,31?“.w.”.“.”,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11537: Cyclohexane, propyl-
55.0 83.0
4.60 4.80 5.00 5.20
5000 210 m/z 41.00 46.57%
27.0 67.0 126.0
bl b 7O 1080
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6654: 3-Ethyl-3-hexene
55.0 4.60 4.80 5.00 5.20

m/z 43.00 35.52%

5000 83.0
41.0

270 ‘ 69.0
15.0 [l | Al ‘ ‘\ 97.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20

112.0

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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, 1,1,3-trimethyl- Concentration Rank 17

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

4.92 16.29 ng 3008410 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 72
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 56
5 6-Methyl-hept-2-yn-4-ol 126 C8H140 060018-69-1 45

Abundance Scan 482 (4.922 min): BF113110.D (-478) (-) m/z 111.10 100.00%
111.1
69.0
5000 55.0
41.0
4.60 4.80 5.00 5.20
o..,....,....,....|i:'...,.'.I.,...':!....,.|...,??:9,....;!...,.1.2?:1,... m/z 69.00 79.86%
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 50 BN SRR SRR AR
83.0 4.60 4.80 5.00 5.20
27.0 ' m/z 55.00 43.94%
0 ..,....,...Lh ...Ji”...,.hIL,...':!....,.:..,??19,.. ..i!...,}??I?...
m/z--> 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 /L
4.60 480 500 520
5000 55.0 m/z 41.00 32.90%
410 126.0
obr 150 A il B0 s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0 4.60 4.80 5.00 5.20
m/z 56.00 22.71%
5000 5.0
410 126.0
obta0 #0880 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown5.13 Concentration Rank 10

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

5.13 27.37 ng 5054590 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 47
2 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 46
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 43
4 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 38
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38

Abundance Scan 517 (5.128 min): BF113110.D (-513) (-) m/z 43.00 100.00%
43.0
56.0 69.0 111.1
5000
84.0
I “ | 970 12?-1 480 500 520 5.40
e L T R e m/z 69.00 68.24%
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 S R N R
270 480 5.00 5.20 5.40
- 84.0 97.0 126.0 m/z 111.05 67.06%
0 1 .|| | 1 1 i 1
AR NI LRI UL UL UL IR NN IR IS BRS BAAN SRN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69.0 111.0
55.0
41.0 4.80 5.00 5.20 5.40
5000 m/z 55.00 59.90%
27.0
126.0
15.0 ‘ ‘ ‘ 8‘}-0 97.0
0'”I“hW'”lP'”k”'Wﬁth'M“”'W“”'P'MI”'W”'W'””P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11588: Cyclohexane, 1,1,2-trimethyl-
69.0 480 5.00 5.20 5.40
410 560 m/z 41.00 52.95%
111.0
5000
27.0
83.0 126.0
T .
O e prrr e ISR R RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octane, 1,1"-oxybis- Concentration Rank 16

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

5.26 19.34 ng 3571100 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 50
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 47
3 Sulfurous acid. 2-ethvlhexvl iso... 250 C12H2603S 1000309-18-7 43
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 43
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 43

Abundance Scan 539 (5.257 min): BF113110.D (-536) (-) m/z 57.00 100.00%
57.0
5000
5 84.0 113.1 5.00 5.20 5.40 5.60
o} ' m/z 43.00 89.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95995: Octane, 1,1'-oxybis-
57.0
5000
5.00 5.20 5.40 5.60
29.0 m/z 41.00 55.16%
0 .”,.J..qr.. 199.0 243.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1829: Butane, 2,2-dimethyl-
43.0
7.0 U RS S I R
5.00 5.20 5.40 5.60
5000 m/z 71.00 44 _74%
15.0 ‘ ‘ I ‘ il
Ot b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101978: Sulfurous acid, 2-ethylhexyl isobutyl ester
57.0 5.00 5.20 5.40 5.60
m/z 42.00 43.51%
5000
29.0
0"'I“L'JL'wl'N'ﬁgg"I}}i?"”l"'W""P'" [T T e USRS S I R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60

8270-BF022719.M Wed Mar 20 07:58:16 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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, 1,2,3-trimethy... Concentration Rank 13

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

5.50 24 .65 ng 4551890 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 64
2 Cvclopentane. 2-ethvl-1.1-dimethvl- 126 C9H18 054549-80-3 53
3 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 53
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 52
5 3-Nonene, (E)- 126 C9H18 020063-92-7 49

Abundance Scan 580 (5.498 min): BF113110.D (-577) (-) m/z 55.00 100.00%
530 690
41.0 83.0
5000
125.1
97.0 J WY
||| I |‘ I | 11|1-1 | 1400 520 540 5.60 5.80
o} NN | OO 1P | S NS | M <. UL m/z 69.00 79.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0
55.0
41.0 111.0
5000 U U IR I
83.0 126.0 5.20 5.40 5.60 5.80
27.0 ' 970 m/z 41.00 59.82%
O'W%%QP'”I“”iu'WJ'LP“'ﬁ'“T””I“'h'“W!“'P'“P'”I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11617: Cyclopentane, 2-ethyl-1,1-dimethyl-
56.0 590
520 540 560 580
5000 41.0 m/z 83.00 59.18%
84.0 111.0
98.0 ‘ 126.0
O”I“”P'”P”'J“WJ'W”wf“”“M”P”wP“W'“W”'W””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11557: 3-Heptene, 2,6-dimethyl-
58.0 69.0 5.20 5.40 5.60 5.80
41.0 m/z 56.00 53.17%
5000
27.0 83.0 126.0
”I%ﬁgl”"l”"P"'P"'P"W"'W"”I'%%?”}ﬁ%e'I'“'I”"P'" HR U IR I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80

8270-BF022719.M Wed Mar 20 07:58:16 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 14

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

5.59 22.47 ng 4149390 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 90
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 72
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 72
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 64

Abundance Scan 596 (5.592 min): BF113110.D (-591) (-) m/z 55.00 100.00%
58.0
97.0
5000
41.0 69.0
| ‘ 83.0 1110 12?-1 520 540 5.60 5.80 6.00
0 .,....,....,!'...,.'!.'.,...'!I....,':'...,...!,....,'....,....,.... m/z 97.00 76.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
58.0 97.0
5000
oo 30 520 540 5.60 580 6.00
‘ 69.0 126.0 m/z 41.00 36.19%
81.0
0'|“'L'“JJL“|J”'V'ML“'wh“'w'lh'“yﬁp“|“'w'“'
m/z--> 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl- cyclohexane
55.0 97.0
520 540 560 580 6.00
5000 m/z 69.00 30.15%
41.0 69.0 126.0
Lol |
UNIEEUNEIS UL SUILRS SURLLE UL SULIUS RIS SIS SR S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-  AEERAREE B L
55.0 97.0 520 5.40 5.60 5.80 6.00
m/z 96.00 28.86%
5000 410
27.0 69.0 126.0
81.0
0'I”'W'”'P'”I'”'P'”I”'W'”'P"W'”yﬁg”l”'W'”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80 6.00

8270-BF022719.M Wed Mar 20 07:58:17 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.66 68.77 ng 12701500 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 53
4 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 53
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 50

Abundance Scan 607 (5.657 min): BF113110.D (-602) (-) m/z 43.00 100.00%

5000
99.0 1281 540 560 5.80 6.00
0 i1 140.1 m/z 57.00 89.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12663: Nonane
43.0
57.0

5000
5.40 5.60 5.80 6.00

m/z 41.00 46.74%

04
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7641: Hexane, 2,4-dimethyl-
43.0
57.0 R I L I
5.40 5.60 5.80 6.00
5000 85.0 m/z 85.05 31.56%
29.0
71.0
20 150 1 R Y ~99.0 114.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19162: Octane, 4-ethyl-
43.0 57.0 5.40 5.60 5.80 6.00
m/z 71.00 23.50%
5000
71.0
20 85.0 g9g.0 112.0
0'”I””P'”P”UP”“l”W”H“””W””PJ”P”lP”WP”W”'W”E?%g
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00

8270-BF022719.M Wed Mar 20 07:58:17 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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-Ethyl-3-methylcyclohexane... Concentration Rank 9

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

5.76 27.50 ng 5079540 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvIl-3-methvilcvclohexane (c.t) 126 C9H18 003728-55-0 90
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 83
4 Cvclohexane. l1-ethvl-2-methvl- 126 C9H18 003728-54-9 81
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 64

Abundance Scan 625 (5.763 min): BF113110.D (-619) (-) m/z 97.00 100.00%
58.0 97.0
5000
41.0 69.0
81.0 1251 540 560 5.80 6.00
obr el Ll 1D w01 5 e8 00 os. 8%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 LSS SRR U R
540 560 5.80 6.00
41.0 69.0 126.0 m/z 69.00 35.36%
SN v | O Y W = . [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
540 560 580 6.00
5000 m/z 41.00 33.56%
41.0 69.0 126.0
il P O WY
S R N R AR RAA R RN AR KRR RSN NARSN LAASN SARS RSN SARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- s B
58.0 97.0 540 560 5.80 6.00
m/z 56.00 16.93%
5000 41.0
27.0
69.0 126.0
J L\\ ul, ML 819 | 1110
G R R R AR AR RARAN AR KRR RSN BARR EAAS) SARS RSN SARRY LSS SRR U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00

8270-BF022719.M Wed Mar 20 07:58:18 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, hexyl hepty... Concentration Rank 20

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

5.82 13.98 ng 2581860 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl heptvl ester 264 C13H2803S 1000309-12-9 64
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
3 Heptane. 4.4-dimethvl- 128 C9H20 001068-19-5 50
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 50
5 2,2-Dimethyl-3-heptanone 142 C9H180 019078-97-8 50

Abundance Scan 635 (5.822 min): BF113110.D (-629) (-) m/z 43.00 100.00%
43.0 57.0
85.0
5000

1.0 99.1 5.40 5.60 5.80 6.00 6.20

ol M2 e aa m/z 57.00 87.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #113722: Sulfurous acid, hexyl heptyl ester
57.0
43.0 85.0
5000
540 5.60 5.80 6.00 6.20
m/z 85.00 54 _27%
29.0 71.0 99.0
o ) 115.0 137.0151.0 167.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7642: Hexane, 2,4-dimethyl-
43.0 57.0
T T T
85.0 540 5.60 5.80 6.00 6.20
5000 m/z 41.00 30.14%
29.0 71.0
15.0 H L, I, . 99.0 114.0
Ol P T T e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12696: Heptane, 4,4-dimethyl- R mammEEE
43.0 540 5.60 5.80 6.00 6.20
85.0 m/z 56.00 18.21%
5000
27 o 57.0
71.0
o L | |l 99.0 113.0 128.0
”P”quupnquupuqu“p”quu.u.uu.u.uupuq”upnquupn R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 540 5.60 5.80 6.00 6.20

8270-BF022719.M Wed Mar 20 07:58:18 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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

P-2-E.WALL-NORTH

Peak Number 12 unknown5.90 Concentration Rank 7

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

5.90 43.39 ng 8012820 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1-methvlethvl)- 120 C9H12 000098-82-8 35
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 30
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 25
4 Mesitvlene 120 C9H12 000108-67-8 14
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 14

Abundance Scan 648 (5.898 min): BF113110.D (-642) (-) m/z 82.00 100.00%
67.0 84.0
410 55 105.0
5000
| 120.0
5.60 5.80 6.00 6.20
o! ,...|!|; e e Ly 21 Tnzz 67.00 99.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9417: Benzene, (1-methylethyl)-
105.0
5000 HRAE RS LA L
5.60 5.80 6.00 6.20
120.0 m/z 57.00 92.61%
. 27.0 390 51|-° 63.0 91.0
> 00 % % 4o 5 6 7 8 8 100 110 140 130 10

Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0
5.60 5.80 6.00 6.20
5000 120.0 m/z 105.00 77.73%
39.0
77.0
27.0 ‘ 510 g3 91.0

0 ‘ ol \‘H Al \‘ “‘ Ll Ll

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

Abundance #9427: Benzene, 1-ethyl-2-methyl-

105.0 5.60 5.80 6.00 6.20

m/z 41.00 74._.84%
5000
120.0
77.0 91.0

50 20 B el e My | AN T

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-BF022719.M Wed Mar 20 07:58:19 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonane, 3-methyl- Concentration Rank 3

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

6.00 68.51 ng 12652500 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 43
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 43
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 30
5 3-Bromooctane 192 C8H17Br 000999-64-4 30

Abundance Scan 665 (5.998 min): BF113110.D (-662) (-) m/z 57.00 100.00%
> 83.0
41.0 110
5000
|| ‘ 97|-° 113.1 126.1 o1 5.60 5.80 6.00 6.20 6.40
Ot gl bl M L1421 Ty 5500 83.82%
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 43.0 RN R AR R
5.60 5.80 6.00 6.20 6.40
29.0 m/z 83.00 79 .49%
| 85,0 112.0
ol.15.0 || b Iif -0 98.0 || 127.0 142.0
0 S0 S0 P R R A e I
Abundance #19198: Octane, 3,6-dimethyl-
57.0
71.0 D L L L L L LB BB
5.60 5.80 6.00 6.20 6.40
m/ 41.00 67 .95%
5000 430 z (
20.0 113.0
o | L %0 g9 || 1270 1420
> B % 4 B b o B 80 140 10 10 1% 130
Abundance #19181: Octane, 2,6-dimethyl- L B Al Ramas e
57.0 5.60 5.80 6.00 6.20 6.40
m/z 71.00 60.43%
43.0 71.0
5000
29.0 113.0
o150 | | L 8%e0 T 1270 1420
m/z--> 10 20 30 40 50 éo 75 80 90 100 110 120 130 140 560 580 6.00 620 6.40

8270-BF022719.M Wed Mar 20 07:58:19 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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, propyl- Concentration Rank 4

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

6.20 62.61 ng 11563600 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 76
2 Propanenitrile. 3-I(phenvimethvl... 160 C10H12N2 000706-03-6 59
3 Benzeneacetaldehvde 120 C8H80 000122-78-1 43
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 38
5 Phosphonous dichloride, (phenylm... 192 C7H7CI2P 004545-85-1 38

Abundance Scan 699 (6.198 min): BF113110.D (-693) (-) m/z 91.00 100.00%
91.0
57.0
5000 430
120.0
710 5.80 6.00 6.20 6.40 6.60
105.0
0..,....,....,....|,|:...'..'!.,.-.'.-.';'...-!,.!'.. !..!,....,....|'..~..,...1.‘,‘.2..1.,....,...., m/z 57.00 47.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9406: Benzene, propyl-
91.0
5000 RS RS LR R
5.80 6.00 6.20 6.40 6.60
120.0 m/z 43.00 36.19%
o 27.0 39.0 530 650 780 | 1050
miz-> 10 20 30 40 50 80 70 80 90 100 110 120 130 140 150 160 "
Abundance #30723: Propanenitrile, 3-[(phenylmethyl)amino]-
91.0
580 6.00 620 640 6.60
m/z 120.00 22 .75%
5000 120.0 (
0 4%0 ! 6\50 77\'0‘ ll 104.0 1L 169'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9372: Benzeneacetaldehyde
91.0 5.80 6.00 6.20 6.40 6.60
m/z 41.00 20.14%
5000
120.0
65.0
o 270 390 500 | 770
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 580 6.00 6.0 6.40 6.60

8270-BF022719.M Wed Mar 20 07:58:20 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.30 Concentration Rank 1

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

6.30 90.27 ng 16671100 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 43
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 43
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 38
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 38
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 35

Abundance Scan 716 (6.298 min): BF113110.D (-708) (-) m/z 57.00 100.00%
57.0 105.0
5000 41.0
600 620 640 6.60
0 m/z 105.00 93.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19208: Heptane, 2,3,4-trimethyl-
43.0 57.0
5000
710 6.00 6.20 6.40 6.60
20.0 m/z 41.00 47 .73%
: 99.0
0 85.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19173: Nonane, 4-methyl-
430 210
6.00 6.20 6.40 6.60
5000 m/z 71.00 45_.21%
71.0
29.0 ‘ 98.0
o I ‘\ 1l ‘ .| 112.0127.0142.0
s 3o o e 8 106 1o 16 10 10
Abundance #48881 Undecane, 2,6—dimethy|— LA B L N N BN
57.0 6.00 6.20 6.40 6.60
m/z 43.00 44 _.90%
43.0
5000 710
29.0
98.0
o “ I L 11‘3012701410155016901840
m/z--> 20 ' 65 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzene, l-ethyl-2-methyl- Concentration Rank 11

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

6.44 25.62 ng 4731460 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 740 (6.439 min): BF113110.D (-737) (-) m/z 105.00 100.00%
106.0
5000
120.1
77.0 910 T el B R0 R R
51.0 650 6.20 6.40 6.60 6.80
Ol et el bt 2399 Tm/z 120.05  32.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.00 12.76%
150 270 330 510 650 770 910 i
s T 3 3 b o o o 85 80 100 1o 130 1%
Abundance #9414: Benzene, 1,2,3-trimethyl-
106.0
6.20 6.40 6.60 6.80
5000 120.0 m/z 77.00 12 .55%
270 3% s10 630 0 910
0“|“'w'“w'“wﬂ'“ﬁm'wﬂm'w'dh“'wh“'whtl“'““”'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl- R R mE e
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.39%
5000
120.0
m/z--> 10 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 110 150 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.52 Concentration Rank 6

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

6.52 43.95 ng 8116050 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 35
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 22
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 18
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 18

Abundance Scan 754 (6.522 min): BF113110.D (-746) (-) m/z 55.00 100.00%
58.0 132.0
83.0 97.0
5000 41.0 69.0
R R
112.1 6.20 6.40 6.60 6.80
o..,....,....,...:'l!'...,.'!l.,..h.,.... | ..I!,....,.'...,....,"...|l...1.?.2;.1.,.. m/z 132.00 86.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 BENARAR SRR SRS AR
6.20 6.40 6.60 6.80
70.0 m/z 97.05 75.52%
310 440
0 1, | | 116. 0
m/z--> 10 20 30 40 50 eb 75 80 §o 100 110 120 130 140 150 160
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
58.0 97.0
'6.20 6.40 6.60 680
5000 41.0 m/z 83.00 73.45%
112.0
69.0
27.0 ‘ ‘ 83.0
0”&?%”MP”dh”NJW””L”WJ”P”“””P“W””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6689: Cycloheptane, methyl- ISR RSN LR R
58.0 97.0 6.20 6.40 6.60 6.80
41.0 m/z 41.00 45 _.05%
5000 69.0 83.0
27.0
112.0
0”P”W”MP”JL”MJWN”P”W””P”h””P”W””P”W””P”W” B NARAR SRR SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80

8270-BF022719.M Wed Mar 20 07:58:21 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 18 Benzene, 1,2,3-trimethyl- Concentration Rank 5

P-2-E.WALL-NORTH

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

6.60 56.95 ng 10517300 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 767 (6.598 min): BF113110.D (-760) (-) m/z 105.05 100.00%
105.1
5000 120.1
430 57.0
70 6o oy |80 60 6B &0 760
Obrrrrrrrprrer e e b et b e i et e 22 | m/z 120.05 46 50%
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
120.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 57.00 31.91%
ol 150 27.0 330 510 es0 17 94O |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9400: Mesitylene
105.0
UMM NN
120.0 620 6.40 6.60 6.80 7.00
5000 m/z 43.00 28.12%
39.0
qo | 51.0 %OTT 91.0
o) S S N SR MO AN PR I | —
I I [ I | [ I I [ | | | | | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9420: Benzene, 1,2,4-trimethyl- T
105.0 6.20 6.40 6.60 6.80 7.00
m/z 77.00 13.01%
120.0
5000
27.0 490 510 650 (0 910
0”,””“.M“”.“”q:”qm.q“uhnnﬂ.upﬂ.“nhhnw”.q””,. s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexane, (2-methylpropyl)- Concentration Rank 18

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

6.92 15.34 ng 2833050 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 83
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 74
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 59
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
5 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 47

Abundance Scan 822 (6.922 min): BF113110.D (-818) (-) m/z 83.00 100.00%
83.0
55.0
5000 410
117.0
140.1 PESARE SRR R
97.0 6.60 6.80 7.00 7.20
0..,....,....,....,....,.'!h.,...'l,.... .!|..,...'.,....,|..'..',...'.,.:..!....,1.??.%.. m/z 55.00 77.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55.0 83.0
41.0
5000 AN SRR AR
970 6.60 6.80 7.00 7.20
27.0 69.0 : 140.0 m/z 82.00 52.21%
X T T 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83.0
55.0 6.60 6.80 7.00 7.20
5000 m/z 41.00 51.13%
41.0
29.0 67.0 140.0
0 15.0 | Ll ull, ‘ Ly | 9?'0 111.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 130 130 140 150 160
Abundance #27051: Cyclohexane, pentyl- e A REEEEEasS
83.0 6.60 6.80 7.00 7.20
m/z 69.00 43_.77%
55.0
5000
450 67.0
29.0 154.0
ob1s0 " ) , 970 1110 126.0
m/z--> 10 20 30 40 5'0 60 70 80 90 1(')0 110 120 130 140 150 160 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Aca On : 19 Mar 2019 00:45

Operator : JU/SJ

Sample : K1970-02 LR
Misc : ;

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzene, 1,3-diethyl- Concentration Rank 15

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

7.08 20.61 ng 3806820 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 92
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 89
5 Benzene, 1- ethyl -2,3-dimethyl- 134 C10H14 000933-98-2 89

Abundance Scan 849 (7.080 min): BF113110.D (-846) (-) m/z 119.10 100.00%
91.0 105.1119.1
134.1
5000 71.0
43.0
6.80 7.00 7.20 7.40
) IS I . X ,|", gl 156.2 m/z 105.05 98.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #14839: Benzene, 1,3-diethyl-
105.0119.0
5000 134.0 U U L R SR
6.80 7.00 7.20 7.40
91.0 m/z 91.00 96.95%
390 77.0
ol 15.0 63.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14842: Benzene, 1,2-diethyl-
105.0119.0
680 7.00 7.20 7.40
5000 134.0 m/z 134.10 66 .49%
91.0
77.0
39.0
0“&?ﬂ““v“hh“““fﬁeP“M““v“WM“PAM““V“WH“V“W““P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14838: Benzene, 1,4-diethyl- e S
119.0 6.80 7.00 7.20 7.40
105.0 m/z 71.05 45_.03%
5000 134.0
91.0
0 270 4\1\0 | 63\0 77‘\\0 1] L ‘ |
miz> 10 90 30 4 20 60 75 85 90 100 130 130 130 140 120 180 170, 680 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113110.D

Acq On - 19 Mar 2019 00:45 Instrument :
Operator : JU/SJ BNA_F

Sample - K1970-02 ClientSampleld :
Misc : P-2-E.WALL-NORTH
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
Heptane, 2-methyl- 3.67 14.4 ng 2663870 1 6.75 3693660 20.0
Octane 4.33 31.6 ng 5829040 1 6.75 3693660 20.0
Cyclohexane, ethyl- 4.86 24 .6 ng 4552690 1 6.75 3693660 20.0
Cyclohexane, 1,1,... 4.92 16.3 ng 3008410 1 6.75 3693660 20.0
unknown5.13 5.13 27.4 ng 5054590 1 6.75 3693660 20.0
Octane, 1,1"-oxybis- 5.26 19.3 ng 3571100 1 6.75 3693660 20.0
Cyclohexane, 1,2,... 5.50 24 .6 ng 4551890 1 6.75 3693660 20.0
Cyclohexane, 1-et... 5.59 22.5 ng 4149390 1 6.75 3693660 20.0
Nonane 5.66 68.8 ng 12701500 1 6.75 3693660 20.0
1-Ethyl-3-methylc... 5.76 27.5 ng 5079540 1 6.75 3693660 20.0
Sulfurous acid, h... 5.82 14.0 ng 2581860 1 6.75 3693660 20.0
unknown5.90 5.90 43.4 ng 8012820 1 6.75 3693660 20.0
Nonane, 3-methyl- 6.00 68.5 ng 12652500 1 6.75 3693660 20.0
Benzene, propyl- 6.20 62.6 ng 11563600 1 6.75 3693660 20.0
unknown6 .30 6.30 90.3 ng 16671100 1 6.75 3693660 20.0
Benzene, l-ethyl-_.. 6.44 25.6 ng 4731460 1 6.75 3693660 20.0
unknown6 .52 6.52 44 .0 ng 8116050 1 6.75 3693660 20.0
Benzene, 1,2,3-tr... 6.60 57.0 ng 10517300 1 6.75 3693660 20.0
Cyclohexane, (2-m... 6.92 15.3 ng 2833050 1 6.75 3693660 20.0
Benzene, 1,3-diet... 7.08 20.6 ng 3806820 1 6.75 3693660 20.0
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