LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 height area % max. total
1 3.194 12 18 26 rBY 235899 420585 14.10% 2.443%
2 3.264 26 30 40 rVV 438742 631268 21.16% 3.666%
3 3.346 40 44 50 rvvs 19897 40881 1.37% 0.237%
4 3.493 63 69 72 rBV3 34574 75216 2.52% 0.437%
5 3.523 72 74 78 rvB2 29174 36774 1.23% 0.214%
6 3.593 83 86 90 rvv 36920 55281 1.85% 0.321%
7 3.634 90 93 102 rVB2 34862 54095 1.81% 0.314%
8 3.805 118 122 133 rVB2 37877 67507 2.26% 0.392%
9 3.969 144 150 151 rBV4 21118 35237 1.18% 0.205%
10 4_063 159 166 171 rBvV 83597 131103 4_39% 0.761%
11 4.186 183 187 193 rVB3 19280 31883 1.07% 0.185%
12 4.327 207 211 220 rvB2 67514 124609 4.18% 0.724%
13 4_.592 251 256 264 rVB5 41462 85996 2.88% 0.499%
14 4.780 281 288 293 rBvY 62593 101932 3.42% 0.592%
15 5.050 325 334 337 rBV3 22748 39398 1.32% 0.229%
16 5.085 337 340 345 rvB2 33173 50892 1.71% 0.296%
17 5.303 372 377 383 rvB3 25652 48345 1.62% 0.281%
18 5.420 393 397 401 rBvV 40251 63515 2.13% 0.369%
19 5.684 433 442 448 rBV 293105 477507 16.00% 2.773%
20 5.925 474 483 492 rBV5 24771 49627 1.66% 0.288%
21 6.295 539 546 553 rVB6 18940 40778 1.37% 0.237%
22 6.577 589 594 598 rBvV2 22943 39947 1.34% 0.232%
23 6.853 636 641 646 rBV3 37423 62084 2.08% 0.361%
24 7.282 709 714 728 rVB2 190225 409080 13.71% 2.376%
25 7.511 745 753 761 rvB2 18566 37129 1.24% 0.216%

26 7.664 772 779 792 rBV 500549 922851 30.93% 5.360%
27 8.140 852 860 866 rBvV 119605 202642 6.79% 1.177%
28 8.463 908 915 920 rBV 416339 734808 24.63% 4.268%
29 8.510 920 923 934 rVB 82520 132852 4._.45% 0.772%

30 8.616 936 941 946 rVB 32100 51639 1.73% 0.300%
31 8.768 961 967 971 rBV5 14138 31059 1.04% 0.180%
32 8.815 971 975 981 rVB3 23465 39680 1.33% 0.230%
33 8.927 989 994 1000 rVB 24697 39552 1.33% 0.230%
34 9.056 1010 1016 1024 rBV6 18183 37146 1.24% 0.216%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.244 1039 1048 1053 rBV5 14712 31437 1.05% 0.183%

36 9.315 1053 1060 1069 rvv2 455509 819360 27.46% 4_759%
37 10.196 1205 1210 1218 rVB4 15269 32531 1.09% 0.189%
38 10.960 1329 1340 1351 rVB 176877 374654 12.56% 2.176%
39 11.571 1432 1444 1455 rBV2 71843 196487 6.58% 1.141%

40 11.659 1455 1459 1465 rVVv3 17905 39360 1.32% 0.229%
41 11.976 1507 1513 1521 rVB2 38431 74396 2.49% 0.432%
42 12.176 1539 1547 1554 rBV6 18392 52220 1.75% 0.303%
43 12.246 1554 1559 1564 rBV2 37744 72926 2.44% 0.424%

44 12.334 1570 1574 1583 rVB2 69455 128779 4._.32% 0.748%
45 12.751 1638 1645 1650 rBVY 62610 103193 3.46% 0.599%

46 12.822 1650 1657 1661 rBV5 21574 43471 1.46% 0.252%
47 12.881 1661 1667 1673 rVV7 19309 52182 1.75% 0.303%
48 12.986 1680 1685 1694 rVB9 12397 35081 1.18% 0.204%
49 13.304 1734 1739 1745 rBV7 20122 46363 1.55% 0.269%

50 13.386 1746 1753 1760 rVB 1136692 1803684 60.45% 10.476%

51 13.938 1843 1847 1852 rVB2 31998 51628 1.73% 0.300%
52 14.208 1883 1893 1898 rBV 72501 111357 3.73% 0.647%
53 14.766 1981 1988 1998 rBV2 316018 514484 17.24% 2.988%
54 16.252 2234 2241 2256 rBV 927377 1496272 50.14% 8.690%
55 17.510 2449 2455 2462 rVB 439491 665211 22.29% 3.864%

56 18.361 2595 2600 2608 rBV2 35683 65102 2.18% 0.378%
57 20.106 2890 2897 2902 rBV 2173591 2983906 100.00% 17.330%
58 21.398 3110 3117 3120 rBV6 23754 51869 1.74% 0.301%
59 21.798 3178 3185 3194 rVB 446848 753802 25.26% 4_.378%
60 22.562 3310 3315 3320 rBV2 27942 46197 1.55% 0.268%
61 23.272 3430 3436 3443 rVB2 42971 82033 2.75% 0.476%

62 24.101 3570 3577 3586 rVB2 46278 101109 3.39% 0.587%
63 25.082 3735 3744 3748 rBV 45896 119253 4._00% 0.693%
64 25.158 3748 3757 3770 rVB2 231254 708800 23.75% 4.117%

65 26.257 3935 3944 3957 rVB4 33534 98467 3.30% 0.572%
66 27.661 4174 4183 4193 rVBS8 16671 59294 1.99% 0.344%
Sum of corrected areas: 17217806
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040133.D

2000000

1500000

1000000

500000

0!

Time-->
Abundance TIC: BG040133.D

20.11
2000000

1500000

13.39
1000000 16.25

500000 17.51 21.80
14.77

.gggﬂo 13,9421 18.36 21.40 22,56

L0 o LA e EEEEEE S S AAERE

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040133.D

2000000
1500000
1000000

500000
25.16
23.27 24.10 2%A§ 26.26 27.66

R R ARRE e L e e R AR maa T L S aa EAEARE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.26 62.30 ng 631268 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 29 (3.258 min): BG040133.D (-26) (-) m/z 73.15 100.00%
78
5000 43

3.20 3.30 3.40 3.50 3.60 3.70

Obrerdledi bbb e e ereraes. | m/z 43.15  43.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.15 33.78%
0 %KJL.q””“.”“”.“”w”.w””,””“”..”..”.”.w””“.”“”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.25 27.23%
39
0 97 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.15 11.98%
5000 43
2]
Ottt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.30 3.40 3.50 3.60 3.70

8270-BG030419.M Wed Mar 27 18:11:42 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 3 2,4-Hexadiene, 3-methyl- Concentration Rank 11

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

3.49 7.42 ng 75216 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 80
2 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 72
3 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 64
4 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 64
5 Cyclopropane, 1-methyl-l1-isoprop... 96 C7H12 003422-07-9 64

Abundance Scan 68 (3.487 min): BG040133.D (-63) (-) m/z 41.15 100.00%
a1 55 6
81
5000
98
|| ul | 3.20 3.40 3.60 3.80
Ol ettt o L Thzz 69.10  96.48Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2897: 2,4-Hexadiene, 3-methyl-
81
5000 9%
39 3.20 3.40 3.60 3.80
27 B 7 m/z 55.20 81.36%
15 “\\ M“ 47\‘\“‘\ 61\\\‘\ 75‘\‘\\ in
G L U I UL SULIL AL UL I IULL UL B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81
67 3.20 3.40 3.60 3.80
5000 41 m/z 81.15 61.06%
27 53 96
15 61
e L U I UL SULI L UL I IULL UL B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10388: 2,3-Diazabicyclo[2.2.1]hept-2-ene, 1,4-dimethyl-
81 3.20 3.40 3.60 3.80
m/z 98.15 35.13%
5000
39 53
“ 67 9
O i“?§'|“h"'|"“"|'?$“i BARAN “l'l"'lp?""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 4 Cyclopropane, 1,1,2,3-tetra... Concentration Rank 17

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

3.59 5.46 ng 55281 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 86
2 2(5H)-Furanone, 5-methyl- 98 C5H602 000591-11-7 83
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 64

Abundance Scan 85 (3.587 min): BG040133.D (-83) (-) m/z 55.15 100.00%
55
83
5000
41 98
|| 29 | 70 3.20 3.40 3.60 3.80 4.00
b e L Tm/z 83.20 65.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3411: Cyclopropane, 1,1,2,3-tetramethyl-
55
5000 41 83
3.20 3.40 3.60 3.80 4.00
27 % m/z 41.15  27.88%
69
0 ...,....,..Jﬂ,...wim..??ﬂ.l.,??.HH..??,.:..,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
55
43 %
83 3.20 3.40 3.60 3.80 4.00
5000 m/z 98.15 27.63%
27
69
0 15 37 49 61 77 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3351: 2-Pentene, 2,3-dimethyl-
55 83 3.20 3.40 3.60 3.80 4.00
a1 m/z 39.15 17.32%
5000 98
o7 69
S S (A - 20 - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 5 2,4-Heptadiene, (E,E)- Concentration Rank 18

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

3.63 5.34 ng 54095 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 80
2 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 78
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
4 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 72
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72

Abundance Scan 92 (3.628 min): BG040133.D (-90) (-) m/z 81.15 100.00%
il
5000
96
53
39 65 | 3.20 3.40 3.60 3.80 4.00
e e e e o o e m/z 96.20 31.40%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2871: 2,4-Heptadiene, (E,E)-
5000 AR U LRSS LR AR
41 53 96 320 340 3.60 3.80 4.00
27 67 m/z 79.20 22 .27%
o | sl o | w2 mwl a
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
81
3.20 3.40 3.60 3.80 4.00
5000 m/z 53.25 15.20%
39 53 96
15 27 65
S L AL S S UL UL UL SUR LI WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl-
81 3.20 3.40 3.60 3.80 4.00
m/z 39.15 8.90%
5000
7 3 53 o 9
Oty .%?., ..ﬂlH%z..ki‘....i‘JH..|§2HHl|. e ..?%.‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 6 Cyclohexane, methyl- Concentration Rank 13

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

3.80 6.66 ng 67507 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
2 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 58
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 53
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 53
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 53

Abundance Scan 121 (3.799 min): BG040133.D (-118) (-) m/z 55.15 100.00%
55 83
5000 41 98
|‘| N 340 360 380 4.00 420
O e el L T Tm/z 830150 92.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3342: Cyclohexane, methyl-
55 83
41
5000 98
97 3.40 3.60 3.80 4.00 4.20
69 m/z 41.15  46.30%
o1 1 ‘\\ 34 ‘w H“ o | o
R I SULI SO UL I UL UL UL I IR SRS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
55 83
" 340 360 380 4.00 420
5000 m/z 98.20 42 .44%
27 98
15 69
0 62 76 91
R IR SULI SO UL I UL UM UL I LI SRS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 3.40 3.60 3.80 4.00 4.20
m/z 42.20 31.19%
5000 41 08
27 69
0 ”'P'”I}§W”jh'”j“”'ﬁMLF%JM”'W“h'P'WP'”I”'W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00 4.20

8270-BG030419.M Wed Mar 27 18:11:45 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 7 Cyclobutane, (1-methylethyl... Concentration Rank 6

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

4._.06 12.94 ng 131103 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
3 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 86
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 86
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 80

Abundance Scan 165 (4.057 min): BG040133.D (-159) (-) m/z 81.15 100.00%
il
5000
96
Tl% ﬁ3 61 7 3.80 4.00 4.20 4.40
o e et e m/z 96.20 28.95%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
3.80 4.00 4.20 4.40
27 39 53 o7 96 m/z 79.15 25.23%
0 ...,....,...‘.‘,...a‘i‘..4.6.i‘a‘l‘..,6.2.‘.‘2,..75.‘.“1.8.6.,....,...
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
81
3.80 4.00 4.20 4.40
5000 m/z 53.15 16.63%
27 39 96
53
SIS, SR AN ORI B0 AN - N
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2871: 2,4-Heptadiene, (E,E)-
3.80 4.00 4.20 4.40
m/z 39.15 15.30%
5000 a1 9%
27 53 67
(| ..,...‘N,..3§:i: Al 82 .??M‘il.qe.,..‘u.,. — o N
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 8 Cyclohexene, l1-methyl- Concentration Rank 7

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

4._.33 12.30 ng 124609 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 87
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 83
3 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 81
4 3,4-Heptadiene 96 C7H12 002454-31-1 80
5 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 76

Abundance Scan 211 (4.327 min): BG040133.D (-207) (-) m/z 81.15 100.00%
il
67
5000 96
55
39
5 | ‘ 4.00 4.20 4.40 4.60
0 ..,....,....,....-|,'|.‘.“‘.3.,9.~.|.~.,6.2.':.~,...'.','!..8?,....,... m/z 67.15 59.78%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2874: Cyclohexene, 1-methyl-
81
5000
55 67 % 4.00 4.20 4.40 4.60
39 m/z 96.15 41_.91%
0 15 27‘ |1 45 50 ‘ 62, 74, ] 9
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
81
4.00 4.20 4.40 4.60
5000 39 54 m/z 55.15 33.76%
67 96
27
15 45 62 74 91
L AL S L S S UL UL SR WL
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2871: 2,4—Heptadiene, (E,E)- LN L L L B L L B L L
4.00 4.20 4.40 4.60
m/z 68.15 33.72%
5000 a1 %
27 53 67
o 2 |y sl oo | o) mll e
m/z--> 10 ' 30 40 50 i 70 8 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 9 Cyclohexene, 3,5-dimethyl- Concentration Rank 10

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

4._.59 8.49 ng 85996 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 58
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 58
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 58
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 53
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 53

Abundance Scan 256 (4.592 min): BG040133.D (-251) (-) m/z 95.25 100.00%
95
5000 55 67
41 84 110
||| 4 77 420 4.40 4.60 4.80 5.00
Obr et 9--“ bt Ll ik Tm/z B55.15  42.94%
m/z--> 20 30 40 60 70 80 90 100 110 120
Abundance #5980. Cyclohexene, 3,5-dimethyl-
95
67
5000 N SRR SR RS S
420 4.40 4.60 4.80 5.00
L, a5 o1 110 m/z 67.10  38.44%
0,Imwl‘llsft”\i\_,49\\ 61 172 ..l 8 .| 103
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
95
67 420 4.40 4.60 4.80 5.00
5000 41 m/z 110.15 25.80%
55
110
0 'I"?TI'"'I"'4?I""I""I"'T?'§§'I"'}?q"'l""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95 420 4.40 4.60 4.80 5.00
m/z 41.15 24_78%
5000
o1 110
41 55 82
0 '|"%T|""“M"'| 'j"l"'bl'?§“ut"§?"l'l""l T AR SRS LR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG030419.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 10 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 9

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

4.78 10.06 ng 101932 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 80
4 Bicyclo[2.2.1]heptane, 2-(1,1-di... 164 C12H20 069219-08-5 72
5 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 72

Abundance Scan 288 (4.780 min): BG040133.D (-281) (-) m/z 95.15 100.00%
95
5000
o 110
41 7 o 440 460 4.80 500 5.20
Ob e e e e bl e S ey m/z 67.20 26.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6022: 1,4-Pentadiene, 2,3,3-trimethyl-
95
67
41
5000 55
4.40 4.60 4.80 5.00 5.20
27 110 m/z 110.25 16.45%
79
0 ..lu?-?.l...‘l‘lun ll‘...“ “‘.6:!-.‘.Hluu.‘.‘i‘....|‘.‘.l.|....l....|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
95
4.40 4.60 4.80 5.00 5.20
5000 m/z 55.15 14 .07%
67
41 55 82 110
27 75 | 89
G R R IR I A RS RS RS UL AR RS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- e T
95 4.40 4.60 4.80 5.00 5.20
m/z 41.20 10.25%
67
5000
‘ 82 110
0 \ ‘ | ‘ 1 ‘ al
'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"I AR SRR R RS
m/z--> 10 40 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 11 unknown5.09 Concentration Rank 20

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

5.09 5.02 ng 50892 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 43
2 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 43
3 2-Ethyl-trans-2-butenal 98 C6H100 063883-69-2 43
4 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 32
5 1-Propene, 1,1"-oxybis-, (E,E)- 98 C6H100 004696-28-0 27

Abundance Scan 341 (5.091 min): BG040133.D (-337) (-) m/z 41.25 100.00%
a4
68 95
5000 55
79 110 o' S
11l 29 || 4.80 5.00 5.20 5.40
Obr e gl L Tm/z 39.20 70.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3191: 2-Butenal, 2-ethyl-
4
98 Yy v
2000 27 5 69 4.50 5.'00 5.'20 5.210
‘ 83 m/z 68.15 58.77%
0 ..,.%?.,..ll,...ﬁllh.?%Ji:.,??uh;..??u.y..,...hq....,....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
41
6 98 480 500 520 5.40
5000 55 m/z 95.15 54 _.66%
83
27
14 49 63 77
A I R L UL UL IR IR RARES BARRE
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3207: 2-Ethyl-trans-2-butenal
4 4.80 5.00 520 5.40
m/z 43.15 54 .56%
98
5000 55 69
83
29
0 "I'%§'I"jjl"'lk'h'??ﬂll”lg%”'i"?%l""l"'“w""I""I R R L R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 12 (R)-(+)-3-Methylcyclopentanone Concentration Rank 14

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

5.42 6.27 ng 63515 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 91
2 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 91
3 Cyclohexanone 98 C6H100 000108-94-1 64
4 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 59
5 1H-Tetrazole, 1,5-dimethyl- 98 C3H6N4 005144-11-6 59

Abundance Scan 397 (5.420 min): BG040133.D (-393) (-) m/z 55.15 100.00%
2 P
69
98
5000
4 ‘ . 500 520 540 560 580
ol ety m/z 42.10 80.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3262: (R)-(+)-3-Methylcyclopentanone
55 69 98
42
5000
5.00 520 5.40 5.60 5.80
m/z 69.10 66 .64%
. 6l 50 et | 77 % |
UL RN SN UL UL UL SRR SULELELS SRR SURLLIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
42 55 o
98 5.00 520 5.40 5.60 5.80
5000 28 m/z 98.15 56.43%
34 50 63 77 83
e B S S UL I SUR LI SU L IS SUL IS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3155: Cyclohexanone
55 5.00 520 5.40 5.60 5.80
42 m/z 56.10 54 _90%
5000 98
69
27 ‘ a3
0% '|'}§'|" l"‘l'"‘”""'Siq"'l'|('3:?"|'7'4"ﬁ""'|' T T
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 13 unknown6.85 Concentration Rank 15

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

6.85 6.13 ng 62084 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-ol 86 C5H100 001569-50-2 27
2 1,10-Decanediol 174 C10H2202 000112-47-0 22
3 2H-Pyran-2-methanol, tetrahydro- 116 C6H1202 000100-72-1 22
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 22
5 1,3-Pentadiene, (2)- 68 C5H8 001574-41-0 15

Abundance Scan 640 (6.848 min): BG040133.D (-636) (-) m/z 71.15 100.00%
7
41
55 85
5000
114
I“ | h || 9f | 6.60 6.80 7.00 7.20
o S P11 P U N IS m/z 41.15 70.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1718: 3-Penten-2-ol
43 71
5000 R UL N R
27 53 6.60 6.80 7.00 7.20
m/z 43.25 58.18%
15 86
0..“Ju,”lﬂhnﬂlhkqumﬂﬁ%hhu.w.d.“.”,”.w.”.“.”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
5
41 R UL L R R
81 6.60 6.80 7.00 7.20
5000 31 m/z 85.15 57.42%
95
109
19 126
A R R RS RN AR RAARS RS RARAS RN RARR) SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8180: 2H-Pyran-2-methanol, tetrahydro-
85 6.60 6.80 7.00 7.20
m/z 55.15 56.73%
5000 a1
29 57 67
0 15 \wﬁ \‘ 50 M‘ ‘ Bl 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20

8270-BG030419.M Wed Mar 27 18:11:51 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 14 unknown7.66 Concentration Rank 1

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

7.66 91.08 ng 922851 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 778 (7.658 min): BG040133.D (-772) (-) m/z 132.15 100.00%
132
5000 68 ]\_
‘ 75 % 103 ‘ 740 7.60 7.80 8.00
o..,....,....,....',".'.‘.‘.7,!! .?.1.'.-.|,....,.f.‘?.,..!.,.'.'..,.1.1:‘3.,...., berr . m/z 68.15  42.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 UL L RN I U
7.40 7.60 7.80 8.00
33 44 o g7 105 m/z 134.15 30.14%
0 5160 078 g5 g
s 1 % % 4o 6 T 85 % 1 110 150 1 14
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.15 29.26%
104
ol 14 27 37 4451 g % 77 5997 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile AN T
132 740 7.60 7.80 8.00

m/z 69.15 17.72%

5000
92
65
39 105 ‘
27 39 Slgg | 1/ ‘ o117
SNBSS M AR | S | NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 16 Indane Concentration Rank 5

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

8.51 13.11 ng 132852 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 80
4 (2)-1-Phenylpropene 118 C9H10 000766-90-5 72
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 59

Abundance Scan 923 (8.510 min): BG040133.D (-920) (-) m/z 117.15 100.00%
147

i

5000
91 AI T T T T
39 51 63 81 103 18 8.20 8.40 8.60 8.80
R SN IR MBS N PSSt RSB HMSEC L m/z 118.15 59.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8951: Indane

—

8.20 8.40 8.60 8.80
m/z 115.15 23.13%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
117
R ERRREEE S R
8.20 8.40 8.60 8.80
5000 m/z 91.15 17.79%
91
,, 39 515865 77 103
o NSN3 S O NS 1 MBS M | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 8.20 8.40 8.60 8.80
m/z 89.15 8.57%
5000
39
27 51 58 65 78
04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 17 Benzene, 1,3-diethyl- Concentration Rank 19

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

8.62 5.10 ng 51639 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 87

Abundance Scan 942 (8.622 min): BG040133.D (-936) (-) m/z 105.15 100.00%
105 119
5000 134
91
39 515865 | | 8.20 840 8.60 880 9.00
Ol e prrrebber e byl Tmzz 119.200 95.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
820 8.40 8.60 8.80 9.00
727 91 m/z 134.20 38.58%
27 39 =51 65 ‘
0''|""|"""|""‘|""'i‘*"'s'gl""''|'"‘Hl""‘l""lm'l'""'l"l'z'?l""'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 9
820 8.40 8.60 8.80 9.00
5000 g1 134 m/z 91.15 26.95%

39 51 65 [
27
15 98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119 8.20 8.40 8.60 8.80 9.00
m/z 117.15 15.61%
5000
134
91
39 7 105
0 ..,....,..?‘.7,....‘,‘....5,‘%‘..5.8,.??.,...‘a‘,....,‘....,.‘a‘l.,..‘.‘.l..1.2.7,.‘.‘..,.. A T REE e ARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 18 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.57 10.49 ng 196487  Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Inden-1-ol, 2,3-dihydro- 134 COH100 006351-10-6 93

2 1H-Inden-5-0l, 2,3-dihydro- 134 C9H100 001470-94-6 81
3 Isophthalaldehyde 134 C8H602 000626-19-7 50
4 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 49
5 1H-Indazol-3-amine 133 C7H7N3 000874-05-5 49
Abundance Scan 1444 (11.571 min): BG040133.D (-1432) (-) m/z 133.15 100.00%
133
5000
115
51 77 105
39 | | | | ‘l 11.20 11.40 11.60 11.80
o S Y FH -“- il el Mo b w7z 134.15  51.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
11.20 11.40 11.60 11.80
o1 115 m/z 115.15 31.91%
51 63 105 ‘
O”I”'W'”W?%'ﬁ””IM“W'”MP'”“”'W'”'P'LP'”I”“W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
133
11.20 11.40 11.60 11.80
5000 m/z 91.15 22 .50%
51 77 105
27 39 63 01 115
O'W'“'w'“l“'w'“'w'“l“'w'“'w'g%“'w'“'w'“l”'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15252: Isophthalaldehyde
184 11.20 11.40 11.60 11.80
51 77 105 m/z 77.15 21.30%
5000
29 g
0..,..Jﬂ,..JH,”..ql...,??..,nﬂ.l,.§§,....,.ll.,..”,.... TN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 19 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.87 ng 128779 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
2 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 58
3 N-Ethylbenzimidoyl bromide 211 C9H10BrN 041182-87-0 53
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
5 Styrene 104 C8HS8 000100-42-5 49
Abundance Scan 1573 (12.328 min): BG040133.D (-1570) (-) m/z 104.15 100.00%
104 132
5000 78
51 P e
12.00 12.20 12.40 12.60
0 ...‘.,l.i.».--.',....',....2,0.7...,....,....,....,....4‘?0. m/z 132.10 88.31%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104
132
5000 B SRR UL SO RO
51 12,00 12.20 12.40 12.60
m/z 103.15 42 .63%
AN
0 ‘.“‘a‘l‘.‘““.““.‘.|...‘.|....l....l....l....|....|....|.
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
104
12.00 12.20 12.40 12.60
5000 78 m/z 78.15 37.62%
51
27
L s L U UL L WU UL L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #70475: N-Ethylbenzimidoy| bromide
104 12.00 12.20 12.40 12.60
132 m/z 51.15 24 _46%
5000
51 77
27 l
0 'AbLI}J"I""I'"'I""I""I""I'”'I""I'
mz-> 0 50 100 150 200 250 300 350 400 450 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 20 Ethanone, 1-(2,4-dimethylph... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.75 5.51 ng 103193 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanone,
2 Ethanone,
3 Ethanone,
4 Ethanone,

5 3-Isopropylbenzaldehyde

1-(2,4-dimethylphenyl)- 148 C10H120
1-(3,4-dimethylphenyl)- 148 C10H120
1-(2,5-dimethylphenyl)-
1-(4-ethylphenyl)- 148 C10H120
148 C10H120

148 C10H120

000089-74-7 96
003637-01-2 95
002142-73-6 93
000937-30-4 90
034246-57-6 87

m/z 133.15 100.00%

12.40 12.60 12.80 13.00

m/z 105.15 53.57%

12.40 12.60 12.80 13.00

m/z 148.25 35.69%

12.40 12.60 12.80 13.00

m/z 77.15 19.75%

.

12. 40 12. 60 12. 80 13. 00

m/z 79.15 15.67%

Abundance Scan 1645 (12.751 min): BG040133.D (-1638) (-)
105
5000
148
77
0 43 53 63 89 115 . 179
- IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22704: Ethanone, 1-(2,4-dimethylphenyl)-
33
105
5000 148
51
m/z--> 20 40 60 100 120 140 160 180
Abundance
133
105
5000 148
7
27 39 51 63 91 115
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22696: Ethanone, 1-(2,5-dimethylphenyl)-
105 133
5000 148
1
15 27 m ‘ ‘\ 115 | !
...,....,.. .,....,....,....,....,... R e
m/z--> 20 100 120 140 160 180

4
12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032519\
Data File : BG040133.D

Acq On : 26 Mar 2019 1:32

Operator : JU/SJ

Sample - K2059-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Butane, 2-methoxy... 3.26 62.3 ng 631268 1 8.14 202642 20.0
2,4-Hexadiene, 3-... 3.49 7.4 ng 75216 1 8.14 202642 20.0
Cyclopropane, 1,1... 3.59 5.5 ng 55281 1 8.14 202642 20.0
2,4-Heptadiene, (... 3.63 5.3 ng 54095 1 8.14 202642 20.0
Cyclohexane, methyl- 3.80 6.7 ng 67507 1 8.14 202642 20.0
Cyclobutane, (1-m... 4_06 12.9 ng 131103 1 8.14 202642 20.0
Cyclohexene, 1-me... 4.33 12.3 ng 124609 1 8.14 202642 20.0
Cyclohexene, 3,5-... 4.59 8.5 ng 85996 1 8.14 202642 20.0
1,4-Pentadiene, 2... 4.78 10.1 ng 101932 1 8.14 202642 20.0
unknown5.09 5.09 5.0 ng 50892 1 8.14 202642 20.0
(R)-(+)-3-Methylc. .. 5.42 6.3 ng 63515 1 8.14 202642 20.0
unknown6 .85 6.85 6.1 ng 62084 1 8.14 202642 20.0
unknown? .66 7.66 91.1 ng 922851 1 8.14 202642 20.0
Indane 8.51 13.1 ng 132852 1 8.14 202642 20.0
Benzene, 1,3-diet... 8.62 5.1 ng 51639 1 8.14 202642 20.0
1H-Inden-1-ol, 2,... 11.57 10.5 ng 196487 2 10.96 374654 20.0
1H-Inden-1-one, 2... 12.33 6.9 ng 128779 2 10.96 374654 20.0
Ethanone, 1-(2,4-... 12.75 5.5 ng 103193 2 10.96 374654 20.0
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