LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On : 12 Mar 2019 18:54 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1842-09 PR-MW-02 030819

ALS Vial : 13 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 M\METHODS\8270-BM031119.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 5.263 363 370 381 rBVY 2107968 3210003 14.34% 2.455%
2 6.151 512 521 534 rBVY 2724562 3901399 17.43% 2.984%
3 6.640 597 604 611 rBV 991986 1525387 6.81% 1.167%
4 6.840 632 638 652 rVB 1370612 2218392 9.91% 1.697%
5 7.198 691 699 706 rBVY 4394765 6832815 30.52% 5.225%
6 7.551 755 759 766 rVB 249643 383088 1.71% 0.293%
7 7.663 771 778 786 rVvV 925131 1484056 6.63% 1.135%
8 7.763 789 795 804 rVB 773360 1195794 5.34% 0.914%
9 7.981 823 832 836 rBY 3660482 6055891 27.05% 4.631%
10 8.022 836 839 848 rVV 1810700 2752868 12.30% 2.105%

11 8.134 852 858 866 rBvV 407763 632160 2.82% 0.483%
12 8.292 878 885 888 rBvV 254859 409132 1.83% 0.313%
13 8.334 888 892 902 rVvB 179553 302584 1.35% 0.231%
14 8.751 956 963 969 rvB2 966651 1571684 7.02% 1.202%
15 8.834 969 977 987 rBV2 4242495 6869394 30.68% 5.253%

16 8.987 997 1003 1011 rVvB4 106673 241809 1.08% 0.185%
17 9.087 1011 1020 1025 rBV3 170644 318652 1.42% 0.244%
18 9.269 1046 1051 1058 rVB 553651 847563 3.79% 0.648%
19 9.634 1104 1113 1118 rBV3 190935 364379 1.63% 0.279%
20 9.692 1118 1123 1132 rVB 537747 956981 4.27% 0.732%

21 9.839 1136 1148 1157 rBV2 2437967 4237407 18.93% 3.241%
22 10.075 1182 1188 1193 rVB 186939 311876 1.39% 0.239%
23 10.451 1238 1252 1256 rBV2 1174935 2619445 11.70% 2.003%
24 10.551 1264 1269 1277 rVB 314173 552848 2.47% 0.423%
25 10.804 1306 1312 1316 rBV 142255 231712 1.03% 0.177%

26 10.904 1324 1329 1336 rVB 267671 448154 2.00% 0.343%
27 11.016 1341 1348 1352 rBV 194464 360094 1.61% 0.275%
28 11.345 1397 1404 1411 rVB3 202386 390487 1.74% 0.299%
29 11.545 1433 1438 1443 rVV 197323 297073 1.33% 0.227%
30 11.633 1447 1453 1461 rVB 531942 882516 3.94% 0.675%

31 11.998 1507 1515 1522 rVB 519670 861505 3.85% 0.659%
32 12.116 1530 1535 1543 rVB 834746 1337690 5.97% 1.023%
33 12.339 1566 1573 1581 rBV 2313452 3751104 16.75% 2.869%
34 12.716 1634 1637 1644 rVB2 172747 264330 1.18% 0.202%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On : 12 Mar 2019 18:54 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1842-09 PR-MW-02 030819

ALS Vial : 13 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 :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.927 1666 1673 1680 rBV 9101993 13422192 59.95% 10.265%

36 13.039 1688 1692 1699 rVB 236979 346814 1.55% 0.265%
37 13.469 1760 1765 1766 rBV 317068 408143 1.82% 0.312%
38 13.627 1785 1792 1796 rBV 653911 1136504 5.08% 0.869%
39 13.680 1796 1801 1805 rVB3 299192 530463 2.37% 0.406%
40 13.869 1828 1833 1836 rBVY 258137 380938 1.70% 0.291%

41 14.033 1852 1861 1866 rBV2 154008 352318 1.57% 0.269%
42 14.316 1897 1909 1916 rBV2 2122687 3516937 15.71% 2.690%
43 14.516 1933 1943 1947 rBV2 605114 1380558 6.17% 1.056%
44 14.557 1947 1950 1954 rVB2 158938 232257 1.04% 0.178%
45 14.716 1973 1977 1984 rVB2 167117 290218 1.30% 0.222%

46 14.945 2006 2016 2021 rBV3 149978 400317 1.79% 0.306%
47 15.233 2061 2065 2078 rVB 514350 863536 3.86% 0.660%
48 15.816 2157 2164 2170 rBV 8143649 11497231 51.35% 8.792%
49 16.063 2201 2206 2216 rBVY 282696 460673 2.06% 0.352%
50 17.068 2371 2377 2384 rBV2 2706048 3947735 17.63% 3.019%

51 17.957 2523 2528 2539 rBV 471695 739991 3.31% 0.566%
52 19.245 2743 2747 2756 rBV2 140602 236823 1.06% 0.181%
53 19.709 2820 2826 2842 rBV 18058438 22389113 100.00% 17.122%
54 20.968 3036 3040 3047 rBV2 181598 252126 1.13% 0.193%
55 21.268 3086 3091 3102 rBV 3383488 4312231 19.26% 3.298%

56 22.292 3262 3265 3273 rVB 212313 274443 1.23% 0.210%
57 22.421 3283 3287 3292 rVB 496782 616744 2.75% 0.472%
58 22.797 3347 3351 3356 rVB 218514 285891 1.28% 0.219%
59 23.356 3443 3446 3453 rVB 194572 307930 1.38% 0.235%
60 23.503 3465 3471 3484 rVB2 1817604 3559615 15.90% 2.722%

Sum of corrected areas: 130762013
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM019118.D
1.5e+07
1e+07
5000000 7.20
708 8.83
5.26 6.15 02 9.84
6.65:84 &6 8. 7 3
i\ 75070 le o °i[T500927 o%88 1007 AMSQJG@a21134§§
Ot rer e et e et e e e W A e e A e A A A A e SR et S A A e
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8% 8.50 9.00 gm 10.00 mw 11.00 11.50
Abundance TIC: BM019118.D
19.71
1.5e+07
1le+07 12.93
15.82
5000000
12.34 14.32 17.07
1218_3}\~ : ﬂﬂjk 5.23 17.96
P araos 13 B eres [ Femods® oo | e seas ||
Time--> 12.00 1250 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
Abundance TIC: BM019118.D
1.5e+07
1e+07
5000000
21.27
23.50
20.97 222§§342 22.80 23&A
O e e e T N R R R
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, (1-methylethyl)- Concentration Rank 3

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

6.15 52.58 ng 3901400 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 86
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 86
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 83
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83

Abundance Scan 521 (6.151 min): BM019118.D (-512) (-) m/z 105.10 100.00%
105
5000
oy P o o e
39 63 91 : , , ,
...,....-,.."..,-.~...|'|,..l..,':...,~....,....,....,....,2?97.. m/z 120.10 24.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9119: Benzene, (1-methylethyl)-
105
5000 AR RS L R
5.80 6.00 6.20 6.40
17 120 m/z 77.00 17.76%
27 3I9 5|1 63 I gll Ll
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9133: Benzene, 1-ethyl-3-methyl-
105
580 6.00 620 640
5000 m/z 79.10 15.72%
120
39 51 65 e ‘
..1.5|.2‘.7..‘|..“..|‘.‘...“‘,..“:.|‘.‘..‘.‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9132: Benzene, 1-ethyl-2-methyl- e B
105 5.80 6.00 6.20 6.40

m/z 103.10 11.21%

5000
120

77 91
39 51 65
15 27 °7 ) M ‘ Ll

B B o o B o o BRI o e o R e R RS s e

m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, propyl- Concentration Rank 7

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

6.64 20.56 ng 1525390 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 604 (6.640 min): BM019118.D (-597) (-) m/z 91.00 100.00%
q1
5000
120 m"'W'”'I”'W"”I'”
65
39 51 O 78 105 | 007 6.40 6.60 6.80 7.00
SRS v S N NS e - S —— 0] m/z 120.10  21.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9108: Benzene, propyl-
91
5000 UERBE LRSS S IR
6.40 6.60 6.80 7.00
65 120 m/z 65.00 11.66%
15 27 PS5 | B s
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #63690: N-Benzyl-2-phenethylamine
g1
120 6.40 6.60 6.80 7.00
5000 m/z 92.10 10.24%
65
28 39 51 | 77 | 105 | 132 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85320: Phenethylamine, N-benzyl-p-chloro- A
91 6.40 6.60 6.80 7.00
m/z 78.00 6.62%
120
5000
28 41 65 77 | 103 | 139 164
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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8270-BM031119.M Wed Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019118.D

Aca On : 12 Mar 2019 18:54

Operator : JU/SJ

Sample : K1842-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
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 unknown7.20 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.20 92.08 ng 6832820 1,4-Dichlorobenzene-d4 7.66

MW  MolForm
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 699 (7.198 min): BM019118.D (-691) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 78 06 =0 L2 Loy 182
g8 lewr y o207 77 68.10  49.68%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IIIIIIIIIIIIIIIIIIIIII
6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.51%
31 51
.|.."-,:.|!.,.:.j?....,.|...,..-.,....,....,....,....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
S
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.17%
33 44 70 105
”..,.”.,...w....“...,...,..”,....“...,”..
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal LS
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 19.97%
5000 67
41 53 97 117
b
el g 207 LW
m/z--> 40 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

13 18:16:11 2019

PR-MW-02 030819
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzeneacetaldehyde, .alpha... Concentration Rank 17

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

7.55 5.16 ng 383088 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 87
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 86
3 2-Tolvloxirane 134 C9H100 002783-26-8 78
4 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 72
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 72

Abundance Scan 759 (7.551 min): BM019118.D (-755) (-) m/z 105.05 100.00%
105
5000
134 A NS RAR AN RARSE RS
77
7.20 7.40 7.60 7.80
51
2 ST 3 N80 g ur | 207 Tn/7 134.10  14.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14834: Benzeneacetaldehyde, .alpha.-methyl-
105
5000 AL L IR L
7.20 7.40 7.60 7.80
77 134 m/z 77.05 13.35%
27 39 5t 63 || 9 || 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14338: Benzene, (1-methylpropyl)-
105
7.20 7.40 7.60 7.80
5000 m/z 79.00 10.84%
77 91
27 39 51 134
T N 0 =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14756: 2-Tolyloxirane
105 7.20 7.40 7.60 7.80

m/z 103.00 9.01%

5000
134
77 91 119

27 39 51 65 || |
e B e T R S e e

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

7.76 16.12 ng 1195790 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 794 (7.757 min): BM019118.D (-789) (-) m/z 105.10 100.00%
105
5000 120
39 51 65 || 9|1 207 740 760 7.80 800
%24 'm/z 120.10 37.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9116: Benzene, 1,2,3-trimethyl-
105
5000 120 R A ARSI

7.40 7.60 7.80 8.00

39 0
27 51 g3 7 91 m/z 76.95 13.69%
L N i e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9111: Benzene, 1,2,4-trimethyl-
105
7.40 7.60 7.80 8.00
5000 120 m/z 91.05 10.31%
28 77 o1
51 65
AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9131: Benzene, 1-ethyl-3-methyl-
105 7.40 7.60 7.80 8.00
m/z 79.00 9.70%
5000
120

27 % 51 g5 77 0L
l | ‘\\ ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Indane Concentration Rank 4

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

8.02 37.10 ng 2752870 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
3 Deltacvclene 118 C9H10 007785-10-6 74
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 59
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50

Abundance Scan 839 (8.022 min): BM019118.D (-836) (-) m/z 117.10 100.00%
117
5000 /J\
63 - | 7.60 7.80 8.00 8.20 840
39 51 77 103 : : : : :
o! L 2 m/z 118.05  54.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Indane
147
5000 R R A AR
7.60 7.80 8.00 8.20 8.40
o1 m/z 115.00 29 .52%
15 27 39 51 63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117
7.60 7.80 8.00 8.20 840
5000 o1 m/z 91.05 17.76%
g |2 |
s 30 M 6 8 a0 130 150 1% 180 o6
Abundance #8677: Deltacyclene
117 7.60 7.80 8.00 8.20 8.40
m/z 63.00 8.51%
5000
a9 91
Bem |
il Il | Il AR
m/z--> 20 40 60 80 100 12'0 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 1,2-diethyl- Concentration Rank 9

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

8.13 8.52 ng 632160 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 81

Abundance Scan 857 (8.128 min): BM019118.D (-852) (-) m/z 105.10 100.00%
105 119
5000 134
91
30 51 65 | i o sk
51 : : : :
k2297 Tm/z 119.10  93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14329: Benzene, 1,2-diethyl-
105 149
5000 134
o1 7.80 8.00 8.20 8.40
77 m/z 134.10 44 _37%
27 39 51 65
15 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14328: Benzene, 1,4-diethyl-
105 119
7.80 8.00 8.20 8.40
5000 134 m/z 91.10 31.68%
91
gas el | |
1 | | | mn |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14326: Benzene, 1,3-diethyl-
105 119 7.80 8.00 8.20 8.40
m/z 77.00 21.03%
5000 134
91
77
39
..1.5|.2‘.7‘..‘l‘..s“fl.fﬁ..“‘l..‘..“l‘..‘.‘l...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BM031119.M Wed Mar 13 18:16:14 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,2,3,4,5,8-Hexahydronaphth... Concentration Rank 16

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

8.29 5.51 ng 409132 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4.5.8-Hexahvdronaphthalene 134 C10H14 036231-13-7 64
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 60
3 3-Thuien-2-o0l. stereoisomer 152 C10H160 003310-03-0 50
4 Benzene. butvl- 134 C10H14 000104-51-8 47
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 27

Abundance Scan 885 (8.292 min): BM019118.D (-878) (-) m/z 91.00 100.00%
91
5000 105 119 .,
39 51 6|5 7|7 207 8.00 820 840 8.60
...,.”.v.A.,t”.W.nn, ST T NMMMMMMMMMMIL L m/z 119.10 47 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14387: 1,2,3,4,5,8-Hexahydronaphthalene
91
5000
134 8.00 8.20 8.40 8.60
0
39 5_65'” 105 119 m/z 105.10 47 .80%
15 27 |
L mA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14337: Benzene, (2-methylpropyl)-
91
8.00 8.20 8.40 8.60
5000 m/z 92.10 42 .82%
65 134
15 27 3\9\\ ?1 | 7\7 N 103 1:!'5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24001: 3-Thujen-2-ol, stereoisomer
91 8.00 8.20 8.40 8.60

m/z 134.10 40.29%

5000

119

41

T
i | !

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BM031119.M Wed Mar 13 18:16:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,4-diethyl- Concentration Rank 20

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

8.33 4.08 ng 302584 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 58
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 53

Abundance Scan 891 (8.328 min): BM019118.D (-888) (-) m/z 105.00 100.00%
195 119
5000
134
77
39 55 63 || 89 97 | || 126 8.00 8.20 8.40 8.60
S R IO 10 1 m/z 119.10 92.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl-
105 .9
5000 01 134
8.00 8.20 8.40 8.60
77 m/z 134.10 35.64%
27 39 51 65 |
'W'+?'P'J'P"J”“"ﬂp““lHJ”I"JH"“HP'%%J'LI'Jll'}%z"'W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
105 119
8.00 8.20 8.40 8.60
5000 134 m/z 117.05 25.53%
91
B B e U el |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14326: Benzene, l,3—diethy|— LA L L B B N LB |
105 119 8.00 8.20 8.40 8.60
m/z 77.00 22 .29%
5000 134
91
39
s 7 2 e U ey i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BM031119.M Wed Mar 13 18:16:15 2019 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031219\
BMO19118.D

12 Mar 2019 18:54

Ju/sJ

K1842-09

13 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

11 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

Peak Number

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

8.75 21.18 ng 1571680 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 64
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 64
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64

5 Benzene,

1-methyl-4-(1-methyleth... 134 C10H14

000099-87-6 64

Abundance Scan 963 (8.751 min): BM019118.D (-956) (-)
119
5000
91
65 77
39 51 207
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
91 134
39 51 65 " 105
w..}?,ﬁg.,.”n,..”h..”,M.JH....“.......,”..,.”.
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
91 134
7 105
51 65 ‘
SN il N WY N NS —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14362: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134
2 1527 3% 51 65 77 a 105 |
] | Ly il I Ll
I B B o o o e o B R S SRR R
m/z--> 0 20 40 60 80 100 120 140 160 180 200

m/z 119.10 100.00%

8.40 8.60 8.80 9.00

m/z 117.00 45.61%

8.40 8.60 8.80 9.00

m/z 91.00 28.42%

8.40 8.60 8.80 9.00

m/z 134.10 27 .90%

8.40 8.60 8.80 9.00

m/z 115.00 20.10%

8.40 8.60 8.80 9.00

8270-BM031119.

M Wed Mar 13 18:16:16 2019

PR-MW-02 030819

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

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

9.27 6.47 ng 847563 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 94

Abundance Scan 1051 (9.269 min): BM019118.D (-1046) (- m/z 119.05 100.00%
119
5000 134
77 & 9.00 9.20 9.40 9.60
39 51 5g 65 103 - - - -
..,....,....,....',....,...5.8,.':':.,...'.,?ﬁ‘..,':...,....1,1.1..'.'..1.2]7,....,.. m/z 134.10 43.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
9.00 9.20 9.40 9.60
o1 m/z 91.00 18.74%
15 27 3% 515865 77 | 98105 | 127
wes B R R e e e e 1 14 1 14
Abundance #14356: Benzene, 1,2,3,5-tetramethyl-
119
134 9.00 9.20 9.40 9.60
5000 m/z 77.00 9.79%
27 39 g 77 91
"|“"|'“h|"“hh"w““?ﬁ'??'w"hl“"m"g%}gﬁl'”“"}%z'b'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119 9.00 9.20 9.40 9.60
m/z 120.10 9.63%
5000
91 134
105
5 27 B gt 98 | L1l 127
m/z--> 10 20 §0 40 55 60 70 80 95 160 110 120 130 150 9.00 9.20 9.40 9.60

8270-BM031119.M Wed Mar 13 18:16:16 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 11

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

9.69 7.31 ng 956981 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81

Abundance Scan 1123 (9.692 min): BM019118.D (-1118) (-) m/z 117.10 100.00%
117
5000 132
51 65 77 St | 9.40 9.60 9.80 10.00
39 102 : : : :
b7 m/z 132.10 37.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117
JAN
2000 132 9.40 9.60 9.80 10.00
a9 o1 m/z 115.00 26.61%
27 51 65 77 103 |
Ll
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117
9.40 9.60 9.80 10.00
5000 132 m/z 131.10 21.83%

27 39 51 g5 47 91 ‘
| ‘ \‘ I | ‘ 103 ‘H Ll

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13567: Indan, 1-methyl-

117 9.40 9.60 9.80 10.00
m/z 91.05 16.14%

5000
132

91
39 51 65
2r 57 5 W 7T | 103 ‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BM031119.M Wed Mar 13 18:16:17 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-butenyl- Concentration Rank 5

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

9.84 32.35 ng 4237410 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
2 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 64
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 64
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 50

Abundance Scan 1148 (9.839 min): BM019118.D (-1136) (-) m/z 119.10 100.00%
119

—

5000 134
6 77 R e A EREEE R EEa
39 51 | 103111 | 145 9.60 9.80 10.00 10.20
el et S lll 145 Tnzz 117.05  88.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13577: Benzene, 2-butenyl-
117
91
5000 132
9.60 9.80 10.00 10.20
39 m/z 134.10 38.29%
27 | | 108 |
.W.HWHJWHH,””P.”PL.PHL.”hh.WN”,”JP.mpm.P”w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13619: Benzene, 1-methyl-4-(2-propenyl)-
117
N R NREEEEma
132 9.60 9.80 10.00 10.20
5000 m/z 115.00 31.72%
91
39 51 105
27
..,.1..5.,...‘.,....‘,....;‘....,.‘l..,...‘l‘,....,....,.‘.‘..,...l,...‘l‘,‘.‘...,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13615: Benzene, 2-ethenyl-1,4-dimethyl-
117 9.60 9.80 10.00 10.20
132 m/z 91.05 30.87%
5000
91
65
105
..“”w.”w”.fanﬂm”“W.“”M.”n”.wmh,nﬂp.J“M.“”w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20

8270-BM031119.M Wed Mar 13 18:16:18 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.55 4.22 ng 552848 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 95
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 94
3 Benzene. 1l-methvl-3-(1-methvl-2-... 146 C11H14 052161-57-6 91
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 91
Abundance Scan 1269 (10.551 min): BM019118.D (-1264) (-) m/z 131.10 100.00%
5000
146
o e 10.20 10.40 10.60 10.80
39 51 65 77 103 : : : :
..,....,....-,....,~....,.-.-..,...'.,....,|....,.-.~..,..“.,...-!';!...,..'.'.,...1.?9... m/z 146.10 29.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 10.20 10.40 10.60 10.80
1 m/z 115.05 19.13%
27 39 5|1 64 77 91 105 115 o
f il Il L i L
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20721: Benzene, (2-methyl-1-butenyl)-
131
146 10.20 10.40 10.60 10.80
5000 o1 m/z 91.00 16.69%
115
7 % s & V| ws ||
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20773: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- A RA RS B
131 10.20 10.40 10.60 10.80
m/z 116.10 13.49%
5000 g1
16 146
1 T s e 7 05 |||
. ! NN Ll " il T L1 Al !
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80

8270-BM031119.M Wed Mar 13 18:16:18 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.63 6.74 ng 882516 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 78
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 74
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 55
Abundance Scan 1452 (11.628 min): BM019118.D (-1447) (-) m/z 131.10 100.00%
118 131
146
5000
91
39 51 65 1/ | 207 11.40 11.60 11.80 12.00
o} e e m/z 118.05 86.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20756: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000
11.40 11.60 11.80 12.00
m/z 146.05 70.83%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20764: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
11.40 11.60 11.80 12.00
m/z 117.05 44 _85%
5000 105 4
91
39 51 g3 17 ‘ ‘
...“...hlﬂh,W.h»,”u.,h..H.MW.NL..,...W....,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20738: Benzene, 2-ethenyl-1,3,5-trimethyl-
131 11.40 11.60 11.80 12.00
146 m/z 105.05 32.69%
5000 01
115
39 51 77
27 65
||1|5|||||‘i‘||“=‘| |‘H|‘i‘|‘”|||‘=|]|-‘O‘|?|||“| |‘|h||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.00 6.58 ng 861505 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 87
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 80
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
Abundance Scan 1515 (11.998 min): BM019118.D (-1507) (-) m/z 131.05 100.00%
118 |
146
5000
o; 105
39 51 63 /7 207 11.60 11.80 12.00 12.20 12.40
SV N m/z 118.05  74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131
146
5000 o1 105 11.60 11.80 12.00 12.20 12.40
07 39 51 g3 77 m/z 146.10 62 .34%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146 11.60 11.80 12.00 12.20 12.40
5000 m/z 117.10 42 _.17%
27 39 91 105
15 51 o3 77
||‘|||‘l‘| |‘i‘||“l‘|‘|‘mu‘l”l‘hl||H||“|‘||l‘||‘“l|||“:::|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131 11.60 11.80 12.00 12.20 12.40
146 m/z 105.05 33.38%
5000 01
39 51 g5 77 | 103
S T N O W Y
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.63 6.46 ng 1136500 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 1792 (13.627 min): BM019118.D (-1785) (-) m/z 156.05 100.00%
141 1%6
5000
63 77 115 128 13.40 13.60 13.80 14.00
39 51 89 102 : : :
0 29 | 'm/z 141.00 87.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27183: Naphthalene, 2,6-dimethyl-
141 15%6
5000
13.40 13.60 13.80 14.00
115 1,8 m/z 155.05 31.56%

63 77
15 27 39 °1 89 102

|
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #27195: Naphthalene, 1,6-dimethyl-
156
141
13.40 13.60 13.80 14.00
5000 m/z 115.05 18.07%
115
63 77 128
TR O 0 W T | N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27169: Naphthalene, 1,7-dimethyl- A A ma Rt
141 1%6 13.40 13.60 13.80 14.00
m/z 153.00 14 _79%
5000
115
63 77 128
T I | NE—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 7.85 ng 1380560 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 47
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 45
3 Cvclopropanecarboxvlic acid. 1-p... 162 C10H1002 006120-95-2 43
4 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 42
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 38

Abundance Scan 1944 (14.521 min): BM019118.D (-1933) (-) m/z 119.10 100.00%

119

5000

14.20 14.40 14.60 14.80
m/z 164.00  71.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8699: Benzene, 1-ethenyl-3-methyl-
7

5000

14.20 14.40 14.60 14.80
m/z 105.10 59.36%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31594: Benzoic acid, 2,4,5-trimethyl-
146 164
119 T T T
14.20 14.40 14.60 14.80
5000 m/z 117.05 52.76%
77 o1 105
S 0 [
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30415: Cyclopropanecarboxylic acid, 1-phenyl-
117 162 14.20 14.40 14.60 14.80
m/z 118.05 50.74%
5000
91
39 51 144
63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019118.D

Aca On - 12 Mar 2019 18:54

Operator : JU/SJ

ﬁ?ggle i K1842-09 PR-MW-02 030819
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 N1,N1-Diethyl-3-methyl-para... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.23 4.91 ng 863536 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N1.N1-Diethvl-3-methvl-para-phen... 178 C11H18N2 002051-79-8 72
2 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 64
3 Propofol 178 C12H180 002078-54-8 64
4 Imidazole. 4.5-dichloro-2-isopro... 178 C6H8CI2N2 1000262-40-5 59
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 59
Abundance Scan 2064 (15.227 min): BM019118.D (-2061) (-) m/z 163.00 100.00%
143
5000 178
133
7 115
39 51 65 1 | 145 15.00 15.20 15.40 15.60
...,....',-..-.-.,....,..|..,.?..':'-',...'.,.'.'..;!...I,..l??,?o.?. m/z 178.10  45.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41187: N1,N1-Diethyl-3-methyl-para-phenylenediamine
163
178
5000 RIS BN SULRULS B R
134 15.00 15.20 15.40 15.60
m/z 133.05 24 .89%
15 20 4253 66 77 93 00 190 m 148 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41008: 4-1sopropylphenylacetic acid
117 163
15.00 15.20 15.40 15.60
5000 m/z 91.00 19.18%
91 178
77
w2 T BT Pl P |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41203Pr0p0f0| LI L L B LB B
163 15.00 15.20 15.40 15.60
m/z 77.00 13.69%
5000
178
o1 117
15 27 4151 65 77 71108 || 5147 |
m/z--> 20 40 6|0 80 100 12'0 14'10 160 1éo 200 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031219\

Data File : BM019118.D

Acq On : 12 Mar 2019 18:54 Instrument :

Operator : JU/SJ EFA%Q el
- _ lentosampleld :

3?2?6 - (184209 PR-MW-02 030819

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, (1-methy... 6.15 52.6 ng 3901400 1 7.66 1484060 20.0
Benzene, propyl- 6.64 20.6 ng 1525390 1 7.66 1484060 20.0
unknown7 .20 7.20 92.1 ng 6832820 1 7.66 1484060 20.0
Benzeneacetaldehy. .. 7.55 5.2 ng 383088 1 7.66 1484060 20.0
Benzene, 1,2,3-tr... 7.76 16.1 ng 1195790 1 7.66 1484060 20.0
Indane 8.02 37.1 ng 2752870 1 7.66 1484060 20.0
Benzene, 1,2-diet... 8.13 8.5 ng 632160 1 7.66 1484060 20.0
1,2,3,4,5,8-Hexah... 8.29 5.5 ng 409132 1 7.66 1484060 20.0
Benzene, 1,4-diet... 8.33 4.1 ng 302584 1 7.66 1484060 20.0
Benzene, l-ethyl-_._. 8.75 21.2 ng 1571680 1 7.66 1484060 20.0
Benzene, 1,2,4,5-._.. 9.27 6.5 ng 847563 2 10.45 2619450 20.0
1H-Indene, 2,3-di... 9.69 7.3 ng 956981 2 10.45 2619450 20.0
Benzene, 2-butenyl- 9.84 32.4 ng 4237410 2 10.45 2619450 20.0
1H-Indene, 2,3-di... 10.55 4.2 ng 552848 2 10.45 2619450 20.0
Naphthalene, 1,2,... 11.63 6.7 ng 882516 2 10.45 2619450 20.0
Naphthalene, 1,2,... 12.00 6.6 ng 861505 2 10.45 2619450 20.0
Naphthalene, 2,6-... 13.63 6.5 ng 1136500 3 14.32 3516940 20.0
unknownl14 .52 14.52 7.8 ng 1380560 3 14.32 3516940 20.0
N1,N1-Diethyl-3-m... 15.23 4.9 ng 863536 3 14.32 3516940 20.0
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