LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On 23 Jul 2020 17:31 Instrument :
Operator : JU/CG (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i L3381-07 36¢GRH}A$A8
ALS Vial : 9 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-BM070820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.560 136 140 150 rvB 33235 53382 1.56% 0.156%
2 4.478 290 296 302 rBV2 28188 45625 1.34% 0.133%
3 4.796 338 350 353 rBV2 19836 56064 1.64% 0.163%
4 4.925 366 372 391 rBY 1368614 1980574 57.97% 5.772%
5 5.331 434 441 446 rVB7 24428 49438 1.45% 0.144%

6.501 633 640 657 rVvB 1225625 2017920 59.06% 5.880%
6.925 706 712 722 rBv4 58645 142140 4.16% 0.414%
rBv2 481633 729473 21.35% 2.126%
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7.507 807 811 814 rBV 48848 64598 1.89% 0.188%
1 7.543 814 817 826 rVB6 23102 41756 1.22% 0.122%
11 7.813 857 863 868 rBv2 84713 126832 3.71% 0.370%
12 7.948 883 886 894 rVvB 40507 59895 1.75% 0.175%
13 8.148 913 920 924 rBV3 23668 42983 1.26% 0.125%

14 8.243 931 936 940 rBV 105053 218343 6.39% 0.636%
15 8.431 961 968 977 rvV 758790 1226689 35.90% 3.575%

16 8.507 977 981 990 rVB 45933 72252 2.11% 0.211%
17 8.619 990 1000 1006 rVB 18350 57161 1.67% 0.167%
18 9.466 1139 1144 1147 rBV3 23739 37154 1.09% 0.108%
19 9.919 1215 1221 1230 rVBS8 21282 65048 1.90% 0.190%
20 10.031 1230 1240 1246 rBV 544981 941151 27 .55% 2.743%
21 10.084 1246 1249 1254 rVB 58875 87365 2.56% 0.255%
22 10.225 1267 1273 1278 rBV 76793 112877 3.30% 0.329%
23 10.525 1320 1324 1333 rVB7 18100 39806 1.17% 0.116%
24 10.719 1352 1357 1365 rVB10 20109 50616 1.48% 0.148%
25 10.895 1380 1387 1392 rBV6 25330 53798 1.57% 0.157%
26 10.972 1394 1400 1406 rVB4 26668 52719 1.54% 0.154%
27 11.084 1413 1419 1424 rBV2 135434 224031 6.56% 0.653%
28 11.325 1455 1460 1467 rVB7 20541 38320 1.12% 0.112%
29 11.495 1485 1489 1495 rVB 31449 48113 1.41% 0.140%
30 11.713 1521 1526 1533 rVB3 68589 147593 4._.32% 0.430%
31 12.201 1605 1609 1616 rBV5 30793 66276 1.94% 0.193%
32 12.266 1618 1620 1628 rVB9 28052 39525 1.16% 0.115%
33 12.342 1628 1633 1638 rBV2 45661 76573 2.24% 0.223%

34 12.483 1653 1657 1663 rBV 139297 219794 6.43% 0.641%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On 23 Jul 2020 17:31 Instrument :
Operator : JU/CG (B.‘,’I\ligﬁ,;ﬂSam ol
3?22'6 i L3381-07 36¢GRH}A$A8
ALS Vial : 9 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\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.548 1663 1668 1676 rVB 1566716 2287053 66.94% 6.665%

36 12.701 1691 1694 1698 rVB3 32847 38901 1.14% 0.113%
37 12.742 1698 1701 1706 rBV5 31061 57760 1.69% 0.168%
38 12.801 1706 1711 1716 rVB3 44244 89015 2.61% 0.259%
39 12.925 1728 1732 1741 rVB7 44008 107603 3.15% 0.314%
40 13.101 1758 1762 1764 rBV4 33945 47808 1.40% 0.139%
41 13.260 1785 1789 1793 rBV5 41286 64154 1.88% 0.187%
42 13.313 1793 1798 1801 rBV6 24541 48661 1.42% 0.142%

43 13.354 1801 1805 1810 rVB2 118357 151582 4.44% 0.442%
44 13.425 1812 1817 1820 rBVY 209192 306991 8.98% 0.895%
45 13.460 1820 1823 1828 rVB 191766 248989 7.29% 0.726%

46 13.672 1854 1859 1864 rVB2 99722 155314 4 _55% 0.453%

47 13.730 1865 1869 1872 rVv4 31123 47248 1.38% 0.138%
48 13.772 1872 1876 1881 rVB2 96529 129883 3.80% 0.378%
49 13.889 1893 1896 1901 rBV4 46497 92391 2.70% 0.269%
50 13.948 1901 1906 1912 rVV 689962 958372 28.05% 2.793%
51 14.230 1951 1954 1959 rVB2 42314 58006 1.70% 0.169%
52 14.513 1996 2002 2007 rBV4 139346 280328 8.20% 0.817%
53 14.583 2011 2014 2017 rBV5 49104 76799 2.25% 0.224%

54 14.748 2039 2042 2047 rVB4 109056 153638 4_50% 0.448%
55 14.919 2067 2071 2074 rBVZ2 73550 116865 3.42% 0.341%

56 14.989 2080 2083 2085 rBV 55124 71150 2.08% 0.207%
57 15.260 2126 2129 2133 rVB 168100 228848 6.70% 0.667%
58 15.460 2158 2163 2171 rBV 1366109 1876089 54.91% 5.467%
59 15.748 2208 2212 2216 rVB 427919 578208 16.92% 1.685%
60 16.566 2348 2351 2356 rVB 306121 416528 12.19% 1.214%

61 16.713 2372 2376 2380 rBV 776955 1037454 30.36% 3.023%
62 16.754 2380 2383 2388 rVB 259611 348830 10.21% 1.017%
63 16.842 2396 2398 2404 rVB 152358 189731 5.55% 0.553%
64 17.660 2535 2537 2541 rVB2 256312 267405 7.83% 0.779%
65 18.795 2726 2730 2737 rVB 576484 717202 20.99% 2.090%

66 19.159 2788 2792 2795 rBV 456939 541093 15.84% 1.577%
67 19.383 2826 2830 2841 rVB 2846785 3416772 100.00% 9.957%
68 20.695 3050 3053 3058 rvB2 752383 918876 26.89% 2.678%
69 20.853 3077 3080 3083 rBvV 435975 515889 15.10% 1.503%
70 20.895 3084 3087 3090 rVV 1684109 1755981 51.39% 5.117%

71 20.942 3090 3095 3099 rVvv2 1128420 1761733 51.56% 5.134%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

3?22'6 i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 21.106 3120 3123 3125 rBV 889540 954305 27.93% 2.781%
73 23.012 3444 3447 3453 rVB2 894441 1338398 39.17% 3.900%
74 25.000 3781 3785 3803 rVB3 978210 2577891 75.45% 7.512%

Sum of corrected areas: 34315628
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM026855.D

4.93
6.50

8.43

708 10.03
7.81 q%k §£
3.56 4.48 4.8 5.33 6.92 || 77547 8108, 852 9.47 98108220 5p TaOHG TL BR5(

0
Time-->

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM026855.D
19,38

12.55 15.46

18.7919.16

BA5H l

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM026855.D
20.89

20.94
0111 23.01

20.69 25.00
205

Time-->

21.00 2150 22.00 22.50 23.00 2350 24.00 2450 25.00 2550 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\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.92 Concentration Rank 11

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

6.92 3.90 ng 142140 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 47
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
3 2-Heptanol. 4-methvl- 130 C8H180 056298-90-9 38
4 Diethyl carbitol 162 C8H1803 000112-36-7 38
5 Phenelzine 136 C8H12N2 000051-71-8 27

Abundance Scan 711 (6.919 min): BM026855.D (-706) (-) m/z 57.10 100.00%
5%.1

J&

5000
351 L 85.1 10‘]31 168.0 o211 6.60 6.80 7.00 7.20
SRS | WL N V90" PR PSR- - m/z 43.10 58.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
6.60 6.80 7.00 7.20
* 72.0 m/z 41.10 44.84%
27
| Y T -2 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0

6.60 6.80 7.00 7.20
5000 m/z 45.05 23.65%

ZIT ‘ 73.0
S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13676: 2-Heptanol, 4-methyl-
45.0 6.60 6.80 7.00 7.20
m/z 71.05 14 _.26%
5000
27.0 70.0
S e AMSISLSSSSSSSSSSSSSSNN 5 SIS o o
m/z--> 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 2 Pentane, 2,2,3,4-tetramethyl- Concentration Rank 12

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

7.81 3.48 ng 126832 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 50
3 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 50
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 50
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 47

Abundance Scan 862 (7.807 min): BM026855.D (-857) (-) m/z 57.10 100.00%
51.1
5000
71.1 116.0 SRR L L IR
85.0 7.40 7.60 7.80 8.00 8.20
..,....,....,....',!...,..'!:,.~...'!|....,.:l:.-,..9.53',0....,:-.“.,.1.2?;1,... m/z 56.10 46.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12733: Pentane, 2,2,3,4-tetramethyl-
57.0
43.0
5000 USRI RS LS R B
7.40 7.60 7.80 8.00 8.20
29.0 7.0 gso m/z 43.10 38.16%
el 970 1130 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 41.10 36.93%
29 0 71.0
15.0 L ‘ Al J 830 99.0 113.0
mz-> 10 20 3'0 W 5 8 70 8 % 100 10 10 10
Abundance #12722: Hexane, 2,2,5—trimethy|— | NS NI L L B
57.0 7.40 7.60 7.80 8.00 8.20
m/z 55.10 16.51%
5000
41.0
29.0 71.0

] | 850950 1130 1579

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 780 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Benzenethiol, 3-methyl- Concentration Rank 5

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

8.24 5.99 ng 218343 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol. 3-methvl- 124 C7H8S 000108-40-7 96
2 Benzenethiol. 4-methvl- 124 C7H8S 000106-45-6 91
3 Benzenethiol. 2-methvl- 124 C7H8S 000137-06-4 91
4 Benzenemethanethiol 124 C7HS8S 000100-53-8 83
5 Benzene, 1-(butylthio)-3-methyl- 180 C11H16S 054576-41-9 53

Abundance Scan 936 (8.243 min): BM026855.D (-931) (-) m/z 91.05 100.00%
91.0
124.1
5000
45.0
65.0 8.00 8.20 8.40 8.60
1531 1929 2210 2668 /5712405  60.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10475: Benzenethiol, 3-methyl-
91.0 124.0
5000 U LS R R L
8.00 8.20 8.40 8.60
m/z 44.95 15.08%
45.0 5.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10472: Benzenethiol, 4-methyl-
91.0 124.0
8.00 8.20 8.40 8.60
5000 m/z 39.05 14 .59%
4? 0 65.0
Loyl ol ol
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #10474: Benzenethiol, 2-methyl- R mEEES L
91.0 8.00 8.20 8.40 8.60
124.0 m/z 63.05 10.71%
5000
450 65.0
50 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Heptadecane, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.40 ng 112877 Naphthalene-d8 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 59
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 50
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
Abundance Scan 1272 (10.219 min): BM026855.D (-1267) (-) m/z 57.10 100.00%
57.1
5000

10.00 10.20 10.40 10.60
m/z 43.10 50.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000 LA L L L L L L L L LY LB
10 00 10. 20 10. 40 10 60
85.0 m/z 71.05 39.54%
, ,Inwlmo 182.0 225.0 253.0
e et e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59887: Tridecane, 6-methyl-
57.0
R REREEE RS
10.00 10.20 10.40 10.60
5000 m/z 41.10 35.48%
290‘ 5o 126.0
T 0 O N 1 OSSNSO,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19220: Heptane, 3-ethyl-2-methyl- e ERREE BEE e
57.0 10.00 10.20 10.40 10.60
m/z 55.05 18.58%
5000
27.0 98.0
“ ‘ 142.0
T T T T e e e T R N N A NREREEm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Octane, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.08 4.76 ng 224031 Naphthalene-d8 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
2 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 64
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 59
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 59
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 59
Abundance Scan 1418 (11.078 min): BM026855.D (-1413) (-) m/z 57.10 100.00%
57.1

5000

%

39 851 1121 10.80 11.00 11.20 11.40
129.1 152.1 173.2 .
el e e A Tm/z 71.10 65.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19185: Octane, 3,6-dimethyl-
57.0
5000 LI L L L L L L L
10 80 11. OO 11. 20 11. 40
1130 m/z 43.10 61.16%
Ll e 0 e,
w"'w"'w"'w"'w"'w"'w"""""'w"'w""
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #28444: Octane, 2,3,7-trimethyl-
57.0
R RE SRS R R
10.80 11.00 11.20 11.40
5000 m/z 41.10 38.11%
AL mo mso
LIL I \
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83031: Tridecane, 5-propyl- e BRREEEE
57.0 10.80 11.00 11.20 11.40
m/z 56.10 21 .56%
5000
85.0
112.0
S N N - N 3.3 R FeE o it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026855.D

Aca On 23 Jul 2020 17:31

Operator : JU/CG

Sample - L3381-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

7 Dodecane, 2,7,10-trimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.48 4_.59 ng 219794 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 83
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64

Abundance Scan 1656 (12.478 min): BM026855.D (-1653) (-) m/z 57.10 100.00%
A1
5000 qux,/x—vxj\~ﬂj\/\M,NNA/\JNN\
SRR BN BN SUNE
1271 12.20 12.40 12.60 12.80
1521833 m/z 71.10 78.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71407: Dodecane, 2,7,10-trimethyl-
5000 R B BRI BN SR
nmnmnmnm
m/z 43.10 68.54%
"~ 141.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
1220 12,40 12.60 12.80
5000 m/z 41.10 45 .86%
29.0‘ 85.0
1l 1130 141 0 169.0 197.0
m/z--> 25 45 65 85 160 150 150 160 180 200 220 240 260 280 360 320 350
Abundance #178298: Bacchotricuneatin ¢ R T o oL
710 1120 12.20 12.40 12.60 12.80
m/z 85.05 27 .38%
5000
90 19105160 250 3120 3420
|||||||||||| ||||||||||||||||||||| TTTI T T I [T I T T[T I T T[T I T T [TTI T T[T ITT[TT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80

8270-BM0O70820.-M Fri

Jul 24 04:32:46 2020

364-GRID-A7-A8

Page: 10



Library Search Compound Report

8270-BM0O70820.-M Fri

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 5-tert-Butyl-2-methylbenzen... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.92 2.25 ng 107603 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-tert-Butvl-2-methvlbenzenethiol 180 C11H16S 007340-90-1 64
2 2-Benzothiazolamine. 6-methoxv- 180 C8H8N20S 001747-60-0 62
3 Silane. trimethvl(4-methvlphenoxyv)- 180 C10H160Si 017902-32-8 52
4 Silane. trimethvl(3-methvlphenoxy)- 180 C10H160Si 017902-31-7 49
5 27,6"-Dimethoxyacetophenone 180 C10H1203 002040-04-2 49

Abundance Scan 1731 (12.919 min): BM026855.D (-1728) (-) m/z 165.10 100.00%
165.1
5000
55.1 910 137.1 B Y et Uik
39 3.0 1151 181.0 12.60 12.80 13.00 13.20
207.2 m/z 180.05  31.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45555: 5-tert-Butyl-2-methylbenzenethiol
165.0
5000
12.60 12.80 13.00 13.20
137.0 m/z 137.05 28.38%
180 0o 80 P10 MO0 L LS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46145: 2-Benzothiazolamine, 6-methoxy-
165.0
12:60 12.80 13.00 13.20 |
5000 m/z 55.10 24 .50%
150 320 530 770 80 | .H, B Wy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45377: Silane, trimethyl(4-methylphenoxy)- T
165.0 12.60 12.80 13.00 13.20
m/z 91.00 19.49Y%
5000
91.0
20 450 70 1000 1350 181.0
| | | L !
m/z--> 20 4'0 60 80 1(')0 120 140 160 1éo 200 1260 12.80 13.00 13.20 |

Jul 24 04:32:47 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.35 3.16 ng 151582 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 58
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 32
4 9-Phenanthrenamine 193 C14H11IN 000947-73-9 22
5 s-Triazine, 2-amino-4-(morpholin... 278 C13H22N60 021868-45-1 22
Abundance Scan 1804 (13.348 min): BM026855.D (-1801) (- m/z 193.20 100.00%
198.2
411 691
5000
13.00 13.20 13.40 13.60
m/z 69.10 71.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 950 RS R e e
13.00 13.20 13.40 13.60
m/z 41.10 69.68%
151.0
m/z--> '20 40 60 8 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
o 13,00 1320 1340 1360
5000 ' m/z 55.10 59.83%
150.0
95.0 ‘
Az 0 R0 b mso
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy- L B o
198.0 13.00 13.20 13.40 13.60
83.0 109.0 m/z 109.10 46 .20%
5000
55.0
20 | ‘ \‘ 190 1630 | 2220
m/z--> 20 40 6|O 8|0 1(')0 120 140 160 180 200 220 1300 13.20 13.40 13.60

8270-BMO70820.-M Fri Jul 24 04:32:47 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknownl3.77 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.71 ng 129883 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
2 7-Octadecvne. 2-methvl- 264 C19H36 035354-38-2 22
3 Bicvclol3.1.1Theptane., 2.6.6-tri... 138 C10H18 004863-59-6 18
4 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 18
5 2-Anthracenamine 193 C14H11IN 000613-13-8 14
Abundance Scan 1876 (13.772 min): BM026855.D (- 1872) ) m/z 41.10 100.00%
411 193.
5000 I
| ‘ 13.40 13.60 13.80 14.00
..w.“.i.. m/z 193.15 91.60%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #16968 Blcycl0[3 1.1]heptane, 2,6,6-trimethyl-
54, 5.0
123.0 13.40 13.60 13.80 14.00
‘ m/z 55.10 71.86%
II|III|IIII|IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #114286: 7-Octadecyne, 2-methyl-
81.0
41.0 13.40 13.60 13.80 14.00
5000 m/z 69.05 70.24%
Lo u‘h L 1370 165.0 221.0 249.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17019: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al... B B .
41.0 13.40 13.60 13.80 14.00
m/z 97.10 58.78%
67.0 95.0
5000
‘ 123.0
...l....l“..‘.‘l‘ h“‘l.‘.‘.l..‘..l....l................l....l.... SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1340 13.60 13.80 14.00

8270-BMO70820.-M Fri Jul 24 04:32:48 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknownl14.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.51 5.85 ng 280328 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-7H-S-triazolol5.1-cl1-S-t... 156 C3H4N6S 013728-28-4 47
2 Hexathiane 192 S6 013798-23-7 38
3 1.2-Phenvlene diisothiocvanate 192 C8H4N2S2 071105-17-4 33
4 Pentafluorochlorodimethvl trisul... 250 C2CIF5S3 1000226-65-9 33
5 Dihydropyrimidine-2-methyl thios... 208 C5H8N203S2 1000256-28-8 28
Abundance Scan 2002 (14.513 min): BM026855.D (-1996) (-) m/z 64.00 100.00%
64.0

5000

14.20 14.40 14.60 14.80
m/z 57.10 83.27%

155.1173.1

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #28531: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol
64.0
124.0
5000 LA L L L L L LB LB |
43.0 96.0 14.20 14.40 14.60 14.80
156.0 m/z 191.80 70.30%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220

Abundance #55119: Hexathiane
192.0
64.0
14.20 14.40 14.60 14.80
5000 m/z 43.10 65.41%
128.0
96.0
| | ‘ 160.0 L.
I R B R a S B e B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #54978: 1,2-Phenylene diisothiocyanate e  EaRmEamSTT
192.0 14.20 14.40 14.60 14.80
m/z 55.10 58.08%
64.0
5000
90.0 134.0
107.0
,...1.8,0.al ”‘ r “ ,“.“‘.“l,‘.a‘..,‘.‘... ...‘. ...1§?.0... T H. e R N A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80

8270-BMO70820.-M Fri Jul 24 04:32:48 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknownl14.75 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.21 ng 153638 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 49
2 Propanamide. N-(3-methoxvphenvl)... 207 C12H17NO2 056619-93-3 43
3 1.4-Hexadiene. 2.3.4.5-tetramethyl- 138 C10H18 051504-54-2 38
4 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17N0O2 1000306-89-3 38
5 Magnesium, bis(2,4-pentanedionat... 222 C10H14Mg0O4 014024-56-7 38

Abundance Scan 2042 (14.748 min): BM026855.D (-2039) (-) m/z 123.10 100.00%

128.1

57.1

5000

14.40 14.60 14.80 15.00
m/z 57.10 78.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123.0

208.0

14.40 14.60 14.80 15.00
m/z 41.10 78.72%

5000

147.0165.0 190.0

18.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66870: Propanamide, N-(3-methoxyphenyl)-2,2-dimethyl-
57.0
R RN EEEEE
14.40 14.60 14.80 15.00
5000 m/z 55.10 71.13%
123.0 207.0
94.0
L 7 O\ \‘ \ 149.0 ‘
I L BB e B e R A RaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl- R RN EEEEE
123.0 14.40 14.60 14.80 15.00
m/z 69.10 59.15%
81.0
5000
55.0
‘H \“ \‘H ‘%§ Al

\
m/z--> 20 40 60 100 120 140 160 180 200 220 14.40 14. 60 14. 80 15. 00

8270-BMO070820.-M Fri Jul 24 04:32:49 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Benzenamine, N-ethyl-N-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.44 ng 116865 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N-ethvl-N-methvl-4-_._. 180 C9H12N202 056269-48-8 58
2 Benzenethiol. 4-(1.1-dimethvleth... 180 C11H16S 015570-10-2 52
3 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 52
4 27 .47 -Dimethoxvacetophenone 180 C10H1203 000829-20-9 50
5 Silane, (4-methoxyphenyl)trimethyl- 180 C10H160Si 000877-68-9 50
Abundance Scan 2071 (14.919 min): BM026855.D (-2067) (-) m/z 165.10 100.00%
166.1
91.0 119.1 TAe0 1480 1500 1590
39 147.1 236.2 14.60 14.80 15.00 15.20
...,....,||}..--:,..|..,-.I.'.'.-,.'..-|.-|,-....,.'.-.-'.,~'."..'--...290.3?2:1.8,.2..!,.. m/z 57.10 49.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46181: Benzenamine, N-ethyl-N-methyl-4-nitro-
165.0
5000 119.0 R B SRR B SULLIE
14.60 14.80 15.00 15.20
m/z 180.10 26 .30%
42.0 77|'0 il )
mis % A % o b 10 14 160 180 %0 7 7o
Abundance #45563: Benzenethiol, 4-(1,1-dimethylethyl)-2-methyl-
165.0
14.60 14.80 15.00 15.20
5000 m/z 43.10 24 .27%
137.0
= 4-:'-0 73091‘0 1150‘ M e M
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance #45450: 3-tert-Butyl-4-hydroxyanisole R R mama
165.0 14.60 14.80 15.00 15.20
m/z 71.10 19.40%
- 1 J\V\/A/ij\-/\/
150 m 4-}“0 ““65‘.0 lu 91‘0 “%1‘5.9“ | ) |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20

8270-BMO070820.-M Fri Jul 24 04:32:49 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026855.D

Aca On 23 Jul 2020 17:31

Operator : JU/CG

Sample - L3381-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Undecane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.26 4.78 ng 228848 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 78
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 72
4 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 72
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
Abundance Scan 2129 (15.260 min): BM026855.D (-2126) (-) m/z 57.10 100.00%
51.1
5000 LAAJva,MWNV}\~\¢4\wf-»/A
T 101 15,00 15.20 15.40 15.60
ol 1ib1163.1 2831 2161 2391 m/z 43.10 52.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl-
51.0
5000 L B BRI I B
15.00 15.20 15.40 15.60
29.0 g5.0 m/z 71.10 41.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
15,00 15.20 15.40 15.60
5000 m/z 41.10 28.76%
29.0 85.0
\“ \‘\ ‘ \‘ ‘ 11? 0 | 141.0 183 0
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240
Abundance #48893: Decane, 2,6,8-trimethyl- B R Ra T
57.0 15.00 15.20 15.40 15.60
m/z 55.10 20.31%
o u[ﬁh/xh/\JNmJﬁLW\M/krﬂhﬁh/A
39}\ L \‘ 85\.0 | 113.0 155.0 184.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 15.00 15.20 15.40 15.60

8270-BM070820-M Fri Jul 24 04:32:50 2020

364-GRID-A7-A8

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026855.D

Aca On 23 Jul 2020 17:31

Operator : JU/CG

Sample - L3381-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 15 Octadecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.75 11.15 ng 578208 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 90
2 Dodecane. 2-methvIl-8-propvl- 226 C16H34 055045-07-3 90
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 83
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
Abundance Scan 2212 (15.748 min): BM026855.D (-2208) (-) m/z 57.10 100.00%
57.1
s 154 1560 1580 1650
' 183.2 - - - -
o.,....~,...|,..'I:.,:...',..!l.,...1.4,1..1.1.6,"?9.,....29?.1.2.2?.? 2812810 o 71,10 74.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129505: Octadecane, 2,6-dimethyl-
57.0
5000 A R JURRA UM B
1540 15.60 15.80 16.00
m/z 43.10 62.40%
141.0 168.0 1960 5399 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83050: Dodecane, 2-methyl-8-propy!-
57.0
15.40 15.60 15.80 16.00
5000 m/z 41.10 30.47%
36 MW/\/\M/V\/\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48842: Undecane, 6-ethyl- A Ba T o
57.0 15.40 15.60 15.80 16.00
m/z 85.10 23.64%
5000
29.0 85.0 1120
154.0
e e hoazao Um0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 15.60 15.80 16.00

8270-BM070820-M Fri Jul 24 04:32:50 2020

364-GRID-A7-A8

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.57 8.03 ng 416528 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
Abundance Scan 2352 (16.571 min): BM026855.D (-2348) (-) m/z 57.10 100.00%
57.1
5000 “/A\AA‘—/W
85.1
113.1 16.20 16.40 16.60 16.80
41 1 1811
oL, .-.‘,.J.-.'- S AL L2101 2ea1 0 n/z 71.10  72.39%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 UM AR AR LR
85.0 16.20 16.40 16.60 16.80
m/z 43.10 62.60%
290 ﬂ13014101690197022502530281o 323.0351.0380.0
m/z--> 55 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
16.20 16.40 16.60 16.80
m/ 41.10 35.27%
5000 85.0 z 0
29.0
L)L) | 8041016001970 2400
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- B B
57.0 16.20 16.40 16.60 16.80
m/z 85.10 34 .74%
5000 85.0
29-0\ 113.0
[ | u i) 410 18302110 25302820
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.66 5.16 ng 267405 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 53
Abundance Scan 2537 (17.660 min): BM026855.D (-2535) (-) m/z 43.10 100.00%
TiT “JLAMNVMmJNV”VﬂJkJVM
5000
17.40 17.60 17.80 18.00
m/z 73.10 88.32%
m/z--> 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid
5000 129.0 LR BRI DU U B
17.40 17. 60 17. 80 18 00
l 151@m50”fﬂ ZTD m/z 60.10 83.07%
m | |. | | ! L A
m/z--> 1éo 260 2%0 360 3%0
Abundance #72643: Tridecanoic acid
43,0 730
17.40 17.60 17.80 18.00
5000 129.0 m/z 55.10 78.25%
e M\WNAANW\/W
1 214.0
Emlw“m mmi B
m/z--> 50 150 200 250 300 350
Abundance #84452: Tetradecanoic acid B R Ra T
73.0 17.40 17.60 17.80 18.00
43.0 m/z 57.10 76.24%
5000 129.0
185.0
228.0
1
15.0 HHL“ el 1 N
m/z--> 50 150 200 250 300 350 17.40 1760 1780 1800
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.69 10.43 ng 918876 Chrysene-di12 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 96
3 5-Eicosene. (B)- 280 C20H40 074685-30-6 93
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 93
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 3052 (20.689 min): BM026855.D (-3050) (-) m/z 43.10 100.00%
43.1
[ WJUM\A
5000
e 20,40 20,60 20.80 21.00
ol AL L, 2012791 34443050 a7azsies | 26510 o6, 80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
54.0
97.0
5000 LRI BN SURUSN IR UL
mmmmmmmm
m/z 57.10 93.92%
, H3golslo 308.0
m/z--> 6 55 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #127771: 3-Eicosene, (E)-
57.0
20,40 20,60 20.80 21.00
5000 m/z 83.10 72 .25%
11.0
J J | 153.0196.0 280.0
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #127769: 5-Eicosene, (E)- AR EREEE RS
55.0 20.40 20.60 20.80 21.00
m/z 69.10 70.44%
5000 0 VN,NJVw~rv»~fA““VﬁJV““A*fK“
1H39018202240 280.0
m/z--> 6 55 160 150 200 250 300 3%0 400 4%0 560 séo 2040 2060 2080 2100
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Library Search Compound Report

8270-BM0O70820.-M Fri

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026855.D

Aca On : 23 Jul 2020 17:31

Operator : JU/CG

ﬁ?ggle i L3381-07 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 19 Diamyl phthalate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.11 10.83 ng 954305 Chrysene-di12 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 90
2 Diamvl phthalate 306 C18H2604 000131-18-0 50
3 1.2-Benzenedicarboxvlic acid. di... 334 C20H3004 000084-75-3 50
4 Phthalic acid. hexvl 4-methvlpen... 334 C20H3004 1000356-87-6 49
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 49

Abundance Scan 3124 (21.112 min): BM026855.D (-3120) (-) m/z 149.00 100.00%
149.0
57.1
5000
279.1 50120 9100 9190 91140
0411 20.80 21.00 21.20 21.40
ol .“, J Lo L1, 2201 | 33333762417.14503 5343 | i, 57 10 54.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207662: Bis(2-ethylhexyl) phthalate
149.0
5000 UM PR UL B
57.0 279.0 20.80 21.00 21.20 21.40
m/z 71.10 33.18%
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #149534: Diamyl phthalate
149.0
20.80 21.00 21.20 21.40
5000 m/z 43.10 30.29%
ST o A .
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172559: 1,2-Benzenedicarboxylic acid, dihexyl ester T
149.0 20.80 21.00 21.20 21.40
m/z 41.10 22 .00%
5000
55.0 104.0 o 3840
m/z-> 0 55 160 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

Jul 24 04:32:52 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO72320\

Data File : BM026855.D

Acq On - 23 Jul 2020 17:31 Instrument :
Operator : JU/CG BNA_M
Sample - L3381-07 ClientSampleld :
Misc : 364-GRID-A7-A8
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_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]
unknown6 .92 6.92 3.9 ng 142140 1 7.28 729473 20.0
Pentane, 2,2,3,4-_.. 7.81 3.5 ng 126832 1 7.28 729473 20.0
Benzenethiol, 3-m... 8.24 6.0 ng 218343 1 7.28 729473 20.0
Heptadecane, 2,6-... 10.22 2.4 ng 112877 2 10.03 941151 20.0
Octane, 3,6-dimet... 11.08 4.8 ng 224031 2 10.03 941151 20.0
Dodecane, 2,7,10-... 12.48 4.6 ng 219794 3 13.95 958372 20.0
5-tert-Butyl-2-me... 12.92 2.3 ng 107603 3 13.95 958372 20.0
Decahydro-4,4,8,9... 13.35 3.2 ng 151582 3 13.95 958372 20.0
unknownl13.77 13.77 2.7 ng 129883 3 13.95 958372 20.0
unknownl14 .51 14.51 5.8 ng 280328 3 13.95 958372 20.0
unknownl14 .75 14.75 3.2 ng 153638 3 13.95 958372 20.0
Benzenamine, N-et... 14.92 2.4 ng 116865 3 13.95 958372 20.0
Undecane, 3,6-dim... 15.26 4.8 ng 228848 3 13.95 958372 20.0
Octadecane, 2,6-d... 15.75 11.2 ng 578208 4 16.71 1037450 20.0
Heptacosane 16.57 8.0 ng 416528 4 16.71 1037450 20.0
n-Hexadecanoic acid 17.66 5.2 ng 267405 4 16.71 1037450 20.0
1-Docosene 20.69 10.4 ng 918876 5 20.95 1761730 20.0
Diamyl phthalate 21.11 10.8 ng 954305 5 20.95 1761730 20.0
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