LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.804 427 462 464 rBV 184981 1311419 4_.19% 0.412%
2 5.269 538 541 545 rBV2 209648 370284 1.18% 0.116%
3 5.410 556 565 570 rBV 914683 1404362 4 ._.49% 0.441%
4 5.504 570 581 582 rBV 200200 460177 1.47% 0.145%
5 5.704 605 615 617 rBV2 358695 1035905 3.31% 0.325%
6 5.781 626 628 630 rVB 643815 454897 1.45% 0.143%
7 5.922 636 652 653 rBV 370811 1261871 4_.03% 0.396%
8 6.398 709 733 735 rBV2 444734 2123327 6.79% 0.667%
9 6.439 737 740 746 rVB3 817385 1073590 3.43% 0.337%
10 6.628 765 772 774 rBV 564622 697816 2.23% 0.219%

11 6.792 797 800 804 rvB 780701 630448 2.02% 0.198%
12 6.951 823 827 830 rvV 1888028 1626817 5.20% 0.511%
13 7.204 864 870 874 rBV 464117 822941 2.63% 0.258%
14 7.357 892 896 899 rvVB 1334565 1148479 3.67% 0.361%
15 7.510 916 922 924 rBV2 269391 510558 1.63% 0.160%

16 7.545 924 928 931 rvv3 316760 707331 2.26% 0.222%
17 7.622 932 941 973 rVB2 1237328 6456698 20.64% 2.028%
18 7.898 979 988 989 rBV 1879162 3877007 12.39% 1.217%
19 8.075 1012 1018 1024 rBV2 591724 864126 2.76% 0.271%
20 8.151 1024 1031 1041 rVB2 548482 1605306 5.13% 0.504%

21 8.275 1042 1052 1064 rVvV3 518924 2106689 6.73% 0.662%
22 8.533 1084 1096 1108 rBV2 1974519 8535422 27.28% 2.680%
23 8.751 1124 1133 1134 rBV7 307459 737505 2.36% 0.232%
24 8.880 1145 1155 1166 rBV2 722975 2903882 9.28% 0.912%
25 8.980 1167 1172 1182 rVB2 794888 2519792 8.05% 0.791%

26 9.116 1183 1195 1212 rBV3 2348318 8913260 28.49% 2.799%
27 9.345 1225 1234 1242 rVB2 2755895 7951561 25.42% 2.497%
28 9.439 1245 1250 1256 rBV5 233338 637925 2.04% 0.200%
29 9.557 1261 1270 1283 rBV9 805244 3947337 12.62% 1.240%
30 9.875 1317 1324 1333 rVB 2501481 6852000 21.90% 2.152%

31 10.327 1397 1401 1402 rBV2 885206 1318667 4.21% 0.414%
32 13.415 1924 1926 1930 rVB 1475990 1223811 3.91% 0.384%
33 13.945 2001 2016 2018 rBV 5800771 18037730 57.65% 5.664%
34 13.986 2020 2023 2027 rVB2 2577130 2481100 7.93% 0.779%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\

Data File : BF120731.D

Aca On : 29 Jun 2020 16:56 Instrument :
Operator : JU/CG BNA_F

Sample  : L3129-03 Gl
Misc i 1405-1406

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

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

Peak separation: 5

Method
Title

35
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57
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69
70

14.098

14257
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14 .580
14.615
14.651
14.792
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14.968
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15.921
15.962
16.256
16.345

16.439
16.639
16.845
17.221
17.262

17.298
17.392
18.050
18.127
18.903

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M

ASP

2040 2042
2056
2071
2084
2097
2108

2069
2075
2086
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2146
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2409
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2440
2474
2509
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2078
2095
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2142
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2181
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2220
2232
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2291
2329
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2870
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rBv
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rBv2
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rBv2
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rBv
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893057

5925301
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6477277

470605
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2155185

675826
1033750
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6097367
2351178
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1465217

17196647
1696255
1110595
1335479

16684861

582596
492391
2190102
20137123
2289026

1022583
1542582
1150251
21862724
3408646

1227530
466959
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13701578

4029274
326678
407150

16923301

2377432

569550
1277672
31286505
5163281
2128618

759719
1320532
17650147
942076
12652478

BNA STANDARDS FOR 5 POINT CALIBRATION

4.68%

54 _.97%
5.42%
3.55%
4.27%

53.33%
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7.00%
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7.32%
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1.82%
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16.50%
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2.43%
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3.01%
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5.400%
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0.349%
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5.239%
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0.155%
0.688%
6.324%
0.719%

0.321%
0.484%
0.361%
6.865%
1.070%

0.385%
0.147%
4 _.335%
0.206%
4 _.303%

1.265%
0.103%
0.128%
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0.747%
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0.401%
9.825%
1.621%
0.668%

0.239%
0.415%
5.543%
0.296%
3.973%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 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\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 318449001
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF120731.D

8000000
6000000
4000000

2000000 6.95

70
———r—————r e A= B B i L ARE.
Time--> 2.50 3.00 3.50 5.00 75

Abundance TI C: BF120731.D

8000000

6000000

4000000

2000000

e

Time--> 8.00 8.50 9.00 9.50 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF120731.D

8000000

6000000

4000000

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Butanoic acid Concentration Rank 10

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

4.80 41_.60 ng 1311420 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
3 Pentanoic acid 102 C5H1002 000109-52-4 9
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 9
5 Benserazide 257 C10H15N305 000322-35-0 9

Abundance Scan 461 (4.798 min): BF120731.D (-427) (-) m/z 60.00 100.00%
60
5000 a////y,ﬂwa}JMﬁJJN
T|2 1 440 460 480 500 5.20
0 ...,....,....,...:|i.|.|..,“?3.'.. O NN N m/z 73.00 31.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2020: Butanoic acid
60
5000 USRS S R
73 4.40 4.60 4.80 5.00 5.20
27 41 m/z 42.00 23.31%
o 18 |y lllja7 53 | 67| 81 88
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
60
42 USRS UL R
4.40 4.60 4.80 5.00 5.20
5000 m/z 41.05 22.91%
18 g M
12
G L R U UL I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246: Pentanoic acid A B aamaEEE s
60 4.40 4.60 4.80 5.00 5.20
m/z 45.00 18.15%
5000 73
o7 41
0 15 H ‘ ‘H ‘47 53‘\\ ] . 87 101
miz--> 10 20 30 40 50 6 70 8 9 100 440 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Butanoic acid, 2-methyl- Concentration Rank 13

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

5.70 32.86 ng 1035910 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 83
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 56
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 56
4 Pentanoic acid. 2-methvl-. butvl... 172 C10H2002 006297-41-2 39
5 2-Methylheptanoic acid 144 C8H1602 001188-02-9 38

Abundance Scan 614 (5.698 min): BF120731.D (-605) (-) m/z 74.00 100.00%
!
41 57
5000
87
5.40 560 5.80 6.00
o...,....,....,....|,:'.L?ﬁ'.-.'!:-,..‘?3,.'-..,....,..?.7,....,....,.1.2.‘?,...., m/z 57.05 60.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4278: Butanoic acid, 2-methyl-
74
29 57
41
5000
540 560 5.80 6.00
87 m/z 41.10 56.77%
15 | | | | il | 50 102

0...,....,....,....,....,....,....-.......,....,....,....,....,....I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
74

5.40 5.60 5.80 6.00

5000 43 m/z 87.00 26.23%
55 87
27
0 15 67 101 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13434: Hexanoic acid, 2-methyl-
74 5.40 5.60 5.80 6.00
m/z 73.00 18.13%
5000
87
oL 15 i ‘\‘ i 67, L 101 115 139
RN Raa s B o s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Pentanoic acid Concentration Rank 11

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

5.92 40.03 ng 1261870 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Butanoic acid 88 C4H802 000107-92-6 78
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 38

Abundance Scan 652 (5.922 min): BF120731.D (-636) (-) m/z 59.95 100.00%
60
5000 73
41
560 5.80 6.00 6.20
o..,....,....,....|,|!|.|‘.‘?,‘L.3'“ﬂ!.-....,....,..E.‘?,....,....,....,... m/z 73.00 40.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4246: Pentanoic acid
60
5000 IR NARRE SRS LAREE AR
73 560 5.80 6.00 6.20
- 41 m/z 41.05 19.15%
o..,.%?.,...':',....','!'.'f‘?5'7‘1'- R N (A S
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
60
560 5.80 6.00 6.20
5000 m/z 45.00 15.16%
73
27 41
0 18 47 53 67 81 88
UL UL IR SO UL SULIU SO UL L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8068: Hexanoic acid
60 560 5.80 6.00 6.20

m/z 43.00 12_37%
5000 73

27 87

18 || \“\ 53 || 67 |, 80 99 116

o..,”..“..w..”,.”.,”.....4..”,.”.,”..“..w..”,.”

m/z--> 10 20 30 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 unknown6.63 Concentration Rank 19

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

6.63 22.14 ng 697816 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 47
2 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 43
3 Nonane 128 C9H20 000111-84-2 43
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 38
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 38

Abundance Scan 772 (6.628 min): BF120731.D (-765) (-) m/z 43.05 100.00%
/57
5000 -
85
6.20 6.40 6.60 6.80 7.00
98
o..,....,....,....|,I...,..“:',-....!.|...,.!|.'.,....-~,....,1.1.:?.,....,....1,‘.‘.2..,....,.. m/z 57.10 99.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19157: Decane
B
5000
29 6.20 6.40 6.60 6.80 7.00
m/z 41.10 57.57%
Orrrprrrrprrrtprrrr e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
3
6.|20 6.|40 6.%0 6.|80 7.60
5000 7 m/z 60.00 46 .66%
85
29
o 9 113 127 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12662: Nonane R e A
43 6.20 6.40 6.60 6.80 7.00
57 m/z 71.05 36.75%
5000
0 “ ‘ \‘ 9\9 128
miz--> "1'6' "z'd"é'd”xd' o a5 5o 100 110 130 1% 190 16 180 | |6k a0 60 680 100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1-Octanol, 2-methyl- Concentration Rank 2

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

7.62 149.44 ng 6456700 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-methvl- 144 C9H200 000818-81-5 78
2 Acetic acid. nonvl ester 186 C1l1H2202 000143-13-5 53
3 Cvclopropane. l-methvl-2-octvl- 168 Cl1l2H24 037617-26-8 52
4 Cvclopropane. pentvl- 112 C8H16 002511-91-3 52
5 1-Dodecene 168 C12H24 000112-41-4 49

Abundance Scan 941 (7.622 min): BF120731.D (-932) (-) m/z 57.10 100.00%
43 g7
71
5000
83
“ o 7.20 7.40 7.60 7.80 8.00
112 128 : : : : :
0 .-'.,~'.-'...|'-,..':.,.:..,....,...., m/z 43.10 84.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21129: 1-Octanol, 2-methyl-
43 X
71
5000
7.20 7.40 7.60 7.80 8.00
29 8 m/z 41.10 73.98%
o , 112 126 443
miz--> 20 40 60 80 100 120 140 160
Abundance
43
56 7.20 7.40 7.60 7.80 8.00
5000 70 m/z 71.10 69.47%
83
29 98
o 15 116126 149 171
mz-> 20 40 60 8 100 120 140 160
Abundance #36848: Cyclopropane, 1-methyl-2-octyl-
4 56 7.20 7.40 7.60 7.80 8.00
69 m/z 55.10 64 .06%
5000
83
29 97
0 \‘ .l “\ 1 125 140 153 168
m/z--> 20 40 60 80 100 120 140 160 ' 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1-Nonanol Concentration Rank 5

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

7.90 89.73 ng 3877010 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 90
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 86
3 Isopropvlcvclobutane 98 C7H14 000872-56-0 76
4 Cvclopropane. 1-heptvl-2-methvl- 154 C11H22 074663-91-5 72
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 68

Abundance Scan 988 (7.898 min): BF120731.D (-979) (-) m/z 56.05 100.00%

41
70
5000

h || 107 122 7.60 7.80 8.00 8.20

0! .,.... LI e o e o o B m/z 55.05 93.51%
m/z--> 20 40 100 120 140 160
Abundance #21105. 1-Nonanol
56
41
70
83 97 7.60 7.80 8.00 8.20
29 m/z 41.05 82.38%
|
T

ol 15 || 111 126
- T 1T L I L I L I L
m/z--> 20 40 60 80 100 120 140 160
Abundance

4 B

69 LI L LI LB L
7.60 7.80 8.00 8.20
5000 o m/z 43.10 73.19%
29 97
o 111 125 140 153 168
— T T T T e e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #3336: Isopropylcyclobutane R R L R
a1 56 7.60 7.80 8.00 8.20
m/z 70.05 68.59%
70
5000 27
98
I
okl A
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF061020.M Tue Jun 30 15:30:21 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Octane Concentration Rank 12

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

8.15 37.15 ng 1605310 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 60
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 47
3 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 43
4 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 43
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 43

Abundance Scan 1031 (8.151 min): BF120731.D (-1024) (-) m/z 43.10 100.00%
43
57
5000
R e e e
7.80 8.00 8.20 8.40
| 140150 166 m/z 57.10  79.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7619: Octane
48
5000 U R R L
57 7.80 8.00 8.20 8.40
29 71 85 m/z 71.10 72.00%
0"'PM'JL"'P'L'PL"P'H%P"'P"'I”"I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57 71
780 800 8.20 840
5000 85 m/z 55.05 62.43%
29 99 141
ol 15 112 327 155 169 184
m/z--> ﬁo 45 éo éo 160 150 150 1é0 180 260
Abundance #95998: Octane, l,l'-OXybiS- LA L L L L L L
57 71 7.80 8.00 8.20 8.40
m/z 41.10 59.89Y%
43
5000
84
29 ‘ ‘ 111
o181 “ ‘J‘ | 97 “ 129 143 173 185 199
m/z--> 2'0 4'0 6|0 8IO 1c')o 12'0 14'10 160 180 2(')0 7.|80 8.60 8.|20 8.110 '

8270-BF061020.M Tue Jun 30 15:30:22 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-Methyl-1-undecanol Concentration Rank 8

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

8.27 48.76 ng 2106690 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-undecanol 186 C12H260 010522-26-6 59
2 Cvclopropane. l-methvl-2-octvl- 168 Cl1l2H24 037617-26-8 58
3 1-Decene 140 C10H20 000872-05-9 52
4 Decane. 1-fluoro- 160 C10H21F 000334-56-5 50
5 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 49

Abundance Scan 1051 (8.269 min): BF120731.D (-1042) (-) m/z 43.10 100.00%
57
71
5000
85
T o "800 820 840 860
133 - - - -
o . .'.-||, o Lad T 147 162 m/z 57.10 70.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #50329: 2-Methyl-1-undecanol
43
5000 29 69 TTrTrrr T T T T
83 8.00 8.20 8.40 8.60
97 m/z 41.10 65.70%
111 125 140
o ..!|'|..‘!.|."...i....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
41 5B
69 R R AL I I
8.00 8.20 8.40 8.60
5000 m/z 71.10 57 .57%
83
29 97
o 11125 140 153 168
mes O % & s & a0 1o 10 ko
Abundance #17936: 1-Decene T e
41 5p 8.00 8.20 8.40 8.60
70 m/z 56.05 53.06%
5000 83 97
29
111
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF061020.M Tue Jun 30 15:30:24 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 1-Decanol Concentration Rank 1

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

8.53 197.55 ng 8535420 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol 158 C10H220 000112-30-1 74
2 Cvclopropane. nonvl- 168 C12H24 074663-85-7 64
3 Cvclooctane 112 C8H16 000292-64-8 62
4 1-Undecanol 172 C11H240 000112-42-5 62
5 Pentafluoropropionic acid, octyl... 276 C11H17F502 001867-95-4 58

Abundance Scan 1095 (8.528 min): BF120731.D (-1084) (-) m/z 55.05 100.00%
USSR R SRR
112
129 8.20 8.40 8.60 8.80
0 147158 176 m/z 41.10 89.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29593: 1-Decanol
7
43 83
5000 97 ISR S SRR
8.20 8.40 8.60 8.80
29 112 m/z 43.10 80.61%
ol 19 |l 125 140 157
m/z--> 20 40 60 80 160 150 150 1éo 1éo
Abundance
43 55
69 SRS R SRR
8.20 8.40 8.60 8.80
5000 - 83 m/z 56.05 74.01%
97
0 1l 125 140 168
mz-> 20 40 60 8 100 120 140 160 180
Abundance #6631: Cyclooctane I L L B L
41 55 8.20 8.40 8.60 8.80
83 m/z 70.05 71.25%
70 112
5000
27
H i
I L Y T
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF061020.M Tue Jun 30 15:30:25 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Cyclodecane, methyl- Concentration Rank 6

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

8.88 67.21 ng 2903880 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-undecanol 186 C12H260 010522-26-6 72
2 Cvclodecane. methvl- 154 C11H22 013151-43-4 70
3 Cvclopropane. 1l-methvl-2-pentvl- 126 C9H18 041977-37-1 55
4 Cvclopropane. octvl- 154 C11H22 001472-09-9 53
5 1-Decene 140 C10H20 000872-05-9 53

Abundance Scan 1155 (8.880 min): BF120731.D (-1145) (-) m/z 57.10 100.00%
5000 [
97 AN AL S A Al A
1 1726 8.60 8.80 9.00 9.20
0 il 0, 136100154 169 190 1 Tz 4310 94.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50329: 2-Methyl-1-undecanol
43 57
5000 69 R SRS RSN R
29 83 8.60 8.80 9.00 9.20
97 m/z 41.10 67.79%
111 125 140
0 i T |'| T III — Il —— —— ———r
m/z--> 20 40 60 80 160 150 150 1éo 1éo '
Abundance
55
69 U A R R
43 8.60 8.80 9.00 9.20
5000 83 m/z 55.10 55.21%
97
29 111
126
137 154
L S U L UL S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11609: Cyclopropane, 1-methyl-2-pentyl- T
6 8.60 8.80 9.00 9.20
a1 m/z 56.10 52.83%
5000 69
84 g7 126
0 |....|...|....,....,.:I.']'.l.l....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF061020.M Tue Jun 30 15:30:26 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Oxalic acid, allyl nonyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.35 23.21 ng 7951560 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl nonvl ester 256 C14H2404 1000309-23-7 58
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 52
3 10-MethvlInonadecane 282 C20H42 056862-62-5 38
4 Ethanol. 2-(hexvloxv)- 146 C8H1802 000112-25-4 38
5 4-Octanone 128 C8H160 000589-63-9 38
Abundance Scan 1235 (9.351 min): BF120731.D (-1225) (-) m/z 71.10 100.00%

5000

%

9.00 9.20 9.40 9.60
m/z 43.10 97 .25%

o 113126 141 157 175 193208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107137: Oxalic acid, allyl nonyl ester

3

5000

9.00 920 940 9.60
m/z 57.10 88.46%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
R EmEE e e
3 9.00 9.20 9.40 9.60
5000 4 - m/z 85.10 66.54%
85
29
99 155
0 113126 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane B B
57 9.00 9.20 9.40 9.60
m/z 41.10 62.10%
43 71
85
5000
99 154
29
113126
bt 22 | DN o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 920 940 9.60

8270-BF061020.M Tue Jun 30 15:30:27 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.26 138.62 ng 17196600 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-12-12-T2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 74
2-12-12-T2-T2-12-T2-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 74
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 74
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 72
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 72

Abundance Scan 2070 (14.262 min): BF120731.D (-2056) (-) m/z 45.10 100.00%
45
89
5000
6 138 14.00 14.20 14.40 14.60
113 169 19555 243 : : :
ol il L7215 7171 271201810329350 386 | 77 89.00  78.00%
miz--> 50 100 15 200 250 300 350
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
5000
89 14.00 14.20 14.40 14.60
m/z 57.10 70.02%
133
oL28 1 470 | 2147 177 207 251 283
e L T I T A
miz--> 50 100 150 200 250 300 350
Abundance
45
e
89 14.00 14.20 14.40 14.60
5000 m/z 43.10 59.72%
133
oL 19 70 | 114 | 157177 207 239263283 327 371
e e
miz--> 50 100 150 200 250 300 350
Abundance #128697: Hexaethylene glycol L B
45 14.00 14.20 14.40 14.60
89 m/z 71.10 53.32%
5000
133
RECH } |79, ] 14 \ 163 209 252 283
S B o e
miz--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF061020.M Tue Jun 30 15:30:28 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-[2-[2-[2-[2-[2-[2-[2-(2-H... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.56 134.50 ng 16684900 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-12-1T2-12-12-12-12-(2-Hvdrox... 414 C18H38010 1000352-12-5 83
2-T2-12-T2-12-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 83
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 83
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 83
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 80
Abundance Scan 2121 (14.562 min): BF120731.D (-2108) (-) m/z 45.10 100.00%
45 89
5000
133 L Y
15417 199 239 14.20 14.40 14.60 14.80
oLl m J pILIS 199 239262283305327349 393 | .07 gg 00 79120
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et...
45
89 MJm\j
5000
14.20 14.40 14.60 14.80
133 m/z 57.10 61.23%
oL19, J 69 I 413 l 157177 207 239263283 327 371
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
14.20 14.40 14.60 14.80
5000 m/z 43.10 48.13%
89
ST N A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol R AR A RS EEa
45 14.20 14.40 14.60 14.80
m/z 71.10 36.50%
5000 89
o190l I |69 J hlg | . 163 207 251
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80

8270-BF061020.M Tue Jun 30 15:30:31 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.79 29.17 ng 20137100 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
2 2-T2-T2-T2-T2-T2-T2-T2-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 74
3 2-T2-T2-T2-T2-T2-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 72
4 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 72
51,4,7,10,13,16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 70
Abundance Scan 2160 (14.792 min): BF120731.D (-2146) (-) m/z 45.10 100.00%
45
89
5000
M 1 14.40 14.60 14,80 15.00 15.20
171 : : : :
oLl B :,ll.l.-.'l. 20 251275 321 365 409 m/z 89.05 65.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 89 S SO SRR B I
14.40 14.60 14.80 15.00 15.20
m/z 43.10 39.52%
o129} u h ) d |163 207 251
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
89 SRR SR SRR BRSO B
14.40 14.60 14.80 15.00 15.20
5000 m/z 71.10 33.09%
133
177
ol 2 L i6g L M2 - i 221 251 283309 339 371 415
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et... T
45 14.40 14.60 14.80 15.00 15.20
m/z 57.10 27 .71%
89
5000
133
oL19 I J | 112 J 177 207 239263 295 327 371
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF061020.M Tue Jun 30 15:30:38 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Octaethylene glycol monodod... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.13 31.67 ng 21862700 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol monododecvl ... 538 C28H5809 003055-98-9 78
2 2-T2-T2-T2-T2-T2-T2-(2-Methoxvet... 384 C17H3609 1000352-04-2 74
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 74
4 2-T2-I2-I2-1r2-12-12-(2-Hvdroxvet... 370 C16H3409 005117-19-1 74
5 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 72
Abundance Scan 2217 (15.127 min): BF120731.D (-2201) (-) m/z 45.10 100.00%
45
89
5000
i 133 |||llllllllllllllll
14.80 15.00 15.20 15.40
177
ob b bl 'l i 201229 258263 335 379 428 460 /7 89.10  69.37%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #238332: Octaethylene glycol monododecy! ether
45
5000 89 R SN UM U LR
14.80 15.00 15.20 15.40
133 m/z 43.10 39.60%
P Ly | 68180213 257 31
Oy ﬂf*"|'““'|""|""|""|”"|""|"
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
o 14.80 15.00 15.20 15.40
5000 m/z 57.10 38.88%
133
ol 15 177 207 251 295 341
LR FUEL LA UL BURLELELN UCRLELELA SRR UL SN SRR
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol e RAREERE A
45 14.80 15.00 15.20 15.40
m/z 87.05 26 .03%
5000 89
133
ool by e por s ) W] P
mz-> 0 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40

8270-BF061020.M Tue Jun 30 15:30:39 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.78 19.85 ng 13701600 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
2 2-T2-T2-T2-T2-T2-T2-T2-T2-12-(2-... 502 C22H46012 1000352-13-2 83
3 2-T2-T2-T2-T2-T2-T2-T2-T2-12-T2-... 546 C24H50013 1000352-12-7 80
4 2-T2-TI2-12-12-12-12-1r2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 74
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 74
Abundance Scan 2328 (15.780 min): BF120731.D (-2316) (-) m/z 45.05 100.00%
45
89
5000
133 NSNS
177 15.40 15.60 15.80 16.00
ol bl uT 215 252 205321 365 409 m/z 89.05 72.07%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 89 LN U AN SUNIE
15.40 15.60 15.80 16.00
l i m/z 43.10 35.95%
133
ol Taes 27 20
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
89 15.40 15.60 15.80 16.00
5000 m/z 71.10 32.97%
133
ol 19 Y7 221 265205 327 383 415 459
LB N N AL DAL DAL DL IR L N UL
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)... A maa s
45 15.40 15.60 15.80 16.00
- m/z 87.05 28.38%
5000
133
177
oh Bl dy | i 221 265295 339 363 427 450 503 MR G NSSa
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-[2-[2-[2-[2-[2-[2-[2-[2-(--- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.26 24 .52 ng 16923300 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 87
2-T2-T2-T2-T2-12-T2-T2-(2-Hvdrox... 414 C18H38010 1000352-12-5 87
2-T2-T2-T2-T2-T12-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 81
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 74
Abundance Scan 2410 (16.262 min): BF120731.D (-2394) (-) m/z 45.10 100.00%
45
89
5000
133 R e
177 16.00 16.20 16.40 16.60
ol : 419 '| 185, 207229250273295 335 379400423 | 77 89.05  73.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...

5000

16.00 16.20 16.40 16.60
m/z 43.10  37.52%

177 207 251 283

327

04
miz--> 50 100 150 200 250 300 350 400
Abundance
45
R e e
89 16.00 16.20 16.40 16.60
5000 m/z 57.10 36.25%
133
oL19 112 177 207 239263 295 327 371
P T T T T T T e P
miz--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy... e
45 16.00 16.20 16.40 16.60
89 m/z 87.05 29.36%
5000
133
177
oL1o, | 67 | 112 | i 221 251 283309 339 371 415
o T T T T T e T T e P T N e
miz--> 50 100 150 200 250 300 350 400 16.00 1620 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 15-Crown-5 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.84 45.32 ng 31286500 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

2-I2-12-12-12-12-12-12-12-(2-Hvd. ..
2-I2-12-12-12-12-12-12-(2-Hvdrox. . .
2-I2-12-12-12-T2-12-(2-Hvdroxvet. ..
4 15-Crown-5
5 Pentaethylene glycol

458 C20H42011
414 C18H38010
370 C16H3409
220 C10H2005
238 C10H2206

1000352-12-6 90
1000352-12-5 90
005117-19-1 87
033100-27-5 78
004792-15-8 78

Abundance Scan 2508 (16.839 min): BF120731.D (-2486) (-) m/z 45.05 100.00%
45
89
5000
133
B A
1 | 155177199 16.60 16.80 17.00 17.20
ol M MOk dhgid, | 152, 7199221243265287 327349 393 437 | ;589 05 75.37Y%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45
89
5000 LIRS
133 16.60 16.80 17.00 17.20
m/z 57.10 45 _.42%
R N 117 291 251 283309 339 371 415
T el Ll R .
miz-> 0 50 100 150 200 250 300 350 400
Abundance
45
s,
85 16.60 16.80 17.00 17.20
5000 m/z 43.10 36.94%
133
ol 19 177 207 239263 295 327 371
T e SO,
miz-> 0 50 100 150 200 250 300 350 400
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox... R  AREREEEs RS
45 16.60 16.80 17.00 17.20
m/z 71.10 29.86%
89
5000
133
019, L, | 177 207 251 283 327
N s,
miz-> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120731.D

Aca On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.05 25.57 ng 17650100 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-T2-12-12-12-12-12-12-(2-... 502 C22H46012 1000352-13-2 90
2 2-T2-T2-T2-T2-T2-T2-T2-T2-(2-Hvd. .. 458 C20H42011 1000352-12-6 90
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 90
4 2-T2-T2-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 87
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 86
Abundance Scan 2714 (18.050 min): BF120731.D (-2683) (-) m/z 45.05 100.00%
45
89
5000
M 133
R UM SRR SN B
177 17.80 18.00 18.20 18.40
3 I— .1.[.‘ dod by 1,200229 273 311335 371 428 | s g9 05 76.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45
89
133 17.80 18.00 18.20 18.40
J m/z 43.10 37.20%
ol19, L} i l L 117 221 265295 327 383 415 459
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
89 RO SUMRN SO SO SR
17.80 18.00 18.20 18.40
5000 m/z 57.10 36.20%
133
SRR O N R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol B s B s B
45 17.80 18.00 18.20 18.40
m/z 87.00 32.77%
133
0 '194 “Ik N'i L'“ J'Wl§?' '%q7" ??% LRI DAL AL UARLLL S RN SUNN SRR SRR B
m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062920\
Data File : BF120731.D

Acq On 29 Jun 2020 16:56

Operator : JU/CG

Sample : L3129-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]

Butanoic acid 4.80 41.6 ng 1311420 1 6.79 630448 20.0
Butanoic acid, 2-... 5.70 32.9 ng 1035910 1 6.79 630448 20.0
Pentanoic acid 5.92 40.0 ng 1261870 1 6.79 630448 20.0
unknown6 .63 6.63 22.1 ng 697816 1 6.79 630448 20.0
1-Octanol, 2-methyl- 7.62 149.4 ng 6456700 2 8.07 864126 20.0
1-Nonanol 7.90 89.7 ng 3877010 2 8.07 864126 20.0
Octane 8.15 37.1 ng 1605310 2 8.07 864126 20.0
2-Methyl-1-undecanol 8.27 48.8 ng 2106690 2 8.07 864126 20.0
1-Decanol 8.53 197.6 ng 8535420 2 8.07 864126 20.0
Cyclodecane, methyl- 8.88 67.2 ng 2903880 2 8.07 864126 20.0
Oxalic acid, ally... 9.35 23.2 ng 7951560 3  9.83 6852000 20.0
2-[2-[2-[2-[2-[2---- 14.26 138.6 ng 17196600 5 13.99 2481100 20.0
2-[2-[2-[2-[2-[2---- 14.56 134.5 ng 16684900 5 13.99 2481100 20.0
3,6,9,12,15-Penta... 14.79 29.2 ng 20137100 6 15.44 13806300 20.0
Octaethylene glyc... 15.13 31.7 ng 21862700 6 15.44 13806300 20.0
2-[2-[2-[2-[2-[2---- 15.78 19.9 ng 13701600 6 15.44 13806300 20.0
2-[2-[2-[2-[2-[2---- 16.26 24.5 ng 16923300 6 15.44 13806300 20.0
15-Crown-5 16.84 45.3 ng 31286500 6 15.44 13806300 20.0
1,4,7,10,13,16-He... 18.05 25.6 ng 17650100 6 15.44 13806300 20.0
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