LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 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 G\METHODS\8270-BG051520.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 4.119 171 175 183 rVB2 14793 30199 1.23% 0.245%
2 4.895 299 307 315 rBV3 26646 62465 2.55% 0.508%
3 5.030 323 330 342 rBV2 24557 51987 2.12% 0.423%
4 5.564 415 421 433 rVB2 47392 93767 3.83% 0.762%
5 6.451 558 572 583 rBV2 60645 176769 7.22% 1.437%
6 7.039 666 672 679 rBV3 15439 29763 1.22% 0.242%
7 7.192 690 698 709 rBV3 37133 124028 5.07% 1.008%
8 7.949 819 827 833 rBV2 198718 377471 15.42% 3.068%
9 8.020 833 839 853 rVvB2 95879 195157 7.97% 1.586%
10 8.267 870 881 891 rVB 99971 193594 7.91% 1.573%
11 8.607 930 939 948 rBvVS 11640 34491 1.41% 0.280%

12 8.778 958 968 976 rBvV2 66827 161803 6.61% 1.315%
13 9.112 1017 1025 1033 rBV2 73730 138771 5.67% 1.128%
14 9.306 1049 1058 1066 rBV2 35064 76678 3.13% 0.623%
15 9.671 1115 1120 1129 rVB3 24837 51708 2.11% 0.420%

16 10.146 1192 1201 1209 rBvV4 48657 118529 4.84% 0.963%
17 10.751 1297 1304 1311 rBV 236821 432676 17.67% 3.516%

18 11.210 1375 1382 1392 rVB6 19028 44535 1.82% 0.362%
19 11.403 1407 1415 1424 rBvV4 16043 54708 2.23% 0.445%
20 11.650 1442 1457 1468 rBV2 262137 746789 30.50% 6.069%
21 12.273 1555 1563 1569 rBV 18111 35319 1.44% 0.287%
22 12.390 1579 1583 1593 rVBS8 13419 29990 1.22% 0.244%

23 12.619 1615 1622 1631 rBV 87431 181900 7.43% 1.478%
24 12.937 1666 1676 1689 rBV2 267155 575863 23.52% 4_.680%
25 13.207 1715 1722 1730 rBV 212833 351319 14.35% 2.855%

26 13.941 1842 1847 1852 rBV 130220 201379 8.22% 1.637%
27 14.041 1858 1864 1873 rBV 357898 549412 22.44% 4._465%
28 14.429 1926 1930 1936 rVB7 37316 69734 2.85% 0.567%
29 14.488 1937 1940 1944 rBV6 26167 39764 1.62% 0.323%
30 14.593 1949 1958 1965 rBV 373147 684694 27 .96% 5.565%

31 15.380 2089 2092 2097 rBV6 45639 71270 2.91% 0.579%
32 16.091 2210 2213 2219 rVB 100388 149153 6.09% 1.212%
33 17.149 2388 2393 2398 rBV2 257024 419132 17.12% 3.406%
34 17.343 2421 2426 2432 rVB 403712 607972 24.83% 4.941%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.253 2576 2581 2584 rBV 416380 574694 23.47% 4.671%
36 19.381 2770 2773 2778 rBV2 249618 465370 19.01% 3.782%
37 19.440 2780 2783 2789 rVB3 569096 825601 33.72% 6.710%

38 21.496 3129 3133 3141 rVB 1621348 2448459 100.00% 19.899%%
39 24.750 3683 3687 3701 rVB4 276879 827382 33.79%% 6.724%

Sum of corrected areas: 12304295
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG045752.D
2500000
2000000
1500000
1000000

500000
10.75 11.65 12.

7.9
oh 4.12 4803 5.56 6.45 7§49 &831\27 647891831 967 1015 | 11, 214qu 1228552 |

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG045752.D
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Abundance TIC: BG045752.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butanoic acid, 3-methyl- Concentration Rank 13

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

4.89 3.31 ng 62465 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 78
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 56
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 39
4 Hexanoic acid 116 C6H1202 000142-62-1 38
5 Formic acid hydrazide 60 CH4N20 000624-84-0 33

Abundance Scan 306 (4.889 min): BG045752.D (-299) (-) m/z 60.05 100.00%
6p
5000
87 N NS
3 | 460 4.80 500 5.20
ol b e Tm/z 41.05  37.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4286: Butanoic acid, 3-methyl-
60
5000
4.60 4.80 5.00 5.20
27 g7 m/z 43.05 36.63%
bl
LR S BRI UL SURLELELN SRR UL DAL UARL
m/z--> 50 100 150 200 250 300 350 400
Abundance
60
4.60 4.80 5.00 5.20
5000 m/z 87.05 24 .85%
87
38 115
L B L LA UL UL DL L UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #21817: Propanedioic acid, propyl-
60 4.60 4.80 5.00 5.20
m/z 39.05 22 .37%
5000
29
0 JLHA '?ZI""I""I'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Octanoic acid, 2-methyl- Concentration Rank 14

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

5.03 2.75 ng 51987 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 83
2 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 83
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 78
4 Methvl valerate 116 C6H1202 000624-24-8 64
5 2-Methylheptanoic acid 144 C8H1602 001188-02-9 50

Abundance Scan 330 (5.030 min): BG045752.D (-323) (-) m/z 74.05 100.00%
74
5000 a1 57
87

4.60 4.80 5.00 5.20 5.40

159

01 m/z 57.05 40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30203: Octanoic acid, 2-methyl-
74
5000
87 4.60 4.80 5.00 5.20 5.40
m/z 41.05 36.09%
101
0 \A\ .65 |, 115 129 143 158
.”P”qunpuq”upnq””...u”.uq”upu.””.”.””puqu”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
74
29 a1 57 4.60 4.80 5.00 5.20 5.40
5000 m/z 87.15 27.36%
87
0 15 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13442: Hexanoic acid, 2-methyl-
74 4.60 4.80 5.00 5.20 5.40
m/z 72.95 16.30%
5000
87
0 H \51\” I ‘ 101 115 130
uq”upnq””p”.uupu..u PP T T [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexanoic acid, 2-methyl- Concentration Rank 9

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

6.45 9.37 ng 176769 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 78
2 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 72
3 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 72
4 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 50
5 2-Methylheptanoic acid 144 C8H1602 001188-02-9 38

Abundance Scan 572 (6.451 min): BG045752.D (-558) (-) m/z 74.05 100.00%
7
5000 //\kg_
43
L maa
6.20 6.40 6.60 6.80
101
0 .I.,~....,....,....,...2.9,5....,....,....,....,..5.3.6, m/z 43.05 27.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13442: Hexanoic acid, 2-methyl-
74
5000
43 6.20 6.40 6.60 6.80
m/z 73.05 21.07%
0 'H'I"'}?%%?q D L S S S SN BRI BRI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
74
6.20 6.40 6.60 6.80
5000 m/z 41.05 21.04%
41
e R L S B L WL B S S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8134: Pentanoic acid, 2-methyl-
7 6.20 6.40 6.60 6.80
m/z 87.05 18.79%
5000, 43
0 'MﬁhJ'H?}'“l""w"'|'“'|"'w""|“"|'“'|"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 7

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

8.02 10.34 ng 195157 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 53
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 50
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 38

Abundance Scan 839 (8.020 min): BG045752.D (-833) (-) m/z 57.05 100.00%
7
5000 a1
70 83 SN S-S SO
| | | %8 7.60 7.80 8.00 8.20 8.40
ok bl el e 4 22 m/z 41.00 37.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 7.60 7.80 8.00 8.20 8.40
29 ‘ 70 g3 m/z 55.05 29.27%
98
0||EI-8||‘|“||‘I‘|||H‘I||“‘||Il|||‘|||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 a1 m/z 83.05 25.36%
- 70
83
15 98 112
L L L L L B UL N S|
m/z--> 20 40 60 80 100 120 140 160
Abundance #72873: Heptane, 1,1'-oxybis-
57 7.60 7.80 8.00 8.20 8.40
m/z 43.05 22 .94%
5000
70
0 45 “ ‘w 83 gﬂ 117 129 171
m/z--> 20 40 60 80 100 120 140 160 ' 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

9.31 4_.06 ng 76678 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 37
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 37
4 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 25
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 23

Abundance Scan 1059 (9.312 min): BG045752.D (-1049) (-) m/z 73.05 100.00%
3
5000
41
101
| 281 9.00 9.20 9.40 9.60
oMl b 4o m/z 88.05 91.62%
m/z--> 50 100 150 200 250 300 350
Abundance #20866: Hexanoic acid, 2-ethyl-
73
41
5000
101 9.00 9.20 9.40 9.60
m/z 41.05 31.88%
o i““l“‘l“.“. |.EL2.7].-4?....|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
9.00 9.20 9.40 9.60
5000 71 m/z 87.05 25.61%
o 26 109 135155173 214 242 272 294313 355
L R N e e e
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88 9.00 9.20 9.40 9.60
m/z 101.05 18.56%
5000

o

41 ’
7
,_LL_m | 158
g b 4
50

T
100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown9.67 Concentration Rank 16

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

9.67 2.39 ng 51708 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trichloro-. octvl e... 274 C10H17C1302 016958-78-4 47
2 1-Octanol. 2.7-dimethvl- 158 C10H220 015250-22-3 43
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 43
4 1-0Octvl trifluoroacetate 226 C10H17F302 002561-21-9 38
5 1-Nonanol 144 C9H200 000143-08-8 38

Abundance Scan 1120 (9.671 min): BG045752.D (-1115) (-) m/z 57.05 100.00%
q7
5000 84
11 486 9.40 9.60 9.80 10.00
ol A e m/z 43.00 77.82%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #122116: Acetic acid, trichloro-, octyl ester
43
70
5000
9.40 9.60 9.80 10.00
m/z 71.10 75.27%
‘ 119
0 ‘I"""“"Il‘w“"l'"'I""I""I""I""I""I""I

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
56
9.40 9.60 9.80 10.00
5000 m/z 41.05  70.40%
29 83 112
140
O L o o o L e o B o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #86144: Ethanol, 2-(dodecyloxy)-
56 9.40 9.60 9.80 10.00
m/z 56.05 55.77%
5000
29 83 112
U\\ | [ 140 168 199
O+ -t e
m/z—-> 0 50 100 150 200 250 300 350 400 450 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Oxalic acid, isobutyl nonyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.21 2.06 ng 44535 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 50
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 27
3 1-Pentanol. 2.3-dimethvl- 116 C7H160 010143-23-4 27
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 27
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 27
Abundance Scan 1382 (11.210 min): BG045752.D (-1375) (-) m/z 43.10 100.00%
57 7

5000

L

10.80 11.00 11.20 11.40 11.60
m/z 71.05 95.93%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000
71 10.80 11.00 11.20 11.40 11.60
85 m/z 57.00 88.92%
M‘ 97 14126 in
0.,....,...,....,....,........,....,....,........,....,....I
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
43 55
69 83
97 10.80 11.00 11.20 11.40 11.60
5000 m/z 56.05 74.72%
29
111
125
0 139 154168 182196 224 252
T T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8382: 1-Pentanol, 2,3-dimethyl-
4 10.80 11.00 11.20 11.40 11.60
m/z 55.00 68.71%
56
5000
69 85
29
‘ ‘ 98
o T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40 11.60

8270-BG051520.M Mon Jun 15 02:25:35 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknownl11.40 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.53 ng 54708 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Toluamide 135 C8H9NO 000618-47-3 49
2 Benzeneacetic acid 136 C8H802 000103-82-2 43
3 Propanal. 2-(phenvImethoxv)- 164 C10H1202 053346-05-7 38
4 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 35
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 25
Abundance Scan 1414 (11.398 min): BG045752.D (-1407) (-) m/z 91.05 100.00%
oL
5000 135
65
38 " 110 369 11.00 11.20 11.40 11.60 11.80
0 .UTqﬂHﬂ e B I S m/z 134.95 36.54%
m/z--> 50 100 150 200 250 300 350
Abundance #15482: m-Toluamide
91 119
5000 65
39 11.00 11.20 11.40 11.60 11.80
m/z 136.05 26.49%
0|16||||||||||||||||||||||| —
m/z--> 50 100 150 200 250 300 350
Abundance
91
11.00 11.20 11.40 11.60 11.80
5000 m/z 65.05 18.07%
136
65
0 45 118
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #33330: Propanal, 2-(phenylmethoxy)-
g1 11.00 11.20 11.40 11.60 11.80
m/z 92.05 15.42%
5000
135
%9 Gf
o4ttt
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 350 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.65 34.52 ng 746789 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 Pentanoic acid 102 C5H1002 000109-52-4 52
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 47
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 46
Abundance Scan 1457 (11.650 min): BG045752.D (-1442) (-) m/z 73.05 100.00%
60 7B
5000 41 //\\_
115
87 98 19 " 11140 11.60 11.80 12.00
o > 107 141 158 m/z 60.05 92.76W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60 73
41
5000 LR UL B BULILL R
29 11.40 11.60 11. 80 12. 00
H 87 o3 115 159 m/z 41.05  47.93%
0"v%?w'“'v'“ “LF% "“h“"'hm “'hh'“l“yw'“Jv'“l“'w'iéﬁ'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
11.40 11.60 11.80 12.00
5000 73 m/z 57.05 45 .62%
29 41
o 50 87 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8070: Hexanoic acid
60 11.40 11.60 11.80 12.00
m/z 55.05 41 .03%
5000 27 41 73
‘ 87
O'W””PJW””Miﬁwwt”WJ”'”M”g%”ﬁ””P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hydrocinnamic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.62 8.41 ng 181900 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 95
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13NO3 1000129-40-0 90
3 Benzenepropanoic acid 1-methvlet... 192 C12H1602 022767-95-9 78
4 n-Butvl-_beta.-phenvlpropionate 206 C13H1802 020627-49-0 59
5 Benzenepropanoic acid, silver(1+... 256 C9H9AgO2 075112-79-7 47
Abundance Scan 1622 (12.619 min): BG045752.D (-1615) (-) m/z 91.00 100.00%
o
5000 104
150
o 51 65 ' 12.40 1260 12.80 13.00
0 ,....uﬂ-'m '|-"||' " .,|.|...,.1.:?1.,..-..,.... oazor | | M/Z 104.00 50.86%
m/z-> 20 40 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91
104
5000 150 0 1760 1250 1300
m/z 150.05 31.55%

o

51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91

12.40 12.60 12.80 13.00

5000 104 m/z 77.05 21.52%
150
51 65 77
124 255
O o L B B B i o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54464: Benzenepropanoic acid 1-methylethyl ester
o9 12.40 12.60 12.80 13.00
m/z 105.00 17.86%
104
5000 150
51 78
o 27395 8 | | 117182 | 173 1%
s o B B A aa s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 n-Decanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.94 16.82 ng 575863 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 Nonanoic acid 158 C9H1802 000112-05-0 53
3 Alpha-1-rhamnopvranose 164 C6H1205 035810-56-1 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Hexanoic acid 116 C6H1202 000142-62-1 49
Abundance Scan 1677 (12.943 min): BG045752.D (-1666) (-) m/z 73.00 100.00%
60 7B
5000 41 129 )/\*_
87 o 115 143 12,60 12.80 13.00 13.20
101 . . . .
0 5 155 172 m/z 60.05  85.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39472: n-Decanoic acid
60 78
41
5000 29 AR AR BARARER B
129 1260 12,80 13.00 13.20
115 m/z 41.05 43.81%
172
ol sy gl S L Wass 7
m/z--> 20 40 60 80 100 120 140 160
Abundance
60
73 : :

12.60 12.80 13.00 13.20

5000 m/z 55.05 43.35%
41
29 g7 98 115 129
18 51 141 158
oL 2l e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33896: Alpha-Il-rhamnopyranose e e
60 73 12.60 12.80 13.00 13.20
m/z 43.05 40.80%
5000 43
[
olrrbdy nWl.‘Nlu.“%‘..W“.,¢w‘.loﬂ ”.%ﬁg??§ A R s
m/z--> 20 40 60 80 100 120 140 160 12 60 12. 80 13 00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.94 5.88 ng 201379 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 91
2 Phenol. 2.4-bis(1.1-dimethvlethvl)- 206 C14H220 000096-76-4 74
3 1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 74
4 4"-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 72
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 68
Abundance Scan 1847 (13.941 min): BG045752.D (-1842) (-) m/z 191.10 100.00%
14
5000

131 e s e B
57 ol 163 13.60 13.80 14.00 14.20

ol .:L,nle.u. Lol I e e | m/z 206.15  23.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 -|----|----|----|-1"‘--1\"-
13.60 13.80 14.00 14.20
57 131 m/z 131.05  19.97%
29, ‘ o1 T 163
0..kh,H.hﬂ,mhau\.hn.,u...,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
13.60 13.80 14.00 14.20
5000 m/z 163.10 15.75%
57
O L o o L e o N N
m/z--> 50 100 150 200 250 300 350 400
Abundance #66057: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopentalc... L e N EEmasn)
191 13.60 13.80 14.00 14.20

m/z 57.05 15.58%

5000 43 149

6991 121L ‘
0 et g ol bl o1l "
L e L ey B e B L B B B L LI L B B o

| T T I
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl14.43 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.43 2.04 ng 69734 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27
2 Cvclohexane. 1.17.1""-(l-ethanvl... 276 C20H36 055682-86-5 12
3 Pilocarpine 208 C11H16N202 000092-13-7 11
4 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 11
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 11

Abundance Scan 1930 (14.429 min): BGO45752 D ( 1926) (-) m/z 193.10 100.00%

97

5000
A
209224 14.20 14.40 14.60 14.80
(o} m/z 97.05 89.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193
95
5000 LA L L L L L
162 14.20 14.40 14.60 14.80
m/z 95.05 76.74%
52 67 135
0..q”.w”lww.qM.w”.w.Jq.”w.”w.”ﬂ.”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
83 L MM
41 97 14.20 14.40 14.60 14.80
5000 m/z 69.05 68.22%
193
69 111
27 179
ol13 137151165 207 229 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67377: Pilocarpine EREmEEES LSS S
95 14.20 14.40 14.60 14.80
m/z 43.05 66.29%
5000
42 109
o | , 68 123 149164  193°08
R A RARa EEEE o e e ARSARERRsReREE R EREmEEES LSS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

8270-BG051520.M Mon Jun 15 02:25:44 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 photocitral B Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.38 2.08 ng 71270 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 64
2 7-Pentadecvne 208 C15H28 022089-89-0 41
3 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 35
4 3-Hexen-2-one. 3-cvclohexvl-4-et... 208 C14H240 1000150-19-1 30
5 Glyoxal monoxime, 2-(4-fluorophe... 167 C8H6FNO2 017628-74-9 25
Abundance Scan 2092 (15.380 min): BG045752.D (-2089) (-) m/z 123.05 100.00%
123

5000

15.00 15.20 15.40 15.60

0 m/z 81.05 78.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25079: photocitral B
81 123
69
41 109 | 137
5000 55 95 LS L L B B
15.00 15.20 15.40 15.60
m/z 67.05 72.27%
152
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
67 81
95 BERE S s s e
41 15.00 15.20 15.40 15.60
5000 55 109 m/z 109.05 62.70%
123
137 151 165 179 208
o SN S N1 P RS 7o A AL S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene e EEERRs RS
69 95 109 123 207 15.00 15.20 15.40 15.60
m/z 69.05 51.41%
81 137 193
5000 55
151 222
RN RN
| NN SN || A W’ N S SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Benzenesulfonamide, N-butyl- Concentration Rank 6

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

17.15 13.79 ng 419132 Phenanthrene-d10 17.34

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 CI10H15N02S 003622-84-2 53
2 di-n-Propvilbarbituric acid 212 C10H16N203 002217-08-5 43
3 Benzenesulfonvlamino-acetic acid... 260 C8H8N206S 1000301-09-0 43

000426-58-4 43
029982-62-5 43

4 Benzene. I(trifluoromethvDsulfo... 210 C7H5F302S
5 4H-1,2,4-Triazole-4-benzenesulfo... 224 C8H8N402S

Abundance Scan 2393 (17.149 min): BG045752.D (-2388) (-) m/z 77.05 100.00%

Ly 141 170
5000

16. 80 17. 00 17. 20 17. 40

I| ||.| |93 118137 | 15 197 213 232

bbbl et e b e bt || M/z 170.05 89 29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71723: Benzenesulfonamide, N-butyl-
77 141 170
5000 LA L L L L LB L

16.80 17.00 17.20 17.40
m/z 140.95 86.41%
| i |

30 51
15 | 92106 125 | | 184 213
T e e T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141

16. 80 17. 00 17. 20 17.40

o

5000 170 m/z 57.05 25.25%
41
98
. 5 g0 | 112126 | 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111111: Benzenesulfonylamino-acetic acid, N-nitro- A B e
77 16.80 17.00 17.20 17.40
m/z 71.05 20.27%
141
5000
51
94
0 37,0 . . | 109125 | 159173188 215 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. 00 17. 20 17.40

8270-BG051520.M Mon Jun 15 02:25:48 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.25 18.91 ng 574694 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Heptadecanoic acid 270 C17H3402 000506-12-7 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2580 (18.247 min): BG045752.D (-2576) (-) m/z 73.05 100.00%
5000 /\&
" 18.00 18.20 18.40 18.60
0 m/z 60.00 70.83%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LN B ALY UL UL I
129 18 00 18 20 18. 40 18 60
157 213 m/z 43.05 69.30%
185
o \\M\H S mel
miz--> 0 50 100 150 200 250 300 350 400
Abundance
73
43 270 UL SN S BRI B
18.00 18.20 18.40 18.60
5000 129 m/z 41.05 62.46%
97 171 227
0 18 149 199 250
miz--> 0 éo 160 1éo 260 2éo 360 3éo 400
Abundance #95855: Pentadecanoic acid e RARREEE RS
43 73 18.00 18.20 18.40 18.60
m/z 55.05 61.59%
o T W
199 242
157
0‘ .J'uultu:&?j.ll.... L e IS e o e  EAEE Em s
miz--> 0 50 100 150 200 250 300 350 400 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.38 15.31 ng 465370 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 72
3 Triacontane 422 C30H62 000638-68-6 64
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 60
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 2773 (19.381 min): BG045752.D (-2770) (-) m/z 57.05 100.00%
57 | g5
5000
113 272 19.00 19.20 19.40 19.60
41 182
ob A L 07, 21230 Caesay 51 05 99,84
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 AR SRR R R
mmmmmmmm
29 m/z 85.05 80.60%
. |l h L J113 141 169 107 225 253 296
miz--> 0 55 100 1%0 260 250 360 3%0 460
Abundance
57
19.00 19.20 19.40 19.60
5000 m/z 43.05 73.03%
85
29
oty 4
miz--> 0 55 160 1%0 200 250 360 3%0 460
Abundance #219831: Triacontane A Ea e
57 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045752.D

Aca On 12 Jun 2020 22:45

Operator : CG/JU

Sample : L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl19.44 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.44 27.16 ng 825601 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tert-Butvl-I2-I2-I2-(2-butoxveth... 364 C18H4005Si 1000352-13-7 38
2 Dibutvl 3.6.9.12.15.18.21-heptao... 510 C24H46011 1000366-79-9 38
3 Butvl 2.5.8.11.14.17.20.23-octao... 454 C21H42010 1000366-81-8 35
4 DL-Glvceraldehvde. dimethvl ether 118 C5H1003 1000332-93-3 30
5 2-(2-Ethoxyethoxy)ethyl 2-methyl... 218 C11H2204 1000366-97-5 25
Abundance Scan 2783 (19.440 min): BG045752.D (-2780) (-) m/z 103.05 100.00%
57 103
5000
M 1520 191 25 28 20 a1 550 10140 19,60 1080
btk B o2 Ly 2eT 248 288 318 "m/z 57.05  96.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #192995: tert-Butyl-[2-[2-[2-(2-butoxyethoxy)ethoxy]ethoxy ...
57 101
5000 LB UL SN LN B
19.20 19.40 19.60 19.80
145 m/z 45.05 68.47%

29 L 219
189
T T 2 ‘H 2L s
m/z--> 50 100 150 200 250 300 350 400
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103

19.20 19. 40 19. 60 19.80

5000 m/z 101.05 56.08%
45 159
oL19 0 131 203 247 201 321 365 409
o A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227871: Butyl 2,5,8,11,14,17,20,23-octaoxapentacosan-25-oate P T T T T PP T T T T
103 19 20 19. 40 19. 60 19. 80
5o m/z 89.05 44 _07%
5000
29 159
A O S O 7Y AU /N N SN PR | RU—
m/z--> 50 100 150 200 250 300 350 400 19 20 19. 40 19. 60 19. 80

8270-BG051520.M Mon Jun 15 02:25:53 2020 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061220\
Data File : BG045752.D

Acq On 12 Jun 2020 22:45

Operator : CG/JU

Sample - L2986-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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, 3-... 4.89 3.3 ng 62465 1 7.94 377471 20.0
Octanoic acid, 2-... 5.03 2.8 ng 51987 1 7.94 377471 20.0
Hexanoic acid, 2-... 6.45 9.4 ng 176769 1 7.94 377471 20.0
1-Hexanol, 2-ethyl- 8.02 10.3 ng 195157 1 7.94 377471 20.0
Hexanoic acid, 2-... 9.31 4.1 ng 76678 1 7.94 377471 20.0
unknown9 .67 9.67 2.4 ng 51708 2 10.75 432676 20.0
Oxalic acid, isob... 11.21 2.1 ng 44535 2 10.75 432676 20.0
unknownl11.40 11.40 2.5 ng 54708 2 10.75 432676 20.0
Nonanoic acid 11.65 34.5 ng 746789 2 10.75 432676 20.0
Hydrocinnamic acid 12.62 8.4 ng 181900 2 10.75 432676 20.0
n-Decanoic acid 12.94 16.8 ng 575863 3 14.59 684694 20.0
Phenol, 2,6-bis(1... 13.94 5.9 ng 201379 3 14.59 684694 20.0
unknownl14 .43 14.43 2.0 ng 69734 3 14.59 684694 20.0
photocitral B 15.38 2.1 ng 71270 3 14.59 684694 20.0
Benzenesulfonamid... 17.15 13.8 ng 419132 4 17.34 607972 20.0
n-Hexadecanoic acid 18.25 18.9 ng 574694 4 17.34 607972 20.0
Heneicosane 19.38 15.3 ng 465370 4 17.34 607972 20.0
unknownl19 .44 19.44 27.2 ng 825601 4 17.34 607972 20.0
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