LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 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 3.124 3 6 22 rVB 426616 800379 1.35% 0.181%
2 5.550 411 419 431 rVB 911588 1759693 2.96% 0.397%
3 7.153 684 692 707 rVB 870704 1886469 3.18% 0.426%
4 8.052 837 845 865 rBVY 1076777 4567797 7.69% 1.030%
5 8.293 879 886 906 rVB 1043115 2011406 3.39% 0.454%
6 9.127 1022 1028 1036 rVB 784404 1459259 2.46% 0.329%
7 9.298 1050 1057 1062 rBvV2 386290 691093 1.16% 0.156%
8 9.427 1072 1079 1090 rBVv2 584432 1018346 1.71% 0.230%
9 9.621 1102 1112 1118 rBV 611824 1104055 1.86% 0.249%
10 9.697 1118 1125 1133 rVB 1302977 2188677 3.69% 0.494%

11 10.190 1196 1209 1221 rVB6 216957 686158 1.16% 0.155%
12 10.326 1221 1232 1246 rBV 5489199 11163680 18.80% 2.518%
13 10.778 1301 1309 1317 rBV2 394973 854550 1.44% 0.193%
14 10.878 1319 1326 1331 rBV3 601216 1138767 1.92% 0.257%
15 10.936 1331 1336 1345 rVB 623031 1039443 1.75% 0.234%

16 11.154 1365 1373 1381 rBv4 763213 1986210 3.34% 0.448%
17 11.236 1381 1387 1393 rVB 1460430 2432990 4_.10% 0.549%
18 11.788 1449 1481 1482 rBV2 1053107 5314686 8.95% 1.199%
19 11.835 1482 1489 1503 rVB 5677671 10733468 18.07% 2.421%
20 12.282 1559 1565 1570 rBV 708481 1110992 1.87% 0.251%

21 12.358 1570 1578 1583 rVV2 688218 1538980 2.59% 0.347%
22 12.417 1583 1588 1600 rVB4 487664 1195064 2.01% 0.270%
23 12.564 1607 1613 1621 rBV 815696 1815844 3.06% 0.410%
24 12.640 1621 1626 1638 rVB2 2037136 3312068 5.58% 0.747%
25 12.852 1656 1662 1673 rVB 1459159 2185429 3.68% 0.493%

26 13.016 1674 1690 1696 rBV 888864 3009957 5.07% 0.679%
27 13.145 1702 1712 1721 rVV 6410135 10970122 18.47% 2.475%
28 13.239 1721 1728 1739 rVB 2089913 3509063 5.91% 0.792%
29 13.445 1758 1763 1772 rVB 483250 738942 1.24% 0.167%
30 13.615 1782 1792 1797 rVB 9228669 18466515 31.10% 4.166%

31 13.815 1823 1826 1833 rVB2 545517 755107 1.27% 0.170%
32 14.015 1855 1860 1864 rVB 1310954 1857416 3.13% 0.419%
33 14.073 1864 1870 1871 rBV 504903 724313 1.22% 0.163%
34 14.532 1941 1948 1955 rBV3 1118556 2274261 3.83% 0.513%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 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

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

35 14.614 1955 1962 1967 rVVv2 873828 1632589 2.75% 0.368%

36 14.684 1967 1974 1983 rVB 7775377 12848272 21.64% 2.898%
37 14.843 1996 2001 2010 rVB2 489401 747322 1.26% 0.169%
38 15.031 2027 2033 2038 rVB 1194954 1679388 2.83% 0.379%
39 15.325 2077 2083 2087 rBV 790500 1204608 2.03% 0.272%
40 15.507 2105 2114 2122 rVB2 941914 2165400 3.65% 0.488%

41 15.642 2129 2137 2141 rBV 7341965 11523200 19.40% 2.599%
42 15.689 2141 2145 2153 rVB 2856323 3742979 6.30% 0.844%
43 16.124 2211 2219 2222 rBV3 1744488 3374482 5.68% 0.761%
44 16.153 2222 2224 2231 rVB2 806956 1115135 1.88% 0.252%
45 16.294 2236 2248 2252 rVV 16605728 34480090 58.06% 7.778%

46 16.359 2252 2259 2268 rVB 1311988 2222019 3.74% 0.501%
47 16.529 2283 2288 2296 rVB 2385712 3393611 5.71% 0.766%
48 16.864 2338 2345 2349 rBV2 730630 1231051 2.07% 0.278%
49 16.911 2349 2353 2355 rBV2 871006 1203774 2.03% 0.272%
50 17.105 2376 2386 2389 rBV 14195730 25066150 42.21% 5.655%

51 17.146 2389 2393 2396 rVV 850198 1195645 2.01% 0.270%
52 17.204 2397 2403 2408 rVB 1299192 2409667 4._.06% 0.544%
53 17.316 2417 2422 2426 rVB 1886575 2363275 3.98% 0.533%
54 17.369 2426 2431 2435 rBV 506864 751282 1.27% 0.169%
55 17.551 2458 2462 2468 rBV 1159757 1621627 2.73% 0.366%

56 17.669 2478 2482 2485 rBV2 1104103 1631702 2.75% 0.368%
57 17.704 2485 2488 2494 rVB 1114429 1630337 2.75% 0.368%
58 17.862 2506 2515 2523 rBV2 12595180 27404734 46.15% 6.182%
59 18.162 2561 2566 2567 rBV 1137892 1723455 2.90% 0.389%
60 18.221 2573 2576 2581 rVB2 1156826 1806637 3.04% 0.408%

61 18.397 2592 2606 2609 rBV 24994200 59384162 100.00% 13.396%
62 18.556 2630 2633 2636 rBY 2616884 3500125 5.89% 0.790%
63 18.832 2677 2680 2682 rBV2 2302227 3204846 5.40% 0.723%
64 19.049 2708 2717 2721 rBV 24866437 50808751 85.56% 11.462%
65 19.454 2781 2786 2789 rBV3 5735506 11719406 19.73% 2.644%

66 19.495 2790 2793 2801 rVB2 9826282 18890619 31.81% 4.261%
67 19.660 2814 2821 2825 rBV2 19784782 39313209 66.20% 8.868%

Sum of corrected areas: 443290748
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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: BG045411.D
4e+07
3e+07
2e+07
1e+07
10.33 11.84
1 5.55 7.15 8.08.29 B30 ) 1omeihdt 1179 12p8keR2
04 A - A AN Ao A A - O A
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG045411.D
4e+07 19.66
19.05
3e+07 18.40

2e+07

1e+07

Ne|%
0! N A " An
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG045411.D

4e+07

3e+07

2e+07

1e+07

e

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 1-Nonanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.33 261.28 ng 11163700 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 86
3 Cvcloheptane 98 C7H14 000291-64-5 62
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 55
5 3-Heptene 98 C7H14 000592-78-9 55

Abundance Scan 1233 (10.331 min): BG045411.D (-1221) (-) m/z 55.05 100.00%

41 56 70
5000 83
97

‘ 10. 00 10. 20 10 40 10. 60
o AL 126 43 27 "m/z 56.05 98.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21105: 1-Nonanol
56
41
70
5000 L e o L
83 97 10. OO 10. 20 10 40 10. 60
29 m/z 70.05 92.06%

15 , J| 111 126
L i o S
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance

41 %6

69 IIIIIIIIIIIIIIIIIIIII
10.00 10.20 10.40 10.60
5000 m/z 69.05 86.07%
83
29 97
111 125 140 153 168
A R AL B s E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3304: Cycloheptane T T
a1 55 98 10. 00 10. 20 10 40 10. 60
70 m/z 41.05 85.71%
83
5000
27
.}?“M..H.¢ Al e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 00 10. 20 10 40 10. 60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound R

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
BG045411.D

16 May 2020 00:38

CG/Ju

L2663-05

12 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

eport

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M

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 unknownll.24 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.24 56.94 ng 2432990 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 47
2 1-Pentanol. 2-ethvl- 116 C7H160 027522-11-8 46
3 1l-Heptene. 3-methvl- 112 C8H16 004810-09-7 30
4 Cvclopropane. pentvl- 112 C8H16 002511-91-3 30
5 1-Octene, 3,7-dimethyl- 140 C10H20 004984-01-4 27
Abundance Scan 1388 (11.242 min): BG045411.D (-1381) (-) m/z 43.05 100.00%

71

5000

11.00 11.20 11.40 11.60
m/z 71.05 84.60%

125 146 165 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #95995: Octane, 1,1'-oxybis-
57
5000
11.00 11.20 11.40 11.60
29 m/z 57.05 78.12%
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
11.00 11.20 11.40 11.60
5000 69 m/z 41.05 70.63%
2% 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6671: 1-Heptene, 3-methyl-
5 11.00 11.20 11.40 11.60
m/z 56.05 64 .93%
5000 29
83
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Nonanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.79 124.39 ng 5314690 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 .beta.-D-Glucopvranose. 1.6-anhy... 162 C6H1005 000498-07-7 47
4 Hexanoic acid 116 C6H1202 000142-62-1 46
5 Pentanoic acid 102 C5H1002 000109-52-4 43
Abundance Scan 1481 (11.788 min): BG045411.D (-1449) (-) m/z 73.00 100.00%
60 73
41 //4
5000
a3 115 199 _ ....L3... S
L,.JL 98 158 80 19 11140 11,60 11.80 12.00 12.20
141 180 194 m/z 60.00 97.49%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30180: Nonanoic acid
60 73
41
5000

11.40 11.60 11.80 12.00 12.20
m/z 41.05 54.77%

15
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60

73 11,40 11,60 11.80 12.00 12.20
5000 27 43 m/z 57.05 52.84%
85 101
115 129 144
i e a  ma o e

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro- T T T T . .
60 11. 40 11. 60 11. 80 12. 00 12. 20

m/z 55.05 52 .06%

5000
98
. M ‘M\ Ly 85

m/z--> 20 40 60 80 100 120 140 160 180 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 1-Decanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.84 251.21 ng 10733500 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol 158 C10H220 000112-30-1 90
2 Cvclobutane. 1-butvl-2-ethvl- 140 C10H20 1000150-67-3 78
3 Cvclodecane 140 C10H20 000293-96-9 64
4 Cvclooctane 112 C8H16 000292-64-8 64
5 1-Undecanol 172 C11H240 000112-42-5 59
Abundance Scan 1490 (11.841 min): BG045411.D (-1482) (-) m/z 70.05 100.00%

5000

+

11.60 11.80 12.00 12.20
m/z 55.05 95.81%

125140 166

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29593: 1-Decanol

11,60 11.80 12,00 12.20
m/z 69.05 86.71%

5000

2
125140 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55 69
27 11.60 11.80 12.00 12.20
5000 84 m/z 56.05 77.95%
97 112
125 140
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17940: Cyclodecane
55 11.60 11.80 12.00 12.20
70 m/z 41.05 76.00%
41 83
5000
97
> ‘ 11 140
.”,Jh.p.ﬂ : ..”“J”fgﬁ.k..w.”.  Eamm e A Rl s S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 1-Undecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.15 134.39 ng 10970100 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecanol 172 C11H240 000112-42-5 91
2 1-Dodecanol 186 C12H260 000112-53-8 90
3 Carbonochloridic acid. decvl ester 220 C11H21CIO2 055488-51-2 87
4 1-Nonene 126 C9H18 000124-11-8 76
5 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 74
Abundance Scan 1713 (13.151 min): BG045411.D (-1702) (-) m/z 55.05 100.00%
il §
83
5000 97
11|1 126 141 154 166 177 191 12.80 13.00 13.20 13.40
of S N N A LS m/z 69.05 93.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39772: 1-Undecanol
41 69
83
5000 97
31 12.80 13.00 13.20 13.40
m/z 41.05 82.03%
111 126
14 || L 154
m/z--> 20 40 60 80 160 150 150 1éo 1éo '
Abundance
43 55 @9
83
12.80 13.00 13.20 13.40
5000 - 97 m/z 70.05 80.64%
111
125 140 168
miz-> 20 40 60 80 100 120 140 160 180
Abundance #76990: Carbonochloridic acid, decyl ester
55 12.80 13.00 13.20 13.40
70 m/z 56.05 71.92%
41
83
5000 97
29 ‘ 111
s LWL e 10 s sen s
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl3.62 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.62 226.22 ng 18466500 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 43
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 43
3 10-MethvlInonadecane 282 C20H42 056862-62-5 43
4 Oxalic acid. 2-ethvlhexvl isohex... 286 C16H3004 1000309-38-8 38
5 Octane 114 C8H18 000111-65-9 27
Abundance Scan 1793 (13.621 min): BG045411.D (-1782) (-) m/z 71.05 100.00%
5000
157 13.40 13.60 13.80 14.00
ol 141 ) 174187 206 m/z 43.05 75.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90252: Sulfurous acid, hexyl pentyl ester
71 85
5000
13.40 13.60 13.80 14.00
- 7 m/z 57.05 73.82%
101 123137 153167
m/z--> 20 40 60 80 100 150 140 160 180 200 220 250 2éo
Abundance
57
13.40 13.60 13.80 14.00
5000 O - m/z 85.10 71.41%
29 8 126
15 99113 | 140154 169183198
m/z--> 25 45 eb 85 160 150 150 1éo 1é0 200 220 250 2é0
Abundance #129494: 10-Methylnonadecane
57 13.40 13.60 13.80 14.00
m/z 41.05 60.76%
43 71
85
5000
99 154
29
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl4.68 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.68 157.40 ng 12848300 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 46
2 Oxalic acid. 6-ethvloct-3-vl eth... 258 C14H2604 1000309-33-9 43
3 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 43
4 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 27
5 Cyclodecane 140 C10H20 000293-96-9 25
Abundance Scan 1973 (14.678 min): BG045411.D (-1967) (-) m/z 57.05 100.00%
LA,
4
5000
12 140 171 14.40 14.60 14.80 15.00
o 204222 Cask m/z 85.05 80.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28445: Octane, 2,4,6-trimethyl-
57
5000
14.40 14.60 14.80 15.00
29 85 m/z 43.05 80.12%
A ,110127 156
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57
85
20 14.40 14.60 14.80 15.00
5000 m/z 71.05 77 .84%
111
141
185
WWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125655: Sulfurous acid, hexyl octyl ester
57 85 14.40 14.60 14.80 15.00
m/z 41.05 62 .88%
5000
29 113
L b 137165
m/z--> 25&eomlmnmmmmmmmmmmm%M®%M% 14.40 14.60 14.80 15.00

8270-BG051520.M Mon May 18 00:56:12 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.64 141.17 ng 11523200 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 72
2 10-Methvlnonadecane 282 C20H42 056862-62-5 64
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 58
4 1.3-Dimethvlcvclopentanol 114 C7H140 019550-46-0 43
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 38
Abundance Scan 2137 (15.642 min): BG045411.D (-2129) (-) m/z 57.05 100.00%

71

5000

126

15.40 15.60 15.80 16.00
m/z 71.05 74.82%

o 154169 185199 215 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43

57

5000 85

2|9 ‘ ‘ ..|| .l T|9113 " 141 168 197 231 261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

15.40 15.60 15.80 16.00
m/z 43.05 72.20%

57

a3 11 g5 15.40 15.60 15.80 16.00
5000 m/z 41.05 60.34%

99 154

29
113 267

m@wmmwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-

15.40 15.60 15.80 16.00
m/z 85.05 59.41%

5000

140154168182196210 238252266280 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00

8270-BG051520.M Mon May 18 00:56:13 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BG051520.M

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 unknownl6.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.29 917.90 ng 34480100 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. tridecvl ester 272 C16H3203 1000281-82-0 35
2 Tetradecane 198 C14H30 000629-59-4 27
3 Heneicosane 296 C21H44 000629-94-7 27
4 1.3-Dimethvlcvclopentanol 114 C7H140 019550-46-0 25
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 22
Abundance Scan 2247 (16.288 min): BG045411.D (-2236) (-) m/z 45.05 100.00%
71

5000

107 124
o 141 477 201 233250267 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121113: Methoxyacetic acid, tridecyl ester

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
5000 41 85

113 141 169 198

mﬁmﬂrﬁwﬁwﬁwﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

-

16.00 16.20 16.40 16.60

m/z 71.15 90.37%

%

16.00 16.20 16.40 16.60

m/z 43.05 81.28%

-

16.00 16.20 16.40 16.60

m/z 57.05 72 .83%

-

16.00 16.20 16.40 16.60

Abundance #141425:; Heneicosane
57
5000 4 85
5 ]| 3 141 169 197 25 253 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 85.10 66.07%

%

16.00 16.20 16.40 16.60

8270-BG051520.M Mon May 18 00:56:13 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl6.36 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.36 59.15 ng 2222020 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2-methvl-3-propvl-. cis- 100 C6H120 006124-90-9 46
2 2-Dodecanol 186 C12H260 010203-28-8 38
3 Carbonic acid. butvl 2-pentvl ester 188 C10H2003 1000357-84-0 38
4 3-Methvlbutan-2-vIl propvl carbonate 174 C9H1803 1000372-83-4 38
5 Propanoic acid, 2-methyl-, decyl... 228 C14H2802 005454-22-8 35
Abundance Scan 2259 (16.359 min): BG045411.D (-2252) (-) m/z 45.05 100.00%

5000

11 940 16.00 16.20 16.40 16.60
169 : ' : .
55169184198213 235 270 n/z 57.05 93 79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3952: Oxirane, 2-methyl-3-propyl-, cis-
ilc]
57
5000 71 85
16.00 16.20 16.40 16.60
m/z 43.05 73.59%
100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
45
16.00 16.20 16.40 16.60
5000 m/z 71.05 67.25%
69 83 o7
29 11
14 125140 168
wﬁw’wﬁwﬁmﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51335: Carbonic acid, butyl 2-pentyl ester
57 16.00 16.20 16.40 16.60

m/z 85.05 57 .25%

4 71
5000 29
87
101 118 145

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.20 16.40 16.60

8270-BG051520.M Mon May 18 00:56:14 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.53 90.34 ng 3393610 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. decvl... 228 C14H2802 005454-22-8 74
2 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 64
3 Methoxvacetic acid. tridecvl ester 272 C16H3203 1000281-82-0 49
4 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 38
51,4,7,10,13,16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 35
Abundance Scan 2288 (16.529 min): BG045411.D (-2283) (-) m/z 45.05 100.00%
45

5000

107 140 16.20 16.40 16.60 16.80
184 : ' : '
157 199213228 248 m/z 57.05 68.76%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84501: Propanoic acid, 2-methyl-, decyl ester
43 89

5000
16.20 16.40 16.60 16.80

m/z 43.05 60.13%

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
16.20 16.40 16.60 16.80
5000 1 89 m/z 89.05 47.80%
29
166
15 125 1517 13197212 220243 287

Wrmmﬁmﬁmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #121113: Methoxyacetic acid, tridecyl ester

16.20 16.40 16.60 16.80
m/z 85.05 46.98%

5000

29 85

111125140155 182997 227
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BG051520.M Mon May 18 00:56:14 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Diethylene glycol monododec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.10 667.29 ng 25066200 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol monododecvl ether 274 C16H3403 003055-93-4 64
2 Diethvlene alvcol hexvl ether 190 C10H2203 000112-59-4 43
3 Oxalic acid. allvl decvl ester 270 C15H2604 1000309-23-8 41
4 Hexvl octvl ether 214 C14H300 017071-54-4 30
5 Methoxyacetic acid, 4-tridecyl e... 272 C16H3203 1000282-04-7 27
Abundance Scan 2385 (17.099 min): BG045411.D (-2376) (-) m/z 45.05 100.00%

5000

16.80 17.00 17.20 17.40
m/z 57.05 94.69%

138
o 155 171185199 215 230 247 262

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122812: Diethylene glycol monododecy! ether

5000
16.80 17.00 17.20 17.40

m/z 43.05 82.81%

g 111

15 125140 166 183 199212 227 243256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
16.80 17.00 17.20 17.40
5000 85 m/z 85.10 71.92%
57
29
15 72 99 115129143 159
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119001: Oxalic acid, allyl decyl ester
41 16.80 17.00 17.20 17.40
57 m/z 71.05 70.60%
5000
71 85
2
Uil feem s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.80 17.00 17.20 17.40

8270-BG051520.M Mon May 18 00:56:15 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Benzenesulfonamide, N-butyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.20 64 .15 ng 2409670 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 94
N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 64
3 Benzenesulfonvlamino-acetic acid... 260 C8H8N206S 1000301-09-0 50
4 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 40
5 Benzenesulfonyl azide 183 C6H5N302S 000938-10-3 40
Abundance Scan 2402 (17.199 min): BG045411.D (-2397) (-) m/z 77.05 100.00%
7
141 170
5000
51
16.80 17.00 17.20 17.40 17.60
213
,3?,|, 1106 125 b 1 A93 D0 234 257275289 | ns7 140.95  77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71722: Benzenesulfonamide, N-butyl-
7 141 170
5000 AL AR SURIUR BN B
16.80 17.00 17.20 17.40 17.60
” 5t m/z 170.05  75.59%
L J 97 125 . 213
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
77
16.80 17.00 17.20 17.40 17.60
5000 141 m/z 51.05 19.76%
51 170
28
13 97 125 193 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111111: Benzenesulfonylamino-acetic acid, N-nitro- RERERE RS e e
7 16.80 17.00 17.20 17.40 17.60
m/z 78.05 11.72%
141
5000
51
94
33 .| .. | | 109125 | 159173188 215 260
I —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40 17.60

8270-BG051520.M Mon May 18 00:56:15 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl7.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.86 729.55 ng 27404700 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol monododecvl ether 274 C16H3403 003055-93-4 80
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 49
3 Oxalic acid. cvclobutvl tridecvl... 326 C19H3404 1000309-70-4 43
4 2-Tridecanol 200 C13H280 001653-31-2 43
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 43
Abundance Scan 2515 (17.862 min): BG045411.D (-2506) (-) m/z 45.05 100.00%
71 ( f
5000
9
152 17.60 17.80 18.00 18.20
ol L w195 200229 261282 356 ns 57 05  89.40%
m/z--> 50 100 150 200 250 300 350
Abundance #122812: Diethylene glycol monododecy! ether
7
5000 LR B B SN UM
85 17.60 17.80 18.00 18.20
29 m/z 43.05 72.22%
..l.ﬁﬁ.l (140 166 199 o4
m/z--> 50 150 200 250 300 350
Abundance
57
" 17.60 17.80 18.00 18.20
5000 P m/z 71.05 68.32%
29
111 140
AT (0 ol o I
m/z--> 50 100 150 200 250 300 350
Abundance #165901: Oxalic acid, cyclobutyl tridecy! ester R o
55 17.60 17.80 18.00 18.20
m/z 41.05 56 .52%
29
‘\ H ‘ | T an 182 227
m/z--> 50 1(')0 150 200 250 300 350 17.60 17.80 18.00 18.20

8270-BG051520.M Mon May 18 00:56:16 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Triethylene glycol monodode... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.40 1580.88 ng 59384200 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 64
2 Butvric acid. tetradecvl ester 284 C18H3602 006221-98-3 58
3 Butvric acid. hexadecvl ester 312 C20H4002 006221-99-4 58
4 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 58
5 Isobutyric acid, tridecyl ester 270 C17H3402 269404-22-0 58

Abundance Scan 2607 (18.403 min): BG045411.D (-2592) (-) m/z 45.05 100.00%

71 a9

5000

-

124
18.00 18.20 18.40 18.60 18.80
m/z 71.10 73.00%

155171187503

o 233 253 277 304

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159667: Triethylene glycol monododecy! ether

i

18.00 18.20 18.40 18.60 18.80
m/z 43.05 66.91%

5000

111 166

138 197213229 249 287

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 71 89
e BAN ERARE R
18.00 18.20 18.40 18.60 18.80
5000 m/z 89.05 66.07%
27 111
127144 168 196 o
mmmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 N
Abundance #154925: Butyric acid, hexadecyl ester ey
43 89 18.00 18.20 18.40 18.60 18.80
71 m/z 57.05 65.10%
- \J\LJ
2 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. OO 18 20 18. 40 18. 60 18 80

8270-BG051520.M Mon May 18 00:56:16 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 15

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

18.56 93.18 ng 3500130 Phenanthrene-d10 17.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-1I2-T2-1I2-12-(2-Hvdroxvet... 370 C16H3409 005117-19-1 68
2 2-T2-T2-T2-T2-T2-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 68
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 64
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 64
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64

Abundance Scan 2634 (18.561 min): BG045411.D (-2630) (-) m/z 45.05 100.00%
89
5000
119138 ., 184 18.20 18.40 18.60 18.80
163
o bty (199 | 205228 289277296 318 355 | /7 89.05  56.17%
miz--> 50 100 150 200 250 300 350
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
89
5000 LA L L L L LN B L
18.20 18.40 18.60 18.80
133 m/z 43.05 41.10%
19, | |74 I..;13 J 151 177 207 251 283 327
B T L i
miz--> 50 100 150 200 250 300 350
Abundance
45
e R
89 18.20 18.40 18.60 18.80
5000 m/z 57.05 39.29%
133
19 71 | 114 | 151 177 207 239 263283 327 371
T A T e T T T e e T
miz--> 50 100 150 200 250 300 350
Abundance #91747: Pentaethylene glycol A RREREEESSS L
45 18.20 18.40 18.60 18.80
m/z 71.05 29.33%
5000
89
19, | 471 | 1141 163 195
T e e o A e B
miz--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80

8270-BG051520.M Mon May 18 00:56:17 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Nonadecane, 9-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.83 85.32 ng 3204850  Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane. 9-methvi- 282 C20H42 013287-24-6 91
2 Hexacosane 366 C26H54 000630-01-3 87

3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S

1000309-12-4 86

4 Octacosane 394 C28H58 000630-02-4 74
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2680 (18.832 min): BG045411.D (-2677) (-) m/z 71.05 100.00%
1
43
5000
97
\ 154, 182 o81 18.60 18.80 19.00 19.20
o | A 'l ! i 205 231 260281300318 853878 | sz 57.05  97.53%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 LA L L L L L L LB
18 60 18. 80 19. 00 19 20
140 m/z 85.05 81.15%
29 11 168
0 O T S
m/z--> 50 100 O 200 250 300 350
Abundance
57
L e B e
18.60 18.80 19.00 19.20
5000 85 m/z 43.05 75.33%
29
M3 141 169 197 225 253 205 323 367
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester EBaEEEEEE S S
43 18.60 18.80 19.00 19.20
m/z 55.05 43.16%
5000 &
e
TR Bt N I e
m/z--> 50 100 150 200 250 300 350 18 60 18. 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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-Methoxy-3-methyl-5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.05 1352.59 ng 50808800 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 87
2 Propanoic acid. 2-methvl-. decvl... 228 C14H2802 005454-22-8 70
3 1-Methoxv-3-methvIl-5-trimethvilsi... 204 C10H2402Si 1000216-81-5 59
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 53
5 Butyric acid, tetradecyl ester 284 C18H3602 006221-98-3 52
Abundance Scan 2717 (19.049 min): BG045411.D (-2708) (-) m/z 45.05 100.00%
89
71
5000
mlwlw 18.80 19.00 19.20 19.40
201 : : : :
o '|.-".-‘I!l 1 547 225 247207 201309328 355 n77 8905  76.31%
m/z--> 50 100 150 200 250 300 350
Abundance #159667: Triethylene glycol monododecy! ether
5000 71 89
18.80 19.00 19.20 19.40
) 166 m/z 57.10 73.43%
Bl o3g U7 107 220049 27
m/z--> 50 100 150 200 250 300 350
Abundance
43 89
71 IR SUNIU SRR SR SR
18.80 19.00 19.20 19.40
5000 m/z 85.10 68 .56%
140
112
26 185 228
m/z--> 50 100 150 200 250 300 350
Abundance #63761: 1-Methoxy-3-methyl-5-trimethysilyloxypentane N Ea e A RRREE B
89 18.80 19.00 19.20 19.40
m/z 43.10 66 .47%
55
- \JA/W
‘ 119
‘ 157
, Jwil‘uh Uy ‘; L \k, B R —
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.45 311.98 ng 11719400 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2785 (19.448 min): BG045411.D (-2781) (-) m/z 57.05 100.00%
g7
5000
90 168 106 e sea 295 mmene 1050 1940 1960 1080
ol 4 m/z 71.10 94.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 UL BRI BN BN SR
19.20 19.40 19.60 19.80
m/z 85.10 92.87%
29 13,
| | J Il 1 11(.?9.197 225 253 2§2
m/z--> 55 160 1éo 260 250 360 3éo 460 4éo
Abundance
57
"' 1020 19.40 19.60 19.80
5000 m/z 43.05 74 .10%
29 85
113 141 168 197 943
miz-> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane  EAmEEE e
57 19.20 19.40 19.60 19.80
m/z 41.05 46.64%
5000 85
29 ‘ || ﬂlﬁ3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4éo 19.'20 19.'40 19.|60 19.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045411.D

Aca On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 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 20 unknownl19.50 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.50 502.89 ng 18890600 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Orthoformic acid. tri-sec-butvl ... 232 C13H2803 016754-48-6 35
2-T2-T2-T2-T2-T12-T2-12-T2-(2-Met... 472 C21H44011 1000352-11-2 35
2-12-12-T2-T2-T2-T2-(2-Methoxvet... 384 C17H3609 1000352-04-2 35
2-T2-T2-T2-T2-T2-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 30
5 3-(1,3-Dihydroxyisopropyl)-1,5,8... 264 C12H2406 109773-63-9 30
Abundance Scan 2794 (19.501 min): BG045411.D (-2790) (-) m/z 103.05 100.00%
45 103
5000 73
101 19.20 19.40 19.60 19.80
oprrd, 1‘[“ 214239 281306332 369 407 455 A5 05 86 34%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #87566: Orthoformic acid, tri-sec-butyl ester
g7
103
5000
19.20 19.40 19.60 19.80
m/z 101.05 61.55%
w 159 231
miz--> 0 éo 160 1%0 260 250 360 3%0 460 4éo
Abundance
45
89
19.20 19.40 19.60 19.80
5000 133 m/z 89.05 57.44%
15 T o 251 295 339 385 429
miz--> 0 éo 160 1%0 260 250 300 3%0 460 4éo
Abundance #204204: 2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethox...
45 19.20 19.40 19.60 19.80
m/z 87.05 50.09%
89
5000
133
a5 L) M2 s 205 sm
miz--> 0 50 100 150 200 250 300 350 400 450 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051520\
Data File : BG045411.D

Acq On : 16 May 2020 00:38

Operator : CG/JU

Sample : L2663-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
1-Nonanol 10.33 261.3 ng 11163700 2 10.78 854550 20.0
unknownll.24 11.24 56.9 ng 2432990 2 10.78 854550 20.0
Nonanoic acid 11.79 124 .4 ng 5314690 2 10.78 854550 20.0
1-Decanol 11.84 251.2 ng 10733500 2 10.78 854550 20.0
1-Undecanol 13.15 134.4 ng 10970100 3 14.61 1632590 20.0
unknownl13.62 13.62 226.2 ng 18466500 3 14.61 1632590 20.0
unknownl4 .68 14.68 157.4 ng 12848300 3 14.61 1632590 20.0
Sulfurous acid, 2... 15.64 141.2 ng 11523200 3 14.61 1632590 20.0
unknownl16.29 16.29 917.9 ng 34480100 4 17.36 751282 20.0
unknownl16 .36 16.36 59.1 ng 2222020 4 17.36 751282 20.0
Propanoic acid, 2... 16.53 90.3 ng 3393610 4 17.36 751282 20.0
Diethylene glycol... 17.10 667.3 ng 25066200 4 17.36 751282 20.0
Benzenesulfonamid... 17.20 64.2 ng 2409670 4 17.36 751282 20.0
unknownl17 .86 17.86 729.5 ng 27404700 4 17.36 751282 20.0
Triethylene glyco... 18.40 1580.9 ng 59384200 4 17.36 751282 20.0
2-[2-[2-[2-[2-[2--.. 18.56 93.2 ng 3500130 4 17.36 751282 20.0
Nonadecane, 9-met... 18.83 85.3 ng 3204850 4 17.36 751282 20.0
1-Methoxy-3-methy... 19.05 1352.6 ng 50808800 4 17.36 751282 20.0
Eicosane 19.45 312.0 ng 11719400 4 17.36 751282 20.0
unknown19 .50 19.50 502.9 ng 18890600 4 17.36 751282 20.0
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