LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\

Data File : BF109186.D

Aca On : 20 Sep 2018 17:19 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J5001-02 10X L e

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-BF091418 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.319 504 507 514 rBV 154146 130043 11.24% 1.273%
2 6.342 678 681 690 rVB 153887 143858 12.44% 1.408%
3 6.484 702 705 710 rVB 194001 149120 12.89% 1.460%
4 6.719 741 745 748 rBV 633614 486474 42 .06% 4.762%
5 6.872 768 771 775 rBV 127979 106759 9.23% 1.045%
6 7.272 836 839 848 rBV 100995 84473 7.30% 0.827%
7 8.001 959 963 966 rBV 841129 677692 58.59% 6.634%
8 8.072 972 975 989 rVB 119287 110630 9.56% 1.083%
9 8.466 1039 1042 1055 rBV 206626 195583 16.91% 1.915%
10 9.072 1142 1145 1149 rBV 229991 191150 16.53% 1.871%
11 9.466 1209 1212 1217 rBV 26387 19441 1.68% 0.190%

12 9.513 1217 1220 1234 rVV 536230 423598 36.62% 4.147%
13 9.660 1239 1245 1250 rBV 206358 188395 16.29% 1.844%
14 9.748 1256 1260 1264 rBV2 988899 834305 72.13% 8.167%
15 9.801 1265 1269 1272 rBV 1374867 1156639 100.00% 11.322%

16 9.872 1279 1281 1291 rVB 38239 40852 3.53% 0.400%
17 9.972 1294 1298 1306 rBV3 19458 30111 2.60% 0.295%
18 10.530 1390 1393 1398 rBvV 118006 98380 8.51% 0.963%

19 10.860 1445 1449 1459 rBV 352894 323224 27 .95% 3.164%
20 10.960 1463 1466 1469 rVvVv 599771 478901 41.40% 4.688%

21 10.995 1469 1472 1476 rVV 82539 94434 8.16% 0.924%
22 11.036 1476 1479 1482 rVV 16911 19401 1.68% 0.190%
23 11.072 1482 1485 1486 rVV 194208 152022 13.14% 1.488%
24 11.089 1486 1488 1495 rVVv 419222 447172 38.66% 4._.377%
25 11.148 1495 1498 1499 rVvVv 193858 165119 14.28% 1.616%

26 11.166 1499 1501 1508 rVvVv 250845 239449 20.70% 2.344%
27 11.224 1508 1511 1515 rVB 941090 783650 67.75% 7.671%
28 12.019 1643 1646 1654 rBV 113365 125972 10.89% 1.233%
29 12.095 1654 1659 1664 rVvVv 167509 202246 17.49% 1.980%
30 12.148 1664 1668 1670 rVVv2 43474 67124 5.80% 0.657%

31 12.171 1670 1672 1675 rVV 38592 47251 4_.09% 0.463%
32 12.213 1675 1679 1683 rVV 74315 117086 10.12% 1.146%
33 12.266 1683 1688 1702 rVB 75254 165037 14.27% 1.616%
34 12.807 1776 1780 1783 rBV 238333 224544 19.41% 2.198%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

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\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.042 1816 1820 1825 rBV3 20459 35795 3.09% 0.350%
36 13.095 1825 1829 1833 rVV 44413 47076 4_.07% 0.461%
37 13.724 1933 1936 1942 rBV4 11122 16844 1.46% 0.165%
38 13.848 1953 1957 1961 rBV 476937 444530 38.43% 4._.352%
39 13.989 1978 1981 1985 rBV6 8355 13662 1.18% 0.134%
40 14.342 2037 2041 2044 rBV2 13010 14062 1.22% 0.138%
41 14.636 2087 2091 2096 rVB 26942 30468 2.63% 0.298%
42 14.954 2141 2145 2148 rBVY 38736 38998 3.37% 0.382%
43 15.254 2191 2196 2201 rBVY 499094 590526 51.06% 5.781%
44 15.307 2201 2205 2214 rVB2 47717 70236 6.07% 0.688%
45 15.707 2269 2273 2279 rBVY 43662 79001 6.83% 0.773%
46 16.177 2348 2353 2359 rVB2 33225 56629 4_.90% 0.554%
47 16.718 2442 2445 2451 rVB7 17422 30323 2.62% 0.297%
48 17.359 2549 2554 2561 rBV4 11357 27124 2.35% 0.266%

Sum of corrected areas: 10215409
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092018\
BF109186.D

20 Sep 2018 17:19

JussJ

J5001-02 10X

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.48 Concentration Rank 6

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

6.48 6.13 ng 149120 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 704 (6.478 min): BF109186.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 549 9.0 620 640 6.60 6.80
01 m/z 68.10 46.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RS L R

6.20 6.40 6.60 6.80
m/z 66.00 31.73%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e
6.20 6.40 6.60 6.80
5000 m/z 134.00 28.67%
33.0 44.0 0.0 105.0
560, '|” | 860 | “ ,
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.86%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150
T e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Ethanol, 2-[2-(2-methoxyeth... Concentration Rank 15

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

8.07 3.26 ng 110630 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 83
2 2-(2-(2-(2-Methoxvethoxv)ethoxv)... 222 C9H1806 1000366-76-8 72
3 2.5.8.11.14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 64
4 2-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 59
5 Propane, 1,2,3-trimethoxy- 134 C6H1403 020637-49-4 56

Abundance Scan 975 (8.072 min): BF109186.D (-972) (-) m/z 45.10 100.00%
441
5000
89.1
7.80 8.00 8.20 8.40
O bbb e || W72 59.00  67.77%
mz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #34053: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
43.0
5000
7.80 8.00 8.20 8.40
89.0 m/z 58.00 28.42%
15.0
L0y | Lo | m00
mz-> 0 20 40 60 85 100 120 140 160 180 200 220
Abundance #79777: 2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)acetic acid
48.0
103.0

7.80 8.00 8.20 8.40
5000 m/z 89.10 25.63%

Z&F 75.0 ‘ 133.0
0 ! \‘ ‘\ [l 1l ‘ iy I | " 177.0
L L L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol e  Rmas L
45.0 7.80 8.00 8.20 8.40

m/z 43.00 13.17%

5000
89.0
01100 270 | | 720 \“ 1070 1330 1630 207.0224.0
”..,”..,”..,”..,”..,”..,”..“...............“..
mz—> 0 20 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 8

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

8.47 5.77 ng 195583 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 90
2 Formic acid. 1l-methvlpropvl ester 102 C5H1002 000589-40-2 59
3 2-Butanol 74 C4H100 000078-92-2 50
4 Triethvlene alvcol 150 C6H1404 000112-27-6 50
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1043 (8.472 min): BF109186.D (-1039) (-) m/z 45.10 100.00%
44.1
5000
59.0 72.1
| |' 1031 1190 8.20 8.40 860 8.80
| P O N | VY N 52— m/z 59.00 21.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
5000
8.20 8.40 860 8.80
310 59.0 720 oo m/z 72.10 20.92%
150 | | |00 meo o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4338: Formic acid, 1-methylpropy! ester
45.0
820 840 8.60 880
5000 m/z 73.10 19.16%
31.0 9'0 73.0
0 ..,”..,..M,t..ALH..,HMMM..”,.k.w.g?ﬁ?.”%??igw....,”..,.”.,...w...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #837: 2-Butanol B e
45.0 8.20 8.40 860 8.80
m/z 89.10 14 .13%
5000
59.0
31.0
0'W”'W”J“L'JM'W”"L”'Z%QW”'W”'W”'W“'W”'W”'W”'W”' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 4

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

9.51 10.15 ng 423598 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 91
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 72

2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 64
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 64
5 Hexaethylene glycol 282 C12H2607 002615-15-8 64
Abundance Scan 1220 (9.513 min): BF109186.D (-1217) (-) m/z 45.05 100.00%
48.0
5000
89.1
9.20 9.40 9.60 9.80
ol 131 m/z 57.10 52.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
48.0
5000

9.20 9.40 9.60 9.80
m/z 41.10 24 .76%

o 119.0144.0 175.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91747: Pentaethylene glycol
45.0
9.20 9.40 9.60 9.80
5000 m/z 89.10 21.61%
89.0
ol 1o oy, | 1880 163.0 195.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45.0 9.20 9.40 9.60 9.80
m/z 75.10 15.46%
89.0
5000
133.0
o190 | 4 \ ‘ 1770 2070 2510 2830 327.0 A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2,5,8,11,14-Pentaoxahexadec... Concentration Rank 10

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

9.66 4.52 ng 188395 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.8.11.14-Pentaoxahexadecan-16-ol 252 C11H2406 023778-52-1 90
2 2.5.8.11.14.17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 83
3 Ethanol. 2-T2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 78
4 2-Propanol. l1-ethoxv- 104 C5H1202 001569-02-4 64
5 DL-Glyceraldehyde, dimethyl ether 118 C5H1003 1000332-93-3 64

Abundance Scan 1245 (9.660 min): BF109186.D (-1239) (-) m/z 45.10 100.00%
451
5000
89.1
9.40 9.60 9.80 10.00
133.0
0 ...,....,|!...-|;‘??.9,.|:|..,~|....,....,...1.‘,3?.1..,.... ey || M7z 59.10  76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103468: 2,5,8,11,14-Pentaoxahexadecan-16-ol
458.0
5000 ‘v—v—vrv—r*v—rA—v—v—Lw—rv—N’
9.40 9.60 9.80 10.00
m/z 89.10 25.37%
ol 26 207.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140639: 2,5,8,11,14,17-Hexaoxanonadecan-19-ol
458.0
9.40 9.60 9.80 10.00
5000 89.0 m/z 58.00 24 .84%
‘ ‘ 133.0
o150 || | 70,0 h 1114.0 | 15701770 2070 253.0
m/z--> 25 ' eb 85 100 120 150 160 180 200 220 250 '
Abundance #34052: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]- R N AR
45.0 9.40 9.60 9.80 10.00
m/z 43.00 14 .48%
5000
89.0
0 |||||||||||||||7‘|)|C|)||||||||]|-]|-9|P|||||||| L L L LB B L | —V—V—FFV—TA'P"‘VA-H—L‘V"_H-F
m/z--> 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Methyl 2-(2-(2-methoxyethox... Concentration Rank 1

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

9.80 27.73 ng 1156640 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-(2-(2-methoxvethoxv)eth... 192 C8H1605 1000366-88-2 72
2 2-Butanol. 1l-methoxv- 104 C5H1202 053778-73-7 64
3 Propane. 1.2.3-trimethoxv- 134 C6H1403 020637-49-4 64
4 Tetraalvme 222 C10H2205 000143-24-8 64
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 59

Abundance Scan 1269 (9.801 min): BF109186.D (-1265) (-) m/z 59.10 100.00%
5d.1
5000 45.0
89.1 103.1
73.0 9.40 9.60 9.80 10.00 10.20
I ,"J. A B L weatssiwra  ama e 0e 4T 610
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54915: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59.0
5000
45.0 117.0 9.40 9.60 9.80 10.00 10.20
29.0 m/z 58.05 35.63%
150 [ | | 730 8991030 133.01479
(}IIII |'|||I:|||||I|I||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4778: 2-Butanol, 1-methoxy-
59.0
9.40 9.60 9.80 10.00 10.20
5000 31-045.0 m/z 89.10 16.22%
75.0
0 M ‘ I \‘ 104.0
"'|""|""|""|""|""|""|""|""|'
m/z--> 20 60 100 120 140 160 180
Abundance #15096: Propane, 1,2,3-trimethoxy-
450 590 9.40 9.60 9.80 10.00 10.20
89.0 m/z 103.10 15.12%
5000
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.86 8.25 ng 323224 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 91
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
3 2-T2-T2-T2-T2-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 74
4 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 72
5 Hexaethylene glycol 282 C12H2607 002615-15-8 64
Abundance Scan 1449 (10.860 min): BF109186.D (-1445) (-) m/z 45.00 100.00%
458.0
5000
89.1
10.60 10.80 11.00 11.20
0 ...,....,l!.. 181 st m/z 57.10 41.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
458.0
5000 89.0

10.60 10.80 11.00 11.20
m/z 89.10 32.47%

ol.190) Il b7, 133.0 163.0 188.0
R LAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
10.60 10.80 11.00 11.20
5000 89.0 m/z 41.10 18.40%
133.0
oL.29:0. || |67.0 Ll 7 1630 2010 2510
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45.0 10.60 10.80 11.00 11.20
m/z 59.00 14 .50%
5000
89.0
133.0
ol290, | 67.0 | | 177.0 207.0 2510 283.0
R L a e RN RRRE SRS SRR RE e e S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20

8270-BF091418_.M Fri Sep 21 11:10:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.96 12.22 ng 478901 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-12-12-12-12-12-12-12-12-(2-. .. 516 C23H48012 1000352-04-4 80
2-12-T2-T2-T2-T2-T2-T2-T2-(2-Met. .. 472 C21H44011 1000352-11-2 80
3 2.5.8.11.14.17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 80
2-T2-T2-12-12-12-12-12-(2-Methox. .. 428 C19H40010 1000352-04-3 80
5 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 80
Abundance Scan 1466 (10.960 min): BF109186.D (-1463) (-) m/z 45.10 100.00%
441
5000
1331 10.60 10.80 11.00 11.20
o...-.,'L‘“.u..~u.,.17.5.-°.,....,....,....,....,.... m/z 59.05 74.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #236811: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)eth...
439 go0
5000 133.0

10.60 10.80 11.00 11.20
m/z 57.10 70.60%

177.0
,l, [ il I~ 2210 265,0297.0 341.0 3830 429.0

ol b ol UL ===
m/z--> 50 100 150 200 250 300 350 400
Abundance #231311: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy ...
45.0;
89.0
10.60 10.80 11.00 11.20
5000 133.0 m/z 89.05 41 .04%
177.0
ol | .[ Lo L 7™ 2210 265.0207.0 3390 3850 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #140639: 2,5,8,11,14,17-Hexaoxanonadecan-19-ol
45.0 10.60 10.80 11.00 11.20
m/z 41.05 35.10%
5000 89.0
133.0
ol Al by Ll ) 177.0209.0 253.0
I L i M e L B o B e
m/z--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20

8270-BF091418_.M Fri Sep 21 11:10:34 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tetraethyleneglycol monomet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.41 ng 94434 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.8.11.14-Pentaoxahexadecan-16-ol 252 C11H2406 023778-52-1 90
2 Tetraethvlenealvcol monomethvlether 208 C9H2005 023783-42-8 86
3 2-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 59
4 Ethanol. 2-I2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 59
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 45
Abundance Scan 1473 (11.001 min): BF109186.D (-1469) (-) m/z 45.05 100.00%
43.0
5000
89.1
133.1 10.60 10.80 11.00 11.20 11.40
0f m/z 59.00 84 .28%
miz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
43.0
5000
8.0 10.60 10.80 11.00 11.20 11.40
' m/z 89.10 24 _77%
OmanJ|7ML|m01%°1mo 207.0224.0
miz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #68287: Tetraethyleneglycol monomethylether
48.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 103.05 23.49%
89.0
oL 2P ‘ 720 || |1150130 1630
mz-> 0 20 40 60 85 160 120 140 160 180 200 220
Abundance #15094: 2-Propanol, 1,1'-oxybis-
45.0 10.60 10.80 11.00 11.20 11.40
m/z 58.00 21.47%
89.0
5000
o 28L H 420 | 150
mz-> 0 20 Jo éo 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40

8270-BF091418_.M Fri Sep 21 11:10:35 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-Propanol, 1,1"-oxybis- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.07 3.88 ng 152022 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 59
2 2.5.8.11.14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 56
3 2-(2-(2-(2-(2-(2-Methoxvethoxv)e... 310 C13H2608 1000366-93-3 53
4 Ethene. (2-methoxvethoxv)- 102 C5H1002 001663-35-0 50
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 50
Abundance Scan 1485 (11.072 min): BF109186.D (-1482) (-) m/z 45.00 100.00%
43.0
5000 89.0
117.0 147.1 10.80 11.00 11.20 11.40
01 : m/z 59.05 77 .85%
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15090: 2-Propanol, 1,1'-oxybis-
43.0
89.0
5000

10.80 11.00 11.20 11.40
m/z 89.05  42.75%

15.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
10.80 11.00 11.20 11.40
5000 m/z 58.05 26.05%
89.0
o200 | | 1330 1630  207.0
R B e AARmmammesspEasE s R S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152415: 2-(2-(2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)etho....
59.0 10.80 11.00 11.20 11.40
103.0 m/z 103.10 19.62%
5000
31.0
0 [l L god | 127,070 17701080 2210 265.0
R R R R e e e AR RaasR ==
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40

8270-BF091418_.M Fri Sep 21 11:10:36 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexaethylene glycol dimethy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.09 11.41ng 447172  Phenanthrene-di0 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 86

2 Tetraalvme
3 2.5.8.11-Tetraoxadodecane 178 C8H1804
4 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606
5 Methyl 2,5,8,11,14-pentaoxahexad... 280 C12H2407

222 C10H2205

000143-24-8 83
000112-49-2 78
001191-87-3 72
1000366-81-5 64

Abundance Scan 1488 (11.089 min): BF109186.D (-1486) (-)
59.1
5000
103.1
o 39 83. 1331 1631
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152528: Hexaethylene glycol dimethy! ether
59.0
5000
103.0
31.0
o A 83.0 147.0 1750 201.0221.0 265.0
R BE e o A REARS ERsRETE LI EE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78614: Tetraglyme
59.0
5000
31.0 103.0
0 ] \H h‘ 11 133 0 177.0
et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44458: 2,5,8,11-Tetraoxadodecane
59.0
5000
29.0 103.0
I \‘ | 1330
ot -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 59.10 100.00%

10.80 11.00 11.20 11.40

m/z 58.00 31.89%

10.80 11.00 11.20 11.40

m/z 45.05 19.72%

10.80 11.00 11.20 11.40

m/z 103.10 19.17%

10.80 11.00 11.20 11.40

m/z 43.00 13.00%

10.80 11.00 11.20 11.40

8270-BF091418_.M Fri Sep 21 11:10:36 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1,2-Dideoxy-l-erythro-pentitol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.15 4.21 ng 165119 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dideoxv-l-ervthro-pentitol 120 C5H1203 1000112-47-4 64
2 Tetraalvme 222 C10H2205 000143-24-8 64
3 Methvl 2.5.8.11.14.17-hexaoxanon... 324 C14H2808 1000366-81-4 64
4 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 64
5 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 64

Abundance Scan 1498 (11.148 min): BF109186.D (-1495) (-) m/z 59.05 100.00%
54.0
5000
103.1
| 1471 10.80 11.00 11.20 11.40
L 8 o o O S m/z 103.05 25.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9260: 1,2-Dideoxy-I-erythro-pentitol
54.0
31.0
5000
10.80 11.00 11.20 11.40
m/z 45.10 22.97%
89.0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78616: Tetraglyme
59.0
10.80 11.00 11.20 11.40
5000 m/z 58.00 15.99%
31.0
103.0
0 \‘ L 133.0 177.0
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #163871: Methyl 2,5,8,11,14,17-hexaoxanonadecan-19-oate
59.0 10.80 11.00 11.20 11.40
m/z 43.00 8.08%
117.0
5000
87.0
Ot b ke M0 1770 z210 2650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40

8270-BF091418_.M Fri Sep 21 11:10:37 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 tert-Butyl-[2-[2-(2-methoxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.17 6.11 ng 239449 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tert-Butvl-I2-I2-(2-methoxvethox... 278 C13H3004Si 1000352-09-5 64
2 Methane. diethoxv- 104 C5H1202 000462-95-3 59
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 59
4 2-Propanol. 1-Tl1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 53
5 dI-Threonine, methyl ester 133 C5H11NO3 1000130-33-2 53
Abundance Scan 1502 (11.172 min): BF109186.D (-1499) (-) m/z 147.10 100.00%
147.1
191.1
5000
700 1031
39.0 | 10.80 11,00 11.20 11.40
O et e e e || M/z 191.10 0 70.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125550: tert-Butyl-[2-[2-(2-methoxyethoxy)ethoxy]ethoxy]d...
59.0
103.0
5000 LN SUNIURA UL B
10.80 11.00 11.20 11.40
260 m/z 69.00 39.07%
o N 13?° 1590 1890 _ 2210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4760: Methane, diethoxy-
310 590
10.80 11.00 11.20 11.40
5000 m/z 70.00 39.07%
103.0
0 14}‘0 \‘ I 76.0 |
m/z--> 20 i 60 80 100 120 140 160 180 200 220
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 10.80 11.00 11.20 11.40
m/z 103.10 32.99%
5000
3L 103.0
0.”.,”..“..w..”?§9.,”..“....”. e A B e
m/z--> 20 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF091418_.M Fri Sep 21 11:10:38 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 16
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.22 ng 125972 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 91
2 2-T2-T2-T2-T2-12-T2-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 80
3 2-T2-T2-T2-T2-T2-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 80
4 15-Crown-5 220 C10H2005 033100-27-5 72
5 Heptaethylene glycol 326 C14H3008 005617-32-3 72
Abundance Scan 1646 (12.019 min): BF109186.D (-1643) (-) m/z 45.10 100.00%
43.1
5000 so1 M“/M\
rrrTyrTTTTTTT T T T T T
133.1 11.80 12.00 12.20 12.40
o b oroieso 821 77 89.10  37.10%
m/z--> 50 100 150 200 250 300 350
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
5000 R DAL SN SN B
89.0 11.80 12.00 12.20 12.40
1 m/z 57.05 36.41%
133.0
O‘ﬂ—v-‘J‘—'uhI--Jhullu|1|-'--"-il-6:3'-0--|----|----|----|---
m/z--> 50 100 150 200 250 300 350
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45.0
600 1180 12.00 12.20 12.40
5000 ' m/z 59.10 17.32%
133.0
0150, | i | J N \\ 177.0207.0 251.0283.0 327.0
m/z--> 50 100 150 200 250 300 350 L
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et... R las BEEE ey
45.0 11.80 12.00 12.20 12.40
m/z 87.00 14 .64%
89.0
5000
133.0
o150, | | ﬂ“‘ L J 177.0207.0 239.0 283.0 327.0 3710
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF091418_.M Fri Sep 21 11:10:38 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Pentaethylene glycol monodo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.10 5.16 ng 202246 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T2-T2-T2-T2-T2-T2-(2-... 516 C23H48012 1000352-04-4 72
2 2.5.8.11.14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 64
3 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 59
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 59
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 59
Abundance Scan 1660 (12.101 min): BF109186.D (-1654) (-) m/z 45.05 100.00%
44.0
89.0
5000
] . 11750 12,00 12,20 1240
ol o L S m/z 59.05 65.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #236811: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)eth...
490 g9.0
5000 133.0 T ""IA}"' NS
11.80 12.00 12.20 12.40
i 70 m/z 89.05 56.89%
ol ‘l Bl .1, ol 220 265.0207.0 3410 3830 429
m/z--> 50 100 150 200 250 300 350 400
Abundance #103466: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
11:80 12,00 12.20 12,40
5000 89.0 m/z 57.05 55.32%
S 0 2
m/z--> 50 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether R e e A RAA
45.0 11.80 12.00 12.20 12.40
m/z 58.00 29.41%
5000 89.0
L 133.0
ol LU Ll 7] 1660 2130 2570  319.0 363.0 407.0 /\‘
m/z--> 50 1& ﬁo 200 250 300 350 400 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Methyl 2,5,8,11,14-pentaoxa... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.21 2.99 ng 117086 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-(2-(2-(2-(2-Methoxvethoxv)e... 310 C13H2608 1000366-93-3 72
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 72
3 2-(2-(2-(2-(2-Methoxvethoxy)etho... 266 C11H2207 1000366-84-6 64
4 Methvl 2.5.8.11.14-pentaoxahexad... 280 C12H2407 1000366-81-5 59
5 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 59
Abundance Scan 1679 (12.213 min): BF109186.D (-1675) (-) m/z 59.05 100.00%
5d.0
5000
103.1 N
a9 83, 1471 11/80 12.00 12.20 12.40 12.60
o} m/z 45.05 56.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152415: 2-(2-(2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)etho....
54.0
103.0
5000 AU SRR UL R
11/80 12.00 12.20 12.40 12.60
310 m/z 103.05 29.37%
eyt b 081, | 32702470 77010802010 2650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152528: Hexaethylene glycol dimethy! ether
59.0 A
U A
11.80 12.00 12.20 12.40 12.60
5000 m/z 58.10 25 .54%
103.0
31.0
0 l h‘ ‘ ,83.0 ‘ 147.0 1750 201.0221.0 265.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 {k
Abundance #115067: 2-(2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)ethoxy)... L o e s e
59.0 11.80 12.00 12.20 12.40 12.60
103.0 m/z 89.00 19.54%
5000 MJ\M
31.0
o [ | ssp | 1830 1630 1910 2210
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 11/80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Methane, diethoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.27 4.21 ng 165037 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. diethoxv- 104 C5H1202 000462-95-3 72
1-(1-tert-Butoxvpropan-2-vloxv)p... 190 C10H2203 132739-31-2 64
3 Ethvl 2.5.8.11-tetraoxatridecan-... 250 C11H2206 1000366-77-9 50
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 50
5 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 47
Abundance Scan 1689 (12.271 min): BF109186.D (-1683) (-) m/z 59.10 100.00%
5d.1
5000
103.1
43.1 | 87.0 1330 12,00 12.20 12,40 12.60
b el el e m/z 103.10 27.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4761: Methane, diethoxy-
59.0
w00 a0 1030 ) dd 15170 1240 1360
m/z 58.05 16.25%
0 }%?'d"WH"i'7i?'""P"'I"”I""I'”'I""P"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52789: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol }\‘
59.0
R e e
12.00 12.20 12.40 12.60
5000 m/z 45.05 10.53%
103.0
41.0
0150 L JL 750 119.0 146.0 172.0
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #101808: Ethyl 2,5,8,11-tetraoxatridecan-13-oate R B .
59.0 12.00 12.20 12,40 12.60
m/z 43.10 9.09%

103.0
5000 131.0
29.0
87.0
A Lo o | 1470 1770 2050

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 00 12 20 12. 40 12 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.38 ng 70236 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Triacontane 422 C30H62 000638-68-6 72
3 Hexacosane 366 C26H54 000630-01-3 64
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 64
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 58
Abundance Scan 2206 (15.312 min): BF109186.D (-2201) (-) m/z 57.00 100.00%
57.0
5000
99.2
| i 15.00 15.20 15.40 15.60
o i fy e m/z 71.10 83.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 U AR UL IS RN
15.00 15.20 15.40 15.60
99.0 m/z 43.10 68.78%
Lzslol || J | 1410 1830 2400
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #219831: Triacontane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 55.22%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #194494: Hexacosane LI L L L B N B
57.0 15.00 15.20 15.40 15.60
m/z 99.20 35.28%
5000
99.0
ol b Ll 410 1830 2250 267.0 300.0 366.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109186.D

Aca On : 20 Sep 2018 17:19

Operator : JU/SJ

Sample = J5001-02 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.68 ng 79001 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2274 (15.712 min): BF109186.D (-2269) (-) m/z 57.10 100.00%
57.1
5000
9.1 B DN BN SURURA SRR
141.2 207.0 2810 15.40 15.60 15.80 16.00
(o} e S L e m/z 71.10 75.06%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LR B U IULRR N IR

15.40 15.60 15.80 16.00
m/z 43.05 57.15%

.0
. 27,0{ | J “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
i —t A T e e e e L B A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
A E
15.40 15.60 15.80 16.00
5000 m/z 85.10 49.68%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
....,... — T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane e RREREEEEEE T
57.0 15.40 15.60 15.80 16.00
m/z 99.10 21.94%
5000
. 270 | I\ 1410 183.0  240.0
T T T T T I I I T I I - T T T T I T T T T T T T T I T T T T I T T T T
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\

Data File : BF109186.D

Acq On : 20 Sep 2018 17:19 Instrument :
Operator : JU/SJ BNA_F

Sample - J5001-02 10X ClientSampleld :
Misc i BS-OILY-STONE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 6.1 ng 149120 1 6.72 486474 20.0
Ethanol, 2-[2-(2-... 8.07 3.3 ng 110630 2 8.00 677692 20.0
Ethanol, 2-[2-(2-... 8.47 5.8 ng 195583 2 8.00 677692 20.0
Ethanol, 2-[2-(2-... 9.51 10.2 ng 423598 3 9.75 834305 20.0
2,5,8,11,14-Penta. .. 9.66 4.5 ng 188395 3 9.75 834305 20.0
Methyl 2-(2-(2-me... 9.80 27.7 ng 1156640 3 9.75 834305 20.0
3,6,9,12-Tetraoxa... 10.86 8.3 ng 323224 4 11.22 783650 20.0
2-[2-[2-[2-[2-[2-.-- 10.96 12.2 ng 478901 4 11.22 783650 20.0
Tetraethyleneglyc... 11.00 2.4 ng 94434 4 11.22 783650 20.0
2-Propanol, 1,1"-_.. 11.07 3.9 ng 152022 4 11.22 783650 20.0
Hexaethylene glyc... 11.09 11.4 ng 447172 4 11.22 783650 20.0
1,2-Dideoxy-l-ery... 11.15 4.2 ng 165119 4 11.22 783650 20.0
tert-Butyl-[2-[2-... 11.17 6.1 ng 239449 4 11.22 783650 20.0
3,6,9,12,15-Penta... 12.02 3.2 ng 125972 4 11.22 783650 20.0
Pentaethylene gly... 12.10 5.2 ng 202246 4 11.22 783650 20.0
Methyl 2,5,8,11,1... 12.21 3.0 ng 117086 4 11.22 783650 20.0
Methane, diethoxy- 12.27 4.2 ng 165037 4 11.22 783650 20.0
Heptadecane 15.31 2.4 ng 70236 6 15.25 590526 20.0
Heptacosane 15.71 2.7 ng 79001 6 15.25 590526 20.0
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