LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125850.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.298 201 206 219 rBV 119391 260823 6.17% 0.819%
2 5.451 567 572 575 rBV 3696521 3663951 86.70% 11.505%
3 6.463 738 744 747 rBV 3304162 3713179 87.86% 11.659%
4 6.833 803 807 810 rBV 1216981 967409 22.89% 3.038%
5 7.392 897 902 905 rBV 2594929 2382807 56.38% 7.482%

6 8.016 1004 1008 1011 rBV 1349845 1074574 25.43%  3.374%
7 8.110 1020 1024 1028 rBV 1465052 1332883 31.54% 4.185%
8 9.186 1202 1207 1210 rBV 4780552 4226014 100.00% 13.270%
9 9.316 1225 1229 1236 rVB2 44674 58044 1.37% 0.182%

9.810 1309 1313 1318 rBV2 43573 61701 1.46% 0.194%

11  9.863 1318 1322 1326 rVB 1936834 1545093 36.56%
12 10.651 1452 1456 1459 rBV 3214576 2784491 65.89%
13 11.151 1538 1541 1549 rBV 89517 120556 2.85%
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14 11.345 1570 1574 1577 rBV 1917294 1571873 37.20% 936%
15 11.416 1581 1586 1589 rVB4 49529 47260 1.12% 148%
16 11.739 1638 1641 1645 rBV 121030 95318 .26% 299%

2
17 11.874 1660 1664 1675 rBV2 310778 321249 7
18 12.321 1737 1740 1750 rVB 178534 205370  4.86%
19 12.445 1755 1761 1764 rVB6 43420 46508 1
20 12.557 1777 1780 1786 rBV 119443 110999 2
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21 12.657 1793 1797 1804 rBV 120051 130404  3.09%
22 12.780 1815 1818 1821 rVB 111828 100705 2.38% 0.316%
23 12.933 1839 1844 1847 rBV 3935319 3647280 86.31% 11.452%
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R

24 13.345 1911 1914 1923 rBV 196640 299947  7.10%  ©.942%
25 13.827 1992 1996 2007 rBV2 162910 241566 5.72% ©.759%

26 13.980 2016 2022 2025 rBV 1201112 1203471 28.48%
27 14.257 2066 2069 2084 rBV 177431 311043 7.36%
28 15.004 2193 2196 2199 rBV 43237 60605 1.43%
29 15.151 2218 2221 2236 rBV2 42519 131959 3.12%
30 15.433 2263 2269 2273 rBV 905832 1129961 26.74%
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=
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Sum of corrected areas: 31847043
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 14 Oct 2021 18:08
: M4194-03

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
BF125850.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF125850.D\data.ms
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Time-->

8270-BF100721

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown3.298 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.298 5.39 ng 260823 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propylene Glycol 76 C3H802 000057-55-6 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
Abundance Scan 206 (3.298 min): BF125850.D\data.ms (-201) (-) m/z 45.10 100.00%
48.1
5000
A Ra e REEERE RS
a1 61.0 3.00 3.20 3.40 3.60
O rrprrreprerrprrreerrr e e m/z 43.10  17.30%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
43.0
5000 LA L L L B A R
3.00 3.20 3.40 3.60
m/z 61.00 6.48%
29.0
o 190 1] 380/ 530540 .
H‘\\\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH \\\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R RRRREEE SRS
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.74%
0 190 39380 530610 750
P e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2- propanedlol
45.0 3.00 3.20 3.40 3.60
m/z 57.00 2.87%
5000
29.0
0 12000 U smol 89090 o0 Yy
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.016 16.12 ng 1074570 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53

Abundance Scan 1008 (8.016 min): BF125850.D\data.ms (-1004) (-) m/z 57.10 100.00%

57.1
5000
59 7.60 7.80 8.00 8.20 8.40
39 ‘ 1011 155, :
0 ‘H"Hwu‘MHHW‘_“MJMm,m‘_m,m m/z 45.10  88.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 DL R B B R
29.0 7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.10 31.93%
‘ 1000 1320
0 \\‘\“ \‘H\ T ‘H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
Eaaas e EamaE R EEE
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 19.89%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether s Eama aEE T
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 15.70%
5000
29.0 75.0
0 N L
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\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.874 4.09 ng 321249  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1664 (11.874 min): BF125850.D\data.ms (-1660) (1  m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.2

| H‘ ‘ 15711851 ‘ 2561 1150 1200
ya— ““HHU‘ »‘wwmw m‘“‘lu_wwwl_ m/z 60.00  82.84%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
430 73.0 56,0
5000
129.0 11'50 1200
m/z 43.05  73.20%

213.0
157 0185.0
0 ]“ﬁ‘o“‘} ‘ulﬂ‘ ‘H!H ‘W‘ ‘(ﬂ‘\“‘ \”M ! il r g — “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ :
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92069: Tridecanoic acid
73.0

43.0 11. 50 12 00
5000 129.0 m/z 57.05 68.57%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 MWMM/\
Abundance #109284: Tetradecanoic acid et el
73.0 11.50 12.00
129.0 m/z 55.05 61.88%
5000 43.0
185.0 228.0
157.
oﬂ = -
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Hexaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.321 2.61 ng 205370  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 83
3 Pentaethylene glycol 238 C10H2206 004792-15-8 80
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
5 2,5,8,11,14-Pentaoxahexadecan-16- ol 252 C11H2406 023778-52-1 64

Abundance Scan 1740 (12.321 min): BF125850.D\data.ms (-1737) (-  m/z 45.05 100.00%

45.0
5000 89.0
133.1 12. 00 12 50
0 HH“‘M“;,w‘w““2?6"9“_”‘,””_” m/z 89.00  39.76%
m/z--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol
45.0
5000
89.0 12.00 12:50
m/z 87.00 14.44%
O T \‘“\‘ \“H\ \m\h\ ’H\ T \ T ‘ T \:!-9\5‘0\\2\3\9‘()\ L ’ T 1T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0 /]\ Amj\
89.0 12 00 12 50
133.0
oLad ‘\ . “ 177.0 22102630 _327.0 371,
i et e e T T
miz--> 50 100 150 200 250 300 350
Abundance #120148: Pentaethylene glycol
45.0 12. 00 12 50
m/z 43.05 8.73%
5000
89.0
1330
obud L ud P00 1950

m/z--> 50 100 150 200 250 300 350 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heptaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.345 4.98 ng 299947 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 90
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 64
5 Hexaethylene glycol 282 C12H2607 002615-15-8 58

Abundance Scan 1914 (13.345 min): BF125850.D\data.ms (-1911) (-, m/z 45.10 100.00%

4]:
5000 89.0 }t

‘ 133.0 177.1 215.1 13. 00 13 50
ol hdw oy o ATTA215 L mjz 89.00  41.57%
miz--> 50 100 150 200 250 300
Abundance #231001: Heptaethylene glycol
45.0
5000 89.0
13. 00 13 50
m/z 87.00 15.18%
133.0
O T ‘H\‘ \“ ‘ H\ \“‘\ “\ ‘H T \“ T ’ \1\77\.0\ ‘ T \2\3\9.’0\ 2\8\3\.0‘ LI
miz--> 50 100 150 200 250 300
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
89.0 13 00 13 50

133.0
N L, | amo 2210 2830 327,
A by 2210 2830 327
m/z--> 50 100 150 2oo 250 300

Abundance #137459: 2,5,8,11,14-Pentaoxahexadecan-16-ol
453.0 13.00 13.50

m/z 133.00 9.36%

‘ ‘ ‘ 133.0 A
oL~ \‘H u‘ L ‘ H \‘ 177.0 A2 A AN
L B S a

m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.01 ng 241566 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 90
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 1996 (13.827 min): BF125850.D\data.ms (-1992) (- m/z 57.10 100.00%
7.1

%

5000 11.1
230.0 . .
U fgses > S
oL—— “‘w,““u“w‘l‘““wu",‘uHu‘”u‘””‘”u‘u m/z 83.05 83.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol
53.0
5000 11.0 T T

13.50 14.00
m/z 43.05 82.11%

T “\‘ ‘\‘ “ T \‘ “ ‘1 “ ‘h T 9 T \2’1\0 \()\ T 2‘6\6\ (\)\ ‘ T T ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol

o
[o0]
w
o

13.50 14.00
5000 m/z 97.10  75.52%
29.

\h 1 \“\ ]l\ \‘\ h 1\82 O 236. 0280 0

m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
1.0

o

y

13.50 14.00
m/z 55.05 75.32%

5000

Ly " | ‘212 0255.0 406.!

:

.=
“ \

ol bk
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.257 5.17 ng 311043 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 805117-19-1 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
3 Heptaethylene glycol 326 C14H3008 005617-32-3 91
4 Hexaethylene glycol 282 C12H2607 002615-15-8 91
5 Pentaethylene glycol 238 C10H2206 004792-15-8 59

Abundance Scan 2069 (14.257 min): BF125850.D\data.ms (-2066) (- m/z 45.10 100.00%

4I:
5000 89.0 L
‘ 13‘3 .0 1771 9210 14 00 14 50
0 mn““‘w‘u“,mmm‘_m_m,””_” m/z 89.00  48.49%
m/z--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
43.0
89.0
5000 T
14.00 14 50
133.0 m/z 87.00 16.90%
ol L i |, | 17702010 28303270
\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
walh . A/‘\ A nnans
89.0 14. OO 14 50
5000 m/z 133.00 13.44%
133.0
ol L ‘\ . “ 1770 221.0263.0  327.0 371.
A R B e e B I e R b
m/z--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0 14 00 14 50
m/z 43.00 11.01%
5000 89.0
133.0
ol il ol | 1770 23002830
m/z--> 50 100 150 200 250 300 350 14 OO 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Pentaethylene glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.151 2.34 ng 131959 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 86
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 86
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 86
4 Hexaethylene glycol 282 C12H2607 002615-15-8 83
5 Pentaethylene glycol 238 C10H2206 004792-15-8 78
Abundance Scan 2221 (15.151 min): BF125850.D\data.ms (-2218) (-] 45.00 100.00%
45.0
133.
n } H 2210 3020 15.00 15.50
0t MWAW“‘\‘_‘M“‘H““H““w““_““u m/z 89.00 51.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231001: Heptaethylene glycol
45.0
5000 e [
15.00 15 50

m/z 87.00 19.72%
133.0

ol iud, | 2070 2830
\1!\‘\\\\[\\\\[\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e

19 oy

\ —
15.00 15.50

5000 m/z 59.00 13.52%
133.0
oLy Ll “\ L \‘ 1207.0 263.0 327.0
R R e N e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0 15.00 15.50

m/z 43.00 13.03%

5000
133.0

ol Ll | 2210 2950 415.0
L L. —— —

m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125850.D

Acqg On : 14 Oct 2021 18:08
Operator : JU/CG

Sample : M4194-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.298 3.298 5.4 ng 260823 1 6.833 967409 20.0
Ethanol, 2-(2-b... 8.016 16.1 ng 1074570 2 8.110 1332880 20.0
n-Hexadecanoic ... 11.874 4.1 ng 321249 4 11.345 1571870 20.0
Hexaethylene gl... 12.321 2.6 ng 205370 4 11.345 1571870 20.0
Heptaethylene g... 13.345 5.0 ng 299947 5 13.980 1203470 20.0
1-Heneicosanol 13.827 4.0 ng 241566 5 13.980 1203470 20.0
2-[2-[2-[2-[2-[... 14.257 5.2 ng 311043 5 13.980 1203470 20.0
Pentaethylene g... 15.151 2.3 ng 131959 6 15.433 1129960 20.0
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