LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample 1 M4194-01

Misc :

ALS Vvial : 17 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: BF125854.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.299 204 206 212 rBV 35148 61152 1.68% 0.223%
2 5.451 567 572 575 rBV 3542826 3458400 95.14% 12.631%
3  6.463 738 744 747 rBV 3260810 3493377 96.10% 12.758%
4 6.834 803 807 810 rBV 1173775 936758 25.77%  3.421%
5 7.392 897 902 905 rBV 2439221 2219586 61.06% 8.106%

6 8.016 1004 1008 1011 rBV 935535 757204 20.83% 2.765%
7 8.110 1020 1024 1028 rBV 1487499 1292095 35.55% 4.719%
8 9.186 1202 1207 1210 rBV 4430602 3635073 100.00% 13.276%
9 9.863 1318 1322 1326 rVB 1819532 1491122 41.02% 5.446%
10 10.651 1452 1456 1459 rBV 2883541 2505278 68.92% 9.150%

11 11.151 1538 1541 1548 rBV 40958 62354 1.72% 0.228%
12 11.345 1570 1574 1577 rBV 1757332 1394803 38.37% 5.094%
13 11.739 1638 1641 1645 rVB 60962 44165 1.21% 0.161%
14 11.869 1655 1663 1675 rBV2 202600 239901 6.60% ©0.876%
15 12.322 1737 1740 1751 rBV 119156 176047 4.84% ©.643%
16 12.557 1777 1780 1782 rBV 66185 58071 1.60% 0.212%
17 12.657 1794 1797 1803 rBV 67282 76184 2.10% 0.278%
18 12.780 1815 1818 1821 rVB 55811 48330 1.33% ©0.177%
19 12.927 1839 1843 1847 rBV 2888963 2521943 69.38% 9.211%
20 13.345 1911 1914 1923 rBV 138865 230499 6.34% 0.842%

21 13.827 1993 1996 2005 rBV3 115709 174914  4.81%
22 13.980 2016 2022 2025 rBV 1143291 1121372 30.85%
23 14.263 2066 2070 2078 rBV 129506 226405 6.23%
24 15.157 2219 2222 2231 rVB3 33490 81130 2.23%
25 15.427 2263 2268 2273 rBV2 851797 1074977 29.57%
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Sum of corrected areas: 27381140
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

17

LSC Report - Integrated

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\

BF125854.D

: 14 Oct 2021 20:18

Ju/CaG

: M4194-01

Sample Multiplier: 1

Chromatogram

¢ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.016 11.72 ng 757204 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 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1008 (8.016 min): BF125854.D\data.ms (-1004) (-) m/z 57.10 100.00%

57.1
5000
739 7.60 7.80 8.00 8.20 8.40
39 ‘ 1010 9333 '
0 ‘H"Hmﬁu‘MHH‘JM_“;‘H}Mm,m‘_m,m m/z 45.05 86.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
43.0
5000 BN RN N
7.60 7.80 8.00 8.20 8.40
T 750 m/z 41.10  32.30%
100.0
O \\\‘\M\\‘\\\MH\\‘M‘\‘\“\‘\\“\\\\’}\3\2\0‘ \\\%?3\\0\
miz--> 60 80 100 120 140 160
Abundance #10089 Ethylene glycol monoisobutyl ether
570
P e ey o
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 20.26%
29.0 75.0
L — ““M Al wl‘_wu“_“ e —
miz--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R R o
45.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 15.46%
5000
89.0
27,0
SO0 N VR S N
m/z--> 20 40 100 120 140 160 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 : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.869 3.44 ng 239901  Phenanthrene-die 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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1663 (11.869 min): BF125854.D\data.ms (-1655) (1  m/z 73.00 100.00%

73.0
43.1
5000 129.1

| ‘ H‘ 157198512131 0 110 12.00
0\\WH\WNNHJ‘”NHJMWEJW\Nuiww\mwﬂwuyph\pujw m/z 60.00 84.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1150 1200

m/z 43.10 76.35%

' 1510185021&0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

43.0 1150 1200
5000 129.0 m/Z 57.05 68.40%
171.0
‘ 214.0
oML
m/z--> 20 40 60 80 100120140160180200220240260 mMWwM%A
Abundance #126199: Pentadecanoic acid el
43.0 ,73.0 11.50 12.00
m/z 41.05 62.16%
5000 129.0
199.0 242,
O
o%ﬁgk“JﬂNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ e Mt
m/z--> 20 40 60 80 100120140160 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 : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 Hexaethylene glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.322 2.52 ng 176047  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 91
2 Heptaethylene glycol 326 C14H3008 005617-32-3 83
3 Pentaethylene glycol 238 C10H2206 004792-15-8 80
4 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 78
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64

Abundance Scan 1740 (12.322 min): BF125854.D\data.ms (-1737) (- m/z 45.10 100.00%

4!:
5000 89.0
133.1 1200 1250
0L u”“ bt ‘M T ‘193‘1‘ ‘2‘07‘0‘ — m/z 89.00 42.05%
miz--> 50 100 150 200 250
Abundance #175222: Hexaethylene glycol
45.0
5000
89.0 12.00 12:50
m/z 87.00 14.55%
133.0
o580y | 4y |, ] 16301950 239.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #231002: Heptaethylene glycol
45.0
It //\ [\ /\
12. 00 12.50
5000 m/z 44.00 10.97%
89.0
o bt u 1330 177.0207.0230.0 281
ST R
m/z--> 50 100 150 200 250
Abundance #120148: Pentaethylene glycol
45.0 1200 1250
m/z 43.00 10.25%
5000
89.0
1330
o850 Lol 16301950

miz--> 50 100 150 200 250 12,00 12:50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 Heptaethylene glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.345 4.11 ng 230499 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 Hexaethylene glycol 282 C12H2607 002615-15-8 91
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 90
4 Pentaethylene glycol 238 C10H2206 004792-15-8 83
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 80

Abundance Scan 1914 (13.345 min): BF125854.D\data.ms (-1911) (-  m/z 45.05 100.00%

45.0
5000 89.0

133.1 13. 00 13 50
ol dd N b ArA2161 2870 s 89.00  43.66%
miz--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0
5000 89.0
13. 00 13 50
m/z 87.00 15.19%
133.0
O T \‘”\‘ \“‘ ‘“\ \M‘\ “i ‘H\ T \“\ ‘ \].\77\.\0‘ T \2\3\9.‘0\2\8\3\.()‘ T T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #175225: Hexaethylene glycol
45.0
; MAA/\ .
13. 00 13. 50
5000 m/z 43.05 10.28%

89.0
33.0
obbd bk [ 19502400
miz--> 50 100 150 200 250 300 350

Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0 13. 00 13 50
m/z 43.95 9.81%

89.0
5000
133.0
L ‘ L “ 17“7022102630 327.0 371

ol dd by T 22252038 ool S
miz--> 50 100 150 200 250 300 350 13.00 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.827 3.12 ng 174914 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 1996 (13.827 min): BF125854.D\data.ms (-1993) (- m/z 57.05 100.00%

57.0
5000
— —
‘ \ 230.1 3191 13.50 14.00
ompw_“h!wwuwmwwwHH_Hwwwwww m/z 43.10 76.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — e
13.50 14.00
m/z 97.05 75.99%
0 J u\ I 238 0 434.0
\\\‘\\f\\\\\‘\\\\‘T\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
13.50 14.00
5000 m/z 83.10  75.30%
ob h,.‘ 2520 3690 648
H‘w‘H‘_‘H‘H‘w‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester P ——
57.0 13.50 14.00
m/z 55.05 72.47%
5000
5.0
oML, 280 o e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample : M4194-01

Misc :

ALS vial : 17 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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.263 4.04 ng 226405 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 Hexaethylene glycol 282 C12H2607 002615-15-8 91
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 90
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 83

Abundance Scan 2070 (14.263 min): BF125854.D\data.ms (-2066) (- m/z 45.10 100.00%

4]:
89.0
5000

‘ 13\3.0 175.0 221.1 302.0 14 00 14 50
ob A b L 3720 2211 8020 0 9,00 51.65%
m/z--> 50 100 150 200 250 300
Abundance #231001: Heptaethylene glycol
43.0
5000 89.0 oL e
14.00 14.50

m/z 87.00 17.99%

133.0
L ‘H\‘ \“‘ H\ \“‘\ “\ ‘H L \“ T ’ \1\77\.0\ ‘ T \2\3\9.’()\ 2\8\3\.0‘ L
m/z--> 50 100 150 200 250 300
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

o

89.0 14.00 14.50
5000 ' m/z 133.00  14.61%
133.0
N | - L (70 2210 283.0 327
m/z--> 50 100 150 200 250 300
Abundance #175222: Hexaethylene glycol
45.0 14 00 14 50

m/z 59.10 11.16%

5000 89.0
133.0
0 Wl h " 195.0 239.0 /\Mm Ak W

m/z--> 50 100 150 200 250 300 14 00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125854.D

Acqg On : 14 Oct 2021 20:18
Operator : JU/CG

Sample 1 M4194-01

Misc :

ALS Vvial : 17 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|
Ethanol, 2-(2-b... 8.016 11.7 ng 757204 2 8.110 1292100 20.0
n-Hexadecanoic ... 11.869 3.4 ng 239901 4 11.345 1394800 20.0
Hexaethylene gl... 12.322 2.5 ng 176047 4 11.345 1394800 20.0
Heptaethylene g... 13.345 4.1 ng 230499 5 13.980 1121370 20.0
Heptadecyl hept... 13.827 3.1 ng 174914 5 13.980 1121370 20.0
2-[2-[2-[2-[2-[... 14.263 4.0 ng 226405 5 13.980 1121370 20.0
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