LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49969.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.534 419 425 433 rVB 180178 301397 17.62%  3.868%
2 7.038 676 681 689 rvB2 11006 20467 1.20% 0.263%
3 7.156 694 701 709 rBV 114735 206862 12.09% 2.655%
4 7.978 834 841 848 rW 95941 162068 9.47%  2.080%
5 8.066 848 856 863 rvB5 9029 19690 1.15% 0.253%
6 9.147 1032 1040 1049 rBvV 331196 591802 34.59% 7.595%
7 9.447 1086 1091 1101 rVB4 18700 30305 1.77% 0.389%
8 9.852 1154 1160 1171 rBvV4 27554 69978 4.09% 0.898%
9 10.557 1274 1280 1289 rBV2 81369 145192 8.49% 1.863%
10 10.798 1314 1321 1329 rBV 126898 242637 14.18% 3.114%
11 11.409 1420 1425 1431 rBV2 20520 39305 2.30% 0.504%
12 11.702 1469 1475 1481 rBV 31844 54428 3.18% 0.699%
13 11.761 1481 1485 1491 rVB2 28002 49268 2.88% 0.632%
14 11.943 1510 1516 1522 rBV2 21559 36431 2.13% 0.468%
15 13.253 1731 1739 1746 rBV 868277 1346697 78.72% 17.284%
16 14.275 1908 1913 1918 rBV7 10050 22360 1.31% 0.287%
17 14.634 1968 1974 1981 rBV 202366 318087 18.59% 4.082%
18 14.734 1987 1991 1996 rBvV2 18772 27531 1.61% 0.353%
19 15.045 2040 2044 2050 rBV6 22113 35641 2.08% 0.457%
20 15.450 2108 2113 2119 rBV9 11810 23147 1.35% 0.297%

21 16.132 2223 2229 2238 rVB 740573 1148352 67.12% 14.738%

22 17.389 2438 2443 2450 rVB 230495 356978 20.87%  4.582%
23 17.700 2492 2496 2504 rVBS 16944 31900 1.86% ©0.409%
24 18.041 2551 2554 2559 rBV5 29414 41350 2.42% ©.531%
25 18.282 2591 2595 2598 rBV6 24190 33306 1.95% ©.427%

26 20.003 2883 2888 2894 rVB 1406920 1710774 100.00% 21.957%
27 21.671 3166 3172 3176 rVB2 205595 321613 18.80%
28 24.908 3716 3723 3736 rVB3 134015 404073 23.62% 5.186%
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Sum of corrected areas: 7791639
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049969.D\data.ms
1400000

1200000
1000000
800000
600000
400000 9.147

5.534
200000 7.156 7.978 798

10.
70 8,066 9.4479.852 T 11400mRa3

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049969.D\data.ms

1400000

20.003

1200000
1000000
13.253

800000 16.132

600000

400000 21.671
17.389

200000

14.27514.7356.0455 450 17706 041282
O e = e e it eSS SN S
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: BG049969.D\data.ms
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1200000

1000000

800000

600000

400000

24.908
200000
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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\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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-(2-methoxyeth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.038 2.53 ng 20467 1,4-Dichlorobenzene-d4 7.978

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64
2 Butane, 1,3-dimethoxy- 118 C6H1402 010143-66-5 36
3 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 28
4 3-Methoxypropionic acid 104 C4H803 002544-06-1 23
5 2-Hydroxybutanoic acid hydrazide 118 C4H1ON202 1010197-30-7 9

Abundance Scan 681 (7.038 min): BG049969.D\data.ms (-676) (-) m/z 59.15 100.00%

59.1
5000
90.2
39 ‘ | | 118.3 6.80 7.00 7.20 7.40 .
\\\‘\\\\ \\\‘\\\\‘\M\\\“\\\\"\\\\‘\\\\‘\\\\‘\\\\‘ m/z 45.15 98-624
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40136: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
45.0
5000
6.80 7.00 7.20 7.40
89.0
m/z 41.25 30.72%
15\'0 HH | 0L 119.0
\\\“\\\\‘\‘\\\i\\}\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10049: Butane, 1,3-dimethoxy-
59.0
6.80 7.00 7.20 7.40
5000 m/z 58.25  29.62%
3? ‘( i 103.0
| In i |
R R L e
m/iz--> 20 40 60 80 100 120 140 160 180
Abundance  #117729: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0 6.80 7.00 7.20 7.40
m/z 43.15 29.35%
h I WMMMJ\“/VW
29.0
87.0
340 1770
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 unknown8.066 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.066 2.43 ng 19690 1,4-Dichlorobenzene-d4 7.978

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 47
2 (Trimethylsilyl)acetylene 98 C5H16Si 001066-54-2 43
3 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 38

4 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 38
5 Propanenitrile, 2-(dimethylamino)- 98 C5H10N2 005350-67-4 36

Abundance Scan 856 (8.066 min): BG049969.D\data.ms (-848) (-) m/z 83.15 100.00%

3.2
5000 56.1
TR o T A
‘ 127.3 7.80 8.00 8.20 8.40
el m/z 56.15 42.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3799: 1-Butene, 2,3,3-trimethyl-
55.0 83.0
5000
7.80 8.00 8.20 8.40
290 m/z 55.15 41.62%
\\‘\‘\‘\‘\\‘i“\\\‘H“\‘\‘\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3467: (Trimethylsilyl)acetylene
83.0
7.80 8.00 8.20 8.40
5000 m/z 43.15 39.81%
43.0
250 . L.830
miz--> 20 40 60 80 100 120 140 160
Abundance #196801: Oxalic acid, cyclohexyl nonyl ester e e
83.0 7.80 8.00 8.20 8.40
m/z 41.15 33.24%
5000 55.0
230 ‘M Ay, 111.0129.0 171.0
B e e R
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Triethyl phosphate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.447 2.50 ng 30305 Naphthalene-d8 10.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 90
2 Butyl diethyl phosphate 210 C8H1904P 1000298-58-0 56
3 Diethyl isopropylidenemalonate 200 C1eH1604 006802-75-1 42
4 Phosphoric acid, monoethyl ester 126 C2H704P 001623-14-9 35
5 Diethyl 1,1-cyclobutanedicarboxy... 200 C10H1604 003779-29-1 33

Abundance Scan 1091 (9.447 min): BG049969.D\data.ms (-1086) (-) m/z 99.05 100.00%

99.0
155.2
5000 127.2
0 A SR L U
45"1 73 h ‘ ‘ 207.2 9.20 9.40 9.60 9.80
\\\‘\\\\“‘\H\\‘\“\‘\\‘.\‘\\‘\‘\‘\\‘\\‘\‘\‘\‘\M“\‘\\}‘\\\\‘\\\\‘\‘\\\ m/z 155.15 67-23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57146: Triethyl phosphate
99.0
155.0
127.0 |
5000 L B I L LI L B
29.0 9.20 9.40 9.60 9.80
m/z 81.15 64.10%
NN
\\\‘\‘\‘\\“\‘\\\‘\‘\\\‘\\‘\‘\‘\\‘\\‘\‘\\\H“\\\w‘\‘\\\“‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87945: Butyl diethyl phosphate
99.0
127.0 155.0
9.20 9.40 9.60 9.80
5000 m/z 127.15 47 .64%
41.0 ¢50 “ “ |, 1810
el L i I L. L lu
R e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75313: Diethyl isopropylidenemalonate i e ‘“‘ = ‘f\‘ =
99.0 9.20 9.40 9.60 9.80
m/z 109.15 31.75%
155.0
5000
290 670
‘ ‘ 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Octasiloxane, 1,1,3,3,5,5,7... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

os2  s.77ng 69978 Naphthalene-ds 10.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50075i8 019095-24-0 64
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 49
3 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H38055i6 000995-82-4 40
4 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25N04 1010316-17-5 27
5 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 27

Abundance Scan 1160 (9.852 min): BG049969.D\data.ms (-1154) (-) m/z 73.20 100.00%

73.2
207.2
5000
M72 2813 wwfwmw e
| ‘ ‘\ L1 41534754 9.50 10.00
‘mqu‘w“H,H‘w‘H‘pu‘W‘H‘_‘H“m‘_‘u‘u‘w“‘ m/z 43.10  73.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
5000 207.0
9. 50 10 00
281.0 o
1470 m/z 207.20 52.43%
341.0 429.0
\\\“\\\\\‘\\\\\"\\\\[I\\‘\\‘f\\f'\’\\l\\\‘\\f\\‘\l\‘\\‘\\\59‘3\\()\':\-)‘6?’\\(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
9.50 10.00
5000 207.0 m/z 193.15 37.95%
133.0 281.0 355.0
etk bbbt 2904890
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0 9.50 10.00
m/z 281.25 26.86%
5000
207.0 281.0
1330 341.0
415.0
r\\m‘r\ b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.557 11.97 ng 145192 Naphthalene-d8 10.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50

Abundance Scan 1280 (10.557 min): BG049969.D\data.ms (-1274) (-  m/z 57.20 100.00%

57.2
5000
P

1192 2211 4289 514. 1050
‘\\\\"\“\“‘\‘J’f\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 45 15 95.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-

57.0

5000
1050

41.15  45.04%

J"J\’!'f\"Ly'J-S\Z’O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
J

1050
5000 m/z 75.15  30.30%

L2

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ‘
45.0 10.50

56.15 16.07%

i WMAMM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Methyl 2-(2-(2-methoxyethox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.409 3.24 ng 39305 Naphthalene-d8 10.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-(2-(2-methoxyethoxy)eth... 192 C8H1605 1000366-88-2 64
2 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 64
3 Tetraglyme 222 C10H2205 000143-24-8 59
4 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 56
5 Isopropyldimethylsilane 102 C5H14Si 1000433-69-3 50

Abundance Scan 1425 (11.409 min): BG049969.D\data.ms (-1420) (-  m/z 59.15 100.00%

59.1
5000 N/\
LY
11.50
39
09.3 133.3
\\\‘\\\\‘J‘\‘\\\‘m{\\‘\“\“‘\“\‘\‘\‘%\\\\‘\\\\‘\\\\‘\\\\‘\ 4519 4137/
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59.0
5000
117.0 11.50
58.15 34.93%
29.0 89.0
\\\‘\‘\‘“\\“\\\\‘i\\‘\“\‘\\‘\\“‘\\\!“\\\‘\]‘.4\?'9\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53395: 2,5,8,11-Tetraoxadodecane
59.0
11.50
29.0
‘H “ 1030 133,
| ! | 1l i
“‘_““H““H“‘H““H““w““_““
m/z--> 20 60 80 100 120 140 160 180
Abundance #100836: Tetraglyme T
59.0 11.50
m/z 89.25 11.15%
5000
31.0
103.0
wo amo | |lho11
m/z--> 20 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Dipropylene glycol (isomer 3) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.702 4.49 ng 54428 Naphthalene-d8 10.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
4 Tetraglyme 222 C10OH2205 000143-24-8 64
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 64

Abundance Scan 1475 (11.702 min): BG049969.D\data.ms (-1469) (-  m/z 59.15 100.00%
59.

1
5000
103.2

11 50 12 00
N - 27.3 224.2

\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 163.15 27.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17321: Dipropylene glycol (isomer 3)
59.0
5000 L /\\A\ wAA"‘AwA
31.0 103.0 11.50 12.00
' ’ m/z 45.15 21.60%
’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
: /\MF‘
11 50 12.00

103.0
31.0
kL s
e TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0 11 50 12 00

m/z 41.15 8.39%

5000
31.0 103.0
Ll 1300 1610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 ll 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Hexaethylene glycol dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.761 4.06 ng 49268 Naphthalene-d8 10.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 78
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 64
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 58

Abundance Scan 1485 (11.761 min): BG049969.D\data.ms (-1481) (-  m/z 59.15 100.00%

59.1
- J\ j\««
103.2
‘ S 11:50 12.00
\\\\m‘“ \““\“‘\‘\“\\\‘\\\\‘\\\\‘\\\.\‘\\‘\-v m/Z 103.15 24.11%
miz--> 50 100 150 200 250 300
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0
5000 A\A ‘ (\A\ \A{\VKA,ﬁ
11.50 12.00
103.0 m/z 45.10 21.59%
\zwsdwb\h“ } \“ T M\ T \1?7‘9 \1\9\10\ T ‘26\5\0\ T T
miz--> 50 100 150 200 250 300
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
MW‘ ﬁmﬂ‘ L et
1150 12.00
103.0
150
miz--> 50 100 150 200 250 300
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 11.50 12.00
m/z 41.15 7.99%
5000
103.0
‘H | ‘

m/z--> 100 150 200 250 300 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31

Operator : CG/JU

Sample : M3506-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: 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 9 Hydrazine, 1,1-bis(1-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.043  300ng 36431 Naphthalene-ds 16.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hydrazine, 1,1-bi
2 2-Pentanol, 2,4-d

s(1-methylethyl)- 116 C6H16N2
imethyl- 116 C7H160

3 Methyl 2-(2-(2-methoxyethoxy)eth... 192 C8H1605
4 Methyl 2,5,8,11,14,17,20,23-octa... 412 C18H36010

5 2-Propanol, 1-[2-

(2-methoxy-1-me... 206 C10H2204

000921-14-2 50
000625-06-9 40
1000366-88-2 38
1000366-81-2 38
020324-33-8 38

m/z 59.15 100.00%

Abundance Scan 1516 (11.943 min): BG049969.D\data.ms (-1510) (-
1

59.
5000 101.3 AW
VALY
| ‘ 14‘7.3 2071 12.00 .
\\\‘\\\\“\\\ \‘\“\\‘H“\‘\}“‘\\‘\H\"\\\\"\\\\‘\\\\‘\\\\‘\‘\\\ m/z 57.19 52.43A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
594.0
5000 m T ‘ T
101.0 12.00
m/z 101.25 42.74%
27.0 ‘
\\\‘\hm\\“”l\\‘W‘W\\\‘\‘\\\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
12.00
5000 ITI/Z 45.15 29.63%
101.
SLO‘ O‘O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59.0 12.00
m/z 43.25 20.70%
5000 117.0
29.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 10 unknownl5.045 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.045 2.24 ng 35641  Acenaphthene-die 14.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 43
2 Ethyl 2-(2-(2-methoxyethoxy)etho... 206 C9H1805 1000366-89-0 43
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 37
4 Propanedioic acid, dimethyl ester 132 C5H804 000108-59-8 32
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25
Abundance Scan 2044 (15.045 min): BG049969.D\data.ms (-2040) (-  m/z 59.15 100.00%
59.1
5.2 191.2 . i
‘ T ‘ 425, 15.00
W m/z S7.20 81.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 — :
15.00
m/z 43.15 65.62%
Lﬁ'\q“‘\‘““ \\]:CJ“\.\O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #83282: Ethyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59.0
T \
15.00
5000 m/z 101.15 58.65%
131.0
L«JM,
miz--> 50 100 150 200 250 300 350 400
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0 15.00
m/z 45.25 46.70%
) MM\/M
104.0
At I N — .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 11 7-Methyloctanoic acid, meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.041 2.32 ng 41350  Phenanthrene-d10 17.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methyloctanoic acid, methyl ester 172 C10H2002 005129-53-3 64
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 52
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 50
4 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 50
5 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 47

Abundance Scan 2554 (18.041 min): BG049969.D\data.ms (-2551) (-  m/z 74.10 100.00%

74.1
5000
129.2 227.2

HH‘\ 523.! 18.00
W e m/z 87.15  93.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47089: 7-Methyloctanoic acid, methyl ester
74.0
i)

5000 itla A ‘
18.00
129.0 m/z 41.15 35.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143573: Pentadecanoic acid, methyl ester
74.0
T \
18.00
5000 m/z 57.15 34.56%

143.0
213.0
g )y, M0 ms0 MWW\WMW

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60758: Decanoic acid, methyl ester ——
74.0 18.00
m/z 75.15 33.03%

), 250 MM\WM AMM

B R R S S RN RS e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00

5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49969.D

Acqg On : 25 Aug 2021 15:31
Operator : CG/JU

Sample : M3506-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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-(... 7.038 2.5 ng 20467 1 7.978 162068 20.0
unknown8.066 8.066 2.4 ng 19690 1 7.978 162068 20.0
Triethyl phosphate 9.447 2.5 ng 30305 2 10.798 242637 20.0
Octasiloxane, 1... 9.852 5.8 ng 69978 2 10.798 242637 20.0
Ethanol, 2-(2-b... 10.557 12.0 ng 145192 2 10.798 242637 20.0
Methyl 2-(2-(2-... 11.409 3.2 ng 39305 2 10.798 242637 20.0
Dipropylene gly... 11.702 4.5 ng 54428 2 10.798 242637 20.0
Hexaethylene gl... 11.761 4.1 ng 49268 2 10.798 242637 20.0
Hydrazine, 1,1-... 11.943 3.0 ng 36431 2 10.798 242637 20.0
unknownl5.045 15.045 2.2 ng 35641 3 14.634 318087 20.0
7-Methyloctanoi... 18.041 2.3 ng 41350 4 17.395 356978 20.0
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