LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123502.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 17 26 32 rVB 1239536 1562716 17.04% 2.531%
2 2.346 38 44 51 rVB 192368 244787 2.67% 0.396%
3 3.628 228 262 265 rBV 1311158 9169924 100.00% 14.852%
4 5.122 512 516 522 rVvB 281484 302280 3.30% 0.490%
5 5.522 579 584 588 rBV 4378579 4489192 48.96% 7.271%
6 6.528 749 755 758 rBV 4091166 4560545 49.73% 7.387%
7 6.898 814 818 821 rBV 2073425 1636877 17.85% 2.651%
8 7.457 908 913 916 rBV 3092002 2931430 31.97% 4.748%
9 8.181 1032 1036 1040 rBV 2359769 2132620 23.26% 3.454%
10 9.263 1214 1220 1223 rBV 4733515 4540788 49.52% 7.355%
11  9.416 1237 1246 1265 rBV 809939 1549643 16.90% 2.510%
12 9.898 1325 1328 1329 rBV 97710 109306 1.19% 0.177%
13 9.939 1329 1335 1339 rVB 2628026 2538582 27.68% 4.112%
14 10.727 1464 1469 1473 rBV 3353105 3087931 33.67% 5.001%
15 11.245 1553 1557 1563 rBV 162814 346578 3.78% 0.561%

16 11.433 1584 1589 1592 rBV 2564844 2326920 25.38%
17 11.957 1672 1678 1690 rBV 659413 717675 7.83%
18 12.421 1753 1757 1788 rBV2 517049 1874761 20.44%
19 12.745 1808 1812 1822 rVB 103121 141128 1.54%
20 13.021 1855 1859 1862 rBV 4919983 4304453 46.94%

A0 WER Ww
o
w
(@)
R

21 13.451 1929 1932 1955 rBV 1118361 2843406 31.01%
22 13.780 1985 1988 1994 rVB 131406 126115 1.38%
23 13.939 2011 2015 2030 rVB2 440502 909492  9.92%
24 14.080 2033 2039 2042 rBV 1511439 1527381 16.66%
25 14.368 2084 2088 2100 rBV 1717647 3048442 33.24%

ANER O D
IN
~
w
3R

26 14.580 2122 2124 2134 rVB3 69929 155986 1.70%
27 15.315 2244 2249 2276 rBV 455345 2674872 29.17%
28 15.574 2288 2293 2298 rBV 1075072 1352664 14.75%
29 16.192 2391 2398 2411 rVB6 59845 214120 2.34%
30 16.609 2462 2469 2472 rBV5 140362 320877 3.50%

OO NPO
[y
o]
[y
R

Sum of corrected areas: 61741491
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF123502.D\data.ms
5.522
6.528
4000000
7.457
3000000
6.898
2000000
2.240 3.628
1000000
346 5.122
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF123502.D\data.ms
9.263 13.021
4000000
10.727
3000000
9.939 11.433
8.181
2000000
1000000 9.416
t/L 9.838
0 —r——— — L e e e — == = T T ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF123502.D\data.ms
4000000
3000000
2000000 14.368
14.080
3.451 15.574
1000000
13.93 15.315
13.780 14.580 16.192 16.609
~cc T
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 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\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.240 19.09 ng 1562720 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 26 (2.240 min): BF123502.D\data.ms (-17) (-) m/z 73.10 100.00%

73.1
5000 43.0 j\
87-1 \‘\\\\‘\\\\‘\\\
220 240 2.60
] se1 | ;
Ot e e il e e e e e e m/z 43.05 49.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
220 240 2.60
43.0 -
‘ 87.0 m/z 55.10 35.20%
O \H‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 240 2.60
5000 m/z 87.10 25.49%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T
73.0 220 240 2.60
87.0 m/z 41.05 16.50%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.346 2.99 ng 244787 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 38
3 Propanenitrile, 3,3-dimethoxy- 115 C5H9NO2 057597-62-3 38
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 33
5 Methane, trimethoxy- 106 C4H1003 000149-73-5 33
Abundance  Scan 44 (2.346 min): BF123502.D\data.ms (-38) (-) m/z 75.10 100.00%
75.1
5000 45.0
e e
59.0 1031 220 240 2.60
0‘H‘H‘W‘H‘_‘HHW;w‘mbb‘prkw‘u‘wu‘w‘h‘u‘w‘ m/z 73.10 66.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 L L L B
45.0 220 240 2.60
31.0 m/z 45.05 50.29%
15.0
O\\\‘H‘\\’\\iu“‘\\H““H\‘\l\sﬁ"c\)\\\“!}‘1\‘\\8\8\.‘0\\\]\-93\.\0\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4987: Glycolaldehyde dimethyl acetal
75.0
T
220 240 2.60
5000 m/z 41.00 37.07%
31.0 450
20 Lm0 .
O e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7759: Propanenitrile, 3,3-dimethoxy- e e
75.0 220 240 2.60
m/z 47.10 30.15%
5000 56.0
29.0
15.0
0""‘wu,"wl&"ﬂﬁﬂe"1Um“"\_‘\“wm““u,“‘ﬁ%épr A s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 2.60

8270-BF032321.M Tue Mar 30 09:08:32 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43

Operator : JU/CG

Sample : M1813-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (S)-(+)-1,2-Propanediol Concentration Rank 1

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

3.628 112.04 ng 9169920 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 262 (3.628 min): BF123502.D\data.ms (-228) (-) m/z 45.10 100.00%

481
5000
Creep T e
380 520610 7 3.40 3.60 3.80 4.00
O b e e M/ 43.00 17.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 L B I B I RO B
3.40 3.60 3.80 4.00
m/z 43.95 5.39%
0 19.0 ‘3“10 80| 530610 750
H‘\H\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH\\H‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
PRI TR
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.27%
29.0
0 1209 ||, 380‘ 53.0 510 760
L e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol T ARRNREEREE
45.0 3.40 3.60 3.80 4.00
m/z 42.10 2.66%
5000
29.0
0 190 70 380 530°10 7.
A LaaawE e U TR e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.122 3.69 ng 302280 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 516 (5.122 min): BF123502.D\data.ms (-512) (-) m/z 43.00 100.00%
3.0
59.0
5000
R R s
| - 10‘1-0 4.80 5.00 5.20 5.40
0L e et bl e e M/Z 59.08 56.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 L LI B B R
410 4.80 5.00 5.20 5.40
' 101 m/z 58.05 15.18%
29.0 01.0
O\\‘\\\\‘\\\H“‘\\\\‘i‘\‘\‘\\‘\\‘1}}\\\\7\3\'0\\‘\\\-\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR RaERERESS
4.80 5.00 5.20 5.40
5000 59.0 m/z 101.00 14.42%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- AR maEEEE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.26%
5000 41.0
29.
87.0
o150 L Ul Te0 | o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.416 12.21 ng 1549640  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 C5H9NO3 003356-88-5 56
2 1-Butanol 74 C4H1e0 000071-36-3 38
3 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 25
4 Hexyl chloroformate 164 C7H13Cl02 006092-54-2 23
5 4-Morpholineethanol 131 C6H13NO2 000622-40-2 22

Abundance Scan 1246 (9.416 min): BF123502.D\data.ms (-1237) (-) m/z 56.10 100.00%

56.1
100.0
5000
R R
411 73.0 1311 9.00 9.20 9.40 9.60 9.80
Obrerrrrprrrrprrret e bbby e m/z 100.08 71.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13838: 3-(2- Hydroxyeﬁwb -2-oxazolidinone
56. 100.0
5000 ‘\\\\‘\/\\\\‘\\\\’\\\\‘\\
9.00 9.20 9.40 9.60 9.80
29.0 m/z 101.00 42.82%
0730’ }\\\]’-\\5\;‘0\\]\-?"‘]\_;\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #839: 1-Butano
31.0 56.0
P e
9.00 9.20 9.40 9.60 9.80
5000 m/z 42.10 27.01%
ol 180 I | 730
et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4091: Piperidine, 1-hydroxy- s AR
100.0 9.00 9.20 9.40 9.60 9.80
m/z 41.10 8.90%
5000 42.0 84.0
27.0 WOO
O, ARRRRRRRSEEARERARRS EEARE RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14
R.T. EstConc Area Relative to ISTD R.T.
11.245 2.98 ng 346578 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
2 Heptaethylene glycol 326 C14H3008 005617-32-3 83
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 83
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 83
5 Hexaethylene glycol 282 C12H2607 002615-15-8 83

Abundance Scan 1557 (11.245 min): BF123502.D\data.ms (-1553) (1  m/z 45.00 100.00%

45.0
5000
— —
1331 11.00 11.50
obrmrdbo b 250 1929~ m/z 89.10 18.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
5000 A —
11.00 11.50
133.0 m/z 44.00 9.73%
04 \"“‘\ f“‘\“? ‘u\‘\ r“\ T \”\2\(‘)7\.\0\ | \2\8\3\9\ L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165401: Heptaethylene glycol
45.0
—— —
11.00 11.50
5000 m/z 87.00 9.56%
133.0
obetdback k2070 2670
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth et —
45.0 11.00 11.50
m/z 43.05 9.09%

5000
133.0

ol Lll 1) 2210 2950 415.0
d bbbl g 2210 2950 4150 S

m/z--> 0 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.957 6.17 ng 717675  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1678 (11.957 min): BF123502.D\data.ms (-1672) (1  m/z 43.05 100.00%

430 1730
5000
129.1
213.2 T
L ] H‘l? 157.1185.1 56,1 12.00
0l Al i L T L TP nyz ee.ce 93.25%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 ]
129.0 12.00
213.0 m/z 57.10 84.77%
L) HH 157.0185.0
O\H’\l\\‘}‘\\”\”\‘H}‘\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #72643: Tridecanoic acid
73.
43.0 0
—
12.00
5000 129.0 m/z 72.95 84.65%
171.0
214.0
0159?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid = J\
43.0 ,73.0 12.00
m/z 41.05 75.15%
5000 129.0
199.0
e e
O%ﬁﬁhuhkMMM“NwmwNWHW‘_HJMﬂ‘JH‘_H‘_H‘_H‘_‘ Y
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Triethylene glycol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12422 16.11ng 1874760  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 83

2 Triethylene glycol 150 C6H1404 000112-27-6 78
3 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72
4 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 64
5 Hexaethylene glycol 282 C12H2607 002615-15-8 58

Abundance Scan 1757 (12.421 min): BF123502.D\data.ms (-1753) (-} m/z 45.05 100.00%

45.0
5000
89.1 I
12.50
133.1
oAb b 2r 298+ m/z 89.10  25.37%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0
89.0
5000 T
133.0 12.50
m/z 43.95 9.23%
177.0
ol d LUy L 221.0265.0300.0 3710415,
\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #24164: Triethylene glycol
45.0
—r—
12.50
5000 m/z 43.10 8.72%
89.0
0 m\‘““\“m‘umwmWm_m_m_mw
miz-> 0 50 100 150 200 250 300 350 400
Abundance #42932: Acetaldehyde, tetramer T
45.0 12.50
m/z 87.00 8.65%
5000
89.0
Y e —

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

[N
N
)
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.451 37.23 ng 2843410 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 90
2 Hexaethylene glycol 282 C12H2607 002615-15-8 90
3 Triethylene glycol 150 C6H1404 000112-27-6 78
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72
5 Pentaethylene glycol 238 C10H2206 004792-15-8 72

Abundance Scan 1932 (13.451 min): BF123502.D\data.ms (-1929) (1  m/z 45.10 100.00%
451

—

5000
89.1
e
13.50
133.1
ol du B RPT 175120712392 281.C ;89,10 28.82%
miz-> 50 100 150 200 250
Abundance #165400: Heptaethylene glycol
45.0
5000 89.0 U
13.50
1330 m/z 87.00 9.87%
o280, |y | | 177.0207.0239.0 283y
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 #128695: Hexaethylene glyco
45.0
‘/\-A\ T ‘ T
13.50
5000 m/z 43.00 9.31%

133.0
L, L TTTT163.01950  239.0
|

m/z--> 50 100 150 200 250

Abundance #24168: Triethylene glycol T
45.0 13.50

m/z 44.05 9.29%

o
T
o
1©

@

©

o

5000

-

89.0
150, | | | | 1190

oAl L — — ——
m/z--> 50 100 150 200 250 13.50

8270-BF032321.M Tue Mar 30 09:08:35 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.939 11.91 ng 909492 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 2015 (13.939 min): BF123502.D\data.ms (-2011) (1  m/z 57.05 100.00%
57.0
97.1
5000
| 1400
149.0 .
[ S— | “ ““HJHM iy . 182.2216.224832831 ./, 43.10  96.62%
miz-> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 T
14.00
m/z 55.05 90.75%
OL40 “\’\LW‘ ‘“\‘ \M\M‘ \R\3??\%8}p‘ L B \3‘08\.|
miz--> 50 100 150 200 250 300
Abundance #95987: 1-Hexadecano
55.0
97.0 .
14.00
5000 m/z 83.10 76.94%
LI pe00 1s60
O
miz--> 50 100 150 200 250 300
Abundance #115905: 1-Nonadecene T
41.0 14.00
m/z 97.10 66.24%
83.0
5000
s
ol LT a0 e I\
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexaethylene glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.368 39.92 ng 3048440 Chrysene-d12 14.080
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 83
4 Pentaethylene glycol 238 C10H2206 004792-15-8 83
5 Triethylene glycol 150 C6H1404 000112-27-6 72

Abundance Scan 2088 (14.368 min): BF123502.D\data.ms (-2084) (1  m/z 45.05 100.00%

45.0
5000
89.0
— ——
133.1 14.00 14.50
ob e da M 1T 1771 2191 2831 p ;g9 @5 31.66%
m/z--> 50 100 150 200 250 300
Abundance #165400: Heptaethylene glycol
43.0
5000 89.0 r o T
14.00 14.50
m/z 86.95 10.95%
133.0
05 \‘H\‘ \‘“‘ ‘H\ \“‘\ “i ‘H\ t \“\ T \1\77\0\‘ T \2\3\9’0\ 2\8\3\0‘ T
m/z--> 50 100 150 200 250 300
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
— ——
14.00 14.50
89.0 o
5000 m/Z 43.00 9.54%
133.0
ol LA u“u“‘: - J“ (70 2210 283.0 327
m/z--> 50 100 150 200 250 300
Abundance #128695: Hexaethylene glycol r —
45.0 14.00 14.50
m/z 44.05 9.07%
5000 89.0
133.0
ol bbby T 19502300 e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 12 Methyl 7,9-tridecadienyl ether Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.580 2.04 ng 155986 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 7,9-tridecadienyl ether 210 C14H260 1000131-00-0 90
2 Cyclopentadecane 210 C15H30 000295-48-7 55
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 50
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 46
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 46

Abundance Scan 2124 (14.580 min): BF123502.D\data.ms (-2122) (-} m/z 45.10 100.00%

45.1
5000 83.0
25.1 T T
| 1782 2209  283.0  340. 14.50
0 At L b m/z 43.05  82.06%
miz--> 50 100 150 200 250 300
Abundance #69509: Methyl 7,9-tridecadienyl ether
45.0
5000 83.0 T ‘
14.50
m/z 55.05 66.59%
]| 1259 san0 2109
O\\\‘“‘“\\\‘\“\\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #69584: Cyclopentadecane
55.0
T I
14.50
5000 97.0 m/z 57.00  64.31%
L e 20
o“hw‘ “ H“H‘,!HWHH,HH
miz--> 50 100 150 200 250 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester — ‘
43.0 14.50
83.0 m/z 69.05 55.47%
5000
25.0
LU s
0 AR by oo ——
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 Pentaethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 39.55 ng 2674870 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
2 Heptaethylene glycol 326 C14H3008 005617-32-3 90
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 83
4 Pentaethylene glycol 238 C10H2206 004792-15-8 78
5 2,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406 023778-52-1 72

Abundance Scan 2249 (15.315 min): BF123502.D\data.ms (-2244) (1  m/z 45.10 100.00%

45.1
5000
89.1
= —
133.11771 15.00 15.50
o ddad [ 1771 2se22831 L g9.16  34.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
4:
89.0
5000 = —
15.00 15.50
133.0 m/z 87.00 12.74%
ol d L || 17705210 28303270
\\\\’\f\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #165401: Heptaethylene glycol
45.0
— —
15.00 15.50
5000 m/z 133.05 11.27%
89.0
ol il 1301770 230.02830
O L B e e
m/z--> 50 100 150 200 250 300 350 400 rwqu
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox . T
45.0 15.00 15.50
89.0 m/z 59.10 10.06%
5000
133.0
ol L Ll tT79221.0265.03000 3710415
R R — ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Carbonic acid, heptadecyl i... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.192 3.17 ng 214120 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 72
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 68
3 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
4 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 64
5 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 64

Abundance Scan 2398 (16.192 min): BF123502.D\data.ms (-2391) (1  m/z 57.05 100.00%

57.0
5000
111
—r —
| ‘H‘ I\} . 20‘7.0 2820 355.0 16.00 16.50
oL MR A L m/z 55.00 77.41%
miz--> 50 100 150 200 250 300 350 400
Abundance  #188249: Carbonic acid, heptadecyl isobutyl ester
57.0
5000 — e
16.00 16.50
110 m/z 43.85 73.11%
! H\ 1 Jigs50 2300
O\‘\‘\‘H\‘\h‘”hh‘\\\\“\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate
57.0
—r —
16.00 16.50
m/z 83.10 63.68%
5000 11.0
o LLLLLL L3670 szaomssn sz20%70 4150
miz--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosyl pentafluoropropionate P ——
57.0 16.00 16.50
m/z 97.05 62.04%
B I MwwwwwwAmﬁ\%Mwwhwﬂw
ol H | ww‘h |J070 2240 P 03250 426 A
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 unknownl6.609 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.609 4.74 ng 320877 Perylene-di2 15.574
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-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 90
4 Hexaethylene glycol 282 C12H2607 002615-15-8 86
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 86
Abundance Scan 2469 (16.609 min): BF123502.D\data.ms (-2462) (-] 45.10 100.00%
45.1
5000 J\\
‘ | 133.0 2070 2811 16.50 17.00
ol ddidy [ 2070 2811 89.00  36.55%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol
45.0
5000
16 50 17 00

43.00 17.35%

133.0
obaliud, | 2070 2830
\1!\‘\\\\[\\\\[\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth

45.0

—— ——
16.50 17.00
5000 m/z 87.10 16.48%

133.0
ol dlpl 2070 2830
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0 16.50 17.00
m/z 133.00 12.46%

5000
133.0
n ’ 221.0 2950 415.0

(IEETIEH IS U VR SN ML S LA, . < SEL .

m/z--> 50 100 150 200 250 300 350 400 450 16 50 17 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32921\
Data File : BF123502.D

Acqg On : 29 Mar 2021 18:43
Operator : JU/CG

Sample : M1813-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : 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|
Butane, 2-metho... 2.240 19.1 ng 1562720 1 6.898 1636880 20.0
Propane, 1,1-di... 2.346 3.0 ng 244787 1 6.898 1636880 20.0
(S)-(+)-1,2-Pro... 3.628 112.0 ng 9169920 1 6.898 1636880 20.0
Propane, 2-meth... 5.122 3.7 ng 302280 1 6.898 1636880 20.0
3-(2-Hydroxyeth... 9.416 12.2 ng 1549640 3 9.939 2538580 20.0
2-[2-[2-[2-[2-[... 11.245 3.0 ng 346578 4 11.433 2326920 20.0
n-Hexadecanoic ... 11.957 6.2 ng 717675 4 11.433 2326920 20.0
Triethylene glycol 12.422 16.1 ng 1874760 4 11.433 2326920 20.0
Heptaethylene g... 13.451 37.2 ng 2843410 5 14.080 1527380 20.0
1-Docosene 13.939 11.9 ng 909492 5 14.080 1527380 20.0
Hexaethylene gl... 14.368 39.9 ng 3048440 5 14.080 1527380 20.0
Methyl 7,9-trid... 14.580 2.0 ng 155986 5 14.080 1527380 20.0
Pentaethylene g... 15.315 39.5 ng 2674870 6 15.574 1352660 20.0
Carbonic acid, ... 16.192 3.2 ng 214120 6 15.574 1352660 20.0
unknown16.609 16.609 4.7 ng 320877 6 15.574 1352660 20.0
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