LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM029029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29029.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 60 64 79 rBV 62736 83394 32.96% 3.661%
2 5.246 379 384 394 rBB 145941 201740 79.73% 8.856%
3 6.869 654 660 670 rBV 132463 204922 80.99%  8.995%
4 7.669 791 796 802 rBB 40443 57795 22.84% 2.537%
5 8.845 990 996 1005 rBV 81422 129882 51.33% 5.701%
6 10.463 1265 1271 1278 rBV 47690 75195 29.72% 3.301%
7 12.951 1688 1694 1700 rBB 156448 213761 84.48% 9.383%
8 13.286 1746 1751 1765 rBB 9341 20079 7.94% 0.881%
9 13.804 1833 1839 1843 rBB 3283 4286 1.69% 0.188%
10 14.221 1904 1910 1917 rBV3 3901 9793 3.87% 0.430%
11 14.339 1924 1930 1935 rVB 66596 92791 36.67% 4.073%
12 15.833 2179 2184 2192 rBB 141097 189353 74.83% 8.312%
13 16.757 2337 2341 2348 rBV 3457 6104 2.41% 0.268%
14 17.080 2391 2396 2402 rBV 75845 104109 41.14% 4.570%
15 17.980 2544 2549 2556 rBV 21664 28666 11.33%  1.258%
16 18.751 2672 2680 2689 rBV 14611 24426 9.65% 1.072%
17 19.139 2743 2746 2752 rVB 5143 6231 2.46% 0.274%
18 19.262 2762 2767 2777 rBV2 9747 14077 5.56% 0.618%
19 19.504 2804 2808 2812 rVB 4618 5901 2.33% 0.259%
20 19.709 2838 2843 2848 rVB 221789 253032 100.00% 11.107%
21 20.321 2943 2947 2957 rBV 42246 62063 24.53% 724%
22 20.974 3053 3058 3065 rBV 31631 43101 17.03% 892%

23 21.256 3101 3106 3111 rBV 103625 129562 51.20%
24 21.592 3159 3163 3176 rBV 66517 115100 45.49%
25 22.892 3380 3384 3394 rBV 39887 76563 30.26%

w Ut RN
[e)]
(o]
~N
R

26 23.415 3468 3473 3479 rVB2 72963 126188 49.87% 5.539%

Sum of corrected areas: 2278114
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029029.D\data.ms

200000

150000 5.246
6.869

100000
8.845

3.363
50000 7660 10.463

0 \\\\‘\\\VWT T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ T ‘ L ‘ LB ‘ L ’ L ‘ L ‘ T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM029029.D\data.ms
19.709

200000

12.951
150000 15.833

100000

17.080
14.339

50000 20.321

17.980

18.751
13286 |5 00414200 16.757 19'9:48% 50

e L e R ma e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM029029.D\data.ms

200000

150000

21.256

100000

50000

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.363 28.86 ng 83394 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 80
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Propylene Glycol 76 C3H802 000057-55-6 43
5 Formamide 45 CH3NO 000075-12-7 5
Abundance  Scan 64 (3.363 min): BM029029.D\data.ms (-60) (-) m/z 45.10 100.00%
45.1
5000
R o
460 61.0 3.20 3.40 3.60
H‘HH‘HH‘HH‘H\\‘HH‘HH‘H\MHJ}\H‘\\H‘\}\\‘1\H‘HH‘HH‘HH‘HH‘ m/z 43.06 21-32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropyl Alcoho
43.0
5000 LN L L L B
3.20 3.40 3.60
m/z 61.00 5.94%
27.0
H‘HH‘HHi\]\.al‘(\)\\\‘\!\h}\\\‘s\ﬁlﬂ}!} {\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 #946: (S)-(+)-1,2-Propanediol
45.0
R
3.20 3.40 3.60
5000 m/z 44.00 5.83%
31.0
190 7V380| 530610 750
P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol R R Em
45.0 3.20 3.40 3.60
m/z 42.00 4.01%
5000
29.0
19.0
0% | 380 530610 .
R A a o T, R ma e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl13.286 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.286 4.33 ng 20079  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 32
2 1-Butanamine, N-ethylidene- 99 C6H13N 006898-74-4 23
3 1,2-Dimethylaziridine 71 C4HSN 030757-96-1 17
4 2-Piperazinone 100 C4H8N20 005625-67-2 12
5 2-Propanone, ethylhydrazone 100 C5H12N2 007422-99-3 10

Abundance Scan 1751 (13.286 min): BM029029.D\data.ms (-1746) (- m/z 56.00 100.00%

56.0
100.0
5000
42.0 — s
13.00 13.50
88.0
el P20 m/z 100.00  68.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4087: Piperidine, 1-hydroxy-
100.0
42.0 m
5000 55.0 I —
28.0 84.0 13.00 13.50
m/z 101.00  41.99%
73.0
\\‘}?\-(\)‘\\}‘\H\\\\‘i\w!\‘\‘! }\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3557: 1-Butanamine, N-ethylidene-
56.0 ﬂ
S B -
13.00 13.50
5000 m/Z 42.00 29.59%
42.0 84.0
‘M\ \ 0.0 9%0
L 1y n
R R e L e N R R AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #617: 1,2-Dimethylaziridine T ‘n‘ —
42.0 56.0 13.00 13.50
71.0 m/z 43.00 16.41%
5000
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 3 unknownl14.222 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.222 2.11 ng 9793  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 12
2 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 9
3 Hexane, 2,2,5,5-tetramethyl- 142 C1OH22 001071-81-4 9
4 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 7
5 Azetidine, 2-methyl- 71 C4HON 019812-49-8 7
Abundance Scan 1910 (14.221 min): BM029029.D\data.ms (-1904) (-  m/z 59.95 100.00%
60.0
43.0
5000
e e
‘ ‘ ‘ 14.00 14.50
e e mM/Z 57.00 66.41%
miz--> 20 40 60 80 100 120 140
Abundance #2220: Hydroxylamine, O-(2-methylpropyl)-
43.0
5000 .
14.00 14.50
71.0 m/z 43.00 56.78%
’89.0
miz-> 20 40 60 80 100 120 140
Abundance #4230: Butanoic acid, 2-oxo-
57.0
14.00 14.50
29.0
5000 730 m/z 42.00  40.94%
. m‘\t el 020
miz--> 20 40 60 80 100 120 140 A
Abundance #19226: Hexane, 2,2,5,5-tetramethyl- —
57.0 14.00 14.50
m/z 44.00 38.02%
5000 41.0
| L 850 1070 1270130
B R B LA TSt
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.980 5.51 ng 28666  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2549 (17.980 min): BM029029.D\data.ms (-2544) (-  m/z 43.05 100.00%

43.0 73,0
5000
121 Wi g gy
213.1
b o | 35701850% 7" 266, BY
e e R e e e e e e m/z 41.00 94.00%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
i |
5000 129.0 L
18.00
97.0 157.0 g5 02130 2560 m/z 60.00  88.92%
\H‘HH“}‘HH!H\H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
——
18.00
5000 129.0 ITI/Z 73.00 88.01%
199.0
b ) pe T
%?R\HM‘WMMJ”lﬂWJN\WHH\JMJupMup\h_\uw\u_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid L S B
73.0 18.00
43.0 m/z 55.10 80.64%
5000 129.0
185.0
|
1“5‘-9\‘\”\1\;\‘Mu‘\‘ﬂ’uuwh_mwW_WWW_IHW dw oy
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Pentaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.751 4.69 ng 24426  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 83
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
3 Triethylene glycol 150 C6H1404 000112-27-6 72
4 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 56
5 2,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406 023778-52-1 56

Abundance Scan 2680 (18.751 min): BM029029.D\data.ms (-2672) (- m/z 45.10 100.00%

45.1
5000
89.0 —— ey
18.50 19.00
—— W‘W‘w““‘%éio,“‘ 2000~ m/z 89.00 23.64%
m/z--> 50 100 150 200 250 300
Abundance #91747: Pentaethylene glycol
43.0
5000 — ——
89.0 18.50 19.00
m/z 43.00 9.56%
133.0
\‘\“U \H‘H\ \‘H\hi ‘”‘\‘\ \‘\ T \19\5‘0\ LN e B
m/z--> 50 100 150 200 250 300
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth W\[\m
45.0
(A
89.0 18.50 19.00
5000 ! m/Z 43.95 7.84%
133.0
diil L Ao a0 a0 s,
m/z--> 50 100 150 200 250 300
Abundance #24164: Triethylene glycol e T
45.0 18.50 19.00
m/z 87.00 6.80%
5000
89.0
‘mﬂﬂ‘h‘hﬁ“ S —— ——
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.262 2.17 ng 14077 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Trehalose 342 C12H22011 000099-20-7 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2767 (19.262 min): BM029029.D\data.ms (-2762) (- m/z 57.00 100.00%

57.0
5000
83.0 129.0 M I I I
—— ——
AL I
H\‘HH‘\\H\H\‘\‘\H“\\H‘HH’HH‘\H\‘HH’\\H‘\H\‘H mz 55 ee 99-71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72648: Tridecanoic acid
73.0
43.0 A
5000 J ﬂﬂ‘ ‘
129.0 19 00 19.50
171.0 214.0 m Z 41.10 99.61%
98.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84452: Tetradecanoic acid
73.0 ﬂ
43.0 A
1900 19.50
5000 129.0 m/z 42.95  95.06%
185.0
H 228.0
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240
Abundance #61121: Dodecanoic acid
73.0 1900 1950
m/z 73.00 89.34%
43.0
5000
129.0
oro 157.0 200.0
184,,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Hexaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.321 9.58 ng 62063 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 86
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
3 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 78
4 Tetraethylene glycol 194 C8H1805 000112-60-7 72
5 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72

Abundance Scan 2947 (20.321 min): BM029029.D\data.ms (-2943) (-  m/z 45.10 100.00%

45.1
5000

132.9 20 00 20 50
L2909 2810 L n/z 89.00  29.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128696: Hexaethylene glycol
43.0
5000
20 00 20 50

m/z 43.00 11.16%

\‘\ﬂ\‘ \““\ \m\i\‘\1!3!3\‘0\\]-\9\5’\()\\275‘]-\(\]\\‘\\\\‘\\\\’\\\\‘\
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

20.00 20.50
5000 m/z 87.00 9.67%

133.0
.‘\ﬂm} ‘ ,207.0  283.0

miz—> 0 50 100 150 200 250 300 350 400 450
Abundance  #227076: Hexaethylene glycol monododecyl ether P P
45.0 20.00 20.50

m/z 44.00 9.61%

5000
.o
| \Hl M Lo 213.0 283.0 3630 451!

m/z--> 0 50 100 150 200 250 300 350 400 450 20 00 20 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.974 6.65 ng 43101 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecyl trifluoroacetate

2 Pentafluoropropionic acid, hexad.
3 Pentafluoropropionic acid, penta...

4 1-Tricosene

5 Trichloroacetic acid, hexadecyl ...

366 C20H37F302
.. 388 C19H33F502
374 C18H31F502
322 C23H46
386 C18H33C1302

079392-43-1 91
006222-07-7 91
959092-08-1 91
018835-32-0 91
074339-54-1 91

Abundance Scan 3058 (20.974 min): BM029029.D\data.ms (-3053) (-  m/z 43.05 100.00%

43.0
83.1
5000
Nin e
283.0 354.9 :
i ‘ ‘ ““ ‘ m 2080 T m/z s5.85  98.73%
miz--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 HWW\ T T T
21.00
m/z 57.10 95.83%
\‘ \‘\ | “ ‘ \h u 1820 2520 2970 348.0
\\\\‘ \\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
97.0 s glt g 5
21.00
5000 ITI/Z 83.10 70.83%
15.0 | | ‘\ iy ‘u‘ 18202240 269.0 370
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester o
57.0 21.00
m/z 41.00 69.38%
5000
39 O 210.0
59 [L|LLIBp0 2100050 360 Ay -
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2,5,8,11,14-Pentaoxahexadec...

R.T. EstConc Area Relative to ISTD
21.592 17.77 ng 115100 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm

12,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406

2 Hexaethylene glycol 282 C12H2607

3 Triethylene glycol 150 C6H1404

4 Pentaethylene glycol 238 C10H2206

5 Tetraethylene glycol 194 C8H1805
Abundance Scan 3163 (21.592 min): BM029029.D\data.ms (-3159) (- m/z

48.0
5000
89.0

Concentration Rank 2

023778-52-1 86
002615-15-8 78
000112-27-6 78
004792-15-8 78
000112-60-7 72

45.05 100.00%

|

132.9
177.0 222.0 282.0 363.
R AMWW\kW\\\J\‘\‘M\‘\\\ B R L m/z

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

Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0

— 1 \
21.50

89.05 30.04%

L

5000
89.0

I ‘ 1 \‘ | 1330 1770 2240

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350

Abundance #128695: Hexaethylene glycol

LN \
21.50
43.00 11.46%

45.0 ' J\QLA

m/z
5000 89.0 /

1330
gl 195.0 239.0

m/z--> 0 50 100 150 200 250 300 350
Abundance #24167: Triethylene glyco

2150
87.00  11.38%

45.0

7 et
21.50

132.95 8.80%

5000
89.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Heptaethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.892 12.13 ng 76563 Perylene-di2 23.415
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-[2-(2-... 502 C22H46012 1000352-13-2 91
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 90
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 90

Abundance Scan 3384 (22.892 min): BM029029.D\data.ms (-3380) (-  m/z 45.05 100.00%
45.0

5000

%

— —
132.9 100 2 22.50 23.00
cdiad 2100 2950 3851 7 g 00 35.88%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol
45.0
5000 ooy —
22.50 23.00
m/z 132.95 13.09%
133.0
\\‘“\‘\“"\!‘h\“‘!‘u\\!“\‘\\\2\(‘)7\.\()\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128695: Hexaethylene glycol
45.0
— ——
22.50 23.00
5000 ITI/Z 43.00 12.62%
133.0
il T aes0as20
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 P e
45.0 22.50 23.00
m/z 87.05 11.61%

5000
133.0

1

:

dl Ll 2210 2950 415.0 Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00

T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM029029.D

Acqg On : 08 Mar 2021 21:21
Operator : CG/JU

Sample : M1582-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
Isopropyl Alcohol 3.363 28.9 ng 83394 1 7.669 57795 20.0
unknown13.286 13.286 4.3 ng 20079 3 14.339 92791 20.0
unknownl14.222 14.222 2.1 ng 9793 3 14.339 92791 20.0
n-Hexadecanoic ... 17.980 5.5 ng 28666 4 17.080 104109 20.0
Pentaethylene g... 18.751 4.7 ng 24426 4 17.080 104109 20.0
Tridecanoic acid 19.262 2.2 ng 14077 5 21.256 129562 20.0
Hexaethylene gl... 20.321 9.6 ng 62063 5 21.256 129562 20.0
Octadecyl trifl... 20.974 6.7 ng 43101 5 21.256 129562 20.0
2,5,8,11,14-Pen... 21.592 17.8 ng 115100 5 21.256 129562 20.0
Heptaethylene g... 22.892 12.1 ng 76563 6 23.415 126188 20.0
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