LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS Vvial : 14 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@29030.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 61 64 79 rBV 41491 56891 19.56% 2.111%
2 5.246 379 384 395 rBB 203321 285233 98.07% 10.583%
3 6.869 654 660 674 rBV 188659 290849 100.00% 10.792%
4 7.669 791 796 802 rBB 43209 62611 21.53% 2.323%
5 8.845 989 996 1007 rBB 117202 183680 63.15% 6.815%
6 10.463 1264 1271 1279 rBB 52826 82688 28.43% 3.068%
7 12.951 1688 1694 1701 rBB 186551 259895 89.36% 9.643%
8 13.286 1746 1751 1763 rBV 6216 13710 4.71% 0.509%
9 13.804 1835 1839 1843 rBB 3573 4308 1.48% 0.160%
10 14.222 1901 1910 1916 rBv4 4287 10313 3.55% 0.383%
11 14.339 1924 1930 1936 rVB 72166 102400 35.21%  3.800%
12 15.833 2179 2184 2192 rBV 202695 267236 91.88% 9.916%
13 16.757 2336 2341 2348 rBV3 2231 4885 1.68% 0.181%
14 17.086 2390 2397 2402 rBV 83784 113766 39.12% 4.221%
15 17.127 2402 2404 2408 rVB 2771 3022 1.04% 0.112%
16 17.980 2541 2549 2558 rBV 38975 50109 17.23% 1.859%
17 18.721 2671 2675 2677 rBV 3412 4530 1.56% 0.168%
18 18.751 2677 2680 2687 rVB 9184 13546 4.66% 0.503%
19 19.139 2742 2746 2752 rVB 10532 13081 4.50% 0.485%
20 19.262 2763 2767 2775 rBV2 12589 15914 5.47% 0.590%
21 19.504 2801 2808 2813 rVB 8423 11023 3.79% 0.409%
22 19.709 2838 2843 2848 rBV 239532 272854 93.81% 10.124%
23 19.998 2888 2892 2899 rVB8 2090 3955 1.36% 0.147%
24 20.321 2943 2947 2958 rBV 27742 42371 14.57% 1.572%
25 20.968 3053 3057 3064 rBV 59992 80979 27.84%  3.005%
26 21.256 3101 3106 3110 rBV 118223 140906 48.45% 5.228%
27 21.292 3110 3112 3116 rVB 5386 5205 1.79% 0.193%
28 21.592 3159 3163 3172 rBV 47931 73043 25.11% 2.710%
29 21.845 3204 3206 3212 rVBS5 8425 11464 3.94% 0.425%
30 22.892 3380 3384 3394 rBV 21796 43778 15.05% 1.624%
31 23.415 3467 3473 3480 rBV 79425 138358 47.57% 5.134%
32 23.986 3565 3570 3578 rVB6 14200 32472 11.16% 1.205%

Sum of corrected areas: 2695075
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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: BM029030.D\data.ms
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200000 6.869

150000
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Abundance TIC: BM029030.D\data.ms
19.709
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150000

100000
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Abundance TIC: BM029030.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 (S)-(+)-1,2-Propanediol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.363 18.17 ng 56891 1,4-Dichlorobenzene-d4 7.669

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 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance  Scan 64 (3.363 min): BM029030.D\data.ms (-61) (-) m/z 45.00 100.00%

45.0
5000
o
61.0 3.20 3.40 3.60
38.0 ) 9
H‘HH‘H\\‘\\H‘HH‘HH‘HH‘\HHH\} i\\\‘\\H‘\i\\‘1H\“\\\‘\H\‘\\H‘HH‘ ITI/Z 43.00 21.314
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
43.0
5000 B e e
3.20 3.40 3.60
m/z 44.00 5.94%
19.0 ‘3‘1\'038.0““ 53.0 610 750
H‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH \H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
R o
3.20 3.40 3.60
5000 m/z 61.00 5.64%
29.0
. 1 38.0“\‘ 530520 760
PR e e e
m/fz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol R o
45.0 3.20 3.40 3.60
m/z 42.00 4.07%
5000
29.0
190 1" 380, 530°%0 :
LA aL R o
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@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 2.68 ng 13710  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 38
2 Propanal, 2-methyl-, methylhydra... 100 C5H12N2 016713-37-4 9
3 4-Hydroxypiperidine 101 C5H11NO 005382-16-1 9
4 2-Piperazinone 100 C4H8N20 005625-67-2 9
5 Propanenitrile, 2-hydroxy- 71 C3H5NO 000078-97-7 9
Abundance Scan 1751 (13.286 min): BM029030.D\data.ms (-1746) (- m/z 56.00 100.00%
56.0
100.0
5000
42.0 A —
‘ 13.00 13.50
\\‘\\\\‘\\\\‘\\\\“\H‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\ m/z 169.09 65-96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4087: Piperidine, 1-hydroxy-
100.0
42.0 [\
5000 55.0 L —
28.0 84.0 13.00 13.50
‘ m/z 101.00  33.24%
73.0
\\‘]\-ﬁ\.(\)‘\\}‘\u\\\\‘i }\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3647: Propanal, 2-methyl-, methylhydrazone
30.0 100.0
570 850 T T T T T T
13.00 13.50
5000 410 m/z 42.00 30.25%
| -
H“H“H:“H“M‘LW‘U w“mwu‘u“m“u‘n‘u“p
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4072: 4-Hydroxypiperidine T —
56.0 13.00 13.50
42.0 m/z 41.00 18.11%
5000 82.0 101.0
‘ 68.0
H“H“H‘w“uikﬁ‘yﬂ M“wiyu‘iﬂ‘w“uliu‘,‘ e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 unknownl4.222 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.222 2.01 ng 10313  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HON 019812-49-8 9
2 Butanoic acid, 2-oxo- 102 C4He603 000600-18-0 9

3 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 7
4 Acetic acid 60 C2H402 000064-19-7 7

5 Formic acid hydrazide 60 CH4AN20 000624-84-0 4

Abundance Scan 1910 (14.222 min): BM029030.D\data.ms (-1901) (- m/z 60.00 100.00%

60.0
43.0
5000 73.0
—— —
M ‘ 14.00 14.50
\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/z 57.09 66.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #615: Azetidine, 2-methyl-
28.0
42.0
5000 T ——
56.0 14.00 14.50
71.0 o
m/z 43.00 52.73%
\\‘\\\\‘\\\H“\\\\”‘\!‘\\‘\\\‘\‘\\\\}{\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4230: Butanoic acid, 2-oxo-
57.0
14.00 14.50
29.0
5000 240 30 m/z 73.00 40.87%
50 |70
R R e B L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 n
Abundance #616: Azetidine, 1-methyl- — e
28.0 14.00 14.50
m/z 42.00 39.11%
42.0
5000
56.0 710 A
“_‘H“HHNH‘MMLH“H‘_“ﬂ“u‘u“_“w‘u“‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 14.00 14.50

8270-BM022321.M Tue Mar 09 04:27:10 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.980 8.81 ng 50109 Phenanthrene-d10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2549 (17.980 min): BM029030.D\data.ms (-2541) (- 43.10 100.00%
43.1
73.0
5000
129.1
213.1
L) o | rsrasssa® s
\H‘HH“H‘\‘ ‘\‘\"\H“HH‘HH‘HH‘H‘H‘\‘\H‘H\\‘HH‘H\M\ mz 41 19 88 07/
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129'0 NM AA A
18.00
97.0 1570155 02130 2560 m/z 73.00  79.22%
\H‘HH“}‘HH!H\H‘M‘H\L\‘}‘h‘“\\‘”‘l‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
MAMAA A M0 N1
18.00
5000 129.0 m/z 55.00 73.86%
199.0
s e L
15.00 I il WJJm‘mwHMH‘H_“H_WH_W
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #72648: Tridecanoic acid AL )
73.0 18.00
m/z 60.00 73.42%
43.0
5000
129.0
171.0° 2140
1 10 ‘
15.0) L LI L
m/z--> 20 40 60 80 100120140160 180 200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 Hexaethylene glycol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.751 2.38 ng 13546  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 83
2 Pentaethylene glycol 238 C10H2206 004792-15-8 78
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
4 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 74
5 Tetraethylene glycol 194 C8H1805 000112-60-7 43
Abundance Scan 2680 (18.751 min): BM029030.D\data.ms (-2677) (-  m/z 45.05 100.00%
45.0
5000
89.1 — e
18.50 19.00
133.0
A mr 2088 m/z 89.10 24.09%
miz-> 50 100 150 200 250
Abundance #128698: Hexaethylene glycol
45.0
5000 —r ——
89.0 18.50 19.00
m/z 44.00 11.52%
133.0
T \‘H\‘ \H“ H\ \H‘\ h\ “‘\ f \“\ ‘16\3\0\1?5‘0\ \2\49?\ T
miz--> 50 100 150 200 250
Abundance #91749: Pentaethylene glycol
45.0
— ——
18.50 19.00
5000 m/z 87.00 11.25%
89.0
160) | | . h‘ __1830163.0195.0
el e —
miz--> 50 100 150 200 250 ﬂ
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth T —
45.0 18.50 19.00
m/z 43.00 9.28%
5000
89.0
133.0
160, | | 4l o ] 177.0207.0 251.0283(
e A e e e B e A L —
m/z--> 50 100 150 200 250 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@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.262 2.26 ng 15914 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2767 (19.262 min): BM029030.D\data.ms (-2763) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.1
co e
H‘ m ‘ 185.0 24‘1-2 284.: 19.00 19.50
el myz s5.10 84.37%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 M\ T \m\ ‘M ‘A T \ﬂ
19.00 19.50
m/z 57.10 83.91%
i e e me ¥
o i‘”"“ h““”“\\h“ ‘M“M}“\“‘ “ “‘ \‘ S “ —— “‘
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
(TR AT W
19.00 19.50
5000 129.0 m/z 60.00 76.91%
97.0 1710 2130 2560
- ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““ I “\‘ -
m/fz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 19.00 19.50
m/z 41.00 74.41%
5000 129.0
‘ ‘ 199.0 2420
il W,u\‘ il HH\H“ H\M‘L i ‘\“w.q\‘ \i L ‘\“ . I MM 11 -l
miz--> 50 100 150 200 250 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@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 2,5,8,11,14-Pentaoxahexadec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.321 6.01 ng 42371 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 86
2 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 83
3 Pentaethylene glycol 238 C10H2206 004792-15-8 72
4 Triethylene glycol 150 C6H1404 000112-27-6 72
5 Tetraethylene glycol 194 C8H1805 000112-60-7 64

Abundance Scan 2947 (20.321 min): BM029030.D\data.ms (-2943) (-  m/z 45.10 100.00%

45.1
5000
89.0
132.9 20 00 20 50
o b ST 1780 2210 4y goee  28.76%
miz-> O 50 100 150 200 250
Abundance #128696: Hexaethylene glycol
45.0
5000
20 00 20 50
89.0 m/z 43.080  12.45%
T ‘\ ‘H\‘ \“ ’ H\ \H‘\ h\ L T f]-3\3 \0‘1-6\3\0\195 0 239 0 2\81‘
miz-> O 50 100 150 200 = 250
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
20.00 20.50
5000 m/Z 87.00 10.87%
89.0
15.0) Hh \‘ 133.01630 207.0
e e L e e
miz-> O 50 100 150 200 250
Abundance #91749: Pentaethylene glycol — T
45.0 20.00 20.50
m/z 43.95 9.88%
5000
89.0
ad h‘ 133. 015301950

m/z--> 0 50 100 150 200 250 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@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.968 11.49 ng 80979 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94

Abundance Scan 3057 (20.968 min): BM029030.D\data.ms (-3053) (-  m/z 43.05 100.00%

43.0
5000

21.00
53.1 267.0
-y | %‘W?O?‘O e m/z 55.85  88.93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
Wv T ‘ T

5000 ‘
21.00

11.0 /z 57.05 80.97%
i

m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
A NERs

L E——

21.00
m/z 41.05 67.58%

o
13:1
o

3

5000

Al “ \“\ \\\\‘\\]'(5‘3‘(‘)”219‘0‘ R B B A

miz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester

57.0 21.00

m/z 83.10 61.46%
5000 11.0
1690
2240

AL T 28000 s, | —

m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 Triethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.592 10.37 ng 73043 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406 023778-52-1 90
2 Hexaethylene glycol 282 C12H2607 002615-15-8 83
3 Triethylene glycol 150 C6H1404 000112-27-6 78
4 Tetraethylene glycol 194 C8H1805 000112-60-7 78
5 Pentaethylene glycol 238 C10H2206 004792-15-8 74

Abundance Scan 3163 (21.592 min): BM029030.D\data.ms (-3159) (-  m/z 45.05 100.00%

45.0
5000
89.0

1330 2150
207.0
ha I 070 2649 3550 ) ggp5  29.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
5000 T oo
2150
89.0

43.00 12.23%

133.0
T ‘H \“‘ T “1 \“‘\ ‘”‘ i T \1\77\\0‘2\2\4\0\ LA L e
miz> O 50 100 150 200 250 300 350
Abundance #128695: Hexaethylene glyco

45.0

2150
m/z 87.00 11.56%
5000 89.0 /
133.0
SIS WIS PRI -1 F T —
m/z--> 0 50 100 150 200 250 300 350
Abundance #24168: Triethylene glycol 1 .

45.0 21.50

43.95 9.03%

5000
89.0

m/z--> 0 50 100 150 200 250 300 350 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 5
R.T. EstConc Area Relative to ISTD R.T.
22.892 6.33 ng 43778 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 90
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 86
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 78
4 Hexaethylene glycol 282 C12H2607 002615-15-8 72
5 2,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406 023778-52-1 72

Abundance Scan 3384 (22.892 min): BM029030.D\data.ms (-3380) (-  m/z 45.05 100.00%

45.0
5000
89.0

1330 5070 e 22:50 23.00
g L TET 29903410 ) ggep  33.91%

m/z--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol
45.0
5000 89.0

22.50 23.00
m/z 87.00 12.21%

133.0
T \‘“\‘ \“ \ \“‘\“\ ‘H\ T \“\ ‘J\-7\7\\0‘ \\2:\3\9‘0\2\8\3\0‘\ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
[ T
22.50 23.00
5000 m/z 43.00 11.16%
89.0
133.0
pdld T 177.02210 2830
ek b b AR SEE
miz--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox — —
45.0 22.50 23.00
89.0 m/z 133.00 11.02%
5000
133.0
177.0
Sl L T 221.0265.0309.0 3710415
SRS, oty — ——
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS vial : 14 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 11 Carbonic acid, octadecyl 2,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.986 4.69 ng 32472 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 81
2 Octacosyl acetate 452 C30H6002 018206-97-8 74
3 Octacosanol 410 C28H580 000557-61-9 74
4 1-Tricosene 322 C23H46 018835-32-0 74
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 74

Abundance Scan 3570 (23.986 min): BM029030.D\data.ms (-3565) (-  m/z 57.10 100.00%

57.1
5000
111.0
T

162. m/z 43.00 91.17%

222.0 ‘24.00‘
UL 2920 351
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.0
5000 T
24.00
m/z 55.00 72.86%
29. “ #1 .0 1950 2520
““‘\J‘\‘“\\“‘\H\H“'\"l‘\H\‘\H“\\‘\\“\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 97.0
——
24.00
5000 ITI/Z 83.00 58.90%
i “ e e
m/z--> 50 100 150 200 250 300 350 400 450 m
Abundance #215904: Octacosanol M — ‘A‘ ‘h‘hﬂ
57.0 24.00
m/z 69.05 55.45%
5000
A ‘ L0220 220 sszo T

m/z--> 50 100 150 200 250 300 350 400 450 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29030.D

Acqg On : 08 Mar 2021 21:57
Operator : CG/JU

Sample : M1582-03

Misc :

ALS Vvial : 14 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|
(S)-(+)-1,2-Pro...  3.363 18.2 ng 56891 1 7.669 62611 20.0
unknown13.286 13.286 2.7 ng 13710 3 14.339 102400 20.0
unknownl14.222 14.222 2.0 ng 10313 3 14.339 102400 20.0
n-Hexadecanoic ... 17.980 8.8 ng 50109 4 17.086 113766 20.0
Hexaethylene gl... 18.751 2.4 ng 13546 4 17.086 113766 20.0
Octadecanoic acid 19.262 2.3 ng 15914 5 21.256 140906 20.0
2,5,8,11,14-Pen... 20.321 6.0 ng 42371 5 21.256 140906 20.0
1-Docosene 20.968 11.5 ng 80979 5 21.256 140906 20.0
Triethylene glycol 21.592 10.4 ng 73043 5 21.256 140906 20.0
Heptaethylene g... 22.892 6.3 ng 43778 6 23.415 138358 20.0
Carbonic acid, ... 23.986 4.7 ng 32472 6 23.415 138358 20.0
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