LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc : ELI-WATER-0407

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-BM032923.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39400.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 8.169 840 847 861 rVB2 11374670 18954783 12.89% 0.531%
2 9.092 997 1004 1011 rBV 6291368 11605737 7.89% 0.325%
3 9.322 1038 1043 1051 rVV3 3976311 9463290 6.44% 0.265%
4 9.528 1069 1078 1083 rBV3 5756826 14050997 9.56% 0.394%
5 9.598 1083 1090 1110 rVB 10367676 19998900 13.60% ©0.561%

6 9.769 1110 1119 1133 rBV 5322509 8640503 5.88% 0.242%
7 10.092 1162 1174 1186 rVB 6805596 12226534 8.32% 0.343%
8 10.204 1186 1193 1206 rBV 8186475 13169792 8.96% ©0.369%
9 11.127 1344 1350 1359 rVV2 4305957 7583191 5.16% 0.213%
10 11.716 1442 1450 1463 rVB 11038151 18413137 12.52% ©.516%

11 12.057 1503 1508 1515 rVV2 4090342 7283519 4.95%  0.204%
12 12.316 1546 1552 1562 rVV 6669598 14247255 9.69%  0.399%
13 12.463 1562 1577 1585 rVV2 2044159 6669884  4.54% 0.187%
14 12.539 1585 1590 1596 rVV2 5902083 9411022 6.40% 0.264%
15 12.751 1618 1626 1633 rBV 8393508 14274375 9.71% ©.400%
16 12.827 1633 1639 1646 rVV2 3217730 7015005 4.77% 0.197%

17 12.904 1646 1652 1654 rVV3 3956367 7481727 5.09% ©0.210%
18 12.945 1654 1659 1669 rVV2 11923506 21052431 14.32% ©.590%
19 13.039 1669 1675 1687 rVV 12927321 19374558 13.18% 0.543%
20 13.157 1687 1695 1707 rVB2 10750714 16284360 11.08% 0.456%

21 13.498 1743 1753 1761 rVV 17201176 27069978 18.41% ©.759%
22 14.580 1931 1937 1946 rVB 20642952 30822614 20.96% ©0.864%
23 15.233 2040 2048 2052 rBV 4612579 6741564 4.59% 0.189%
24 15.286 2052 2057 2063 rVV 13125324 21693742 14.76% ©.608%
25 15.380 2063 2073 2075 rVV3 2900635 7100069 4.83% ©.199%

26 15.410 2075 2078 2086 rVB 5398356 7141484 4.86% 0.200%
27 15.539 2092 2100 2104 rBV2 20361284 35063009 23.85% 0.983%
28 15.586 2104 2108 2119 rVB 19934213 29258284 19.90% ©0.820%
29 15.757 2130 2137 2149 rVB 26253832 51599003 35.10% 1.446%
30 15.927 2159 2166 2175 rVB 21089579 30862049 20.99% 0.865%

31 16.180 2201 2209 2217 rBV 28091187 49695096 33.80% 1.393%
32 16.427 2246 2251 2260 rVB 7944193 11346279 7.72% 0.318%
33 16.992 2337 2347 2352 rBV 31724582 58921355 40.08% 1.651%
34 17.215 2379 2385 2390 rBV 7098228 9320471 6.34% 0.261%
35 17.292 2390 2398 2402 rVV2 4122953 8255809 5.62% 0.231%

36 17.462 2422 2427 2432 rBV 6402745 9129665 6.21% 0.256%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc : ELI-WATER-0407

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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.527 2432 2438 2444 rBV 19166840 30231404 20.56% ©0.847%
38 17.609 2446 2452 2466 rVB 11200623 19458730 13.24% 0.545%
39 17.762 2469 2478 2489 rBV3 31027328 92958434 63.23% 2.605%
40 17.927 2498 2506 2509 rBV 27750114 57925751 39.40% 1.624%
41 17.956 2509 2511 2522 rVB 21619660 24257677 16.50% ©.680%
42 18.068 2523 2530 2536 rBV 27172568 49077533 33.38% 1.376%
43 18.209 2547 2554 2558 rBV 11357652 18454996 12.55% 0.517%
44 18.280 2558 2566 2569 rVV2 31090328 69426715 47.22% 1.946%
45 18.456 2591 2596 2603 rBV 11783792 16332500 11.11% ©.458%

46 18.927 2669 2676 2690 rBV3 30817969 78025967 53.07% 2.187%
47 19.092 2699 2704 2712 rBV 10277201 13886117 9.44%  ©.389%
48 19.168 2713 2717 2720 rBV 4599322 6214503  4.23% 0.174%
49 19.280 2732 2736 2742 rVB 7199082 9778391 6.65% 0.274%
50 19.356 2742 2749 2753 rBV3 27928714 62550110 42.54% 1.753%

51 19.545 2775 2781 2783 rBV2 26744363 51380820 34.95% 1.440%
52 19.680 2797 2804 2807 rBV 28624804 53093357 36.11% 1.488%
53 19.721 2807 2811 2817 rVB 25452543 39113428 26.60% 1.096%
54 19.798 2817 2824 2839 rVB 29218650 58627292 39.88% 1.643%
55 19.945 2840 2849 2851 rBV2 29068939 55578407 37.80% 1.558%

56 20.074 2866 2871 2876 rBV 14927799 18553454 12.62% ©.520%
57 20.239 2895 2899 2905 rBV 5196369 7459584  5.07%  0.209%
58 20.297 2905 2909 2918 rVB2 4565871 6955120 4.73%  ©.195%
59 20.462 2931 2937 2948 rBV2 29108876 77154019 52.48% 2.162%
60 20.580 2953 2957 2964 rVB 13137108 15788144 10.74% 0.442%

61 20.733 2979 2983 2990 rVB 7121272 10876592 7.40% 0.305%
62 20.803 2990 2995 2999 rBV 21237692 32895394 22.37%  0.922%
63 20.850 2999 3003 3010 rVB2 8239767 17628228 11.99% 0.494%
64 20.956 3015 3021 3024 rBV2 26093050 55770703 37.93% 1.563%
65 21.068 3034 3040 3045 rBV 26302251 51590779 35.09% 1.446%

66 21.121 3045 3049 3053 rVB 24045933 33971124 23.11% ©.952%
67 21.174 3053 3058 3059 rBV2 23374243 32018260 21.78% ©0.897%
68 21.292 3072 3078 3081 rBV3 26270811 56050351 38.12% 1.571%
69 21.392 3091 3095 3100 rVB 14987723 17825889 12.12% ©.500%
70 21.733 3146 3153 3157 rBV2 27203304 63399664 43.12% 1.777%

71 21.833 3166 3170 3178 rVB 12123182 15567767 10.59% 0.436%
72 21.980 3191 3195 3200 rVB 5990082 8902335 6.06% 0.250%
73 22.056 3203 3208 3212 rBV 16446845 29369339 19.98% ©0.823%
74 22.215 3227 3235 3239 rBV3 26253692 71418727 48.58% 2.002%
75 22.280 3244 3246 3250 rVV 11748007 15317989 10.42% 0.429%

76 22.344 3250 3257 3262 rVV 26423440 59414214 40.41% 1.665%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 22.409 3262 3268 3271 rVV 24986937 48079309 32.70% 1.348%
78 22.456 3271 3276 3284 rVB 25802525 55650511 37.85% 1.560%
79 22.586 3291 3298 3301 rBV3 26032888 60843622 41.38% 1.705%
80 22.697 3312 3317 3328 rVB 11549527 17915513 12.19% ©.502%

81 23.138 3383 3392 3396 rBV3 25957620 78276100 53.24% 2.194%
82 23.250 3407 3411 3422 rVB 8500600 14795794 10.06% 0.415%
83 23.550 3455 3462 3474 rBV 11105056 33573231 22.84% 0.941%
84 23.780 3488 3501 3504 rBV3 27470256 97932218 66.61% 2.745%
85 23.868 3511 3516 3519 rBV 5405508 9187928 6.25% 0.258%

86 23.938 3520 3528 3537 rVB 21374812 56528197 38.45% 1.584%
87 24.044 3538 3546 3550 rBV 18213324 43040509 29.28% 1.206%
88 24.109 3550 3557 3574 rVB 23055181 63540097 43.22% 1.781%
89 24.309 3576 3591 3604 rVV2 27688070 104478604 71.06%  2.928%
90 24.427 3605 3611 3627 rVB 7638368 17945663 12.21% 0.503%

91 25.109 3708 3727 3739 rVV 28057564 130938937 89.06% 3.670%
92 25.232 3742 3748 3758 rVB 5067237 11852531 8.06% 0.332%
93 25.679 3815 3824 3843 rBV 5527737 25490540 17.34% 0.714%
94 26.044 3865 3886 3899 rBV3 23654953 147021309 100.00% 4.121%
95 26.268 3913 3924 3938 rVB 15160391 54634221 37.16% 1.531%

96 26.438 3943 3953 3959 rVV 10749641 40892919 27.81% 1.146%
97 26.526 3960 3968 3992 rVB 16536816 59377620 40.39% 1.664%
98 26.826 3999 4019 4039 rVB2 21415054 106220913 72.25% 2.977%
99 27.003 4045 4049 4067 rVB 3602026 10485572 7.13% @ 0.294%
100 28.079 4207 4232 4250 rVB2 20078512 123719841 84.15% 3.468%

Sum of corrected areas: 3567942978
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039400.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownl6.180 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.180 120.39 ng 49695100  Phenanthrene-di10 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 43
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 38
3 Diethylene glycol hexyl ether 190 C1eH2203 000112-59-4 38
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 35
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 35
Abundance Scan 2209 (16.180 min): BM039400.D\data.ms (-2201) (- | m/z 45.05 100.00%
45.0
85.1
5000
— —
1241 16.00 16.50
0 Ayl 159.1 20122350 2820 327 u/y 7105 o1.56%
miz-> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane
57.0
5000
16.00 16.50
990  154.0 m/z 43.05 82.05%
O\\“‘\ ‘\“\H“ ‘H‘ “ \H\“\\ “\\\\‘\\\\’2\67\.9\‘\\\
miz-> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl-
57.0
—s —
16.00 16.50
5000 m/z 57.05 78.67%
99.0
ol by 2070 2390 2810
miz--> 50 100 150 200 250 300
Abundance #64363: Diethylene glycol hexyl ether o I
43.0 16.00 16.50
m/z 85.10 58.89%
) | /\jtﬁﬂ/\Aj\
ot bedll a0 L L
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Methoxyacetic acid, 2-tride... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.992 142.74 ng 58921400  Phenanthrene-d1e 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tridecyl e... 272 C16H3203 1000282-04-5 52
2 2-Dodecanol 186 C12H260 010203-28-8 43
3 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 38
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 38
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 38
Abundance Scan 2347 (16.992 min): BM039400.D\data.ms (-2337) (- | m/z 57.05 100.00%
57.0
w J@m
7.1 e
138.0 17.00
0’ b, b 4722 215.2249.22850 326! 1/, 45,95  94.81%
m/z--> 50 100 150 200 250 300
Abundance #163697: Methoxyacetic acid, 2-tridecyl ester
57.0
5000 T
17.00
tL m/z 43.05 74.78%
99.0 183.0
0 \20\-“1‘ UM“‘W”‘M‘ \“H\‘ ‘M‘ \M \}\4\‘1-’0\ T \H\ T \2\2\99‘ LA B s B
miz--> 50 100 150 200 250 300
Abundance #61032: 2-Dodecano
45.0
==
17.00
5000 ITI/Z 71.10 62.39%
83.0
‘ ‘ 140.0
ol UM““\‘M u‘hw“ e
miz--> 50 100 150 200 250 300
Abundance #249109: Nonyl tetradecyl ether —
57.0 17.00
m/z 85.05 62.21%
5000
7.0
o L o o0 J
m/z--> 50 100 150 200 250 300 17.00

8270-BM032923.M Wed Apr 12 18:15:14 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl7.762 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.762 225.19 ng 92958400  Phenanthrene-die 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 49
2 2-Dodecanol 186 C12H260 010203-28-8 46
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 43
4 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 43
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 43

Abundance Scan 2478 (17.762 min): BM039400.D\data.ms (-2469) (- | m/z 57.10 100.00%

57.1
5000
=

——
F7-1152 2 17.50 18.00
ol bl T 2292277.1 3431 A1AY 4 45 05 97.76%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #111691: Ethanol, 2-(dodecyloxy)-
57.0

5000 S e
17.50 18.00

m/z 71.05 66.86%

O T ’ “h “‘ \“ \“\ ‘ T h\ T “ \2\2\9 \0‘ LI ‘ T T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61032: 2-Dodecanol
45.0
=

17.50 18.00
5000 m/z 43.05 65.65%

97.0
ALl aeso
Ou‘u,u“m“‘““um R A B e I B e I
m/z--> 50 100 150 200 250 300 350 400
Abundance : i i \ .

#232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester ‘
57.0 17.50 18.00

m/z 85.05 47.32%

0 ‘ H‘ \‘ I ‘H ! 196.0 269.0 :

m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
BM039400.D

: 11 Apr 2023 19:15
: CG/IU
: 02257-03 5X

: 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

ELI-WATER-0407

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknownl7.927 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.927 140.33 ng 57925800  Phenanthrene-d1e 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 49
2 Hexaethylene glycol 282 C12H2607 002615-15-8 43
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 43
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 43
5 Heptaethylene glycol 326 C14H3008 005617-32-3 38

Abundance Scan 2506 (17.927 min): BM039400.D\data.ms (-2498) (- | m/z 45.05 100.00%
45.0
sl MWM
—
h\ ‘151 2012 277.3324.9 18.00
ol A RAR il 2012 277.3324.9 ' m/z 43.10  61.69%
miz--> 50 100 150 200 250 300 350 400
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
5000 89.0 T
18.00
m/z 71.10 60.91%
1330
L ‘\\\T‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175225: Hexaethylene glycol
45.0
—F
18.00
5000 89.0 ITI/Z 57.10 53.79%
133.
ol lludyl tes02000
m/z--> 50 100 150 200 250 300 350 400
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e e
45.0 18.00
m/z 89.05 50.11%
89.0
5000
133.0
ol did ‘ L “ 1. 0221 0265.0 327.0371.0
T L B R R —
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

ELI-WATER-0407

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 unknownl8.068 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.068 118.89 ng 49077500  Phenanthrene-di10 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-1-butanol 89 C4H11NO 013325-10-5 43
2 Hexaethylene glycol 282 C12H2607 002615-15-8 43
3 Pentaethylene glycol 238 C10H2206 004792-15-8 38
4 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 38
5 Heptaethylene glycol 326 C14H3008 005617-32-3 38

Abundance Scan 2530 (18.068 min): BM039400.D\data.ms (-2523) (- | m/z 45.05 100.00%
45.0
89.0
5000
‘ 18.00 |
151.0 :
o — “H‘u :H‘N “‘ Pl 201.2238.2277.1 8221 | nm/7 57.16  58.66%
m/z--> 50 100 150 200 250 300 350
Abundance #2457: 4-Amino-1-butanol
30.0
5000 — :
18.00
m/z 71.10 57.84%
\‘ M\ 70.0
O\\‘\‘rV\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol
43.0
] [
18.00
m/z 89.05 53.42%
5000 89.0 /
133.0
ol bl T 19502300
m/z--> 50 100 150 200 250 300 350
Abundance #120148: Pentaethylene glycol T ‘
45.0 18.00
m/z 43.10 43.09%
5000
89.0
133.0
ol oSS aes0 aea
m/z--> 50 100 150 200 250 300 350 18.00

8270-BM032923.M Wed Apr 12 18:15:18 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Pentaethylene glycol monodo... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.280 168.19 ng 69426700  Phenanthrene-die 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 53
2 2-{2-[2-(Hexyloxy)ethoxy]ethoxy}... 234 C12H2604 025961-89-1 50
3 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 49
4 Pentaethylene glycol 238 C10H2206 004792-15-8 47
5 Heptaethylene glycol 326 C14H3008 005617-32-3 47

Abundance Scan 2566 (18.280 min): BM039400.D\data.ms (-2558) (- | m/z 45.05 100.00%

48.0
89.0
5000
— e
‘ “” ‘ 12012 18.00 18.50
P § V1 PP idd 2773 8862 m/z 89.05 54.62%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
5000 89.0 T T

18.00 18.50
m/z 71.10 53.67%

{ \\ JHM nH m '1770 257.0 319.0363.0407.

[T ‘\\\\‘\\I\‘r\\I‘\\\\‘\\\\‘\\\\‘\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance  #115775: 2-{2-[2-(Hexyloxy)ethoxylethoxy}ethanol
45.0

o

%

18.00 18.50

5000 m/z 43.10 50.81%
89.0

i “M w‘ }“ m ‘ 4'45 0

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

Abundance  #342628: Octaethylene glycol monododecyl ether
45.0 18.00 18.50

m/z 57.10 44.52%

o

=

5000 89.0

133 0

ol ] 1. “M‘h‘ Ll MTO2100650 170

m/z--> 0 50 100 150 200 250 300 350 400 18.00 18.50

%

8270-BM032923.M Wed Apr 12 18:15:20 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Triethylene glycol monodode... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.927 189.02 ng 78026000  Phenanthrene-die 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 68
2 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 50
3 Hexaethylene glycol 282 C12H2607 002615-15-8 49
4 Pentaethylene glycol 238 C10H2206 004792-15-8 47
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 46

Abundance Scan 2676 (18.927 min): BM039400.D\data.ms (-2669) (- | m/z 45.05 100.00%
45.0

5000

=

-
hd 7.1 19.00
“\

160.1
o — (18912152 2011 3562 429 ., 57.19  61.38%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #222200: Triethylene glycol monododecyl ether

=

45.0
5000 T
19.00
7.0 m/z 89.05 55.34%
66.0
0 LU, ] 212.0257.0
‘\\\ ‘\ r‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #342628: Octaethylene glycol monododecy! ether

=

45.0
—
19.00
5000 ITI/Z 43.10 51.03%
133.0
oL ALLL L o o 21302580 3170
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175222: Hexaethylene glycol T
45.0 19.00
m/z 85.10 37.65%
5000
133.0
Obobdbudy [ 1980 2820 )
m/z--> 0 50 100 150 200 250 300 350 400 19.00

8270-BM032923.M Wed Apr 12 18:15:21 2023 Page: 11



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
BM039400.D

11
: CG/JU
: 02257-03 5X

. 13

d

Apr 2023 19:15

Sample Multiplier: 1

ELI-WATER-0407

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 9,12-Octadecadienoic acid (... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.356 151.53 ng 62550100  Phenanthrene-d10 17.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 90
2 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 59
3 Linoelaidic acid 280 C18H3202 000506-21-8 59

001786-94-3 43
005117-19-1 41

4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409

Abundance Scan 2749 (19.356 min): BM039400.D\data.ms (-2742) (- | m/z 45.05 100.00%

45.0
5000
124.1
= ——
19.00 19.50
195.1 280.1
0 ,J‘u b 1951 280133014040 4752 549. .., 89,65  69.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — AN
19.00 19.50
m/z 71.10 55.45%
280.0
6.0
0 ‘J ‘H \‘ \\ul)}fh. | .1960 \
‘\\\\’\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
T : :
19.00 19.50
5000 ITI/Z 67.05 50.72%
‘ ﬁ 70 280.0
ol 80 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173566: Linoelaidic acid e —
67.0 19.00 19.50
m/z 57.10 46.61%
5000
6.0 280.0
o\h,"ll\lmu195-°\ = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270-BM032923.M Wed Apr 12 18:15:22 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.139 170.39 ng 78276100  Perylene-d12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 90
2 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 90
3 Heptaethylene glycol 326 C14H3008 005617-32-3 87
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 86
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 86

Abundance Scan 3392 (23.138 min): BM039400.D\data.ms (-3383) (- | m/z 45.05 100.00%

45.0
5000
133.0

23.00 23.50

0 AMIMJu‘uJZZQZ 335.3 4233 5144
. b

M S50 2093 4233 S144 0 m/z 89.e5  93.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
458.0
5000 o —

23.00 23.50
m/z 57.10 41.90%

O‘\\J‘\l\\“flmf“l‘h\\l!d\!\\21(:‘)7\\0\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259455: n-Octylpentaoxyethylene
45.0

23.00 23.50

5000 m/z 43.10 36.97%
} 133.0
bl 2or0mm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol ‘ ‘ ‘ ‘
45.0 23.00 23.50

m/z 87.05 35.91%

5000
133.0
Vil | 2070 2830

L B — : :
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

8270-BM032923.M Wed Apr 12 18:15:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heptaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.780 213.18 ng 97932200  Perylene-d12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 91
2 Heptaethylene glycol 326 C14H3008 005617-32-3 83
3 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 83
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 78
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72

Abundance Scan 3501 (23.780 min): BM039400.D\data.ms (-3488) (- | m/z 45.05 100.00%

45.0
5000
133.0
— —
h | 002 23.50 24.00
o_m_'!\u hu 102259.1 3493 437.3496.4 1/, 89 g5 97.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol

T MA/UVU
5000 —T ——
23.50 24.00
m/z 57.10 45.73%
O‘\\J‘\l\\“fﬁ!‘\\h\\\I‘J\[W\\1’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol
45.0
—— ——
23.50 24.00
5000 m/z 87.05 37.35%
133.0
obtliihy ) 2070 2830
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—— ——

Abundance  #325578: Hexaethylene glycol monododecyl ether
45.0 23.50 24.00

m/z 43.10 35.10%

5000

%.

133.0

0 .\||d]m” ,,213.0 283.0 363.0 4510
_m‘mwH_‘H,‘H‘,H‘“Hwa”www

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00

8270-BM032923.M Wed Apr 12 18:15:24 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown24.044 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24.044 93.69 ng 43040500 Perylene-di12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 (C22H46012 006809-70-7 93
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 87
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2- Hyd... 458 C20H42011 005579-66-8 87
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
5 3,6,9,12,15-Pentaoxanonadecan-1- ol 294 C14H3006 001786-94-3 72

Abundance Scan 3546 (24.044 min): BM039400.D\data.ms (-3538) (- | m/z 45.05 100.00%
45.0

5000
133.0

%

24.00
O,Ml\m]ﬁ95125913271409347525383 m/z 89.05 83.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

5000 — ‘
133.0 24.00
m/z 71.10 49.98%
JLLh ) 12210 2950 415.0
O‘\\\\’\\\\‘\\\\[\\\\[\f\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

=

24.00
5000 m/z 57.10 38.30%

133.0

0l L } I \‘ \\207 0265.0327.0
R B e e e e ABNEEEEREEs s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox —r
45.0 24.00
m/z 87.00 33.48%

3

5000
133.0

0 n A ||\ L i 22102830 371.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00

:

8270-BM032923.M Wed Apr 12 18:15:26 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 n-Octylpentaoxyethylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.109 138.31 ng 63540100  Perylene-d12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 90
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 81
4 2-T2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 027425-92-9 74
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 62

Abundance Scan 3557 (24.109 min): BM039400.D\data.ms (-3550) (- | m/z 89.05 100.00%

89.0
5000
— —
‘ ‘ 24.00 24.50
ol LML 2501 36534283 5224 Ly us.es 09,074
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259455: n-Octylpentaoxyethylene
45.0
5000 —— —
24.00 24.50
1330 m/z 71.18 45.45%
oh {dlL.L 20102630
‘\\\\’\\\\\\\\‘ \\\1!1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

%

24.00 24.50
5000 m/z 87.00 39.69%

133.0
Wil T 207.0 283.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0 24.00 24.50
m/z 133.00 36.67%

o

-

5000
133.0

0 n A ||\ L i 22102830 371.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ : . —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

§

8270-BM032923.M Wed Apr 12 18:15:27 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

ELI-WATER-0407

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.309 227.43 ng 104479000  Perylene-di2 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Octylpentaoxyethylene 350 C18H3806 019327-40-3 83
-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 80

017455-13-9 68
003386-18-3 62

,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406
2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010

)

A O

Abundance Scan 3591 (24.309 min): BM039400.D\data.ms (-3576) (- | m/z 45.05 100.00%

45.0 '
5000
133.0
— ——
{ ’ J 9152 24.00 24.50
Ol MLk 55705 2951 3653 458.35123 1 y/7 g9.05  96.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259455: n-Octylpentaoxyethylene
45.0
5000 — —
24.00 24.50
133.0 m/z 71.10 42.35%
0 b 1”“\ J‘ l\hm‘ 201 0263.0
‘\\\!‘\\\\‘\\\\‘\\\\ \\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

=

24.00 24.50
5000 m/z 87.05 39.10%

133.0
W07 207.0 283.0

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)
45.0 24.00 24.50
m/z 43.05 36.45%

o

=

5000
133.0

N |Llu. | | 22102830 353.0 427.0 503.0
_"w“H“‘H“H‘,H“,H“_“w“H“‘H“H“H“‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown25.109 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.109 285.02 ng 130939000 Perylene-di2 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 90
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 86
3 2-[2-[2-[2-[2-[2-[2-(2- Hydroxyet... 370 C16H3409 005117-19-1 83
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 027425-92-9 83
5 3,6,9,12,15-Pentaoxanonadecan-1- ol 294 C14H3006 001786-94-3 78

Abundance Scan 3727 (25.109 min): BM039400.D\data.ms (-3708) (- | m/z 45.05 100.00%

45.0
5000
133.0
— s
" J 9202 25.00 25.50
o bl by 102502 2950 3793 46745264 4/, g9 g5 97.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

%

5000
133.0 25.00 25.50

m/z 57.10 40.61%

y | " Jl\ L ‘l | 22102830 371.0
O‘HH‘HrwHH‘HH’\H\’H\\‘HH‘HH‘HH‘HH‘HH‘\

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)
45.0

—

25.00 25.50
5000 m/z 87.05 38.94%
133.0

ob ol libi | 122102830 3530 427.0 503.0
R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0 25.00 25.50

m/z 43.05 36.08%

—

5000

133.0
ol b li| T 207.0 283.0
kbl 2070 2830 E—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50

%,
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 unknown26.044 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.044 320.03 ng 147021000 Perylene-di12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 (C22H46012 006809-70-7 90
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 027425-92-9 90
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 90
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 86
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74

Abundance Scan 3886 (26.044 min): BM039400.D\data.ms (-3865) (- | m/z 45.05 100.00%
45.0

5000
133.0

%

’ ‘ 99.2 26.00
o AL 1992 287.1 | 3933 460.3519.1 ./, g9 @5  94.75%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
48.0

5000 L :
133.0 26.00
m/z 57.10  45.43%
UL 12210 2950 415.0
0‘\H\’\\H‘\\H[1\H[1IH[\H\‘WHW‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #332201: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethox
45.0

%

103.0 26.00
5000 m/z 87.00 38.85%

177.0
‘ LT 2510 339.0 4290

9 Y
T \H‘HH B e RERRR N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox ——
45.0 26.00
m/z 133.00 34.24%

o

=

5000
133.0

0 n A ||\ L i 22102830 371.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00

!
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Data Path :
Data File :
: 11 Apr 2023 19:15
: CG/JU

: 02257-03 5X

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\

BM039400.D

: 13 Sample Multiplier: 1

hod
le

ry

ELI-WATER-0407

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 15-Crown-5 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
26.268 118.93 ng 54634200 Perylene-dl2 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1s-crown-s 220 CloH2e05 033100-27-5 87

006809-70-7 83
005579-66-8 81
006048-68-6 74
1000352-12-7 74

-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012
-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011
-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010
-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013

uih wNnPE
NNMNDNDN R

Abundance Scan 3924 (26.268 min): BM039400.D\data.ms (-3913) (- | m/z 45.00 100.00%

45.0
5000
133.0
S —
{ ‘ o150 26.00 26.50
oAU 42152 3261 4093 4883547: .. g9 o5 84.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98209: 15-Crown-5
45.0
5000 —— —
26.00 26.50
133.0 ITI/Z 71.10 43.39%
y IJ 220.0
O‘\H\‘Jl\u\l\\‘HH‘HH‘H\\‘HH‘HH‘H\\‘H\\‘H\\‘\H\‘\

miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

=3

26.00 26.50
5000 m/z 43.05 40.03%
133.0

AlLhe ) 2210 2050 415.0
Ot b L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox

=

45.0 26.00 26.50
m/z 87.00 38.41%
5000
133.0
obid Lyl 22102830 371.0
bbb 22102830 8710 N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Data Path :
Data File :
: 11 Apr 2023 19:15
: CG/JU

: 02257-03 5X

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\

BM039400.D

: 13 Sample Multiplier: 1

ELI-WATER-0407

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Hexaethylene glycol Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
26.438 89.01 ng 40892900  Perylene-di12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 87
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 83
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 81
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 81
5 Hexaethylene glycol 282 C12H2607 002615-15-8 64

Abundance Scan 3953 (26.438 min): BM039400.D\data.ms (-3943) (- | m/z 45.00 100.00%
45.0
5000
133.0
e
(1=
b AU, g 2211 2961 8712 47515402 /7 89.e0  79.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)
45.0
5000 1
133.0 26.50
m/z 71.10 48.92%
o] ”M | 221.0283.0 353.0 427.0 503.0
‘\\\\‘\\\\‘\\\\‘f\\1‘\1\1[\\\\‘1\\1‘\\\\‘\\\\‘1\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
e
26.50
5000 m/z 87.00 35.17%
133.0
NENITY “ 207.0265.0327.0
N S e A B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth e
45.0 26.50
m/z 57.10 35.16%
5000
133.0
07 “‘\A e \“%210\29§0 A
T e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 unknown26.526 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.526 129.25 ng 59377600  Perylene-di12 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 87
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 87
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2- (2—... 502 C22H46012 006809-70-7 87
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 006048-68-6 83
5 3,6,9,12,15-Pentaoxanonadecan-1- ol 294 C14H3006 001786-94-3 72

Abundance Scan 3968 (26.526 min): BM039400.D\data.ms (-3960) (- | m/z 45.00 100.00%
45.0

5000
133.0

§

26.50
215.2
o ML 2152 2051 003 asozsen: i gaee as.zsw

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

§

5000
133.0 26.50

m/z 71.10 40.33%

y | " Jl\ L ‘l | 22102830 371.0
O‘HH‘HrwHH‘HH’\H\’H\\‘HH‘HH‘HH‘HH‘HH‘\

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)
45.0

B

26.50
5000 m/z 87.00 38.32%
133.0

ob ol libi | 122102830 3530 427.0 503.0
et e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0 26.50

m/z 133.00  35.59%

.

5000
133.0

ob (Lhil 2210 2050 415.0
‘H‘wHH‘HH_m,w,wwwwawmw

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50

:

8270-BM032923.M Wed Apr 12 18:15:34 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknown26.826 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.826 231.22 ng 106221000 Perylene-di2 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 (C22H46012 006809-70-7 87
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 005579-66-8 87
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 006048-68-6 83
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 64
5 Heptaethylene glycol 326 C14H3008 005617-32-3 64

Abundance Scan 4019 (26.826 min): BM039400.D\data.ms (-3999) (- | m/z 45.05 100.00%

45.0
5000
133.0
— s
H ‘ 152 26.50 27.00
b UL L 252 2951 409347035331 /7 89.@5  89.66%

miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

=

5000 — T
133.0 26.50 27.00

m/z 71.10  39.47%

ol Ll | 12210 2950 415.0

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
[ I | I I I | I | I | I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

=

— T
26.50 27.00

5000 m/z 87.00 38.74%
133.0

221.0283.0 371.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316974: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e

=

I —
26.50 27.00

45.0
m/z 43.05 36.00%
103.0
5000
ol 1 hLLLLLATT0 25103000 3850
LN 25103000 3850 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Heptaethylene glycol monodo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.079 269.31 ng 123720000 Perylene-di2 23.891
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 90
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 90
3 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 90
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 87
5 15-Crown-5 220 C10H2005 033100-27-5 78

Abundance Scan 4232 (28.079 min): BM039400.D\data.ms (-4207) (- m/z 45.05 100.00%

45.0
5000
133.0
T I
“ | 2202 28.00
Ol bl Ly 1, 29,2 295.1 361.24233 5023 u/; g9 .05  92.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

Fﬁ

5000
133.0 28.00

m/z 87.00 40.00%

ob kLl ] 122102830 3710

‘\1!1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0

~

28.00
5000 m/z 57.10 38.68%

H"HhHJ 207.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #336916: Heptaethylene glycol monododecyl ether
45.0 28.00

m/z 133.00  35.66%

o

~

5000
133.0

-

0 Al H“ b 1121302730 3610

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
unknownl6.180 16.180 120.4 ng 49695100 4 17.274 8255810 20.0
Methoxyacetic a... 16.992 142.7 ng 58921400 4 17.274 8255810 20.0
unknownl7.762 17.762 225.2 ng 92958400 4 17.274 8255810 20.0
unknownl17.927 17.927 140.3 ng 57925800 4 17.274 8255810 20.0
unknownl18.068 18.068 118.9 ng 49077500 4 17.274 8255810 20.0
Pentaethylene g... 18.280 168.2 ng 69426700 4 17.274 8255810 20.0
Triethylene gly... 18.927 189.0 ng 78026000 4 17.274 8255810 20.0
9,12-Octadecadi... 19.356 151.5 ng 62550100 4 17.274 8255810 20.0
3,6,9,12,15-Pen... 23.139 170.4 ng 78276100 6 23.891 9187930 20.0
Heptaethylene g... 23.780 213.2 ng 97932200 6 23.891 9187930 20.0
unknown24.044 24.044 93.7 ng 43040500 6 23.891 9187930 20.0
n-Octylpentaoxy... 24.109 138.3 ng 63540100 6 23.891 9187930 20.0
1,4,7,10,13,16-... 24.309 227.4 ng 104479000 6 23.891 9187930 20.0
unknown25.109 25.109 285.0 ng 130939000 6 23.891 9187930 20.0
unknown26.044 26.044 320.0 ng 147021000 6 23.891 9187930 20.0
15-Crown-5 26.268 118.9 ng 54634200 6 23.891 9187930 20.0
Hexaethylene gl... 26.438 89.0 ng 40892900 6 23.891 9187930 20.0
unknown26.526 26.526 129.3 ng 59377600 6 23.891 9187930 20.0
unknown26.826 26.826 231.2 ng 106221000 6 23.891 9187930 20.0
Heptaethylene g... 28.079 269.3 ng 123720000 6 23.891 9187930 20.0
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