LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1010-04 :

Misc : 20211310-CAPE-4-SITE-WATER

ALS Vvial : 17 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-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33655.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.525 382 389 401 rBV 1708564 2482772 21.95% 4.901%
2 7.131 655 662 672 rBV 1260083 1957940 17.31% 3.865%
3 7.984 800 807 814 rBV 565822 882770  7.80%  1.743%
4 9.148 996 1005 1013 rBV 2422425 4011112 35.46% 7.918%
5 10.577 1240 1248 1260 rBV 424622 665525 5.88% 1.314%

6 10.801 1277 1286 1294 rBV 757751 1288522 11.39% 2.543%
7 13.254 1695 1703 1710 rBV 6466792 9282961 82.06% 18.324%
8 13.530 1744 1750 1758 rBV 258777 393165 3.48% ©.776%
9 14.618 1928 1935 1943 rBV 1213883 1826117 16.14% 3.605%
10 16.101 2181 2187 2200 rVB 4961404 6811941 60.22% 13.446%

11 17.359 2393 2401 2406 rBV 1621853 2321172 20.52%  4.582%
12 18.036 2511 2516 2523 rBV 163600 199281 1.76% ©.393%
13 18.253 2548 2553 2562 rBV 219368 315247 2.79% 0.622%
14 19.206 2710 2715 2719 rBV 491417 552837 4.89% 1.091%
15 19.336 2733 2737 2741 rBV 151390 167895 1.48% ©.331%
16 19.524 2765 2769 2777 rBV 156493 218361 1.93% 431%

17 19.971 2839 2845 2850 rBV 9336837 11312238 100.00% 22.
18 21.236 3056 3060 3066 rBV 243327 328956 2.91%
19 21.518 3103 3108 3116 rVB 2201421 2761934 24.42%
20 23.947 3514 3521 3531 rVB2 1401770 2879076 25.45%
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Sum of corrected areas: 50659822
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @5 Jan 2022 22:27
: CG/IU
: Nlole-e4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
BM@33655.D

20211310-CAPE-4-SITE-WATER

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BM033655.D\data.ms

9.148

5.525
7.131

10,801
7.984 10.577/\
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Time-->
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8000000
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4000000
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350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM033655.D\data.ms
19.971

13.254

16.101

17.359
14.618

19.206
13.530 18.036253 %.39624
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM033655.D\data.ms

21.518
23.947

21.236

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1e1e-04 :

Misc : 20211310-CAPE-4-SITE-WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.578 10.33 ng 665525 Naphthalene-d8 10.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1248 (10.577 min): BM033655.D\data.ms (-1240) - m/z 57.10 100.00%
57.1

5000 N
T T
| | 87\'1 131.1 1050
0 "w‘HJp“mwJJM‘_M‘HJMHWu;:wwu_mz“?T:? m/z 45.10  98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :
29.0 10.50 )
7.0 m/z 41.18  37.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T
10.50
5000 ITI/Z 75.10 18.26%
29.0
‘ ‘87.0
S A AT S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10091: Ethylene glycol monoisobutyl ether Coh ‘
57.0 10.50
m/z 56.10 17.29%
5000
29.0
yIHES )
Y S I O W X S NwAW
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1e1e-04 :

Misc : 20211310-CAPE-4-SITE-WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.530 4.31 ng 393165  Acenaphthene-d10 14.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1010302-33-9 64
3 Acetaminophen 151 C8HINO2 000103-90-2 59
4 Metacetamol 151 C8HINO2 000621-42-1 59
5 Diacetamate 193 C10H11NO3 002623-33-8 59

Abundance Scan 1750 (13.530 min): BM033655.D\data.ms (-1744) (-  m/z 43.05 100.00%

43.0
109.1
5000 151.1
RN T
‘ 0 13.50
o — \““““ ‘WHJWPJWUM b p 2080 28L0 /7 109.10  73.76%
miz--> 50 100 150 200 250
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0 j\
5000 AL :
13.50
m/z 151.05 44.,20%
oL—4 \“w ‘\\“H‘ \t?w;‘?\u““”h e “ : “ :‘Lg‘z-‘o‘ G
miz—-> 50 100 150 200 250
Abundance #170663: 1H-Pyrazole, 4-[4-(3-chlorophenoxy)butyl]-3,5-(
109.0 /\
T \
13.50
5000 151.0 m/z 41.05  23.32%
42.0
ol L. T70 || o aasp 2O
miz-> 50 100 150 200 250
Abundance #28727: Acetaminophen o ‘
109.0 13.50
m/z 69.10 15.36%
5000 151.0
43.0
oldo Ly 790 | o e
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1e1e-04 :

Misc : 20211310-CAPE-4-SITE-WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.253 2.72 ng 315247  Phenanthrene-d10 17.359
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2553 (18.253 min): BM033655.D\data.ms (-2548) (-  m/z 73.10 100.00%
73.1

5000 1291 ’/\L
213.2 S —
1711 ‘ 256.3 18.00 18.50
L b L L LT 385 4305 8s.44x
mlz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 ad A ot
129.0 18.00 18.50
3.0 213.0 m/z 60.10  81.34%
‘ 171.0 ‘
Ot \“ “ HM\‘N \““‘\ \“ \‘\H“ \‘\“\ t “\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
—— =
18.00 18.50
5000 1290 m/z 57.05 77.03%
29.0 185.0 41 o 284.0
e 171 T O
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid s =
73.0 18.00 18.50
m/z 55.10 70.17%
5000 129.0
29.0
‘ 199.0 2420
S 10 N U | S
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1e1e-04 :

Misc : 20211310-CAPE-4-SITE-WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 4 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.206 4.76 ng 552837  Phenanthrene-d10 17.359
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 2715 (19.206 min): BM033655.D\data.ms (-2710) (- m/z 55.10 100.00%

55.1
5000
97.0
— =
H }370 180.2 222.3 264. 19.00 19.50
0! \mu L \H\Mh TR b ‘HL‘ : ‘“‘ — ‘3‘4‘1-" m/z 41.05 63.41%
miz--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
5000 s =
7.0
264.0 , 19.00 19.50 .
m/z 69.10 54.92%
470 180.0 2220 ‘
0! ”’“‘ \“”\ ‘!‘ T }‘L T T \2\9‘8‘(\)\ T
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
P —5
19.00 19.50
5000 m/Z 74.05 48.19%
7.0
264.0
38.0 1800 2220 ‘
0! H \Hm %u HM m‘\ “ ; . “ T ““ ‘2‘9\8"9‘ —
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester = =
55.0 19.00 19.50
m/z 43.10 45.80%
5000
7.0
264.0
38.0 1800 2220 ‘
0 ‘H 0 s o N B T S A
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\
Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27

Operator : CG/JU

Sample : N1e1e-04 :

Misc 20211310-CAPE-4-SITE-WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.236 2.38 ng 328956 Chrysene-d12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3060 (21.236 min): BM033655.D\data.ms (-3056) (- m/z 57.10 100.00%

57.1
5000 111.2
T —
21.00 21.50
- u d“‘ [163.02%1 28113260 4010 e 19 o5.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 T ——
21.00 21.50
m/z 43.10  95.44%
O\\‘I\M\““ “‘]‘1‘\3\0\‘2\2\2\0\‘\\\\3‘0\8\0\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
— —
21.00 21.50
5000 11.0 m/z 83.10 92.06%
350.0
oHM Lero o %00
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester R o
43.0 21.00 21.50
m/z 69.10 81.04%
7.0
5000
ol Lso 200 e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10522\

Data File : BM@33655.D

Acqg On : 05 Jan 2022 22:27
Operator : CG/JU

Sample : N1o1e-04

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
RT Resp Conc|

10.801 1288520
14.618 1826120
17.359 2321170
17.359 2321170
21.518 2761930

20211310-CAPE-4-SITE-WATER

TIC Top Hit name RT EstConc Units Response |#
Ethanol, 2-(2-b... 10.578 10.3 ng 665525 2
2,4,7,9-Tetrame... 13.530 4.3 ng 393165 3
n-Hexadecanoic ... 18.253 2.7 ng 315247 4
9-Octadecenoic ... 19.206 4.8 ng 552837 4
n-Tetracosanol-1 21.236 2.4 ng 328956 5
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