LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48707.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.635 384 391 403 rBV 392675 626444  9.83%  3.112%
2 7.244 658 665 677 rVB 404065 698504 10.96% 3.470%
3 8.085 800 808 816 rBV 101058 164084 2.58% 0.815%
4 9.254 998 1007 1014 rBV 257014 458458  7.20% 2.277%
5 10.911 1282 1289 1296 rVB 130518 225832  3.54% 1.122%

6 13.355 1698 1705 1712 rBV 607945 948643 14.89% 4
7 13.619 1744 1750 1758 rBV2 60278 102038 1.60% ©
8 14.742 1934 1941 1946 rBV2 187604 295219 4.63% 1.466%
9 15.846 2122 2129 2135 rBV2 38341 66353 1.04% ©
10 16.228 2187 2194 2203 rBV 525744 827106 12.98% 4

11 17.491 2402 2409 2415 rBV 231299 373555 5.86% 1.856%
12 18.373 2554 2559 2564 rBV5 75121 108722 1.71%  ©.540%
13 19.072 2666 2678 2688 rBV2 632385 2076648 32.59% 10.315%
14 19.213 2688 2702 2710 rBV 843376 2529884 39.71% 12.567%
15 19.324 2710 2721 2730 rVB 2331593 6371514 100.00% 31.649%

16 19.465 2737 2745 2753 rVB 188704 409636  6.43%
17 19.642 2769 2775 2781 rVB2 57479 108880 1.71%
18 20.106 2849 2854 2858 rBV 1015840 1291063 20.26%
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»
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19 20.153 2858 2862 2867 rVB4 60352 102674 1.61% 510%
20 20.905 2984 2990 2997 rVB2 99657 186821 2.93% 928%
21 21.416 3072 3077 3087 rBV3 63779 136740 2.15% 0.679%
22 21.704 3121 3126 3132 rVB2 94789 175573 2.76% 0.872%
23 21.792 3135 3141 3147 rVV 214802 374198 5.87% 1.859%
24 22.621 3275 3282 3292 rVB3 105514 253155 3.97% 1.257%
25 23.666 3453 3460 3470 rVB3 88084 242757 3.81% 1.206%
26 24.900 3660 3670 3679 rBV5 77865 235101 3.69% 1.168%
27 25.135 3700 3710 3719 rBVvV2 129470 405388 6.36% 2.014%
28 26.351 3907 3917 3927 rBV5 54164 191385 3.00% 0.951%
29 28.132 4213 4220 4231 rVB7 39081 145348 2.28% 0.722%
Sum of corrected areas: 20131723
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048707.D\data.ms

2000000
1500000

1000000

500000 5.635 7.244
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8.085 10.911
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048707.D\data.ms

19.824

2000000

1500000

20.106

1000000 19.21

19.0
13.355 16.228

500000

21.792

17.491
14.742 20.905 21 426704 22.621

13.619 15.846 LA 18.373
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048707.D\data.ms
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1500000
1000000

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.619 6.91 ng 102038  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 58
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
5 (-)-1@-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 47
Abundance Scan 1750 (13.619 min): BG048707.D\data.ms (-1744) (- m/z 43.10 100.00%
43.1
109.1
151.1
5000
= S
Fg_h ( 13.50 14.00
0l ““““““umw Al J“‘-w‘ HH‘ T ‘19‘4;1‘22“4:3‘ ‘ 280 m/z 109.10  73.16%
miz-> 50 100 150 200 250
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘A‘ T T
13.50 14.00
m/z 151.05 52.94%
oL—4 \“m ‘\\“H‘ \t?w;‘?\“““‘”h e “ : “ :‘|.9‘2.‘0‘ ——
miz--> 50 100 150 200 250
Abundance #24949: m-Isopropoxyaniline
109.0
— —
13.50 14.00
5000 m/z 41.05 29.28%
151.0
ol hl e | L
miz--> 50 100 150 200 250
Abundance #24779: Metacetamol T 7
109.0 13.50 14.00
m/z 85.10 24.19%
5000 151.0
43.0
ol40 [y 190 o
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownl5.846 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.846 4.50 ng 66353  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 43
2 Acetaminophen 151 C8H9NO2 000103-90-2 43
3 1(3H)-Isobenzofuranone, 4-(acety... 224 C12H1604 054346-07-5 43
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 38

Abundance Scan 2129 (15.846 min): BG048707.D\data.ms (-2122) (- m/z 43.10 100.00%

43.1 109.1
5000
151.2 2131
— ——
15.50 16.00
| | 25 379 B
O vy L R L L R R m/z 109.10 91.76%
miz--> 50 100 150 200 250 300 350
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
5000 151.0
15.50 16.00
m/z 151.20 32.22%
32.0 J\‘ !
0 \\\‘\‘\\‘\\“””\‘”\“‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #24781: Acetaminophen
100.0 [\
L MAM Ll
15.50 16.00
5000 151.0 ITI/Z 213.10 30.18%
43.0
O e
m/z--> 50 100 150 200 250 300 350
Abundance #80786: 1(3H)-Isobenzofuranone, 4-(acetyloxy)-3a,4,5,7¢
109.0 15.50 16.00
m/z 69.10 28.68%
43.0
5000
| H 164.0
NN N0 NI B il M
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.372 5.82 ng 108722  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55

Abundance Scan 2559 (18.373 min): BG048707.D\data.ms (-2554) (-  m/z 72.95 100.00%
41.1 73.0

-

5000
— ——
18.00 18.50
0 m/z 41.10 93.42%
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
73.0
41.0
5000 129.0 T T
18.00 18.50
1990 2420 m/z 59.95  93.40%
oL H\“H‘M h“ M ‘M‘\rur\ “"1‘67“9“ L S — “\’ e
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
— ——
440 18.00 18.50
5000 129.0 m/z 55.00  83.82%
185.0
M 228.0
ok ‘\“ H\“H‘ﬂ Ll uh"“ ‘MLM\ “ : \‘\“ B “‘ s
m/z--> 50 100 150 200 250
Abundance #72647: Tridecanoic acid o T
73.0 18.00 18.50
410 m/z 43.10 78.63%
5000 129.0
171.0
Ly,
ok “\‘ HMH‘\\ MH“ \“\m"\ bl “ ’n“ L “‘ ’ “\‘ e — e
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzamide, N-acetyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.072 111.18 ng 2076650 Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 56
2 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 47
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47

Abundance Scan 2678 (19.072 min): BG048707.D\data.ms (-2666) (- m/z 105.00 100.00%

105.0
5000 163.0
T \
a ‘ 19.00
op L L 22102801 5220 77,05 43.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33139: Benzamide, N-acetyl-
105.0
5000
163.0 19.00
43.0 m/z 163.00 41.66%
O’\\\\“l\\m\\‘\\}\l\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80542: 3-(Benzoylthio)-2-methylpropanoic acid

=

105.0
19.00
5000 m/z 51.10 9.05%
o410 224.0
R R RRRRAA R R RRERRRRRERR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #34635: N-Methoxy-N-methylbenzamide
105.0 19.00
m/z 105.95 7.72%
5000
000 | 1650
O e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO41521\
Data File : BG@48707.D

Acqg On : 15 Apr 2021 13:40

Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.213 135.45 ng 2529880 Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 59
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
4 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47

Abundance Scan 2702 (19.213 min): BG048707.D\data.ms (-2688) (-  m/z 105.00 100.00%

105.0
163.1
5000
e -
51.1 207.0 ‘ 19.00 19.50
bt b b L 22002412 2950 pg 163,05 59.57%
miz--> 50 100 150 200 250
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 —— A
163.0 19.00 19.50
m/z 77.10 44.86%
51.0
. \‘ L ‘ I 254.0
O T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
= -
19.00 19.50
5000 ITI/Z 51.10 10.05%
51.0
12N P N A W N —
m/z--> 50 100 150 200 250 A
Abundance #88962: Benzoic acid, 3,5-difluophenyl ester ——4 L
105.0 19.00 19.50
m/z 106.00 7.73%
5000
51.0
0 L 151.0 234.0
— et Pt e
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.324 341.13 ng 6371510 Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 74
2 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 72
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47

Abundance Scan 2721 (19.324 min): BG048707.D\data.ms (-2710) (-  m/z 105.00 100.00%

105.0
5000
7 —
510 19.00 19.50
Obrrrbrthr b 42202349 486. /7 149.00  70.20%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000 — —
19.00 19.50
m/z 77.10 62.24%
o 51.01 | 1179.0 236.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23508: 1-Triazene, 3,3-dimethyl-1-phenyl-
71.0
= A
19.00 19.50
5000 m/z 51.05 16.28%
149.0
I
miz—> 0 50 100 150 200 250 300 350 400 450 A
Abundance #156210: Diethylene glycol dibenzoate P A
105.0 19.00 19.50
m/z 106.10 8.63%
5000
51.0
ol 179.0
o Fecben BT - A
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.465 21.93 ng 409636  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 80
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 47
4 Phthalic acid, 3,4-dimethylpheny... 284 C17H1604 1000315-69-7 43
5 Propanoic acid, 2-(benzoylamino)... 251 C13H17NO4 141627-52-3 38
Abundance Scan 2745 (19.465 min): BG048707.D\data.ms (-2737) (- m/z 105.00 100.00%
105.0
163.1
5000
A
51.1
‘ | | 207.1 084 19.50
0 el e oS8T m/z 163.10  73.91%
miz-> 50 100 150 200 250
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 T
19.50
m/z 77.00 50.00%
51.0
01\5.\0‘\‘\‘1‘\\‘\ \“‘\\\‘\‘\“\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #33146: Glyoxylamide, N-phenyl-
1200 1680
A
19.50
5000 43.0 77.0 m/Z 51.10 13.03%
b \L\\ ‘\M — —
miz--> 50 100 150 200 250 N
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- AV L
163.0 19.50
m/z 164.00 9.50%
5000
78.0
119.0
20 | i
O VAT
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Phthalic acid, di(2-propylp... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.642 5.83 ng 108880  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 53
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 53
3 Di-n-octyl phthalate 390 C24H3804 000117-84-0 50
4 2-(Nonyloxycarbonyl)benzoic acid 292 C17H2404 1000373-89-9 50
5 Phthalic acid, cyclohexyl neopen... 318 C19H2604 1000315-54-2 50

Abundance Scan 2775 (19.642 min): BG048707.D\data.ms (-2769) (- m/z 149.00 100.00%

149.0
5000 57.1
104.1 — -
‘ ‘ 199.1 240.9279.1 19.50 20.00
0! Wb byt LE SEESNT 0 m/z 57.10 0 44.71%
mlz--> 50 100 150 200 250 300 350
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149.0
5000 s el
19.50 20.00
m/z 167.00 36.24%
57.0
O\\\\“H\‘l\“\“\“\\\\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance  #192055: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0
19.50 20.00
5000 m/z 41.05  34.88%
43.0 g50 251.0
obmdibd e AL AT s
miz--> 50 100 150 200 250 300 350
Abundance #207655: Di-n-octyl phthalate —— ——
149.0 19.50 20.00
m/z 43.10 32.72%
5000 57.0
104.0 ‘ 279.0
o128 Lol oo e et
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.905 9.99 ng 186821 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 90

Abundance Scan 2990 (20.905 min): BG048707.D\data.ms (-2984) (-  m/z 57.05 100.00%

57.0 ' '
5000
13.1 51'00
LT 2 252 s
Ol AL R L ST S5 m/z 43.18 86.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000 T
21.00
m/z 71.05 76.92%
“ ﬁ130 169.0 240.0
O\\H\‘\‘T‘\“‘\“‘\d\“\\“‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
s
21.00
5000 ITI/Z 85.05 65.03%
N q | 1580 210.0 264, 0309-0 3660
s LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane ]
57.0 21.00
m/z 41.05 43.14%
) MWMM
0 | I Ih\ hl n‘ | \6\99 2.250 281.0 337.0 4212'(
I e AL A R R TR —
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_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cycloeicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.416 7.31 ng 136740 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 92
2 1-Heptadecene 238 C17H34 006765-39-5 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 81
4 Cyclotetradecane 196 C14H28 000295-17-0 70
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 68
Abundance Scan 3077 (21.416 min): BG048707.D\data.ms (-3072) (- m/z 57.10 100.00%
57.1
> L\/J\q
—
. ‘ 21.50
0! i m/z 55.10 76.36%
miz-> 50 100 150 200 250 300
Abundance #127768: Cycloeicosane
55.0
97.0
5000 T
21.50
m/z 43.05 66.42%
O ‘ “ | " “ L \‘L \ H ) u 182 0 224 0 280 O
T 1 ‘ T \ T T 1T ‘ T T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #92567: 1-Heptadecene
57.0
97.0 ——
21.50
5000 m/z 83.10 55.73%
otso LLLLLL 100 a0 200
miz--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)- —
55.0 21.50
m/z 69.05 53.84%
h | WMJ
L il | ‘ 1990 1820 2230 2800
“““ P T T ——
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.704 9.38 ng 175573 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3126 (21.704 min): BG048707.D\data.ms (-3121) (- m/z 57.10 100.00%
57.1

?

5000
131 21.50 22.00
OHM-'ZOTOZGN‘?’E’PO‘ m/z 43.10 71.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
5000 —r ——
21.50 22.00
m/z 71.10 59.13%
oL 1130169.0225.0281.0337.0 394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57.0
— —
21.50 22.00
5000 m/z 85.05 38.07%

19
0 HH“"I‘I‘”‘ ‘”‘M L ‘2‘2750 309.0365.0 437.0

%

\\‘\\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0 21.50 22.00
m/z 41.05 31.53%
5000

13.0
\ } J}} [ 169.0225.0281.0337.0393.0449.0 506.(

0 “““““
miz—> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 12 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.621 13.53 ng 253155 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3282 (22.621 min): BG048707.D\data.ms (-3275) (- m/z 57.10 100.00%
57.1

5000 JLA
250 2200
b4 “h uh‘ “ ‘” LT ‘1833‘ LS 38Ty 4310 74.54%
miz--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 — ——
22.50 23.00
0.0 m/z 71.05 71.37%
0 \“‘\ ‘\“‘““\ “!‘ “‘ “‘ “ :!-41 Q\ 1\8\2\0‘ t \2\49.’0\ L I B
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
T e
22.50 23.00
5000 m/z 85.05 51.36%
9.0
ol il “h‘ i M i 1419 183.0 225.0 267.0 309.0  367.(
e A e amael
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 22.50 23.00
m/z 41.05 31.76%
- M‘w/\wwww
239.0
ol ALLL w\ M“%ﬁ"lﬁsﬂ am0320 i et
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.666 11.98 ng 242757 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3460 (23.666 min): BG048707.D\data.ms (-3453) (- m/z 57.05 100.00%

57.0 '
5000
2350 2400
1552 207.0 2 : :
ol gl ““‘ “MH bl SR 2200 2588 80923549 s 4316 89.67%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — e
23.50 24.00
m/z 71.106 67.01%
o A \\ | 14191830 2% 58103230
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
e PRy
23.50 24.00
5000 m/z 85.10 53.11%
9.0
59 ||| 1} 10ass0 200
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- T T
57.0 23.50 24.00
m/z 41.10 32.14%
h MM
141.0
oL LT 30 21000550 090 sy S
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Docosane, 5-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.900 11.60 ng 235101 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 5-butyl- 366 C26H54 055282-16-1 90
2 Heptadecane 240 C17H36 000629-78-7 89
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 3670 (24.900 min): BG048707.D\data.ms (-3660) (-  m/z 57.10 100.00%

57.1
5000
2450 25.00
R L ﬂ“‘ A Mm o “1‘9“1”’0\‘ 230, 31003852 0 4310 81.73%
miz--> 50 100 150 200 250 300 350
Abundance #194498: Docosane, 5-butyl-
43.0
5000 — ——
5.0 24.50 25.00
126.0 m/z 71.10 71.72%
309.0
0 i u\ \w H il ‘ 169 0211.0253.0 ‘L 364.0
\\\‘\\\‘\\\\‘\!\\’\\\\‘\\\\\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
= —
24.50 25.00
5000 ITI/Z 85.10 52.44%
olso 1[0 eoms0 00
m/z--> 50 lOO 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T —
57.0 24.50 25.00
m/z 41.10 31.88%
B v\mwwwj\/www
oL Al \\ 114101830 2996103230
LA e e B L e R — ——
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.351 9.44 ng 191385 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 3917 (26.351 min): BG048707.D\data.ms (-3907) (- m/z 57.05 100.00%
57.0
5000
26.00 26%6
141.1 2069 : :
oL— ‘1“““ \\‘M\“ N‘ “H‘d‘m‘\u mh‘H‘ Wm‘ el %(?\5\(?‘”‘ I ‘3‘69‘8‘ : m/z 43.10 81.83%
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — e
26.00 26.50
m/z 71.10 81.23%
ok ‘L‘ 1y M | }41:0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
= —
26.00 26.50
5000 m/z 85.10 68.93%
ol ‘\\ “\\ H | 141-0183.0225.0267.0309.0 3650
B i
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane o —
57.0 26.00 26.50
m/z 69.05 31.90%
h WWW
REY. | L 14101830725 0267 03080 3600
gy “““ e A L I e — —
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 16 Sulfurous acid, butyl dodec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
28.132 7.17 ng 145348 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 5,5-Diethylpentadecane 268 C19H40 1000360-41-0 59
5 2-methyltetracosane 352 C25H52 1000376-72-6 59

Abundance Scan 4220 (28.132 min): BG048707.D\data.ms (-4213) - m/z 57.10 100.00%
57.

- wwh
127.1 U U
‘ H 88 3157 412 28.00 28.50
o — ‘\ \‘MW I h\“H H‘H\HHMH\‘ ul M MH h H‘M‘\‘\‘ by L SN - m/z 71.10 80.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 ‘ MWW
28 00 28. 50
m/z 43.10 59.11%
LTS o0 200
O\\‘\‘T“ \‘\‘\“\“\“‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
— —
28.00 28.50
5000 ITI/Z 85.05 57.57%
13.0
0 IJN“”-O,ZZLO
miz--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane e e
57.0 28.00 28.50
m/z 55.10 54.03%
ol LALLLTD 1000 2250 30 R
m/z--> 50 100 150 200 250 300 350 400 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41521\
Data File : BGO48707.D

Acqg On : 15 Apr 2021 13:40
Operator : CG/JU

Sample : M2015-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.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|
2,4,7,9-Tetrame... 13.619 6.9 ng 102038 3 14.736 295219 20.0
unknownl5.846 15.846 4.5 ng 66353 3 14.736 295219 20.0
Pentadecanoic acid 18.372 5.8 ng 108722 4 17.491 373555 20.0
Benzamide, N-ac... 19.072 111.2 ng 2076650 4 17.491 373555 20.0
(3-Phenyloxiran... 19.213 135.4 ng 2529880 4 17.491 373555 20.0
2,2'-(Ethane-1,... 19.324 341.1 ng 6371510 4 17.491 373555 20.0
Morpholine, 4-p... 19.465 21.9 ng 409636 4 17.491 373555 20.0
Phthalic acid, ... 19.642 5.8 ng 108880 4 17.491 373555 20.0
Heptadecane 20.905 10.0 ng 186821 5 21.792 374198 20.0
Cycloeicosane 21.416 7.3 ng 136740 5 21.792 374198 20.0
Octacosane 21.704 9.4 ng 175573 5 21.792 374198 20.0
Hexacosane 22.621 13.5 ng 253155 5 21.792 374198 20.0
Heptadecane, 9-... 23.666 12.0 ng 242757 6 25.135 405388 20.0
Docosane, 5-butyl- 24.900 11.6 ng 235101 6 25.135 405388 20.0
2-methyloctacosane 26.351 9.4 ng 191385 6 25.135 405388 20.0
Sulfurous acid,... 28.132 7.2 ng 145348 6 25.135 405383 20.0
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