LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044584.D
Aca On : 25 Feb 2020 19:55 Instrument :
Operator : CG/JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :
3?22'6 : L1586-04 0176-COMP-BC-A-MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG022420 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.452 396 402 419 rBV 529360 880230 21.15% 3.558%
2 7.051 667 674 686 rBV 352637 670126 16.10% 2.709%
3 7.873 807 814 824 rBV 229990 392310 9.43% 1.586%
4 8.196 861 869 882 rBV 909340 1585903 38.11% 6.410%
5 9.031 1003 1011 1027 rBV 664731 1236733 29.72% 4 .999%
6 10.676 1282 1291 1298 rBV 283239 539494 12.97% 2.181%
7 10.834 1313 1318 1329 rBV2 18994 51934 1.25% 0.210%
8 10.928 1329 1334 1348 rVV3 40059 88907 2.14% 0.359%
9 11.857 1486 1492 1505 rBV2 20868 50757 1.22% 0.205%
10 12.227 1549 1555 1569 rBvV 105690 236901 5.69% 0.958%

11 12.344 1569 1575 1585 rVB2 79563 157138 3.78% 0.635%
12 13.138 1702 1710 1723 rBV 1956220 3044935 73.18% 12.308%
13 13.420 1752 1758 1765 rVB 81681 135320 3.25% 0.547%
14 13.966 1845 1851 1862 rVB 96896 156159 3.75% 0.631%
15 14.512 1937 1944 1952 rBV 506178 815765 19.60% 3.297%

16 16.005 2191 2198 2216 rBV 1608115 2508469 60.28% 10.139%
17 17.262 2405 2412 2417 rBV 646847 1030621 24.77% 4.166%

18 17.303 2417 2419 2425 rVB 48050 57416 1.38% 0.232%
19 17.668 2471 2481 2488 rBV3 16185 47899 1.15% 0.194%
20 19.877 2851 2857 2868 rBVY 3106154 4161136 100.00% 16.819%
21 20.564 2968 2974 2979 rBV 41186 61095 1.47% 0.247%
22 20.688 2989 2995 2998 rBV2 47337 67988 1.63% 0.275%

23 21.175 3073 3078 3087 rBvV 203056 330889 7.95% 1.337%
24 21.504 3127 3134 3142 rBV 660412 1119100 26.89% 4._.523%
25 21.704 3163 3168 3175 rBV 216862 290820 6.99% 1.175%

26 22.286 3261 3267 3277 rBV 340091 545330 13.11% 2.204%
27 22.944 3367 3379 3390 rBV2 458020 1191228 28.63% 4_.815%
28 23.713 3502 3510 3524 rBV 431136 918158 22.07% 3.711%
29 24.571 3645 3656 3659 rBvV 435606 1154500 27.74% 4_.666%
30 25.676 3834 3844 3855 rBV2 242573 714778 17.18% 2.889%

31 26.951 4052 4061 4078 rVB2 108245 370310 8.90% 1.497%
32 28.490 4313 4323 4336 rVB4 30964 127919 3.07% 0.517%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24740268
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG044584.D
3000000

2500000
2000000
1500000

1000000 8.20

9.03
500000 >4
7.05 287 10.68

lomss 118612234

Time--> 350 400 450 500 550 6.00 6. 50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG044584.D
3000000 19.88

2500000

2000000{13.14

16.00
1500000

1000000
17.26 21.50
14.51

500000 22.29
21.18 ||21.70

L13.42 13/.\97 11.3017.67 22669

O+t e e T T T T T T T T T T e e T T R T T T T T T T R T T T L P T T T [ T T T

Time--> 13.00 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: BG044584.D
3000000

2500000
2000000
1500000

1000000

500000 p2.94 23.71 24.57
25.68
26.95
A ) 28.49

O AR AR R A L L T R A RABAA BAARBRARARRELLS Lot e S SR e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl10.93 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.30 ng 88907 Naphthalene-d8 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0-Methvl-D-mannopvranosa 194 C7H1406 036864-61-6 42
2 4-1sopropoxv-2-butanone 130 C7H1402 032541-58-5 27
3 Butanamide. N-ethvl- 115 C6H13NO 013091-16-2 27
4 3-Heptanol. 2.2-dimethvl- 144 C9H200 019549-70-3 27
5 2-t-Butylpentanoic acid, methyl ... 172 C10H2002 1000202-22-5 25
Abundance Scan 1334 (10.928 min): BG044584.D (-1329) (-) m/z 57.10 100.00%
43 5 87
74
5000
99
115
129 10.60 10.80 11.00 11.20
m/z 87.00 94 .01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56666: 2-O-Methyl-D-mannopyranosa
g7
74
5000
31 10.60 10.80 11.00 11.20
45 g m/z 43.10 85.25%
ol e MO amusiss
m/z--> 20 40 60 85 160 150 1&0 1éo 1§o
Abundance
43
10.60 10.80 11.00 11.20
5000 87 m/z 74.05 73.83%
71
15 27 58 101 115 199
mz-> 20 40 60 80 100 120 140 160 180
Abundance #7807: Butanamide, N-ethyl-
44 72 87 10.60 10.80 11.00 11.20
30 m/z 41.10 64.07%
5000
100
‘ 55 ‘ 115
||||||||‘|“‘||‘|M|||‘|‘|||l||||||‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

Sample : L1586-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl2.23 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.23 8.78 ng 236901 Naphthalene-d8 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0-Methvl-d-xvlose 164 C6H1205 1000130-01-3 40
2 2.2-Dimethvl-5-hexen-3-ol 128 C8H160 019550-89-1 38
3 2-Methvl-d-alucose 194 C7H1406 004132-40-5 37
4 1.2-Butanediol. 3.3-dimethvl- 118 C6H1402 059562-82-2 35
5 2-[2-[2-(2-Butoxyethoxy)ethoxy]e... 292 C14H2806 1000351-93-9 35
Abundance Scan 1556 (12.233 min): BG044584.D (-1549) (-) m/z 57.10 100.00%
87
74
5000 41
97 113 12.00 12.20 12.40 12.60
139 : : : :
12900 =T m/z 87.10 95.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33893: 2-O-Methyl-d-xylose
a7
5000 “
12.00 12.20 12.40 12.60
43 e m/z 74.05 62.06%
T "|M“ ”JP"J‘hl'I '}?9 "LI' }??|%47"|' R B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
a1 87
12.00 12.20 12.40 12.60
5000 57 69 m/z 69.10 55.25%
29
15
LS IULLAL SUALELEL SURLELEL UL UURLLELA SARLLL SN UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56659: 2-Methyl-d-glucose
87 12.00 12.20 12.40 12.60
m/z 71.10 51.83%
74
5000
44 106 124
. ,....,ﬂﬂuuwhu LT SO o ,,|,,{3§f?§,%ﬁ9 ST loa
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl2.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.34 5.83 ng 157138 Naphthalene-d8 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. N-ethvl- 115 C6H13NO 013091-16-2 46
2 2-0-Methvl-d-xvlose 164 C6H1205 1000130-01-3 37
3 Cvclopentanecarboxvlic acid. 3-m... 142 C8H1402 024070-72-2 35
4 4-Octanol. 4.5-dimethvl- 158 C10H220 054340-92-0 25
5 Methyl-4-0-methyl _alpha.d-glucop... 208 C8H1606 003056-43-7 25
Abundance Scan 1574 (12.338 min): BG044584.D (-1569) (-) m/z 87.05 100.00%
57 g7
a 69
5000
‘ 11 142
97 12.00 12.20 12.40 12.60
..,....,....|,!.|..,.'..':|,...-.:.'..7.,9.|..!,..~.'.,....:|.|.|..,...1.2]9....~,'!'...,..1.5.7,... m/z 57.10 99.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7807: Butanamide, N-ethyl-
44 72 g7
30
5000
12.00 12.20 12.40 12.60
| 55 100 115 m/z 69.05 66 .30%
II!III III=II'"'i'l"'l"'ll""l""I""I""I""I""I""IIII

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
87
ﬁ*w,.”.,..”,..”,..”,
12.00 12.20 12.40 12.60
5000 74 m/z 41.05 58.66%
43
115
51 100 124 133 147
mmmmmwﬁmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19856: Cyclopentanecarboxylic acid, 3-methyl-, methyl ester
87 12.00 12.20 12.40 12.60
m/z 74.05 54 _.64%
5000 a1 55
27 67 100
] anl) | e
\‘ il AN 1 \7Q\ | ‘\ |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

Sample : L1586-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.32 ng 135320 Acenaphthene-d10 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 59
3 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
4 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 45
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 45
Abundance Scan 1758 (13.420 min): BG044584.D (-1752) (-) m/z 43.10 100.00%
43 109
151
5000
57 69 5 1120 1340 13560 12,80
123 169 : : : :
...,....',|...-'.|~,.'|.|~..~,'-.|.-RG,.'.":.,-...1.3,7..:.,..-..,....,...., m/z 109.10  84.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 R SIS BN BN B
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 56.33%
169
15 % ,.|| el ,.|,| - '-|-'-'?7. N = A | < E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
' 13.20 13.40 13.60 13.80
5000 m/z 41.10 22.21%
151
80
15 27 41 53 65 92 122 136
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
43 109 13.20 13.40 13.60 13.80
m/z 69.10 15.87%
5000
80
151
RSN 'NH'I""I“ %}'l'*"f%é "|"L'|"' Y SR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Oxalic acid, isobutyl hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.18 5.91 ng 330889 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 70
Abundance Scan 3079 (21.181 min): BG044584.D (-3073) (-) m/z 57.10 100.00%
g7
5000 85 \
1 20.80 21.00 21.20 21.40
141 - : : :
3 LA g o 263182 211220 253 205 3mSR oy
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000
20.80 21.00 21.20 21.40
29 m/z 43.10 66 .53%
|| I I..“ll. 196 224 269
m/z--> 50 150 200 250 300 350
Abundance
57
20.80 21.00 21.20 21.40
5000 m/z 85.10 49 .24%
29 83
11129148 182 210  25°
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester AR R R e o ey ]
4 20.80 21.00 21.20 21.40
n m/z 55.10 40.34%
5000 o7 \thwwa**&,vw/\»vvvJ\mﬁmﬁ/H
125
26 I} | )0 155 183 224 258
m/z--> 50 100 150 200 250 300 350 2080 21.00 21.20 2140 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.70 5.20 ng 290820 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3167 (21.698 min): BG044584.D (-3163) (-) m/z 57.10 100.00%

57
85
5000

| 113 2140 21,60 21.80 22.00
141 169
e .1-.11, a2 197 230 265284 341 m/z 71.10 73.39%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 llllllllllllllllll

21.40 21.60 21.80 22.00
| m/z 43.10 64 .46%

29
L ]]1}31 141 169 107 225 253 295 323 367
A P 522 203 29 323 OB
miz--> 50 100 150 200 250 300 350
Abundance
57

21.40 21. 60 21. 80 22.00

85

5000 m/z 85.10 52.49%
29 113
141 169 197 225 253 296
— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T T
57 21.40 21.60 21.80 22.00

m/z 41.10 23 .84%

h | \vwHmf¥~MVWth\-HMV«~waM~
113
3 } | 70,141 169 197 239 267 294 323 352

IIII‘I.II‘I T T T 7 IIII IIII T T T T T T T T L IIIIIIIIIIIIIIIIII
T | T T T | T

m/z--> 50 100 150 200 250 300 350 21. 40 21. 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.29 9.75 ng 545330 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3268 (22.292 min): BG044584.D (-3261) (-) m/z 57.10 100.00%
57
85
5000
R e e RS
141 22.00 22.20 22.40 22.60
— | A ll 4"~ 163183 211 239 267 295 325 355 m/z 71.10 76.03%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 IR LR AR AR R
22. oo 22 20 22. 40 22. 60
m/z 43.10 64.57%
T ‘ i 1] [ 14}t 169 197 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance
57
g5 22,00 22.20 2240 22.60
5000 m/z 85.10 56.17%
29
13 141 169 197 240
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #194493: Hexacosane T
57 22.00 22.20 22.40 22.60
m/z 55.10 24 .68%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 M @ 300 @ nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.94 21.29 ng 1191230 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3378 (22.938 min): BG044584.D (-3367) (-) m/z 57.10 100.00%
57
85 /\
5000
m nmnmmmmm
o L " 'l 109 197 225 253 281 308 337 m/z 71.05 72.04%
m/z--> 50 1 o 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AUV UL
22 60 22. 80 23. oo 23 20
m/z 43.10 62.21%
29 13 44
L Ll 1] L7 169 107 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance
57
22:60 22.80 23.00 23.20
5000 P m/z 85.05 54 _.28%
29 113 169
149 248
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LI LI AL LI B e
57 nmnmmmmm
m/z 55.10 27 .14%
5000 85
i i || M8 141 169 197 225 253 295 303 367 ) \ )
m/z--> 5'0 1(')0 150 2(')0 251;0 300 3&1;0 22 60 22. 80 23. oo 23 20

8270-BG022420.M Wed Feb 26 13:28:19 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.71 15.91 ng 918158 Perylene-d12 24 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3509 (23.708 min): BG044584.D (-3502) (-) m/z 57.10 100.00%
57
85
5000
141 169 23. 40 23. 60 23 80 24. oo
= '|| L a0 297 225 258 281 309 355 m/z 71.05 74.08%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 IR AR
23. 40 23. 60 23 80 24. oo
13 m/z 43.10 61.70%
3 d 141.169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 2%0 360 3éo
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.05 56.40%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #117648: Octadecane, 2-methyl- T T T P
43 23. 40 23. 60 23 80 24. oo
m/z 55.10 22.67%
71
5000
99
j J | J | 127 155 183 225 253 Vm.&ﬂﬂﬁdhd_;j\nv___ﬁ__,va
m/z--> 5'0 1(')0 1&1;0 200 250 300 3&'30 ' 23. 40 23. 60 23 80 24. oo

8270-BG022420.M Wed Feb 26 13:28:20 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\

Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

3?22Ie : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.68 12.38 ng 714778 Perylene-d12 24 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3845 (25.682 min): BG044584.D (-3834) (-) m/z 57.10 100.00%

g7
85
5000

25. 40 25. 60 25 80 26. 00
3 l 141 169 107
Y ll NN 7,225 253 281 823341 | nyz 71.10  74.93%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
85

5000 L B L N R
25. 40 25. 60 25 80 26. 00

m/z 43.10 58.36%

29
Ly 18 100 107 205 268
o e e B L A s e o s o o e
m/z--> 50 100 150 200 250 300 350
Abundance
43

25.40 25. 60 25 80 26.00

5000 n m/z 85.10 56.07%
99
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 25.40 25.60 25.80 26.00

m/z 55.05 24 .00%

85
5000
29 113
l ‘ L .\ | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 25. 40 25. 60 25 80 26. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044584.D

Aca On : 25 Feb 2020 19:55

Operator : CG/JU

Sample : L1586-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 2-methyloctacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

26.95 6.42 ng 370310 Perylene-d12 24 .57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90

m/z 57.10 100.00%

—

]

26.60 26.80 27.00 27.20

Abundance Scan 4061 (26.951 min): BG044584.D (-4052) (-)
57
85
5000
ﬂ | 141 169 197 239 267 327
...,....,....,....,.... B e e e e e B

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000

141 169 197 225 267 295 365 393

m/z 71.10 75.49%

%

26 60 26. 80 27. 00 27 20

m/z 43.10 60.52%

miz--> 50 100 150 200 250 300 350 400
Abundance
57
T P e
26.60 26.80 27.00 27.20
5000 a5 m/z 85.10 55.31%
113 141 169
169 197 225 253 281 309 337 365 437
T T T T e T e T R
miz--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane e P T TP T YT
57 26.60 26.80 27.00 27.20
m/z 55.10 24.17%
85
5000
U3 14
29| l ﬂ e ‘1§9‘197 225 253 281 309 337 365
i M e R e e e Aot A st
miz--> 50 100 150 200 250 300 350 400 26.60 26.80 27.00 27.20
8270-BG022420.M Wed Feb 26 13:28:23 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022520\

Data File : BG044584.D

Acq On : 25 Feb 2020 19:55

Operator : CG/JU

ﬁ?ggle : L1586-04 0176-COMP-BC-A MOD-ELUTRIATE
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_M
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]
unknown10.93 10.93 3.3 ng 88907 2 10.68 539494 20.0
unknownl12.23 12.23 8.8 ng 236901 2 10.68 539494 20.0
unknownl12 .34 12.34 5.8 ng 157138 2 10.68 539494 20.0
2,4,7,9-Tetrameth... 13.42 3.3 ng 135320 3 14.51 815765 20.0
Oxalic acid, isob... 21.18 5.9 ng 330889 5 21.50 1119100 20.0
Hexacosane 21.70 5.2 ng 290820 5 21.50 1119100 20.0
Eicosane 22.29 9.8 ng 545330 5 21.50 1119100 20.0
Heneicosane 22.94 21.3 ng 1191230 5 21.50 1119100 20.0
Tetracosane 23.71 15.9 ng 918158 6 24.57 1154500 20.0
Nonadecane 25.68 12.4 ng 714778 6 24.57 1154500 20.0
2-methyloctacosane 26.95 6.4 ng 370310 6 24.57 1154500 20.0
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