LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 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-BG102119.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 3.158 6 12 19 rVB 72508 123058 5.29% 0.959%
2 5.097 337 342 358 rVB 94472 151256 6.50% 1.178%
3 5.585 418 425 444 rBV 432406 768639 33.02% 5.989%
4 7.189 691 698 709 rBV 468302 895500 38.47% 6.977%
5 7.535 749 757 770 rBV 489485 863865 37.11% 6.731%
6 7.993 828 835 843 rBV 94416 170556 7.33% 1.329%
7 8.317 882 890 900 rBV 367452 669049 28.74% 5.213%
8 9.157 1025 1033 1051 rBV 244879 518940 22.30% 4.043%
9 10.796 1306 1312 1322 rBV 95544 202395 8.70% 1.577%
10 13.246 1722 1729 1748 rBV 742109 1251618 53.77% 9.752%

11 14.075 1865 1870 1884 rBV 76990 144427 6.21% 1.125%
12 14.627 1957 1964 1979 rVB2 196861 342117 14.70% 2.666%
13 16.113 2210 2217 2234 rBV 694978 1195521 51.36% 9.315%
14 16.319 2244 2252 2268 rBV 177041 319954 13.75% 2.493%
15 17.371 2422 2431 2441 rBV 273557 446747 19.19% 3.481%

16 18.264 2578 2583 2591 rBV3 34602 56254 2.42% 0.438%
17 19.979 2869 2875 2886 rBV 1723387 2327555 100.00% 18.135%
18 21.278 3091 3096 3111 rBV5 32762 102459 4._.40% 0.798%
19 21.636 3150 3157 3169 rBv2 293050 575428 24.72% 4.483%
20 21.813 3182 3187 3195 rBV2 51762 73977 3.18% 0.576%

21 22.412 3283 3289 3295 rBV 82630 127575 5.48% 0.994%
22 23.093 3398 3405 3412 rBV 105134 185118 7.95% 1.442%
23 23.281 3433 3437 3443 rVB6 14301 26008 1.12% 0.203%
24 23.881 3532 3539 3547 rVB2 100729 203359 8.74% 1.584%
25 24.815 3686 3698 3716 rBV2 287797 834041 35.83% 6.498%

26 25.914 3874 3885 3895 rBV3 59450 172867 7.43% 1.347%
27 27.236 4104 4110 4120 rVB5 27368 86626 3.72% 0.675%

Sum of corrected areas: 12834909
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator : JU

Sample : K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043689.D
1500000
1000000
500000 558 7.19 7.54
8.32
9.16
B.16 5.10 7.99 10.80
L s S e L G
Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043689.D
19,98
1500000
1000000
13.25 16.11
500000
14.63 16.32
O A o B o B UL A e o e LA I e B AR
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: BG043689.D
1500000
1000000
500000
24.81
23.09 23.88
25.91
0 fi23.28 Ji A 21.\24
AL B e e B B e B B B L e o o i o o o e e B B B B i B
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\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.16 14.43 ng 123058 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 12 (3.158 min): BG043689.D (-6) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
o S N S S I R —— S Y 2 E T [0 B T B 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 RN AN U IR U U
43 9 3.20 3.30 3.40 3.50 3.60
- 87 m/z 55.10 27 .64%
0 '“I""P"m”:?ﬁhhj"P“"ﬁ%"H'“'I"ll"'}Q%"I”"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN A U IR VAR U
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 26.37%
o 1L, \H Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- R Bamas
30 3.20 3.30 3.40 3.50 3.60
m/z 71.10 10.46%
5000 43 87 /\\
15 72
0'“PJ”P'MM'“I””?%E%'“J'”P'”P'“P'”P'”P'“P'” RS A U IR VAR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 17.74 ng 151256 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 343 (5.103 min): BG043689.D (-337) (-) m/z 43.10 100.00%
a3
59
5000
101 S NS ————
4.80 5.00 520 5.40
83
b e 2l e m/z 59.10  65.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L A IR
4.80 5.00 520 5.40
59 m/z 101.10 25.26%
0 21 37, 53,|| &7 778 o
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 17.81%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.80 5.00 5.20 5.40
m/z 41.10 10.22%
5000 101
28 59
70 84
N | O PR N - Y-8 P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 101.30 ng 863865 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 758 (7.541 min): BG043689.D (-749) (-) m/z 132.10 100.00%
32
5000 68
96 AR IR UL R
40 48 54 62 ‘ | 85 | 103 115 7.20 7.40 7.60 7.80
o.H.P.J,”.w!”.HPL,”.W.H.P.H,M.W.H.P.”ph.w.. m/z 68.10 40.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
31 70 m/z 134.10 32.42%
. 44 51 6D 7 86 | 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 720 7.40 7.60 7.80
5000 m/z 66.10 29.11%
78
31 4 "
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R AR
132 7.20 7.40 7.60 7.80
m/z 69.10 18.10%
5000
67
80 91
0 4\5 \5‘4 60\ 1l 74H ‘ ‘\ 97 196 117 [,
m/z--> 30 45 § 60 70 85 95 160 110 150 150 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Benzenesulfonamide, N,4-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.32 14.32 ng 319954 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 90
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
4 N-Sulfinvl-p-toluenesulfonamide 217 C7H7NO3S2 004104-47-6 50
5 Benzene, l-methyl-2-nitroso- 121 C7H7NO 000611-23-4 49
Abundance Scan 2252 (16.319 min): BG043689.D (-2244) (-) m/z 91.05 100.00%
9
5000 JL
° 121 155 18 "|"A¥|""|""|""|
39 | I 249 334 16.00 16.20 16.40 16.60
Olrrrrprrrrbrde et et bbbt o || M/z 65.05 27 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
9
5000 USRS DAL SRR
mmmmmmmm
30 65 155 185 m/z 185.10 24 .80%
121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
9
16.00 16.20 16.40 16.60
5000 185 m/z 155.00 21.69%
155
65
30 ’ 121
| .. 5\ WY U R N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73063: Benzenesulfonamide, N,4-dimethyl-N-nitroso- AT TR
9 16.00 16.20 16.40 16.60
m/z 121.10 20.30%
5000
155 186
65
. 15 39 J 122
iz 35 40 B0 85 180 130 100 150 180 200 530 240 360 P B0 BE " 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.52 ng 56254 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2582 (18.258 min): BG043689.D (-2578) (-) m/z 73.10 100.00%
78
43
60
5000 129
7 115 213
185
1435371150 199 | 227 256 18.00 18.20 18.40 18.60
(o} m/z 43.05 76.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 55.10 73.52%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 m/z 60.10 67.87%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 41.15 61.69%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Sulfurous acid, pentadecyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.28 3.56 ng 102459 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 72
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 64
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 58
4 Pentadecane 212 C15H32 000629-62-9 52
5 2-methyltetracosane 352 C25H52 1000376-72-6 52
Abundance Scan 3096 (21.278 min): BG043689.D (-3091) (-) m/z 57.10 100.00%
5000{ 41
s apr | | 2000 2120 P40 2160
Oty m/z 43.10 98.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
43
5000 RIS SRS SN BRI SUNRE
21.00 21.20 21.40 21.60
m/z 71.10 59.25%
K
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185101: 1-Octadecanesulphonyl chloride
4
21.00 21.20 21.40 21.60
5000 m/z 55.10 57 .92%
o J”wl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95993: 1-Decanol, 2-hexyl- A BRREEEEE
21.00 21.20 21.40 21.60
m/z 85.10 51.02%
5000
o 139155 180196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.81 2.57 ng 73977 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane 338 C24H50 000646-31-1 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 3187 (21.813 min): BG043689.D (-3182) (-) m/z 57.10 100.00%

g7

%

5000 85
113 21.40 21.60 21.80 22.00 22.20
3 I 141 169 197 219239 267284 355
ol S0 b g N, T 109 197 219289 20728402 S8 m/z 43.10 65.82%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 TTTT LI L L L TT
85 21. 40 21. 60 21. 80 22. 00 22. 20
29 m/z 71.10 55.67%
L) Lo 1300 e 107 225 053 o2
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
R e RRARE R o
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 48 .35%
29 113
ol “j‘ | u\ 141 169 197 225 253 281 309 338
et A e A e e e e L I
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 21.23%
5000 85
29
0 d N ‘\J\ H I\1}3 J141 ‘169 197 225 254
i T T T T T T R N R R B
m/z--> 50 100 150 200 250 300 350 21. 40 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .41 4.43 ng 127575 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3289 (22.412 min): BG043689.D (-3283) (-) m/z 57.10 100.00%
g7 ﬂ
5000
155 22. oo 22. 20 22. 40 22 60 22. 80
o 137 183 211 239 281 a3 10 66 940
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 BB BB
nmnmnmnmnm
29 m/z 71.05 65.25%
oL I | | g1 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #194493: Hexacosane
57
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 53.00%
. zfl‘ “ | M2 1491 169 197 205 253 205 323 367
m/z--> 55 160 150 260 250 300 3éo
Abundance #105885: Octadecane
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 29.08%
5000 85
29
ol by 13 141 169 197 205 254
m/z--> 55 160 150 200 250 300 3éo 22. oo 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.09 6.43 ng 185118 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3404 (23.088 min): BG043689.D (-3398) (-) m/z 57.10 100.00%
57
85
5000
113 22.80 23.00 23.20 23.40
(141 169 196
ol L1 | D 225, 266 | m/z 43.10 69.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 N BN AR U
85 22.80 23.00 23.20 23.40
29 m/z 71.10 61.45%
. | J (113 141 169 107 225 253 282
m/z--> 55 160 1éo 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 85.10 53.55%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 22.80 23.00 23.20 23.40
m/z 55.10 29.02%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3m 3% ' nmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.88 4.88 ng 203359 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 3539 (23.881 min): BG043689.D (-3532) (-) m/z 57.10 100.00%

57
85
5000

1 2360 2380 24.00 2420
J | ll.l.. 169 197 239 281 255

N R i O RS-~ B m/z 43.10 68.46%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
23 60 23.80 24.00 24.20
m/z 71.05 64 .57%

29
LT ﬂ1}3‘1§1 169 107 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

23.60 23.80 24.00 24.20

5000 o m/z 85.10 52.57%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
— N S - S AL .
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e A AR R

57 23.60 23.80 24.00 24.20
m/z 41.05 25.78%

85
5000
29 113
oL L by J | 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 12 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.91 4_.15 ng 172867 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3884 (25.908 min): BG043689.D (-3874) (-) m/z 57.10 100.00%

57
5000 85

113141 169 25.60 25.80 26.00 26.20
197 239 281 355 503
0 ”..,.”.!fﬁ', T o NN m/z 43.05 63.82%

mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane

5000 e
25.60 25.80 26.00 26.20

m/z 71.10 55.92%

141169197225 267295 365393

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane
57
85 25.60 25.80 26.00 26.20
5000 m/z 85.20 44.36%
29
oL, 113141169197 268
LA o S e R B B B B I N B
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57 25.60 25.80 26.00 26.20
m/z 55.10 25.72%
5000 85
29 113141
0 |77 169197 225 253 281 309337 380
L o o e B A A N A i o o T T T
mz--> 0 50 100 150 200 250 300 350 400 450 500 25. 60 25 80 26. OO 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043689.D

Aca On : 19 Nov 2019 1:28

Operator :© JU

Sample - K5833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 13 2-methylhexacosane

Concentration Rank 13

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

27.24 2.08 ng 86626 Perylene-d12 24 .81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvlhexacosane 380 C27H56 1000376-72-7 72

2 Tetratetracontane 619 C44H90 007098-22-8 72

3 Tetracosane 338 C24H50 000646-31-1 64

4 Hexacosane 366 C26H54 000630-01-3 64

5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 4111 (27.241 min): BG043689.D (-4104) (-) m/z 57.10 100.00%

5000

207
253 295 355 462

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #202663: 2-methylhexacosane
517
5000
27.00 27.20 27.40 27.60
99 m/z 43.10 66.69%
2l L L 14* 188 225 267 3

Abundance #241528: Tetratetracontane

57

5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

N R R S L8

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #175559: Tetracosane
57 27.00 27.20 27.40 27.60
m/z 69.00 28.88%
5000
99
141 183 225 338
Oy ,, T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

27.00 27.20 27.40 27.60

m/z 71.10 72 .60%

27.00 27.20 27.40 27.60

m/z 85.10 56 .37%

27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043689.D

Acq On : 19 Nov 2019 1:28

Operator : JU

Sample - Kb833-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.16 14.4 ng 123058 1 7.99 170556 20.0
2-Pentanone, 4-hy... 5.10 17.7 ng 151256 1 7.99 170556 20.0
unknown7 .54 7.54 101.3 ng 863865 1 7.99 170556 20.0
Benzenesulfonamid... 16.32 14_.3 ng 319954 4 17.37 446747 20.0
n-Hexadecanoic acid 18.26 2.5 ng 56254 4 17.37 446747 20.0
Sulfurous acid, p... 21.28 3.6 ng 102459 5 21.63 575428 20.0
Eicosane 21.81 2.6 ng 73977 5 21.63 575428 20.0
Tetracosane 22.41 4.4 ng 127575 5 21.63 575428 20.0
Heneicosane 23.09 6.4 ng 185118 5 21.63 575428 20.0
Hexacosane 23.88 4.9 ng 203359 6 24.81 834041 20.0
2-methyloctacosane 25.91 4.2 ng 172867 6 24.81 834041 20.0
2-methylhexacosane 27.24 2.1 ng 86626 6 24.81 834041 20.0
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