LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 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-BG071519.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 3.206 14 20 35 rvB 986134 1941556 29.15% 5.133%
2 5.609 422 429 445 rVB 804858 1286091 19.31% 3.400%
3 7.196 691 699 710 rBV 530005 912197 13.70% 2.412%
4 7.577 756 764 776 rBVY 1437019 2439391 36.63% 6.449%
5 8.047 835 844 851 rBV 428558 729334 10.95% 1.928%

8.371 891 899 910 rvB 1322780 2268798 34.07% 5.998%
9.199 1030 1040 1052 rBV 1027186 1859536 27.92% 4.916%
1313 1321 1333 rBVY 546556 1001727 15.04% 2.648%
13.294 1729 1737 1748 rBV 2816722 4547091 68.27% 12.021%
14.111 1869 1876 1883 rBV 123338 187019 2.81% 0.494%

OO~
=
o
fos
O
O

11 14.663 1964 1970 1979 rVvB2 923533 1441183 21.64% 3.810%
12 16.138 2214 2221 2235 rBV 2275638 3556716 53.40% 9.403%
13 17.395 2428 2435 2446 rBV2 1182298 1821810 27.35% 4_.816%
14 18.288 2581 2587 2597 rBV 96818 193802 2.91% 0.512%
15 20.004 2872 2879 2890 rBV 4938009 6660163 100.00% 17.608%

16 20.815 3013 3017 3020 rVB 86273 93055 1.40% 0.246%
17 21.320 3097 3103 3113 rBV 184314 338044 5.08% 0.894%
18 21.649 3152 3159 3167 rBvV2 1210532 2055017 30.86% 5.433%
19 21.867 3191 3196 3202 rBV 160582 238115 3.58% 0.630%
20 22.478 3294 3300 3310 rBV 204787 348071 5.23% 0.920%

21 23.171 3412 3418 3428 rVB 225054 414167 6.22% 1.095%
22 23.982 3549 3556 3568 rvB2 208825 464407 6.97% 1.228%
23 24.840 3691 3702 3712 rBV2 693663 2089555 31.37% 5.524%
24 24.934 3712 3718 3730 rVB 172986 436474 6.55% 1.154%
25 26.073 3904 3912 3922 rVB2 112366 323854 4._86% 0.856%

26 27.442 4138 4145 4157 rVB3 53090 178495 2.68% 0.472%

Sum of corrected areas: 37825668
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On - 18 Jul 2019 20:22

Operator : HP/JU

Sample . K3834-08

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.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: BG041718.D

4000000
3000000

2000000

7.58 8.37
3.21 9.20

1000000 5.61
Nﬁ 7.20 3.05 10.85

T e o L L SN N | K M

Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041718.D

20.00

4000000

3000000{ 13.29

16.14
2000000

17.40 21.65
1000000 14.66

14.11 18.29 20.81 21.32 ||21.87 22.48

o' e e e T e e PR R R T T T T R 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: BG041718.D

4000000

3000000

2000000

1000000 2484

23.17 23.98 %.\93
A\ il 26,07 27.44

O T T T e e e e e e e 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\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 53.24 ng 1941560 1,4-Dichlorobenzene-d4 8.05
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 21 (3.212 min): BG041718.D (-14) (-) m/z 73.10 100.00%
<}
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Ol S 149 1L, 65 L 81 | 97 109 sz 43.10  42.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAR U R AN BRI
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.03%
29 35 0] | 67 |
mz> 10 % % 40 % 6 7o s 9 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
78
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.66%
15 m ‘ ! 67\‘ 97
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.75%
5000 43
58
L1 N .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.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 2 unknown7.58 Concentration Rank 1

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

7.58 66.89 ng 2439390 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 764 (7.577 min): BG041718.D (-756) (-) m/z 132.00 100.00%
5000 68
40 54 % J 7.20 7.40 7.60 7.80 8.00
Lrer | sus ) m/z 68.05  43.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL I L L
7.20 7.40 7.60 7.80 8.00
31 78 m/z 134.00 33.70%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 28.22%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“|‘|8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e IR e o
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 16.65%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. /AR S
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.13 ng 193802 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2587 (18.288 min): BG041718.D (-2581) (-) m/z 73.05 100.00%
73
5000 129
o 213
15 | 157111185, 49 | 5y 236 18.00 18.20 18.40 18.60

m/z 43.10 96 .59%

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 LA L L L L L LB LB

18.00 18.20 18.40 18.60
m/z 60.00 95.00%

143157171185 213

‘_1‘“ 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 84.01%
29
15 “ J L#“ 143157
e EAERR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid N T L B
43 60 73 18.00 18.20 18.40 18.60
m/z 55.10 73.55%
5000 129
29
199
143 157171185 242
15 |
“'w"w'“ R R AR RS R
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\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.29 ng 338044 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 87
5 Heptadecane 240 C17H36 000629-78-7 68
Abundance Scan 3103 (21.320 min): BG041718.D (-3097) (-) m/z 57.05 100.00%
57
JW 21.00 21.20 21.40 21.60
141 - - -
. ...JlJl...,.l.7?.2,°.7.2.3.?..2?.4,..?‘.‘}....,....,....,....,....,... m/z 43.10 70.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 IR OB SRR IR
21.00 21.20 21.40 21.60
97 m/z 71.05 56.66%
, 141 183 225 267 309 351 393423 463 505 561591
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
21.00 21.20 21.40 21.60
5000 - m/z 85.10 40.21%
i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester e R as R EEE e e
57 21.00 21.20 21.40 21.60
m/z 55.10 33.42%
5000
97
26| |||, 130160 239 pen
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 600 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.87 2.32 ng 238115 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 89
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3197 (21.872 min): BG041718.D (-3191) (-) m/z 57.10 100.00%

g7

5000 85

:

113 207 21.60 21.80 22.00 22.20
155 183 281
4, LA a2, 189 0 281 200 825 357 402 nsz 43.10  64.06%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

%

5000 85 LA L L L L L L L
21 60 21. 80 22. OO 22 20
m/z 71.10 61.12%
29 113 14
L. ﬂ Lt ‘169 197 225 253 295 323 367
iy . I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
s e
21.60 21.80 22.00 22.20
5000 a5 m/z 85.10 42 .86%
il 113 239
31 ‘ LT 14 169 197 “7° 267 204 323 352
o o o I e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane RN EaRES Le et
57 21.60 21.80 22.00 22.20
m/z 55.05 24 . 77%
- I MW\JtM
29
| ‘ | 112 141 169 197 205 253 281 309 337 365 394
e S e . B = e e e L R e o
m/z--> 50 100 150 200 250 300 350 400 21 60 21. 80 22. OO 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.48 3.39 ng 348071 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3300 (22.478 min): BG041718.D (-3294) (-) m/z 57.10 100.00%
q7
5000 85
4 e i R
113 22.20 22.40 22.60 22.80
141 207
...,....,|'... A 169187 207225 249268284303 324 | 170 T 430 63.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164578: Tricosane
57
5000 85 L SN BN SN R
nmnmnmnm
m/z 71.10 57.48%
113 324
314 hogn 160 197 230 267 g5
m/z--> 25 Jo 60 85 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #94355: Hexadecane, 2-methyl-
57
85 22.20 22.40 22.60 22.80
5000 m/z 85.10 41 .31%
197
13 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117636: Nonadecane N L L L B
57 22.20 22.40 22.60 22.80
m/z 55.10 23.64%
5000 85
29 268
\‘ |\ ‘ | 11-3 | 1‘\11 { 1(?9 I 197 225 I
e T o B T 3o e 1h0 1o o 2T 24k 250 7k e a5 22,20 22.40 22,60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.17 4.03 ng 414167 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 3418 (23.171 min): BG041718.D (-3412) (-) m/z 57.10 100.00%

g7

i

5000 85
I 113 141 183 239 22.80 23.00 23.20 23.40
. ?‘i, AT T 160189207 239 283309 341 Thy/z  43.10  59.28%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LA L L L L L
22.80 23.00 23.20 23.40
29 m/z 71.10 57.23%
1 | | J 8,141 160 197 225 253 281 300 338
i o e e N L B B A A B e o e e e e LB
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

22.80 23.00 23.20 23.40

5000 o m/z 85.10 45.25%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
LN B s s e s e e B . e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane L L L L B N B B
57 22.80 23.00 23.20 23.40
m/z 55.10 21.92%
5000 85
29 113
\‘ . ] | J | \1‘}1 ‘169 197 225 254
L e e B e e e B O LA NS E S S B | L LI B B B
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Octadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.98 4.45 ng 464407 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3556 (23.982 min): BG041718.D (-3549) (-) m/z 57.10 100.00%
q7 n
5000 85
13 23.60 23.80 24.00 24.20
141 169
—_— ,I. bl a1 109 197 224 253 285300 337 A0l s 4310 58.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43
71
5000 AUV UAES
2360 23.80 24.00 24.20
} m/z 71.10 55.01%
127 155 225
—v—v—m|' Illl- -1-83-|----253----|----|----|-
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
g7
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 42 .40%
113
29 | [ LU || Yt 169189211 230 267 205 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane I L B i B B
57 23.60 23.80 24.00 24.20
m/z 55.10 22.71%
- ] AM\,/\V—M
29
| ‘ ‘ || /M8 141 169 197 225 253 281 309 338
m/z--> 50 100 1éo 200 250 300 350 400 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .93 4.18 ng 436474 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane. 11-pentvl- 366 C26H54 014739-72-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3717 (24.928 min): BG041718.D (-3712) (-) m/z 57.10 100.00%
g7
5000 85 f\
113 141 24.60 24.80 25.00 25.20
LT M e tetan 253 282 308 o0 BT gan
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57
082 §4.60 24.80 25.00 25.20
m/z 43.10 54 _.24%
.'l.‘.\|.I.'.‘l.ll|.‘l.l.ll|'.‘..‘l.‘|.'2.?.5‘.253....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
24.60 24.80 25.00 25.20
5000 m/z 85.10 39.76%
85
2910 J J113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #194505: Heneicosane, 11-pentyl- B B e e e e B
43 24.60 24.80 25.00 25.20
m/z 55.05 22 .30%
71
5000
_ ‘-‘.*-‘J-‘ Ay 2T ae5 188 | 263 U 323 364 St ecedieco
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041718.D

Aca On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.07 3.10 ng 323854 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3911 (26.067 min): BG041718.D (-3904) (-) m/z 57.10 100.00%
57
13 ' 25.80 26.00 26.20 2640
155
,I“ LA, 197222 251 295 385 429 nsz 71.10  55.96%
m/z--> 50 100 150 200 250 300 350 400

Abundance #105885: Octadecane

i

5000 85 TTT TTT T TTTT LR B
25 80 26. 00 26. 20 26 40

29 m/z 43.10 51.78%

LL ) M 141 169 197 205 254

L e o o e L A L o o o o o e B B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane

57
T

25.80 26.00 26.20 26.40

5000 a5 m/z 85.10 37.41%
29
VL L AR 141 169 197 225 253 281 310
A e T
miz--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane T PR T T R
57 25.80 26.00 26.20 26.40
m/z 55.05 20.51%
5000
85
29
| 1] |} 128 141 160 197 225 253 282
A Y T e
miz--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041718.D

Acq On 18 Jul 2019 20:22

Operator : HP/JU

Sample - K3834-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.21 53.2 ng 1941560 1 8.05 729334 20.0
unknown7 .58 7.58 66.9 ng 2439390 1 8.05 729334 20.0
n-Hexadecanoic acid 18.29 2.1 ng 193802 4 17.40 1821810 20.0
Tetratetracontane 21.32 3.3 ng 338044 5 21.65 2055020 20.0
Hexacosane 21.87 2.3 ng 238115 5 21.65 2055020 20.0
Tricosane 22.48 3.4 ng 348071 5 21.65 2055020 20.0
Tetracosane 23.17 4.0 ng 414167 5 21.65 2055020 20.0
Octadecane, 2-met... 23.98 4.5 ng 464407 6 24.85 2089560 20.0
Eicosane 24 .93 4.2 ng 436474 6 24.85 2089560 20.0
Octadecane 26.07 3.1 ng 323854 6 24.85 2089560 20.0
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