LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021819\
Data File : BG039544.D
Aca On - 18 Feb 2019 18:06 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :
3?22'6 : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 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-BG012919.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

3.220 16 22 31 rBv 81431 151207 3.82% 0.633%
3.297 31 35 42 rVB2 41290 57773 1.46% 0.242%
rvB 58113 93820 2.37% 0.393%
5.711 439 446 461 rBvV 957563 1548926 39.13% 6.489%
7.315 712 719 736 rVB 1067167 1881440 47.53% 7.882%
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7.697 776 784 792 rBV 947010 1650515 41.69% 6.915%
8.167 858 864 874 rBV 181604 316869 8.00% 1.328%
rBv 641001 1128443 28.51% 4.728%
9.347 1054 1065 1077 rBV 589221 1072633 27.10% 4.494%
10.992 1337 1345 1353 rVB 275716 494942 12.50% 2.074%

QOO ~NO®
oo
N
(o]
o
©
=
N
©
=
©
O
N
(00]

11 13.418 1749 1758 1767 rBV 1576077 2496630 63.07% 10.460%
12 14.235 1891 1897 1903 rBV 89539 135802 3.43% 0.569%
13 14.793 1985 1992 2000 rBV2 461645 760091 19.20% 3.184%
14 16.279 2236 2245 2261 rBV 1377591 2188175 55.27% 9.167%
15 17.536 2452 2459 2470 rBV 677454 1026532 25.93% 4_.301%

16 18.388 2598 2604 2617 rBV2 111668 193884 4_90% 0.812%

17 19.651 2813 2819 2829 rBV2 43167 79307 2.00% 0.332%
18 20.127 2894 2900 2910 rBV 2912097 3958720 100.00% 16.585%
19 20.896 3026 3031 3035 rBvV 38489 49112 1.24% 0.206%

20 21.419 3114 3120 3129 rBV3 78659 147773 3.73% 0.619%

21 21.825 3182 3189 3201 rBV2 680400 1161681 29.34% 4._.867%
22 21.977 3210 3215 3223 rVB 118385 163190 4.12% 0.684%
23 22.606 3316 3322 3328 rBV 166783 264702 6.69% 1.109%
24 23.328 3438 3445 3453 rVB 195849 377747 9.54% 1.583%
25 24.168 3581 3588 3602 rVB2 195730 413911 10.46% 1.734%

26 25.202 3748 3764 3780 rBV2 333972 1457927 36.83% 6.108%
27 26.354 3949 3960 3972 rBV3 105822 332506 8.40% 1.393%

28 27.781 4192 4203 4217 rVB4 52430 206069 5.21% 0.863%
29 29.520 4487 4499 4503 rBV9 16063 58852 1.49% 0.247%

Sum of corrected areas: 23869179
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

ﬁ?gg'e : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039544.D

2500000

2000000

1500000

7.31
1000000 5.71 7.70

8.49 9.35

500000
8.17 10.99

230 5.25

N e NSNS L NSESHESRSREFSURSIE L S LAY ST | RSN § SRR S SRR

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039544.D

20.13

2500000

2000000

13.42
1500000 16.28

1000000
17.54 21.82

500000 14.79
198 2261

14.23 18.39 19.65 20.90 21.42
e e e B S S S e R e R B I

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: BG039544.D

2500000
2000000
1500000
1000000

500000 25 20

23.33 24.17
26.35 27.78 29,52

et 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\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

3.30 3.65 ng 57773 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 28
4 Butanoic acid. 2-hvdroxv-2-methv... 132 C6H1203 032793-34-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (3.303 min): BG039544.D (-31) (-) m/z 73.10 100.00%
3
5000 43
fL 87
[rrr
320 340  3.60
7
0...,...-.--,'.l...--,..|.,....,....,....,....,.... et m/z 43.15  50.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA IO L R
43 320 340  3.60
87 m/z 55.15 36.57%
29 ‘ Fg
0'”P4”+L“P"P“'P“'P”'P”'P”"”"”"”"”W'”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
Mo | 8 320 340 360
5000 m/z 87.15 28.98%
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone Tt
73 320 340  3.60
43 m/z 71.15 17.77%
5000
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.25 5.92 ng 93820 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 368 (5.253 min): BG039544.D (-361) (-) m/z 43.15 100.00%
43
59
5000
101 5.00 5.20 5.40 5.60
Ol S 7388 | 7 60015 56,010
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URRREUULEE RN LR A
5.00 5.20 5.40 5.60
59 101 m/z 58.15  17.54%
0 21 37, 53 ” 67 77 83 91 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
5.00 5.20 5.40 5.60
5000 57 m/z 101.15 16.59%
29
101
0 (|, 371|| 50 78
L UL SU LI SULELEL IR AL SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4—dimethy|— LA L L L L B
59 5.00 5.20 5.40 5.60
m/z 41.15 8.51%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ i 65 71 83
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.70 104.18 ng 1650520 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 785 (7.702 min): BG039544.D (-776) (-) m/z 132.15 100.00%
5000 68
20 96 T T T T T T T
54 28 | 106 7.40 7.60 7.80 8.00
o} e e m/z 68.15 43 .44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

/\
LI B B

7.40 7.60 7.80 8.00
m/z 134.15  33.18%

5000

0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.15 29.01%
by i L L L gm0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole e e
132 7.40 7.60 7.80 8.00
m/z 69.15 16.25%
5000
104
66
ol14 27 39 51 P 7 g | 15 ‘
e B R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 9
R.T. EstConc Area Relative to ISTD R.T.

18.39 3.78 ng 193884 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 2604 (18.388 min): BG039544.D (-2598) (-) m/z 60.15 100.00%

207 256 76 18.00 18.20 18.40 18.60 18.80
0 m/z 73.15 98.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43ﬂ0
6

G0
5000 129
U o 157171 i
115 | 443 185199

5000 129 L ELLEL S i o
18 00 18. 20 18 40 18 60 18. 80

m/z 43.25 92 .50%

143187171185, 213

| 199
Obrrrprrrrper
m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73
57
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.15 87.81%
29
0 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid
60 18.00 18.20 18.40 18.60 18.80
m/z 55.15 81.65%
5000 43
29 85 12914,
101115 ‘
0 ..1.5,.\.‘..,\.‘..”.\\ i ‘l“...“,‘...‘.,w... \..??,7.1.7.1. A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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, butyl octad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.54 ng 147773 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 91
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 91
5 1-Chloroeicosane 316 C20H41Cl 042217-02-7 90
Abundance Scan 3120 (21.419 min): BG039544.D (-3114) (-) m/z 57.20 100.00%
57
5000
o 21.20 21.40 21.60 21.80
127 : : :
o AdLL R, o8 208 207 sss eSS e 6. 320
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57
5000 L SRR S RN B

21.20 21.40 21.60 21.80
m/z 71.25 58.09%

97
27 J | | 139169 211 253287317

o Ay e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57
21.20 21.40 21.60 21.80
5000 m/z 85.25 40.17%
97
o 27| J U127 169 239 291
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57 21.20 21.40 21.60 21.80
m/z 55.10 36.42%
5000
97
o | 12? 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.20 21.40 21. 60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 12
R.T. EstConc Area Relative to ISTD R.T.
21.98 2.81 ng 163190 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 3215 (21.977 min): BG039544.D (-3210) (-) m/z 57.20 100.00%
57
5000 85
113 21'60 21.80 22.00 22.20
141
ol ,I. bl 109 o7 225 252 281 385 | n/z 43.20 55.26%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5
21.60 21.80 22.00 22.20
29 m/z 71.20 52.24Y%
oL | | J8 141 160 197 225 253 281 300 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #129493: Eicosane
57
21,60 21.80 22.00 22.20
5000 85 m/z 85.25 42 .14%
282
0.“.‘.|.|..‘I.Jlju“..llﬁu‘t..‘tullului.‘.253....|....|....l
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane PP e PR
57 21.60 21.80 22.00 22.20
m/z 55.20 22.57%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 21.I60 21.|80 22.'00 22.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.61 4.56 ng 264702 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3323 (22.612 min): BG039544.D (-3316) (-) m/z 57.20 100.00%
5000
22 20 22. 40 22. 60 22. 80 23. oo
155
o 183 225 253 281 309 n/z 43.20 55450
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 UL AU U
22 20 22. 40 22. 60 22. 80 23. oo
m/z 71.25 54 _.44Y%
oL L e v o 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
22.20 22.40 22.60 22.80 23.00
5000 m/z 85.20 45 _.00%
85
o ??‘ ¥ J 1113 141 169 197 225 253 281 323 351 380
m/z--> §o 160 1%0 260 2%0 360 3éo 460
Abundance #94344: Heptadecane
57 22.20 22.40 22.60 22.80 23.00
m/z 55.15 22 .90%
5000 85
29
113 141 169 240
0 '“kﬂl“!”'ﬁ M"'I"'%%? L L UL WL B

m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.33 6.50 ng 377747 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3445 (23.328 min): BG039544.D (-3438) (-) m/z 57.20 100.00%

57
5000 85

113 23. 00 23 20 23. 40 23. 60
3 } 141 169 197
ol Sl h b 7T 0y 160 197 239 281 37 m/z 43.15 58.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI L L L LB L L LB L
23. 00 23 20 23. 40 23. 60
m/z 71.25 56.05%
29 113 14
oL, I 1,141,169 107 225 253 295 323 367
ol e
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71 23. 00 23 20 23. 40 23.60
5000 m/z 85.25 44 .83%
99
} ‘ | | | (127 155 183 225 253
L T e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R R R RRRE
57 23. 00 23 20 23. 40 23. 60

m/z 55.15 24 .00%

5000 85
29 113
ol “ | | 1 141 169 197 225 253 281 309 338
e I [ i GG A SR A

m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .17 5.68 ng 413911 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3588 (24.168 min): BG039544.D (-3581) (-) m/z 57.20 100.00%

5000 \

23.80 24.00 24.20 24.40
m/z 43.20 54.29%

113 141 169 197 225 253 281 308 337

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

0!

5000

23.80 24.00 24.20 24.40
m/z 71.20 52.27%

113
o 141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
e
23.80 24.00 24.20 24.40
5000 a5 m/z 85.20 37.34%
29
ol ||y JM13 141 169 197 225 253 281 309 338
e e L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane Bt e e
57 23.80 24.00 24.20 24.40
m/z 55.15 20.39%
5000 85
113
o 29J |y )14 169 211 239 267 295 323 352
e et o B S e e e B

m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\

Data File : BG039544.D

Aca On : 18 Feb 2019 18:06

Operator : Ju/SJ

3?22Ie : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.35 4.56 ng 332506 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3959 (26.348 min): BG039544.D (-3949) (-) m/z 57.25 100.00%
g7
5000 85
113 141 169 26.00 26.20 26.40 26.60
ol A A A DT IO 207 265 80 | m/z 43.20 59.23%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85

26.00 26.20 26.40 26.60
m/z 71.25 52 .74%

113
ol 3L LN |77, 141 169 107 239 267 204 323 352
R e e e e S I
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R e e I
26.00 26.20 26.40 26.60
5000 o m/z 85.25 43.53%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
R e B e o R
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 26.00 26.20 26.40 26.60
m/z 55.15 21.86%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
R e T e e T
miz--> 50 100 150 200 250 300 350 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021819\

Data File : BG039544.D

Acq On : 18 Feb 2019 18:06

Operator : JU/SJ

ﬁ?ggle : K1514-01 FK-BPM-004-CLEARBROOK-PILE-1
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 3.6 ng 57773 1 8.17 316869 20.0
2-Pentanone, 4-hy... 5.25 5.9 ng 93820 1 8.17 316869 20.0
unknown7 .70 7.70 104.2 ng 1650520 1 8.17 316869 20.0
n-Hexadecanoic acid 18.39 3.8 ng 193884 4 17.54 1026530 20.0
Sulfurous acid, b... 21.42 2.5 ng 147773 5 21.82 1161680 20.0
Tetracosane 21.98 2.8 ng 163190 5 21.82 1161680 20.0
Octadecane 22.61 4.6 ng 264702 5 21.82 1161680 20.0
Hexacosane 23.33 6.5 ng 377747 5 21.82 1161680 20.0
Hentriacontane 24 _17 5.7 ng 413911 6 25.20 1457930 20.0
Heptadecane, 9-oc... 26.35 4.6 ng 332506 6 25.20 1457930 20.0
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