LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032019\

Data File : BG040051.D

Acg On : 21 Mar 2019 1:06 Instrument :
Operator : JU/SJ BNA_G

Sample - K1972-03 ClientSampleld :
Misc : TW-10-031519
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 height area % max. total
1 3.197 13 18 26 rBv 172692 305390 9.66% 1.714%
2 3.268 26 30 47 rVB 450578 642738 20.32% 3.607%
3 5.688 434 442 451 rBV 424074 673147 21.28% 3.778%
4 7.286 707 714 724 rVB 286148 491524 15.54% 2.758%
5 7.668 772 779 787 rBVY 741771 1279422 40.45% 7.180%
6 8.144 853 860 870 rvB 160391 270784 8.56% 1.520%
7 8.467 907 915 924 rVB 623921 1082429 34.22% 6.074%
8 9.318 1051 1060 1069 rBV 571751 1032859 32.66% 5.796%
9 10.963 1332 1340 1346 rBV 225367 398963 12.61% 2.239%
10 13.389 1746 1753 1760 rBV 1537977 2402879 75.97% 13.484%

11 14.770 1982 1988 1997 rVB2 347474 568963 17.99% 3.193%
12 16.256 2234 2241 2254 rBV 1211253 1852016 58.56% 10.393%
13 17.513 2448 2455 2461 rBV2 451188 697521 22.05% 3.914%
14 18.365 2595 2600 2607 rBv4 66246 119393 3.77% 0.670%
15 19.628 2811 2815 2820 rBV2 47068 71101 2.25% 0.399%

16 20.104 2890 2896 2902 rBV 2348126 3162830 100.00% 17.749%
17 21.796 3178 3184 3194 rVB2 456574 759229 24 .00% 4.261%
18 21.937 3204 3208 3213 rVB2 50554 72850 2.30% 0.409%
19 22.559 3309 3314 3322 rVB 84264 142750 4_.51% 0.801%
20 23.276 3429 3436 3443 rVB 117352 239363 7.57% 1.343%

21 24.104 3569 3577 3587 rVB 112561 253567 8.02% 1.423%
22 25.085 3736 3744 3748 rBV3 85994 227228 7.18% 1.275%
23 25.156 3748 3756 3768 rVB3 246656 760141 24.03% 4._.266%
24 26.254 3934 3943 3954 rVB2 66230 197485 6.24% 1.108%
25 27.658 4173 4182 4194 rBV5 30968 115168 3.64% 0.646%

Sum of corrected areas: 17819740
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acqg On : 21 Mar 2019 1:06

Operator : JUu/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040051.D
2000000
1500000

1000000
7.67
8.47
3.97 9.32

500000 5.69
7.29
1&0\ /L 614 1(}‘.96

e LT T L

Time--> 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040051.D

20110
2000000

13.39
1500000

16.26

1000000

17.51 21.80

500000 14.77 .
{ J\ { 18.37 19.63 J 194 22.56
A A

(O o e I T B o e e e e L B L e B o o e N 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: BG040051.D

2000000
1500000
1000000

500000
25.16

23.28 24.10 2%]{9 26.25
1 i . 27.66

T T e T T A T R 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\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.27 47 .47 ng 642738 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 30 (3.268 min): BG040051.D (-26) (-) m/z 73.15 100.00%
7B
5000 43 -
87
207 3.203.303.40 3.503.60 3.70
o L b 2% m/z 43.15 45429
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.203.303.40 3.503.60 3.70
55 87 m/z 55.15 34.25%
29
O'I”M'wj'wl"”'I”"I"'W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87
3.203.303.40 3.503.60 3.70
5000 41 55 m/z 87.20 26.72%
29
0 97 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy-
73 3.203.303.40 3.503.60 3.70
m/z 41.15 14.19%
5000
45
29
0 WL “‘ 5‘5 fl 101 M—r—r—y—r
m/z--> 20 40 60 80 100 120 140 160 180 200 3.203.303.40 3.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 3 unknown7.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.67 94 .50 ng 1279420 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 779 (7.668 min): BG040051.D (-772) (-) m/z 132.15 100.00%
132
5000 68
6 Trrryprrrryrrrrr[rrrrr|rrrrr
40 _ 54 ‘ 75 104 7.40 7.60 7.80 8.00
0 ..,....,....,...:,“.'.‘.‘?,!.'..?:1!-..|,..':'.,.f.‘?.,...~.,.'!..,.1.1.5.,....,"...,... m/z 68.15 44.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R SRR UL R L
7.40 7.60 7.80 8.00
345 51 78 m/z 134.15 33.37%
0"P'”I”'W'”M'h'M'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.14%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R m e  Riae ma
132 7.40 7.60 7.80 8.00

m/z 69.25 17.97%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 5 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.42 ng 119393 Phenanthrene-d10 17.51
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 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2601 (18.371 min): BG040051.D (-2595) (-) m/z 60.10 100.00%

60
41

5000

185

281 18.00 18.20 18.40 18.60

0 m/z 73.15 86.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LA L L L L L B

18.00 18.20 18.40 18.60

83
m/z 41.15 81.71%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R L
18.00 18.20 18.40 18.60
5000 129 m/z 57.20 77 .14%
29 g7
115 | 143 199 242
101 157171185
oL15 i 21327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid B BB REEERmEEEESEE A
43 73 18.00 18.20 18.40 18.60

m/z 43.20 73 .96%

18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 6 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.63 2.04 ng 71101 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 51
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 2815 (19.628 min): BG040051.D (-2811) (-) m/z 60.15 100.00%
60
43
5000 129
83 97 115 o1 kit S A
143157171185 205 2277 | . 284 19.40 19.60 19.80 20.00
o} m/z 57.15 77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 e e REEms mmm s
19. 40 19. 60 19. 80 20 00
m/z 55.15 77.12%
14315171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
19.'40 19.I60 19.|80 20.'00
5000 g 129 m/z 43.15 74 ._.70%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid  EAmEEE R e
78 19.40 19.60 19.80 20.00
m/z 41.15 74 .13%
129
5000
43 5
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1940 1960 1980 2000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 7 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.56 3.76 ng 142750 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexacosane 366 C26H54 000630-01-3 74
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 60

Abundance Scan 3314 (22.559 min): BG040051.D (-3309) (-) m/z 57.20 100.00%
57
5000 85 /\
AU AR
13 11y 22.20 22.40 22.60 22.80
ol | ,I. MG 10202 239 260289309 341 | sz 43.20  52.83%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 NSRS LR
85 22.20 22.40 22.60 22.80
29 m/z 71.20 49 _72%
oLl h || (M3 141 169 107 225 253 281 300 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
22120 22.40 22.60 22.80
5000 m/z 85.20 41 .79%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57 22.20 22.40 22.60 22.80
m/z 41.15 22.25%
5000 85
29 ] 113 14
ol L b7 1 160 107 225 253 295 3p3 %67
m/z--> 50 100 150 200 250 300 350 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 8 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.28 6.31 ng 239363 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 3437 (23.282 min): BG040051.D (-3429) (-) m/z 57.20 100.00%
g7 ﬁ
5000 85
—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—r
113 23.00 23.20 23.40 23.60
141 197
o3 ,I- bl JCgm o 2R L1009 R 225 297 295 3 | Tn7z 43.20  55.68%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 N SULRLN UL B B
2300 23.20 23.40 23.60
m/z 71.20 47 .52%
oL “\‘ LM 4 169 107 P9 67 204 323 32
m/z--> 50 100 150 200 250 300 350
Abundance
57
| 23.00 23.20 23.40 23.60
5000 85 m/z 85.20 40.39%
29
. 113 141 169 197 995 254
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 23.00 23.20 23.40 23.60
m/z 55.15 21.24%
- | \‘/“‘ArJuﬂm
113
L2 I‘\‘ Lt 269 104211 239 267 295 323 352
m/z--> 50 100 1%0 200 250 300 350 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 9 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.10 6.67 ng 253567 Perylene-di12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octadecane 254 C18H38 000593-45-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3576 (24.098 min): BG040051.D (-3569) (-) m/z 57.25 100.00%
57
5000 85
113 141 183 23.80 24.00 24.20 24.40
o....,J.l..J.ll, Lokl gy, (225 207 341 429 Tz 43.15  63.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85 U UL B
Bmmmmmmm
29 268 m/z 71.25 53.19%
|

LR s s
0..hﬂ,.n”“d d”“hh,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance

57

23. 80 24. 00 24 20 24.40

5000 85 m/z 85.20 42 .33%
29 113
0 141 169 197 225 253 281 309 338
T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane R R e N N
57 23. 80 24, 00 24 20 24. 40

m/z 55.15 23.75%

5000 85

113

29
777,141 169 197 225 253 281 310

o e e e AR e

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\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 10 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.09 5.98 ng 227228 Perylene-di12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Heneicosane 296 C21H44 000629-94-7 81
4 Octacosane 394 C28H58 000630-02-4 76
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 3745 (25.091 min): BG040051.D (-3736) (-) m/z 57.20 100.00%
57
5000 85 )/\&~M,
R e
113 24.80 25.00 25.20 25.40
3 141 264
ob—— S b WLy, T 160188 210 239 21 295 841 774315 60.39%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57
5000 85 R BRI U U B
mm%m%m%m
29 m/z 71.20 53.08%
oL “ || M8 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 2éo 360
Abundance
57
| 24.80 25.00 25,20 25.40
5000 85 m/z 85.25 40.94%
29
. 113 141 169 197 995 254
m/z--> 55 160 150 260 2éo 360
Abundance #141426: Heneicosane
57 24.80 25.00 25.20 25.40
m/z 55.15 22.65%
85
- VNWJ\\dNW
29 113
o Tl | 14 169 107 225 253 2%
m/z--> 55 160 150 200 2éo 360 ' 2480 2500 2520 2540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 11 Pentacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.25 5.20ng 197485  perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentacosane 352 C25H52 000629-99-2 87

2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Docosane 310 C22H46 000629-97-0 80
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 3942 (26.248 min): BG040051.D (-3934) (-) m/z 57.20 100.00%
57
113 141 169 207 2600 2620 2640 2660
ol LU B2 100 0727 253 288 s2r R e e o
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L LB
26. 00 26. 20 26 40 26 60
113 m/z 71.15 53.52%
ol 220 L L i1 1991m0211 239 267 205 323 352
m/z--> 55 100 1%0 200 250 360 3%0 '
Abundance
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.25 36.44%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #100330: 2-Bromo dodecane
57 26.00 26.20 26.40 26.60
m/z 55.15 21.84%
5000 85
29J 113 169
0 1 v - A E
m/z--> 50 100 150 200 250 300 350 2600 2620 2640 2660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 12 Dodecane, l1l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27 .66 3.03 ng 115168 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 1-i1odo- 296 C12H25l1 004292-19-7 72
2 Octadecane 254 C18H38 000593-45-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 4182 (27.658 min): BG040051.D (-4173) (-) m/z 57.20 100.00%
g7
5000
, 1 141161 108 e 3740 27160 2113 28,00
o 208 m/z 71.15  49.49%
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57
5000 85
27.40 27.60 27.80 28.00
0 155 m/z 43.15 48.70%
0..“. \I\ I\LIM\ .“.‘llu:l‘-3.‘.. |‘.‘.1.83.| ———
m/z--> 50 100 150 200 250 300 350
Abundance
57
| 27.40 27.60 27.80 28.00
5000 85 m/z 85.25 37.99%
. 29 113 141 169 197 995 254
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance #59880: Tetradecane
57 27.40 27.60 27.80 28.00
m/z 55.15 20.48%
5000 85
29
L Ll 18 1m 160 18
m/z--> 5'0 1(')0 1&1,0 200 251;0 3(')0 3&'30 27.'40 27.|60 27.|80 28.|00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040051.D

Acq On : 21 Mar 2019 1:06

Operator : JU/SJ

Sample : K1972-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 47.5 ng 642738 1 8.14 270784 20.0
unknown7 .67 7.67 94.5 ng 1279420 1 8.14 270784 20.0
n-Hexadecanoic acid 18.37 3.4 ng 119393 4 17.51 697521 20.0
Octadecanoic acid 19.63 2.0 ng 71101 4 17.51 697521 20.0
Octacosane 22 .56 3.8 ng 142750 5 21.80 759229 20.0
Heptadecane, 9-oc... 23.28 6.3 ng 239363 5 21.80 759229 20.0
Nonadecane 24_10 6.7 ng 253567 6 25.16 760141 20.0
Tetracosane 25.09 6.0 ng 227228 6 25.16 760141 20.0
Pentacosane 26.25 5.2 ng 197485 6 25.16 760141 20.0
Dodecane, 1-iodo- 27.66 3.0 ng 115168 6 25.16 760141 20.0
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