LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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
1 3.217 17 22 31 rBv 95818 183975 6.33% 0.967%
2 3.294 31 35 45 rVB 48497 70539 2.43% 0.371%
3 5.708 439 446 456 rBV 838994 1343412 46.20% 7.058%
4 7.312 709 719 729 rBV 893808 1601353 55.08% 8.413%
5 7.694 775 784 792 rBV 823662 1419839 48.83% 7.460%
6 8.164 857 864 874 rVB 183017 314920 10.83% 1.655%
7 8.487 912 919 931 rVB 576591 999118 34.36% 5.249%
8 9.338 1056 1064 1073 rBV 512867 905244 31.13% 4_.756%
9 10.983 1334 1344 1356 rBV 264763 477580 16.43% 2.509%
10 13.409 1749 1757 1765 rBV 1334920 2105659 72.42% 11.063%
11 14.226 1891 1896 1902 rBvV 62299 93394 3.21% 0.491%

12 14.790 1981 1992 2003 rBV2 442586 723713 24.89% 3.802%
13 16.276 2238 2245 2258 rBV 1144115 1833523 63.06% 9.633%
14 17.533 2451 2459 2469 rBV2 592323 928641 31.94% 4_.879%
15 18.385 2595 2604 2610 rBV3 58412 102427 3.52% 0.538%

16 20.124 2894 2900 2906 rBV 2265231 2907524 100.00% 15.276%
17 21.410 3113 3119 3127 rBv2 108217 190837 6.56% 1.003%
18 21.822 3181 3189 3199 rBV2 576672 1013608 34.86% 5.325%
19 21.968 3209 3214 3223 rVB2 40383 64772 2.23% 0.340%
20 22.597 3316 3321 3327 rBV 56858 93487 3.22% 0.491%

21 23.314 3437 3443 3450 rBV2 74299 142312 4_.89% 0.748%
22 24.154 3579 3586 3594 rVB2 71179 160672 5.53% 0.844%
23 25.199 3741 3764 3775 rBV 314798 1144214 39.35% 6.012%
24 26.327 3949 3956 3972 rVB4 46111 141707 4.87% 0.745%
25 27.749 4190 4198 4208 rVB6 21709 70795 2.43% 0.372%

Sum of corrected areas: 19033265
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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: BG039674.D
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500000
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG039674.D
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1500000
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Abundance TIC: BG039674.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 4

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

3.29 4_.48 ng 70539 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 34 (3.288 min): BG039674.D (-31) (-) m/z 73.20 100.00%
3
43
5000
87 AN S
I #l oa7 320 340  3.60
0.,”.w.”w.”.“.n,”“,”.w.“.“.” R L e e SR TS m/z 43.15 56.16%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

5000 T T T T T T
320 340 360

87 m/z 55.15 33.67%
Lk

i
,,,, T T T T
m/z--> 0 20 40 80 100 120 140 160 180 200 220 240
Abundance #1996: Silane, tetramethyl-
3

320 340 3.60

o

5000 m/z 87.20 26.85%
43
o2 152 || 5 | e
e e e e e T e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2051: 1,3-Dioxolane, 2-methyl- T AT
73 320 340 3.60

m/z 45.15 14.61%

5000 43

58
29 ‘ ﬁ7
1l

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 320 340 360

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 unknown7.69 Concentration Rank 1

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

7.69 90.17 ng 1419840 1,4-Dichlorobenzene-d4 8.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 783 (7.688 min): BG039674.D (-775) (-) m/z 132.15 100.00%

132
5000 68
40 9|6 - 740 7.60 7.80 8.00
(o} herdlor i b i i i g i i m/z 68.15 44 _17%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U L R R

7.40 7.60 7.80 8.00
m/z 134.15  33.43%

31 31
0..|".',|..-'I..,I....,....,.... — T
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R e REae
7.40 7.60 7.80 8.00
5000 m/z 66.15 30.40%
105
Tar 1l |
obr—rdbiid 1 e
m/z--> 5 100 150 200 250 300 350
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile B RmmE e e
132 7.40 7.60 7.80 8.00
m/z 69.25 17.36%
5000
92
39
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.21 ng 102427 Phenanthrene-d10 17.53
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 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2605 (18.391 min): BG039674.D (-2595) (-) m/z 73.15 100.00%
60 73
43
5000 120
97 185 213
115 157 256
143 | 171 | 199 | 227 18.00 18.20 18.40 18.60 18.80
0 m/z 60.15 87.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
18.00 18.20 18.40 18.60 18.80
m/z 55.20 78.88%
| lleJ 143157171185199213
Ob i
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 7B
18,00 18.20 18.40 18.60 18.80
5000 m/z 57.15 77 .48%
29
ok ?'.Sl ; ‘;‘I -W- . My
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid A B e
60 78 18.00 18.20 18.40 18.60 18.80
m/z 43.15 77 .42%
43
5000
129
29 ‘ . 1s 171185 214
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\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 3.77 ng 190837 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 3119 (21.410 min): BG039674.D (-3113) (-) m/z 57.25 100.00%
57
5000
N ﬂ h 21150 32120 22120 Zal50 Zain
139 167 267 : : : : :
o M h A g 7R 197222 Bf  8es m/z 43.20 75.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
48
5000 83 AR BRI SN
21.00 21.20 21.40 21.60 21.80
M 111 m/z 55.15 72.58%
0 | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #233557: Tricosyl pentafluoropropionate
57
o7 21.00 21.20 21140 21.60 21.80
5000 m/z 83.25 54 _.19%
125
o ?P“ ‘l)1§3}81 210238264 294322 367 468
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #223732: Tricosyl trifluoroacetate R R a B e e
57 21.00 21.20 21.40 21.60 21.80
o7 m/z 97.20 49 .35%
5000
125
0 ?QM l}1§3}81 210238264 294322 367 418
m/z--> 50 100 150 200 250 300 350 400 450 ' 2100 21,20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.31 2.81 ng 142312 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3442 (23.308 min): BG039674.D (-3437) (-) m/z 57.25 100.00%

g7
5000 85 J\
113 23.00 23.20 23.40 23.60
141

ol sl by 1 1e0 206 20 281 s T3S 56 o6%

m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
g7

5000 85 P PR
23.00 23.20 23.40 23.60

m/z 71.15 51.73%

29
o Tl L e a0 10 107 200
N B i o o I e B e N L e i i |
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.25 39.40%
29
R NN M3 141 169 197 25 253 295 323 367
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 23.00 23.20 23.40 23.60
m/z 55.25 18.94%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
I o o o e A B L A e e e e B R I REREEEEEEEER RSy
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\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 6
R.T. EstConc Area Relative to ISTD R.T.

24 .15 2.81 ng 160672 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3585 (24.148 min): BG039674.D (-3579) (-) m/z 57.20 100.00%

g7

5000 85

:

127 155 196 222 249 283 241 23.80 24.00 24.20 24.40
o..J,J.-H‘*Oi’ iy 20 202 2 s m/z 43.20 58.43%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

%

5000 85 R R AR
23.80 24.00 24.20 24.40

m/z 71.25 52 .79%

oL | | J8 141 160 197 225 253 281 300 338
L o e e L B B A A B e o e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R e e hiaaas
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 40.28%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B e L B B e e e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57 23.80 24.00 24.20 24.40
m/z 55.20 20.45%
5000 85
29
L e o e e L e o B LA B e s o o o o e S R e N NS SR
m/z--> 50 100 150 200 250 300 350 23. 80 24. 00 24 20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\
Data File : BG039674.D

Aca On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample : K1650-03

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.33 2.48 ng 141707 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 87
3 Docosane 310 C22H46 000629-97-0 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 3956 (26.327 min): BG039674.D (-3949) (-) m/z 57.25 100.00%
57
| 26.00 26.20 26.40 26.60
Ol m/z 71.15 63.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 USSR DA ERE
29 26. 00 26 20 26 40 26.60
m/z 43.25 61.56%
0 J J g 3,141 169 197 225 53 282
m/z--> §o 160 1éo 260 250 300 3éo 460
Abundance #219831: Triacontane
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.25 50.19%
113 141
NEIREE |77, 141 169 197 225 253 281 309 337 365 393 422
L L L L L L L L L LB L L I L LN
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57 26.00 26.20 26.40 26.60
m/z 55.15 21.51%
5000 85
113
oL Ll [T M 183 21 239 067 810
m/z--> §o 160 1éo 260 250 300 3éo 460 2600 2620 2640 2660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022819\
Data File : BG039674.D

Acq On : 1 Mar 2019 00:11

Operator : JU/SJ

Sample - K1650-03

Misc :

ALS Vial : 16 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... 3.29 4.5 ng 70539 1 8.16 314920 20.0
unknown7 .69 7.69 90.2 ng 1419840 1 8.16 314920 20.0
n-Hexadecanoic acid 18.39 2.2 ng 102427 4 17.53 928641 20.0
17-Pentatriacontene 21.41 3.8 ng 190837 5 21.82 1013610 20.0
Heptadecane 23.31 2.8 ng 142312 5 21.82 1013610 20.0
Tetracosane 24 .15 2.8 ng 160672 6 25.20 1144210 20.0
Eicosane 26.33 2.5 ng 141707 6 25.20 1144210 20.0
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