LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 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-BG120919.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 3.195 14 18 28 rvB 198660 289895 4._.44% 0.782%
2 5.111 338 344 353 rBV 335519 511406 7.83% 1.379%
3 5.581 416 424 442 rBV 1457610 2337919 35.80% 6.305%
4 7.161 686 693 708 rBVY 1627390 2853499 43.70% 7 .696%
5 7.537 747 757 769 rBVY 1509448 2653492 40.63% 7.156%

8.002 827 836 844 rBV 365362 620669 9.50% 1.674%
8.325 883 891 899 rBV 1096227 1882642 28.83% 5.077%
9.153 1024 1032 1040 rBV 937241 1645810 25.20% 4_439%
10.804 1304 1313 1320 rBV 544115 974859 14.93% 2.629%
13.254 1722 1730 1743 rBV 2617201 4092846 62.67% 11.038%

=
QO ~NO®

11 14.077 1864 1870 1883 rVB 255037 398580 6.10% 1.075%
12 14.629 1956 1964 1972 rBV 979360 1622323 24.84% 4_375%
13 16.110 2210 2216 2239 rBV 1244447 2194551 33.60% 5.919%
14 17.367 2424 2430 2440 rBV 1374874 2125377 32.55% 5.732%
15 19.982 2869 2875 2882 rBV 4811514 6530484 100.00% 17.612%

16 20.675 2988 2993 2999 rBV 191274 442091 6.77% 1.192%
17 21.292 3093 3098 3109 rBvV 429742 776152 11.89% 2.093%
18 21.627 3148 3155 3165 rBV2 1324095 2209628 33.84% 5.959%
19 21.856 3189 3194 3200 rVvB2 107471 158030 2.42% 0.426%
20 22.461 3292 3297 3307 rVB2 127093 234773 3.60% 0.633%

21 23.148 3409 3414 3420 rVB 119529 207846 3.18% 0.561%
22 23.948 3544 3550 3557 rBV3 101978 218011 3.34% 0.588%
23 24.782 3682 3692 3704 rBV2 681076 2097883 32.12% 5.658%

Sum of corrected areas: 37078766
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator : JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG120919.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: BG043830.D
4000000
3000000

2000000
5.58 7.16 7.54

8.32

1000000 9.15

10.80

.20 5.11 8.00

o s L L T b

Time--> 3.50 400 450 500 550 600 650 7.00 750 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043830.D

19,98

4000000

3000000
13.25

2000000
17.37 21.63

16.11

1000000 14.63

21.29
14.08 20.67 21.86 22.46
e\

O I H A LA o e e e o o e s e B e o e e A N R A 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: BG043830.D

4000000
3000000
2000000
1000000 24.78

23.15 23.95 JL
A A

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\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 4

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

3.20 9.34 ng 289895 1,4-Dichlorobenzene-d4 8.00
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 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.201 min): BG043830.D (-14) (-) m/z 73.10 100.00%
7B

T

5000 43
87
| Fg 115 147 278 3.20 3.30 3.40 3.50 3.60
el B e e S A e e e e || M7z 43.05 36.71%
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 TIT[TT T T[T T T [TTTT[TITT[TTTT)
3.20 3.30 3.40 3.50 3.60

87 m/z 55.05 24 _.70%
2Lk

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RS UGN UGS LS AR LA
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 24 .57%
7
N0 1R . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1880: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60

m/z 41.05 11.70%

5000 43

72
i 59 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60

lﬁ
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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.

5.11 16.48 ng 511406 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 344 (5.111 min): BG043830.D (-338) (-) m/z 43.10 100.00%
43
5000
480 500 520 540
m/z 59.10 57.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 19.65%
15 101
83
m/z--> 25 4b 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.10 16.77%
73 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4030: 2,3-Butanedione, monooxime PP PR
43 480 5.00 5.20 5.40
m/z 41.05 9.05%
5000
101
159 | 58 g .
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 85.50 ng 2653490 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 757 (7.537 min): BG043830.D (-747) (-) m/z 132.00 100.00%
5000 68
40 % J 7.20 7.40 7.60 7.80
54 7 : : : :
Jrer | ysus W17 h/7 68.10  AL.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AR AR AR AR B
7.20 7.40 7.60 7.80
33 44 o 105 ‘ m/z 134.00 33.73%
U J'I I“"'Gﬁ"l"gg" "|I'L'%¥5I' L L WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
AR UL L UL
7.20 7.40 7.60 7.80
5000 m/z 66.10 27 .43%
104
1 27 39 51 BT o | s ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal o REaam e R
132 7.20 7.40 7.60 7.80
m/z 69.10 16.33%
5000 67
41 97
53
e ol
T ||“i“| Iw\lwl |‘|“l‘|‘|“|‘|8|8|‘i |1|0|6| "‘l : IHI I S e
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.67 4.00 ng 442091 Chrysene-d12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 99
2 Dodecanamide 199 C12H25NO 001120-16-7 68
3 Nonanamide 157 C9H19NO 001120-07-6 64
4 Hexadecanamide 255 C16H33NO 000629-54-9 59
5 Octanamide 143 C8H17NO 000629-01-6 53

Abundance Scan 2992 (20.669 min): BG043830.D (-2988) (-) m/z 59.10 100.00%

59

—

5000
98 126 ' 20.40 20.60 20.80 21.00
154 191 221 267
oo 2 70, 01295 827396 440 497 "m/z 72.05  71.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 LN I S I O B N D N I

20.I40 20.I60 20.I80 21.IOO
m/z 55.10 44.06%

8. 20154 184210233 281

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60440: Dodecanamide

N
©
(43
©

20.40 20.60 20.80 21.00
5000 m/z 41.05 30.92%

8F 128 156 199

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29478: Nonanamide e e e
59 20.40 20.60 20.80 21.00

m/z 43.10 28.07%

-

5000

-

zugd Il \8\6 1]\'4 157

T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 7.03 ng 776152 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 3098 (21.292 min): BG043830.D (-3093) (-) m/z 55.05 100.00%
g6
5000 \
139 21 00 21.20 21.40 21.60
168 196 226 253 281 329 355 m/z 43.05 99 _77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 I RN ORI UM R
11 21.00 21.20 21.40 21.60
- 160 m/z 57.10 98.32%
il h139 | 210 o5 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83
21.00 21.20 21.40 21.60
5000 11 m/z 83.05 92.76%
29
i |139 182 210 255 356
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #186968: n-Tetracosanol-1 T T TR
57 83 21.00 21.20 21.40 21.60
m/z 69.10 86.91%
5000 11
29 139
L, L | ,167 195 222 250 280 308 336

II‘IIlIIIkIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 .46 2.13 ng 234773 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3297 (22.461 min): BG043830.D (-3292) (-) m/z 57.10 100.00%

5000

.

22.20 22.40 22.60 22.80
196 325

249 295325357 430 m/z 43.10 67.37%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164579: Tricosane

B

22. 20 22. 40 22 60 22. 80
m/z 71.10 59.51%

5000

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57

-

22.20 22.40 22.60 22.80
5000 m/z 85.10 44 _84Y%

97
I 141 183 225 267 323 379 421 463 505 547 604

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

%

Abundance #202661: Heptacosane T T T e e PR o

57 22.20 22.40 22.60 22.80
m/z 55.10 21.61%

5000
99
26 | 141 183 225 267309 380

R T T R S R R

mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043830.D

Aca On : 17 Dec 2019 21:56

Operator :© JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.95 2.08 ng 218011 Perylene-di12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Octadecane. 3-methvl- 268 C19H40 006561-44-0 83
3 Docosane 310 C22H46 000629-97-0 83
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 3550 (23.948 min): BG043830.D (-3544) (-) m/z 57.10 100.00%

57
5000 85

23.60 23.80 24.00 24.20

DL M8, 155183200239 281 327356 401429 461 503

O e L e S o m/z 71.10 66.82%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane

-

5000

23. 60 23. 80 24. OO 24. 20
m/z 43.10 58 .85%

29
141169197 240

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117645: Octadecane, 3-methyl-

)

23.60 23.80 24.00 24.20
5000 m/z 85.10 42 _22%

85

239

113141
[T 169 211 | 268

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

H-

Abundance #153222: Docosane B e e A
7 23.60 23.80 24.00 24.20
m/z 55.10 18.23%
5000 85
29

9| | J1}3141169197225253281310

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 60 23. 80 24. 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121719\
Data File : BG043830.D

Acq On : 17 Dec 2019 21:56

Operator : JU

Sample : K6317-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG120919_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... 3.20 9.3 ng 289895 1 8.00 620669 20.0
2-Pentanone, 4-hy... 5.11 16.5 ng 511406 1 8.00 620669 20.0
unknown? .54 7.54 85.5 ng 2653490 1 8.00 620669 20.0
9-Octadecenamide, ... 20.67 4.0 ng 442091 5 21.63 2209630 20.0
Heptafluorobutyri... 21.29 7.0 ng 776152 5 21.63 2209630 20.0
Tricosane 22.46 2.1 ng 234773 5 21.63 2209630 20.0
Heptadecane 23.95 2.1 ng 218011 6 24.78 2097880 20.0
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