LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

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 M\METHODS\8270-BM021119.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 4.857 296 301 313 rBV 261570 372432 2.20% 0.357%
2 5.299 369 376 390 rBVY 6484720 9389264 55.45% 8.995%
3 6.881 637 645 663 rBY 6356323 10269246 60.65% 9.838%
4 7.240 698 706 720 rBVY 6687118 10353679 61.14% 9.919%
5 7.704 778 785 792 rBVY 1098772 1712151 10.11% 1.640%
6 8.022 831 839 853 rVB 4654085 7354113 43.43% 7.045%
7 8.875 975 984 1000 rBY 3546357 6084697 35.93% 5.829%
8 10.492 1247 1259 1273 rBV 1338827 2324556 13.73% 2.227%
9 12.969 1673 1680 1694 rBV 8868209 12724606 75.15% 12.190%
10 13.816 1817 1824 1838 rBvV 303790 519594 3.07% 0.498%

11 14.351 1909 1915 1930 rBV2 1867491 2904977 17.16% 2.783%
12 15.851 2160 2170 2189 rBV 6980532 10187679 60.16% 9.760%
13 17.104 2376 2383 2389 rBV 2422448 3392080 20.03% 3.250%
14 17.992 2529 2534 2545 rBV 376400 590244 3.49% 0.565%
15 19.274 2748 2752 2763 rBV 131269 210647 1.24% 0.202%

16 19.739 2825 2831 2845 rBV 14252792 16933240 100.00% 16.222%
17 20.998 3041 3045 3056 rBvV 491058 711606 4._.20% 0.682%
18 21.298 3091 3096 3106 rBV 2977452 3676582 21.71% 3.522%
19 21.433 3116 3119 3123 rBV 270182 286887 1.69% 0.275%
20 21.868 3190 3193 3200 rBV 283892 328402 1.94% 0.315%

21 22.333 3268 3272 3282 rVB 292713 400195 2.36% 0.383%
22 22.839 3354 3358 3363 rBvV 255134 354366 2.09% 0.339%

23 23.409 3451 3455 3459 rVB 193259 269991 1.59% 0.259%
24 23.550 3473 3479 3488 rVB 1652358 3032303 17.91% 2.905%

Sum of corrected areas: 104383537
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018859.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 4_.35 ng 372432 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 43
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 3-Octanol 130 C8H180 020296-29-1 25
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 23

Abundance Scan 301 (4.857 min): BM018859.D (-296) (-) m/z 43.00 100.00%
43
59
5000
U R R R
208 460 4.80 5.00 5.20
o 21 m/z 59.10 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L IR
59 460 480 500 520
m/z 101.00 27 .69%
27 ) | 8301
miz-> 20 40 60 80 100 130 140 140 180 200 230 240 260 280
Abundance #248: Guanidine
43 99
460 480 500 520
5000{ 18 m/z 58.05 17.90%
IIIII""'I""'I""I'"'I""IIIII I R B S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 <~J\\
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- T T T T T
59 460 4.80 5.00 5.20
m/z 41.05 10.64%
5000 101
27 42 116
,“‘,“‘,73,,, e S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.24 Concentration Rank 1

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

7.24 120.94 ng 10353700 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 706 (7.240 min): BM018859.D (-698) (-) m/z 132.00 100.00%
32
5000 68
40 % 700 7.20 7.40 7.60
54 . . . :
48 0617 207 76810 51.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 UL UL UL R
7.00 7.20 7.40 7.60
m/z 134.00 32.91%
15 28 39 52 O 77 90 104,44
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 700 7.20 7.40 7.60
5000 m/z 66.00 31.78%
31 51
‘ b1 H l "
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R Emaa b
132 7.00 7.20 7.40 7.60
m/z 69.05 21.26%
5000
33 44 o 105
"w"Jw'“Pﬂ”J'“§§'LJh'W"‘w"'w"'w"'w"" UL R UL UL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.99 3.48 ng 590244 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 2534 (17.992 min): BM018859.D (-2529) (-) m/z 73.00 100.00%

73

\{>

43 5
5000
129
97 213 DR B L B L B
| ﬂ 115 | 143157171185.99" | " 907 256 081 17.60 17.80 18.00 18.20 18.40
N " 1§ m/z 60.00 67.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5000 29 LA L L L LY L L LB
17. 60 17. 80 18. OO 18 20 18. 40
129 256 m/z 43.10 54_.19%
97 115 213
Il 143157171185199°7227
RAREY ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
3

43 57 7
s
17.60 17.80 18.00 18.20 18.40
5000 . m/z 57.10 53.96%
3 1

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

1%

Abundance #65565: Tridecanoic acid
73 17.60 17.80 18.00 18.20 18.40
m/z 41.00 48 .50%
43 5
5000 129
29 171
115
214
‘ | T ﬁ ‘ 143157 ‘ 185
| | ‘l“ H‘MI h H ‘ \HI wlh | ‘ | |
TITT[ITTTTI[T T llllllllllllllllllllllllllll TTTTTT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 3.87 ng 711606 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 1-Nonadecanol 284 C19H400 001454-84-8 60
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 58
4 Eicosane 282 C20H42 000112-95-8 55
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 55
Abundance Scan 3045 (20.998 min): BM018859.D (-3041) (-) m/z 57.05 100.00%
g7
5000
v 111
20.60 20.80 21.00 21.20 21.40
139
I J l' iy 168 208 252 282 327355 415 nsp 71.05  78.27%
m/z--> 50 150 200 250 300 350 400
Abundance #73967: Hexadecane
57
5000 85
20.60 20.80 21.00 21.20 21.40
29 m/z 43.10 62.69%
L] 1113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #108955: 1-Nonadecanol
43 83
20.60 20.80 21.00 21.20 21.40
5000 m/z 69.05 53.39%
111
18mt.‘ | | J139 168 195 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R e s e
57 20.60 20.80 21.00 21.20 21.40
83 m/z 83.05 50.83%
5000
111
i ‘ || )13 168 210238 e ML
LI B | ||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.18 ng 400195 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
2 Docosane 310 C22H46 000629-97-0 86
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Nonacosane 408 C29H60 000630-03-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 3272 (22.333 min): BM018859.D (-3268) (-) m/z 57.10 100.00%
g7
85
5000
141169 207 22.00 22.20 22.40 22.60
- ,| . “14 Db 239 281 829396 417 461 549 sz 71.10 90.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99478: Tridecane, 7-hexyl-
57
29
5000 85
22.00 22.20 22.40 22.60
182 m/z 85.10 60.59%
W o,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123095: Docosane
57
22.00 22.20 22.40 22.60
5000 85 m/z 43.05 57.89%
2° J113141169197225253281310
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- L B B
57 22.00 22.20 22.40 22.60
m/z 55.00 23.53%
5000 85

113 210
| [1°141169 <7 239266 309

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018859.D

Aca On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 6

Peak Number

7 10-Methylnonadecane

R.T. EstConc Area Relative to ISTD R.T.
22.84 2.34 ng 354366 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3358 (22.839 min): BM018859.D (-3354) (-) m/z 57.10 100.00%
5000 \~_~V~VJMAv_}\A\M,ﬁﬁﬂwﬁqu-
I I I I

22.60 22.80 23.00 23.20
m/z 71.10 92.07%

113
o 1H1169197225757 284 328356 387417 461

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107656: 10-Methylnonadecane

535

-

5000
22.60 22.80 23.00 23.20

154 m/z 85.10 59.66%
29 13
| P l 267

D S . NN

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151357: Octadecane, 1-iodo-

F

22.60 22.80 23.00 23.20
5000 85 m/z 43.10 54 _48%

29

13
L [P Morsson 25

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!- e i
57 22.60 22.80 23.00 23.20

%

m/z 55.05 23.75%

5000 85

%

113
4 183211239267296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021919\
Data File : BM018859.D

Acq On : 19 Feb 2019 16:35

Operator : JU/SJ

Sample : K1515-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.86 4.3 ng 372432 1 7.70 1712150 20.0
unknown? .24 7.24 120.9 ng 10353700 1 7.70 1712150 20.0
n-Hexadecanoic acid 17.99 3.5 ng 590244 4 17.10 3392080 20.0
Hexadecane 21.00 3.9 ng 711606 5 21.30 3676580 20.0
Tridecane, 7-hexyl- 22.33 2.2 ng 400195 5 21.30 3676580 20.0
10-Methylnonadecane 22.84 2.3 ng 354366 6 23.55 3032300 20.0
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