LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

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-BG102119.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 3.164 8 13 23 rvVB 79981 139957 1.17% 0.527%
2 5.103 337 343 351 rBV 90732 146303 1.22% 0.551%
3 5.597 420 427 437 rBV 435596 759973 6.35% 2.861%
4 7.201 692 700 715 rBV 440165 888352 7.42% 3.344%
5 7.541 751 758 768 rBV 479601 853010 7.13% 3.211%
6 7.994 828 835 842 rBV 128681 232637 1.94% 0.876%
7 8.323 881 891 904 rBV 369116 652250 5.45% 2.455%
8 9.157 1026 1033 1057 rBV 240485 504973 4.22% 1.901%
9 10.802 1305 1313 1317 rBV2 164149 315920 2.64% 1.189%
10 10.849 1317 1321 1330 rVB 167786 317358 2.65% 1.195%

11 13.247 1722 1729 1746 rBV 683318 1135730 9.49% 4._275%
12 14.075 1862 1870 1880 rBV 83805 145016 1.21% 0.546%
13 14.627 1954 1964 1971 rBV 298370 470397 3.93% 1.771%
14 16.120 2211 2218 2228 rBV 614140 1039443 8.68% 3.913%
15 17.371 2424 2431 2435 rBV 355276 570900 4.77% 2.149%

16 17.412 2435 2438 2447 rVV 135020 225386 1.88% 0.848%
17 18.264 2576 2583 2586 rBV2 79575 160272 1.34% 0.603%
18 18.787 2667 2672 2677 rBV 262784 374837 3.13% 1.411%
19 19.428 2776 2781 2786 rBV 281177 390068 3.26% 1.468%
20 19.786 2839 2842 2850 rVB 241404 392146 3.28% 1.476%

21 19.986 2870 2876 2881 rBV 1235778 1633453 13.64% 6.148%
22 20.285 2923 2927 2933 rVB3 122046 166281 1.39% 0.626%
23 21.519 3133 3137 3143 rVB3 95512 137850 1.15% 0.519%
24 21.637 3149 3157 3162 rBV3 441126 918508 7.67% 3.457%
25 21.819 3184 3188 3193 rVB4 81526 123907 1.04% 0.466%

26 22.418 3286 3290 3296 rVB3 82792 123862 1.03% 0.466%
27 23.100 3401 3406 3413 rVB2 93722 173515 1.45% 0.653%
28 23.817 3521 3528 3533 rBV3 81979 263484 2.20% 0.992%
29 24.522 3643 3648 3657 rVB2 51838 140665 1.18% 0.529%
30 24.674 3666 3674 3683 rVB2 75982 231034 1.93% 0.870%

31 24.821 3690 3699 3718 rVB3 322587 968100 8.09% 3.644%
32 25.156 3728 3756 3774 rBV 1956037 11971381 100.00% 45.061%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26566968

8270-BG102119.M Fri Nov 15 16:17:00 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2000000

1500000

1000000

500000

8.16

5.60

5.10

TIC: BG043643.D

7.54
7.20
8.32

9.16

|

7.99 8

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
2000000

1500000

1000000

500000

13.25

16.12

14.63

14.07

TIC: BG043643.D

19.99

21.64
18.79

19.4319 74
1.82

05
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
2000000

1500000

1000000

500000

TIC: BG043643.D

ol

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

8270-BG102119.M Fri Nov
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 6

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

3.16 12.03 ng 139957 1,4-Dichlorobenzene-d4 7.99
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.158 min): BG043643.D (-8) (-) m/z 73.10 100.00%
7B
5000 43
55 87
048 3.20 3.30 3.40 3.50 3.60
el e 228 Mz 43,10 41.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 RN RN A AR AR
43 95 3.20 3.30 3.40 3.50 3.60
87 m/z 55.10 27 .98%
|.||||| Lo oo
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
87 U RS AR AR AR
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 24 . 27%
m/z--> 20 ' 80 100 120 140 160 180 200 220 240
Abundance #8379: 3-Pentanol, 2,4-dimethyl- R Raman b AR B
78 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12 .65%
5000 55
43
,‘,“‘,‘,859?,,, e — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown5.10 Concentration Rank 5

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

5.10 12.58 ng 146303 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Nonanone 142 C9H180 000821-55-6 17
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 342 (5.097 min): BG043643.D (-337) (-) m/z 43.10 100.00%
43
59
5000
s "o 50 550 s
...,....,....,....',!.~..,??~!~.|i....,??..,??..9,1....,|....,.... m/z 59.10 65.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 U N UL N IR
4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.57%
21 37 .| 53 ” 67 77 83 o1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
48
480 500 520 540
5000 m/z 58.10 14 .99%
101
15 58
\ 28 37|l s1 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #19930: 2-Nonanone
43 4.80 5.00 5.20 5.40
m/z 41.10 11.47%
5000
58 -
84
”'I'”'I'”'I'”'Hl“'l'MMH'”'N'”'I'“'I'”'I"y?”"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2

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

7.54 73.33 ng 853010 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 758 (7.541 min): BG043643.D (-751) (-) m/z 132.10 100.00%
132
5000 68 /k
6 L N SR R IR
40 52 ‘ B | 104 7.20 7.40 7.60 7.80
S N 1.1 P -/ S R | N m/z 68.10 40.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
a1 70 m/z 134.00 31.75%
4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
A AR IR UL I
7.20 7.40 7.60 7.80
5000 m/z 66.10 31.09%
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 7.20 7.40 7.60 7.80
69 m/z 69.05 18.72%
104
5000
31 o9 “ 8
| P l !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.26 5.61 ng 160272 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2582 (18.258 min): BG043643.D (-2576) (-) m/z 192.05 100.00%

192

5000 73
43 60

L
(A " ||:II|||:|

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

18.00 18.20 18.40 18.60
m/z 191.05  64.48%

1 227239 256

5000 129

J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

18.00 18.20 18.40 18.60
m/z 73.10 45.22%

213
143 157171 185 199

43 18.00 18.20 18.40 18.60
5000 129 m/z 43.15 35.36%

143 157 214

e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A RERREEEEE S L
60 73 18.00 18.20 18.40 18.60

m/z 60.10 33.27%

5000 129

43

185 228
‘ ‘ T7 01115 | 143 171 ‘ 199
e T T R TP

m/z--> 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 9,10-Anthracenedione Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.79 13.13 ng 374837 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 86
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
4 1.4-Anthracenedione 208 C14H802 000635-12-1 64
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
Abundance Scan 2672 (18.787 min): BG043643.D (-2667) (-) m/z 208.10 100.00%
150 180 208
5000
76
0] e 128 16140 15160 15,80 1905 1920
3 65 223 21 260 281 | Th/77180.05  97.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67896: 9,10-Anthracenedione
1%52 180 208
5000 76 SR AU SR
18 40 18. 60 18. 80 19. oo 19. 20
50 126 m/z 152.10 79.37%
90 104 SN NN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45694: Benzo|[c]cinnoline
152 180
18.40 18.60 18.80 19.00 19.20
5000 m/z 151.10 42 _.87%
76 126
o e 1 s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45758: 1H-Phenalen-1-one R R EEE e e
152 18 40 18. 60 18. 80 19. oo 19. 20
m/z 76.05 26.79%
180
5000
6376
126
T < S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown20.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.29 3.62 ng 166281 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 45
2 1-Naphthalenamine. N-phenvl- 219 C16H13N 000090-30-2 25
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 25
4 Hentriacontane 437 C31H64 000630-04-6 20
5 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 18

Abundance Scan 2928 (20.291 min): BG043643.D (-2923) (-) m/z 219.10 100.00%

9

5000

145 167 191 I 237 260 285 328 355 20.00 20.20 20.40 20.60
L T B e e B e e m/z 57.10 54 _47%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 LA L L L L L L L
20. OO 20 20 20. 40 20. 60
29 m/z 218.10 51.35%
| | L ,]1}311141 169 197 225 253 296
e T L e e e e A LI e e
m/z--> 50 100 150 200 250 300 350
Abundance #76631: 1-Naphthalenamine, N-phenyl-
219
R R R
20.00 20.20 20.40 20.60
5000 m/z 43.10 36.79%
109
27 5} 77 | 127 153 189
T LA e e e o e e e e I B M A LA B e e o ——T
m/z--> 50 100 150 200 250 300 350
Abundance #134594: Octadecane, 1-chloro- B REEE T RS
57 20.00 20.20 20.40 20.60
m/z 71.15 31.80%
5000 85
29 05
\‘ I Ll J\ ‘ﬂJ iy }3\3 L 161 189 217 245 288

m/z--> 50 100 150 200 250 300 350 20. OO 20 20 20. 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Phthalic acid, octyl propyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.52 3.00 ng 137850 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. octvl propvl ester 320 C19H2804 1000309-10-8 81
2 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 49
3 Phthalic acid. hexadecvl propvl ... 432 C27H4404 1000309-06-5 30
4 Phthalic acid. decvl propvl ester 348 C21H3204 1000308-98-8 22
5 Phthalic acid, monoamide, N-isop... 277 C16H23NO3 1000314-85-1 18
Abundance Scan 3137 (21.519 min): BG043643.D (-3133) (-) m/z 149.10 100.00%
149
207
5000
57 167
g5 113 21.20 21.40 21.60 21.80
L ﬁ. L Al 23 L bRal m/z 207.10  62.40%
m/z--> 50 100 150 200 250 300 350
Abundance #161246: Phthalic acid, octyl propyl ester
149
5000 USRI BN BRI SUNRRE
21.20 21.40 21.60 21.80
m/z 292.15 38.59%
A4l 76 104155 | 173191209 261279 320
m/z--> 50 100 150 200 250 300 350
Abundance #102186: 1,2-Benzenedicarboxylic acid, dipropy! ester
149
21.20 21.40 21.60 21.80
5000 m/z 208.10 33.38%
18, 43 76 10410 | 67 191209 o5,
m/z--> 50 100 150 200 250 300 350
Abundance #222795: Phthalic acid, hexadecy! propy! ester R B e e
149 21.20 21.40 21.60 21.80
m/z 57.10 30.52%
5000
41 209
T, 89 10415 | g7 1917 275
m/z--> 50 100 150 200 250 300 350 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.82 2.70 ng 123907 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Hexadecane 226 C16H34 000544-76-3 89
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
4 Tricosane 324 C23H48 000638-67-5 83
5 Hexacosane 366 C26H54 000630-01-3 70
Abundance Scan 3188 (21.819 min): BG043643.D (-3184) (-) m/z 57.10 100.00%
57
5000 L\JK/”/LM»\,\
1 11t 2 263 pos aa> ase | 2180 2180 2200 2520
ek m/z 71.10 64 .35%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR B SULRSN UL B
21 60 21. 80 22. 00 22 20
m/z 43.10 61.51%
29 113
LA LA J J1f1‘169 197 225 253 296
m/z--> 6 55 100 150 260 250 360 3éo
Abundance #83026: Hexadecane
57
' 2160 21.80 22.00 22.20
5000 85 m/z 85.10 47.48%
29 113
| ] Lod | ,141 169 197 2%6
m/z--> 6 55 160 150 260 250 360 3éo
Abundance #141430: Eicosane, 2-methyl- e BAREE R
57 21.60 21.80 22.00 22.20
m/z 55.10 27 .50%
5000 85
29 253
s P s s T
m/z--> 6 % @ m @ 250 @ @ mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.42 2.70 ng 123862 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3290 (22.418 min): BG043643.D (-3286) (-) m/z 57.10 100.00%
57
5000 WL/
85
HRSA NI B BRI B
141 211 239 22.20 22.40 22.60 22.80
e ﬂ ll aoy 300183, 5 D20 AP IRU6 TS sy 43,10 74.49%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 LR B BRI UL B
85 22120 22.40 22.60 22.80
29 m/z 71.10 69.77%
| | 113 141 160 195 240
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
2220 22.40 2260 22.80
5000 85 m/z 85.10 35.21%
%gw i _ ”1}311§1 169 197 225 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #202660: Heptacosane R e EERmE R
57 22.20 22.40 22.60 22.80
m/z 41.10 29.99%
5000 85
29 } 113 380
141
A s s am e BB
m/z--> 50 100 150 200 250 300 350 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.10 3.78 ng 173515 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 3406 (23.100 min): BG043643.D (-3401) (-) m/z 57.10 100.00%
g7
185211 253281 22.80 23.00 23.20 23.40
...J,...J-‘“ e e 32 337 370 %9 "w/z 43.10  68.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane N“W%/\vvw/‘
57
85
5000 AUV BB
22. 80 23. 00 23. 20 23. 40
m/z 71.10 64 .73%
29 113
JIJMMMmmmm
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 39.43%
85
29
113
‘ J ‘ 141 183 555 253 280
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance #105897: Heptadecane, 3-methyl- R ABEEmEEESEE S
57 22.80 23.00 23.20 23.40
m/z 55.10 34.20%
5000
85
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 400 4&1;0 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Perylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .52 2.91 ng 140665 Perylene-d12 24.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 89
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 76
3 Benzolklfluoranthene 252 C20H12 000207-08-9 76
4 Benzolelpvrene 252 C20H12 000192-97-2 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 3648 (24.522 min): BG043643.D (-3643) (-) m/z 252.10 100.00%
282
5000
69 o7 113 224 24.20 24.40 24.60 24.80
AL S (JROLTIA92 G2t L 278201 18 365 | n/57550.10  32.31%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
282
5000
24.20 24.40 24.60 24.80
126 m/z 253.05 19.98%
27 50 74 99 , | 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene
252
24.20 24,40 24.60 24.80
5000 m/z 248.10 8.10%
126
26 51 74 100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
252 24.20 24.40 24.60 24.80
m/z 251.05 8.00%
5000
126
74 99 ) 200 224
m/z--> 50 100 150 200 250 300 350 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043643.D

Aca On : 14 Nov 2019 21:06

Operator :© JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 13 2-Trifluoromethyl-9-phenant... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

25.16 247.32 ng 11971400 Perylene-di12 24.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Trifluoromethvl-9-phenanthroic... 290 C16H9F302 038635-68-6 64
2 Stanolone 290 C19H3002 000521-18-6 59
3 (4-Nitrophenvl)diphenvlamine 290 C18H14N202 004316-57-8 53
4 Ferrocene. benzovl- 290 C17H14FeO 001272-44-2 53
5 Ethyl alpha-cyano-alpha-(6-phena... 290 C18H14N202 1000241-29-4 53

Abundance Scan 3757 (25.162 min): BG043643.D (-3728) (-) m/z 290.05 100.00%

290

—

5000
51 76 105 129151 J 205 ZT3 oo1 | a1s a7 371 24.80 25.00 25.20 25.40
| SNl NSy s A SOSED PRI M N S LT £ A A m/z 291.05 21.43%
m/z--> 50 100 150 200 250 300 350
Abundance #136141: 2-Trifluoromethyl-9-phenanthroic acid
290
5000 LA L L L L L L B
245 24.80 25.00 25.20 25.40
225 m/z 176.05 14.14%
45 69 135 0 208 |, )| 2m
...,.I..nlll@ ST G P L 2 R —
m/z--> 50 100 150 200 250 300 350
Abundance #136339: Stanolone
231 0
f T

24.80 25.00 25.20 25.40
m/z 233.10 13.84%

5000

I~

m/z--> 50 100 150 200 250 300 350
Abundance #136252: (4-Nitrophenyl)diphenylamine e e R R L o
290 24.80 25.00 25.20 25.40
m/z 289.10 13.41%
5000
244
57 77 95115 139 167 217 |
T T e T S R EEE R
m/z--> 50 100 150 200 250 300 350 24 80 25 00 25. 20 25 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111419\
Data File : BG043643.D

Acq On : 14 Nov 2019 21:06

Operator : JU

Sample - K5813-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.16 12.0 ng 139957 1 7.99 232637 20.0
unknown5.10 5.10 12.6 ng 146303 1 7.99 232637 20.0
unknown? .54 7.54 73.3 ng 853010 1 7.99 232637 20.0
n-Hexadecanoic acid 18.26 5.6 ng 160272 4 17.37 570900 20.0
9,10-Anthracenedione 18.79 13.1 ng 374837 4 17.37 570900 20.0
unknown20.29 20.29 3.6 ng 166281 5 21.64 918508 20.0
Phthalic acid, oc... 21.52 3.0 ng 137850 5 21.64 918508 20.0
Hexadecane 21.82 2.7 ng 123907 5 21.64 918508 20.0
Heptadecane 22.42 2.7 ng 123862 5 21.64 918508 20.0
Hexadecane, 2,6,1... 23.10 3.8 ng 173515 5 21.64 918508 20.0
Perylene 24 .52 2.9 ng 140665 6 24.82 968100 20.0
2-Trifluoromethyl... 25.16 247.3 ng 11971400 6 24.82 968100 20.0
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