LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 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-BG121218 .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 5.139 344 349 356 rBV 16654 27369 2.10% 0.346%
2 5.609 422 429 440 rBV 285397 474938 36.40% 5.996%
3 7.213 694 702 717 rBV 316199 600374 46.01% 7 .580%
4 7.583 757 765 775 rBV 298033 522249 40.02% 6.594%
5 8.053 838 845 851 rBV 63349 112550 8.63% 1.421%
6 8.376 893 900 909 rVB 213791 372306 28.53% 4_.701%
7 9.234 1035 1046 1056 rBV 178772 337457 25.86% 4.261%
8 10.873 1318 1325 1336 rBV 89034 165846 12.71% 2.094%
9 13.312 1732 1740 1750 rBV 494633 794388 60.88% 10.030%
10 14.140 1873 1881 1894 rBvV 63609 99925 7.66% 1.262%

11 14.693 1968 1975 1985 rBV2 166062 278943 21.38% 3.522%
12 16.185 2221 2229 2240 rBV3 550579 878742 67.34% 11.095%
13 17.442 2434 2443 2451 rBV 259792 405071 31.04% 5.114%
14 18.300 2584 2589 2596 rBV3 19217 32335 2.48% 0.408%
15 20.039 2880 2885 2893 rBvV 956328 1304866 100.00% 16.475%

16 20.309 2928 2931 2935 rVB3 14563 16834 1.29% 0.213%
17 20.691 2992 2996 3000 rBV7 13432 26975 2.07% 0.341%
18 20.803 3013 3015 3018 rVvB2 25170 24684 1.89% 0.312%
19 21.314 3098 3102 3108 rVB2 27513 48419 3.71% 0.611%

20 21.561 3140 3144 3150 rVB 93631 140863 10.80% 1.778%

21 21.720 3164 3171 3180 rBV2 257421 459842 35.24% 5.806%

22 21.861 3191 3195 3200 rVB 27938 43136 3.31% 0.545%
23 22.407 3284 3288 3294 rVB9 32589 51934 3.98% 0.656%
24 22.466 3294 3298 3303 rVB2 24074 37511 2.87% 0.474%
25 23.165 3413 3417 3429 rVB2 25468 55572 4.26% 0.702%
26 23.359 3448 3450 3457 rVB4 19324 29891 2.29% 0.377%
27 23.976 3549 3555 3562 rBvV4 26398 66751 5.12% 0.843%
28 24.933 3712 3718 3719 rBvV4 20613 33380 2.56% 0.421%
29 25.022 3724 3733 3744 rVB 150780 449804 34.47% 5.679%
30 26.079 3908 3913 3919 rBV6 12032 27500 2.11% 0.347%
Sum of corrected areas: 7920455
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038829.D

800000
600000

400000
5.61 7.21 758

8.38
200000 9.23

8.05 10.87
5.14

e T o RSN WSS L IHSUESMESRERMFSUIESI & MESHEL IR St USESBEESIL § WSS | SRR —————

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038829.D

20.04

800000

600000 16.18
13.31

400000

17.44
200000 14.69

14.14

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: BG038829.D

800000
600000
400000

200000 25.02

23. 23.98
MMNA?§36 2493 26.08

o] S Sttt ———————eS el el s S L6 S sl dL b

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\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 4.86 ng 27369 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 9
3 Acetone 58 C3H60 000067-64-1 7
4 Butane 58 C4H10 000106-97-8 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 349 (5.139 min): BG038829.D (-344) (-) m/z 43.00 100.00%
43
59
5000
101 RN SR AN R
| 83 | 4.80 5.00 5.20 5.40
o 1 Y| .« NS ENN—— m/z 59.00 55.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LB AL AL I L
59 480 500 520 540
m/z 101.00 19.35%
15 31 101
0 25,1 37, 53.| 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43
29 59 4.80 500 520 540
5000 m/z 58.00 17.45%
101
15 73
B N 11 21 = 1 - AN W -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #217: Acetone
43 4.80 5.00 5.20 5.40
m/z 41.00 10.59%
5000
58
o 15 27 37 s
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 92.80 ng 522249 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (7.577 min): BG038829.D (-757) (-) m/z 132.00 100.00%
5000 68
96 AN SRS RS SRS
47 61‘ B | 104 7.20 7.40 7.60 7.80 8.00
o..,....,....,...:ll!... " T PPN S S | m/z 68.00 40.96%
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 EARBARBARNERERS R
7.20 7.40 7.60 7.80 8.00
31 4, 51 78 m/z 133.90 31.99%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

7.20 7.40 7.60 7.80 8.00

5000 97 m/z 66.00 31.08%
70
31 60
o 4481 17T g5 | 105 116
M | -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e aa wa
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.08%
5000
J 15 28 3 = 6 77 90 104
T L T | YL SR I ———
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.31 2.11 ng 48419 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 64
3 Dotriacontane 451 C32H66 000544-85-4 47
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 46
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 43
Abundance Scan 3101 (21.308 min): BG038829.D (-3098) (-) m/z 57.00 100.00%
57
5000
85
113 141167 207 267 305 21.00 21.20 21.40 21.60
ol m/z 43.00 72.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129491: Eicosane
57
5000 85 LN IONLE BUNRE SRR
29 21.00 21.20 21.40 21.60
m/z 71.00 31.31%
LRT T ——
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 21.00 21.20 2140 21.60
5000 o7 m/z 85.00 28.78%
125
ol d LAl |71 155 183 204 253
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #227193: Dotriacontane  EEmmE R
57 21.00 21.20 21.40 21.60
m/z 55.00 27 .26%
5000
85
29
o | { ]| | ;113 141 160 197 225 253 295 337 365 393 421 450
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo 21)00 21!20 21f4o 21!60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown22.41 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.41 2.26 ng 51934 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl _.alpha.-fluoro-3-cvano-cin... 219 C12H10FNO2 1000147-83-8 20
2 Ethvl .alpha.-fluoro-4-cvano-cin... 219 C12H10FNO2 1000147-83-7 18
3 Aromadendrene oxide-(1) 220 C15H240 1000151-98-4 15
4 1H-Indole-2-carboxvlic acid. 6-m... 219 C12H13NO3 015050-04-1 12
5 6-Hydroxy-7,8-dimethyl[1,2,5]oxa... 219 C10H9N303 164356-01-8 11
Abundance Scan 3289 (22.413 min): BG038829.D (-3284) (-) m/z 173.00 100.00%
1 219 396
5000
oa1 208 295 22.00 22.20 22.40 22.60 22.80
o} m/z 219.05 93.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76395: Ethyl .alpha.-fluoro-3-cyano-cinnamate
101 219
5000
22.00 22.20 22.40 22.60 22.80
m/z 326.20 81.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76394: Ethyl .alpha.-fluoro-4-cyano-cinnamate
219
101 22.00 22,20 22.40 22.60 22.80
5000 174 m/z 105.00 71.82%
29 126 146
0.”w””“”w”}qunn.”.””.”.””.”.””.”w””.”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77545: Aromadendrene oxide-(1) A RREEE RS
22.00 22.20 22.40 22.60 22.80
m/z 120.00 70.76%
5000
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.42 ng 55572 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 59
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 59
3 Hexadecane 226 C16H34 000544-76-3 53
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53
Abundance Scan 3418 (23.171 min): BG038829.D (-3413) (-) m/z 57.00 100.00%
g7

5000

13 139 165183 519 22.80 23.00 23.20 23.40

0 m/z 43.00 76.52%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LA L L L L L B
22.80 23.00 23.20 23.40
29 m/z 85.05 50.18%
oL I I ) /1% 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #105894: Heptadecane, 2-methyl-
43
R e e S EEER
22.80 23.00 23.20 23.40
5000 m/z 71.00 46.52%
71
ol | ‘ L% 127 155 183 211 239
i T T
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane R REEREEEE S
57 22.80 23.00 23.20 23.40
m/z 55.00 26.17%
5000
85
29
0 Lo J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 22. 80 23. OO 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122618\
Data File : BG038829.D

Aca On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample : J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Sulfurous acid, butyl penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.98 2.97 ng 66751 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 86
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 74
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
Abundance Scan 3556 (23.982 min): BG038829.D (-3549) (-) m/z 57.00 100.00%
57
43
5000
99113107, 10 165 1650 211 ss | 2380 2380 2000 2420
o} m/z 43.00 69.49%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182578: Sulfurous acid, butyl pentadecy! ester
57
5000 71 ARV R
43 85 2360 23.80 24.00 24.20
m/z 71.00 44 _89%
0 ﬁg ‘ | IL A ﬂ9113127141155169 192 211 245 263
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57
23.60 23.80 24.00 24.20
5000 71 m/z 85.00 44 _80%
43 85
29
ol ‘ Ll d 99113127141154 1§3 217 235
mz> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester L maa e
43 23.60 23.80 24.00 24.20
57 m/z 55.00 23.22%
71
5000 85
oL 2 “\ ‘ | “ 1 1BRTt1ss 1y 210
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2360 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122618\
Data File : BG038829.D

Acq On : 26 Dec 2018 14:18

Operator : JU/SJ

Sample - J6505-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.14 4.9 ng 27369 1 8.05 112550 20.0
unknown7 .58 7.58 92.8 ng 522249 1 8.05 112550 20.0
Eicosane 21.31 2.1 ng 48419 5 21.72 459842 20.0
unknown22 .41 22.41 2.3 ng 51934 5 21.72 459842 20.0
Tetracosane 23.17 2.4 ng 55572 5 21.72 459842 20.0
Sulfurous acid, b... 23.98 3.0 ng 66751 6 25.02 449804 20.0
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