LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.113 3 4 21 rVB 440938 490788 23.13% 3.931%
2 5.551 413 419 435 rBV 367604 626191 29.51% 5.016%
3 7.161 685 693 707 rBV 386787 704262 33.19% 5.641%
4 7.531 748 756 771 rBV 412850 725275 34.18% 5.810%
5 7.996 829 835 845 rBV 91825 156496 7.37% 1.254%

8.325 883 891 903 rBV 316525 548247 25.83% 4._.392%
9.165 1027 1034 1045 rBV2 207766 407123 19.18% 3.261%
1307 1316 1332 rBV 106119 215466 10.15% 1.726%
13.278 1727 1734 1751 rBV 650767 1066678 50.26% 8.544%
13.548 1775 1780 1787 rBV 15279 23812 1.12% 0.191%

O © o~ O
=
o
fos
R
N

11 14.106 1869 1875 1888 rBV 104373 191858 9.04% 1.537%
12 14.658 1962 1969 1984 rBV 225089 376646 17.75% 3.017%
13 16.151 2216 2223 2240 rBV 728962 1263991 59.56% 10.125%
14 17.408 2431 2437 2448 rBV2 355169 567744 26.75% 4.548%

15 19.159 2731 2735 2742 rBV3 14889 34638 1.63% 0.277%
16 20.023 2876 2882 2893 rBV 1543206 2122123 100.00% 16.999%
17 20.328 2930 2934 2938 rVB 22824 27507 1.30% 0.220%
18 20.822 3014 3018 3023 rBV2 22890 30621 1.44% 0.245%
19 21.268 3089 3094 3099 rBVS8 13288 24625 1.16% 0.197%
20 21.327 3099 3104 3116 rVvVv 77010 153229 7.22% 1.227%
21 21.632 3152 3156 3159 rBv4 28780 40294 1.90% 0.323%
22 21.685 3159 3165 3177 rVB2 445268 773113 36.43% 6.193%
23 21.879 3193 3198 3206 rBV2 45118 71173 3.35% 0.570%
24 22.120 3235 3239 3246 rBV5 21735 31925 1.50% 0.256%

25 22.490 3297 3302 3313 rBV2 66890 163616 7.71% 1.311%

26 23.189 3415 3421 3431 rBV 61477 127923 6.03% 1.025%
27 23.536 3475 3480 3486 rBV6 16034 32231 1.52% 0.258%
28 24.000 3552 3559 3568 rVB2 84737 186227 8.78% 1.492%
29 24.929 3705 3717 3734 rBV2 286627 952503 44.88% 7.630%

30 26.104 3909 3917 3926 rBV2 33571 91042 4._.29% 0.729%
31 28.325 4286 4295 4296 rBVS 24303 53997 2.54% 0.433%
32 29.124 4419 4431 4445 rBVS 23173 114010 5.37% 0.913%
33 30.452 4651 4657 4659 rBV6 23231 44802 2.11% 0.359%
34 31.133 4764 4773 4776 rBV9 14849 43736 2.06% 0.350%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 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\HPCHEM1\BNA G\METHODS\8270-BG082219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 12483912
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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: BG042545.D
1400000
1200000
1000000
800000
600000

11 716 7.53

400000 5.55 8.32

200000 8.00 10.82

e e T S SRRE L SESUESMESRSREFRUREEN & SUNSLL WM R VBESBEEEH | SRS | S ———————

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 11.50 12.00 12.50
Abundance TIC: BG042545.D

20.02
1400000

1200000
1000000
800000 16.15
13.28
600000

400000

200000 -
20.33 20.82 2197

22.49
| 89 127

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: BG042545.D

1400000

1200000

1000000

800000

600000

400000

24.93
200000

24.00
2319,, ¢, 29.\10 28.32 29.12 3045 3113
O R e e e e e i e e e e I e B B e e R 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\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.53 Concentration Rank 1

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

7.53 92.69 ng 725275 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 756 (7.531 min): BG042545.D (-748) (-) m/z 132.00 100.00%
5000 j\_
TTrrr T T T T T
40 ‘ J 7.20 7.40 7.60 7.80
iy ||77?.7.!,’1P“?..,.. | m/z 134.00  33.40%
m/z--> 40 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R I SR
7.20 7.40 7.60 7.80
31 78 m/z 68.10 32.10%
."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
U SIS LA LSS SRR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 20.89%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R EEaERmEEEE R
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 13.31%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?. R NSRN I G
m/z--> 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\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1-Heptadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.96 ng 153229 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 92
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Cvclopentadecane 210 C15H30 000295-48-7 84
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 81
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 76
Abundance Scan 3105 (21.333 min): BG042545.D (-3099) (-) m/z 57.10 100.00%
57
- T ¢*
N 21.00 21.20 21.40 21.60
155 196 259 : : : :
% 22224129 281 m/z 43.10 64.86%
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57 83
5000 SRR SRR BN RS
29 111 21.00 21.20 21.40 21.60
m/z 71.10 58.11%
] |140 168 210 238
m/z--> 50 100 1éo 200 250 300 350
Abundance #95993: 1-Decanol, 2-hexyl-
57
21.00 21.20 21.40 21.60
5000 m/z 55.10 51.72%
29 111
Wb b L L L139 168 196 224
m/z--> 50 150 200 250 300 350
Abundance #69583: Cyclopentadecane R R EEEEE L
55 83 21.00 21.20 21.40 21.60
210 m/z 85.10 50.48%
5000 111
29 ‘ 139 182
.dl,“..l.hl\n.ﬂﬂé&.J.,J. N — o e
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.49 4.23 ng 163616 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3302 (22.490 min): BG042545.D (-3297) (-) m/z 57.10 100.00%
57
85
5000
, 185 e s s s s 92120 22140 2260 22,80
B 0 N O Y Y O S AN RN - S m/z 71.10 66.20%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 U DA AU
nmnmnmnm
- m/z 43.10 56.03%
s ] ]113‘ 141 169 197 225 253 338
m/z--> 55 100 150 200 2éo 300 3éo
Abundance #185533: Pentacosane
57
2220 22.40 22.60 22.80
5000 85 m/z 85.05 55.99%
113
290 | ¢ | J [ 169189 211 239 267 205 323 352
m/z--> 55 100 150 200 2éo 360 3éo
Abundance #194493: Hexacosane P T T T T
57 22.20 22.40 22.60 22.80
m/z 55.10 23.13%
” ] w\wjkuumuwuﬁwj\\\\MwVWMNMANN
29 i Iy M3 141 160 197 225 253 295 323 367
m/z--> % ﬁo 150 200 ﬂ) 300 3% nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.19 3.31 ng 127923 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3421 (23.189 min): BG042545.D (-3415) (-) m/z 57.10 100.00%
57
85
5000
141 169 167 539 281 22.80 23.00 23.20 23.40 23.60
el m/z 71.05 68.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 UABAUNABUNAERA SRR
22'80 23.00 23.20 23.40 23.60
m/z 85.05 55.92%
113 141
29 ‘ | | T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
7
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 43.10 54 _.23%
113
29| | || |77 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane NN B e s
7 22.80 23.00 23.20 23.40 23.60
m/z 55.05 23.15%
- I ij\\’wzj\,\
29
L)y (M3141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&'30 200 250 300 350 400 22.80 23.00 23.20 23.40 23.60

8270-BG082219.M Fri Aug 30 12:41:24 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .00 3.91 ng 186227 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3559 (24.000 min): BG042545.D (-3552) (-) m/z 57.10 100.00%
57
13 10 19 107 23160 2380 24100 24,20 2440
— .4.,I Ayt TP 225 258 295 355 U110 64, a3k
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57
5000 85 PR R
Bmmmmmmmmm
29 113 282 m/z 43.10 55.10%
|| .\ I I ]. II I l 141 1 169 i 197 ] 225 s 253
m/z--> 50 100 1éo 200 250 300 3%0
Abundance #175556: Tetracosane
57
85 23.60 23.80 24.00 24.20 24.40
5000 m/z 85.05 51.46%
29
| L LI |‘113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R T TR
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.40%
85
h }\«\/\NMJ\MV\—-/\J\
29 113
2L | ML 169 107 225 253 296
m/z--> % m 150 200 250 300 3m Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042545.D

Aca On : 28 Aug 2019 23:10

Operator : HP/JU

Sample : K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown29.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
29.12 2.39 ng 114010 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-Lonaicamphenvlone 206 C14H220 1000161-37-1 38
2 Phenanthrene-9-carboxaldehvde 206 C15H100 004707-71-5 30
3 4H-1.3.2-Benzodioxaborin. 2-(2-m... 206 C11H15B03 055162-71-5 30
4 Benzoic acid. p-TT(dimethvlamino... 206 C11H14N202 029390-16-7 30
5 Dibenzo[b,f][1,4]diazocine 206 C14H10N2 000262-92-0 30
Abundance Scan 4430 (29.118 min): BG042545.D (-4419) (-) m/z 57.10 100.00%
57
205
81
137
5000 163 259281
05 341 411 NN RSN SRR
"| | | | 28.80 29.00 29.20 29.40
— i L m/z 205.20 77.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66093: (+)-Longicamphenylone
206
5000{ 49 109 145
81 175 28.80 29.00 29.20 29.40
m/z 206.15 76.49%
miz--> 50 100 150 200 250 300 350 400
Abundance #66188: Phenanthrene-9-carboxaldehyde
178 206
28.80 29.00 29.20 29.40
5000 m/z 71.10 69.10%
88 151
T '€0i§3j'1 “ '%2§' w' UELERAS SRR SRR LR UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #65717: 4H-1,3,2-Benzodioxaborin, 2-(2-methylpropoxy)- R B
163 206 28.80 29.00 29.20 29.40
133 m/z 43.05 67.05%
5000
43
77 107 ‘
.J;n.@k,ﬁ.}.ﬂj...J........,.... U N NS AR SRR
m/z--> 50 100 150 200 250 300 350 400 28.80 29.00 29.20 29.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082819\
Data File : BG042545.D

Acq On : 28 Aug 2019 23:10

Operator : HP/JU

Sample - K4536-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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]
unknown7 .53 7.53 92.7 ng 725275 1 8.00 156496 20.0
1-Heptadecene 21.33 4.0 ng 153229 5 21.69 773113 20.0
Tetracosane 22 .49 4.2 ng 163616 5 21.69 773113 20.0
Triacontane 23.19 3.3 ng 127923 5 21.69 773113 20.0
Eicosane 24 .00 3.9 ng 186227 6 24.93 952503 20.0
unknown29.12 29.12 2.4 ng 114010 6 24.93 952503 20.0
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