LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF073019.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 2.193 5 18 28 rvB 70105 114240 2.59% 0.327%
2 5.475 571 576 604 rBVY 2904452 3424465 77 .56% 9.801%
3 6.481 742 747 765 rBVY 2947969 3562440 80.68% 10.196%
4 6.610 765 769 788 rVB 3504255 3566613 80.78% 10.208%
5 6.833 804 807 819 rVB 931139 812862 18.41% 2.327%

6.992 830 834 849 rBV 3056152 2932774 66.42% 8.394%
7.398 899 903 935 rBV 2095583 2432497 55.09% 6.962%
8.116 1021 1025 1045 rBV 960782 1029608 23.32% 2.947%
4166382 4165221 94.34% 11.921%
9.869 1319 1323 1342 rBV 1214417 1227449 27.80% 3.513%
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11 10.663 1454 1458 1486 rBV 2221805 2673281 60.55% 7.651%
12 11.357 1573 1576 1594 rBV 1010806 1228701 27.83% 3.517%
13 12.945 1841 1846 1849 rBV 4196586 4415277 100.00% 12.637%
14 14.004 2022 2026 2041 rBV 834782 1015100 22.99% 2.905%
15 14.451 2097 2102 2106 rBV 95612 93486 2.12% 0.268%

16 14.751 2148 2153 2159 rBV 173405 178700 4._05% 0.511%
17 15.080 2203 2209 2217 rBV 220249 277917 6.29% 0.795%
18 15.474 2267 2276 2293 rBvV2 528051 1194825 27.06% 3.420%
19 15.886 2338 2346 2355 rBV 202432 336294 7.62% 0.963%
20 16.374 2423 2429 2436 rBV 107528 198294 4._.49% 0.568%

21 16.956 2523 2528 2534 rVB2 30189 58758 1.33% 0.168%

Sum of corrected areas: 34938802
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116222.D
4000000
6.61

6.99
3000000 5.47 6.48

7.40
2000000

1000000 6.83

o3t LU

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116222.D
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2000000

1000000 8.12 11.36

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116222.D
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2000000

1000000 14.00
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14/(45 h I\ N : 16.96
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™1 I T T T T T T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7

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

2.19 2.81 ng 114240 1,4-Dichlorobenzene-d4 6.83
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 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 18 (2.193 min): BF116222.D (-5) (-) m/z 73.00 100.00%
3

5000
43

ki

55 87

2.20 2.30 2.40 2.50 2.60
el e e | M/Z 42.95  32.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L LA LA BL L BB LR
43 2.20 2.30 2.40 2.50 2.60
% 87 m/z 55.00 25.87%
29
R B o I A B o b e e S R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 25.66%
29 ‘
TR I, 65 |]l, 80 | 97 112 129
T T R e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol AP
73 2.20 2.30 2.40 2.50 2.60
55 m/z 41.00 12.59%
43
5000
15 \\\ H | 8
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF073019.M Fri Aug 16 02:12:11 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 1

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

6.61 87.75 ng 3566610 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF116222.D (-765) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 6.60 6.80 7.00
Jrer |dsus | /7 68.00  43.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R RN UL I I
6.0 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.35%
"% !||'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 29.03%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LI L L I
132 6.20 6.40 6.60 6.80 7.00
m/z 68.95 17.61%
5000
66
S M |||
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.99 ng 178700 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2153 (14.751 min): BF116222.D (-2148) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.40 14.60 14.80 15.00
|, 1] lu—y JO 197 228 282 m/z 71.05  75.26%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 43.00 62.34%
2 ‘ Li 1] i Jlfu 169 107 225 253 282
m/z--> §o 100 150 260 250 360 3%0
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 1500
5000 85 m/z 85.05 55.43%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> §o 100 150 260 2%0 300 3%0
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.00 23.30%
85
5000
29 113
NEER J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14'40 14. 60 14. 80 15. 00 '

8270-BF073019.M Fri Aug 16 02:12:12 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.65 ng 277917 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2209 (15.080 min): BF116222.D (-2203) (-) m/z 57.00 100.00%
57
85
5000
| 1113 141 169 107 225 252 14.80 15.00 15.20 15.40
— | 1-'*.' LR B N— m/z 71.05 73.69%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 60.73%
29 113
Lad g 1] | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
' 14.80 15.00 15.20 15.40
5000 85 m/z 85.05 54 _.32%
113
L } A ST M 209 107 2P 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane N B B L B B B LR
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .38%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 150 2(')0 251;0 300 351;0 14I80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.89 5.63 ng 336294 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 90
Abundance Scan 2347 (15.892 min): BF116222.D (-2338) (-) m/z 57.00 100.00%
g7
85
5000
UL 000 a7 205 20 1560 1560 16,00 1620
ST 0 0 O o e L= L m/z 71.05 71.76%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20
113 m/z 85.05 58.69%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
g7
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
85 15.60 15.80 16.00 16.20
5000 m/z 43.00 57 .45%
29 113
LU {77,241 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- BB R R T e
57 15.60 15.80 16.00 16.20
m/z 55.00 21.58%
5000 85 mj\\Mh-whﬁv*/\\\Ivmdej\mﬂJﬂ
113
LT e aor P 67 g gpm s | e e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116222.D

Aca On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.37 3.32 ng 198294 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2428 (16.368 min): BF116222.D (-2423) (-) m/z 57.00 100.00%
5000 l (
16.00 16,20 16.40 16.60
m/z 71.00 76.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 U DA AR
16. oo 16. 20 16 40 16.60
m/z 43.00 58.34Y%
29‘ ]113 141 169 282
A ,.1 At L 9725 288 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.00 56.55%
113
29 | | || |7]7,241 160 197 225 267 205 365 393
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane — R R T IR T
57 16.00 16.20 16.40 16.60
m/z 55.00 21.54%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081319\
Data File : BF116222.D

Acq On : 13 Aug 2019 10:56

Operator : HP/JU

Sample : PB122176BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.19 2.8 ng 114240 1 6.83 812862 20.0
unknown6.61 6.61 87.8 ng 3566610 1 6.83 812862 20.0
Eicosane 14.75 3.0 ng 178700 6 15.47 1194830 20.0
Heneicosane 15.08 4.7 ng 277917 6 15.47 1194830 20.0
2-methyloctacosane 15.89 5.6 ng 336294 6 15.47 1194830 20.0
Triacontane 16.37 3.3 ng 198294 6 15.47 1194830 20.0
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