LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

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 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 2.116 3 5 21 rVB 857383 1013514 26.07% 3.201%
2 5.463 570 574 606 rBY 2690974 2984883 76.77% 9.428%
3 6.475 742 746 765 rBVY 2635726 3196524 82.21% 10.097%
4 6.610 765 769 788 rVB 3307870 3183985 81.89% 10.057%
5 6.839 804 808 817 rBV 994732 951083 24.46% 3.004%
6 6.992 830 834 850 rBVY 2736390 2624291 67.49% 8.289%
7 7.398 899 903 923 rBVY 1826093 2118119 54.47% 6.691%
8 8.116 1022 1025 1051 rBV 1147240 1242021 31.94% 3.923%
9 9.192 1204 1208 1220 rBvV 4101337 3888338 100.00% 12.282%
10 9.586 1272 1275 1285 rVB 126288 146952 3.78% 0.464%

11 9.869 1320 1323 1337 rVB 1452633 1371220 35.26% 4_.331%
12 10.663 1454 1458 1474 rBV 1522822 1782489 45.84% 5.630%
13 11.357 1573 1576 1586 rBV 1197713 1344887 34.59% 4.248%
14 12.574 1780 1783 1787 rBV 145990 148466 3.82% 0.469%
15 12.804 1816 1822 1829 rBV 112925 137860 3.55% 0.435%

16 12.939 1841 1845 1854 rVB 3209718 2986789 76.81% 9.434%
17 13.862 1994 2002 2014 rBVS8 60863 190714 4_.90% 0.602%
18 14.004 2021 2026 2034 rBV 721055 907705 23.34% 2.867%
19 14.751 2150 2153 2158 rVB 43214 45320 1.17% 0.143%
20 14.827 2163 2166 2169 rBV 44133 47088 1.21% 0.149%

21 15.086 2206 2210 2215 rVB2 75465 103011 2.65% 0.325%
22 15.468 2269 2275 2289 rVB 617959 958860 24.66% 3.029%
23 15.886 2341 2346 2352 rBV 117461 164566 4.23% 0.520%

24 16.380 2426 2430 2436 rVB3 28727 53109 1.37% 0.168%
25 16.962 2523 2529 2538 rVB4 28942 66753 1.72% 0.211%
Sum of corrected areas: 31658547
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample o K4294-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BF116155.D
4000000

6.61

3000000
5.46 6.47 6.99
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Abundance TIC: BF116155.D
4000000 9|19
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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: BF116155.D
4000000
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2000000

1000000
14.00 15.47

13.86] 141283 15.09 15.89 16.38 16.96

O e e e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

Misc :

ALS Vial : 16 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 3

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

2.12 21.31 ng 1013510 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.122 min): BF116155.D (-3) (-) m/z 73.00 100.00%
73
5000
43 - 87
a7 | &7 2.20 2.30 2.40 2.50
Ol e e o b e || M/z 43.00 31.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 ISR RS U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 26.17%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.00 22.18%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50
m/z 71.10 10.88%
5000
45
29
ol 39| 5 67 | 101 /\
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Relative to ISTD

3183990 1,4-Dichlorobenzene-d4

MW  MolForm

1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 769 (6.610 min): BF116155.D (-765) (-) m/z 132.00 100.00%
132
5000 68
20 54 % J 620 640 660 6.80 7.00
o 8 e o w/z 68.00  42.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- prop|ony|
57 132
74
5000 s MO ARBARASE SARRE AR
620 6.40 6.60 6.80 7.00
m/z 134.00 33.12%
) IR n,m...“,.nh.,‘w...w A 188 189
m/z--> 20 40 100 120 140 160 180
Abundance
132
117 620 6.40 660 6.80 7.00
5000 m/z 66.00 28.56%
39 91
27 51 65 77 105
O T e e
m/z--> 20 40 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- R e R ERmay
132 6.20 6.40 6.60 6.80 7.00
117 m/z 69.00 17.37%
5000
39 51 65 77 t
. }?I ?7..‘,..h S ...,1??.. .lw‘. —
m/z--> 20 40 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF073019.M Fri Aug 16 05:33:33 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

Misc :

ALS Vial : 16 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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.86 4.20 ng 190714 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance ‘Scan 2002 (13.862 min): BF116156.D (-1994) (-) m/z 83.00 100.00%

5000

%

13.60 13.80 14.00 14.20
m/z 69.00 99.26%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

iy

5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. OO 14. 20
29 m/z 55.00 97 .54%
0 Il f 182 210 238 266
S RARAREERaEASE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 13.60 13.80 14.00 14.20
5000 111 m/z 57.00 96.97%
26 126 154 182 210 237 255 306

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152719: Tetradecyl trifluoroacetate B EERR Bam e L
13.60 13.80 14.00 14.20
m/z 43.00 94 ._.72%

5000

196 203 241

153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.15 ng 103011 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2211 (15.092 min): BF116155.D (-2206) (-) m/z 57.00 100.00%
57
5000
99 L S B BUILE B
|| ] 155 197 256 14.80 15.00 15.20 15.40
oA b gt e, e m/z 71.00 73.62%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000 LI S B BUILE B
Mmmmmmmm
m/z 85.00 61.59%
o 26 ‘h () \ 141 183 225 282
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.80 15.00 15,20 15.40
5000 m/z 43.00 60.41%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane I AEEREE TS
57 14.80 15.00 15.20 15.40
m/z 55.00 28.90%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116155.D

Aca On : 10 Aug 2019 18:07

Operator : HP/JU

Sample : K4294-01

Misc :

ALS Vial : 16 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.89 3.43 ng 164566 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2347 (15.892 min): BF116155.D (-2341) (-) m/z 57.00 100.00%

57
85
5000

113 LN W e

141 169 197 205 355 15.60 15.80 16.00 16.20
I J”" o M N— m/z 71.00 78.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-

%

5000 85 T T T
15. 60 15. 80 16. 00 16 20

m/z 43.00 59.03%

113 4
o L. J‘L“\d 141 169 107 239 267 204 323 352
e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T
P 15.60 15.80 16.00 16.20
5000 m/z 85.05 57.81%
29 113
o 141 169 197 225 253 296
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T T
57 15.60 15.80 16.00 16.20
m/z 55.00 22.01%
o I W
13 149
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
RN 1 I A i S A Lt s e R LR LA s S T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF081019\

BF116155.D

10 Aug 2019 18:07

HP/JU

K4294-01

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.61

n-Nonadecanol -

Eicosane

Heptadecane, 9-oc...

8270-BF073019.M Fri Aug 16 05:33:36 2019

1

2.12 21.3 ng
6.61 67.0 ng
13.86 4.2 ng
15.09 2.1 ng
15.89 3.4 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

1013510
3183990
190714
103011
164566

|--Internal Standard---|
| # RT Resp Conc]

951083 20.0
951083
907705 20.0
958860 20.0
958860 20.0
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