LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114291.D

Aca On : 15 May 2019 18:14

Operator : JU/SJ

Sample : PB119740BL

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-BF051019.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 2.240 22 26 38 rvB 208457 304034 3.90% 0.464%
2 5.498 575 580 583 rBY 6285301 6681110 85.69% 10.204%
3 6.498 744 750 753 rBVY 6039596 7166720 91.92% 10.946%
4 6.628 767 772 775 rBVY 6567591 6799217 87.20% 10.385%
5 6.845 805 809 813 rBVY 1994105 1743352 22.36% 2.663%

7.004 831 836 840 rBV 5562279 5489703 70.41% 8.385%
7.410 899 905 908 rBV 4060429 4653144 59.68% 7.107%
8.128 1022 1027 1046 rBV 2144944 2245986 28.81% 3.430%
9.204 1203 1210 1213 rBV 7085025 7796896 100.00% 11.909%
9.881 1319 1325 1335 rBV 2241551 2456084 31.50% 3.751%

=
QO ~NO®

11 10.675 1453 1460 1482 rBV 4244584 4779471 61.30% 7.300%
12 11.369 1572 1578 1595 rBV 2651125 2637458 33.83% 4.028%
13 12.957 1841 1848 1851 rBV 6711512 7099886 91.06% 10.844%
14 14.010 2023 2027 2038 rBV 2135215 2228082 28.58% 3.403%
15 14.463 2099 2104 2109 rBV2 68665 84310 1.08% 0.129%

16 14.774 2151 2157 2166 rBV 124849 160529 2.06% 0.245%
17 15.110 2209 2214 2219 rBV 182304 217039 2.78% 0.331%
18 15.480 2271 2277 2288 rBV 1598428 2284278 29.30% 3.489%
19 15.915 2346 2351 2364 rVB 212117 353689 4._.54% 0.540%
20 16.415 2431 2436 2443 rBV 117573 214065 2.75% 0.327%

21 17.004 2533 2536 2545 rVB4 37700 78102 1.00% 0.119%

Sum of corrected areas: 65473155
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF114291.D

Aca On : 15 May 2019 18:14
Operator : JU/SJ

Sample - PB119740BL

Misc :

ALS Vial : 4

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF051519\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114291.D

Aca On : 15 May 2019 18:14

Operator : JU/SJ

Sample : PB119740BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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.

2.24 3.49 ng 304034 1,4-Dichlorobenzene-d4 6.85
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 26 (2.240 min): BF114291.D (-22) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60
St S N O — m/z 43.00 43.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 AU UL IR LN AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 30.10%
29.0
0 L AN ,
L L UL UL UL IR IULAULE I IULULE IULLSS WIS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 25.24%
29.0
15\'0 H\ ‘ | ‘ i \‘ | , 97.0
G S R A S RS AR RS RS S RAARN SERR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14.97%
5000 55.0 \vaﬂj\VNNAFvwvaWﬁNV\’AV_W
43.0
27.0
o 130 ||, M‘\ | l, 830 980 1150
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051519\
Data File : BF114291.D

Aca On : 15 May 2019 18:14

Operator : JU/SJ

Sample : PB119740BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.63 Concentration Rank 1

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

6.63 78.00 ng 6799220 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF114291.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 SRS SRS LRSS U A
400 549 J 6.20 6.40 6.60 6.80 7.00
ol .l:f‘,z-.l..l,':.l.l“?-?.. S — m/z 68.05 44._32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 RS MU A S
6.0 640 6.60 6.80 7.00
m/z 134.00 34 .28%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.00 28.02%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' TTTT T TTT T T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.09%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 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\BF051519\
Data File : BF114291.D

Aca On : 15 May 2019 18:14

Operator : JU/SJ

Sample : PB119740BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.92 3.10 ng 353689 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2352 (15.921 min): BF114291.D (-2346) (-) m/z 57.10 100.00%

57.1
5000

99.0
l 141.1 183 1 15.60 15.80 16.00 16.20
o...l,..ll“ﬂ‘l..l, S R — m/z 71.10 64.06%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LA L L L LB |
15.60 15.80 16.00 16.20
99.0 m/z 43.05 60.99%
o 2a0| bl }410 183.0 2250 2810  337.0  394.0
el iy T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
R I e o
15.60 15.80 16.00 16.20
5000 m/z 85.10 45 .21%
27,0 ‘990 141.0
0 Iy J 1830 2250 267.0 323.0  380.0
...,....,....,.... Ll Ban e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R REEEE R S e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 19.16%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
——p A e T R e e A REaE
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051519\
Data File : BF114291.D

Acq On : 15 May 2019 18:14

Operator : JU/SJ

Sample : PB119740BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.24 3.5 ng 304034 1 6.85 1743350 20.0
unknown6 .63 6.63 78.0 ng 6799220 1 6.85 1743350 20.0
Octacosane 15.92 3.1 ng 353689 6 15.48 2284280 20.0
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