LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 2.163 10 13 19 rVB 131149 183663 3.36% 0.434%
2 5.057 501 505 516 rBV 299104 419621 7.68% 0.992%
3 5.469 571 575 595 rBVY 2914870 3287007 60.18% 7.768%
4 6.469 741 745 764 rBVY 2855293 3367554 61.65% 7.958%
5 6.604 764 768 783 rVB 3722692 3318824 60.76% 7.843%

6.828 802 806 817 rVB 1439770 1240291 22.71% 2.931%
6.987 828 833 851 rBV 3859888 3746856 68.60% 8.855%
7.392 897 902 922 rBV 2914306 3167441 57.99% 7.485%
1467121 1602463 29.34% 3.787%
9.186 1201 1207 1222 rBV 5301241 5462186 100.00% 12.908%
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11 9.869 1318 1323 1341 rBV 1551883 1788910 32.75% 4.228%
12 10.657 1453 1457 1484 rBV 1996153 2392667 43.80% 5.654%
13 11.351 1572 1575 1591 rBV 1729157 1966794 36.01% 4.648%
14 12.933 1840 1844 1848 rBV 5085863 5235840 95.86% 12.373%
15 13.998 2021 2025 2035 rBV 1788064 1873993 34.31% 4._.429%

16 14.451 2097 2102 2107 rBV 134129 134443 2.46% 0.318%
17 14.757 2149 2154 2159 rVB 245338 256070 4.69% 0.605%
18 15.086 2204 2210 2218 rBV 268810 346401 6.34% 0.819%
19 15.474 2269 2276 2295 rBV 1284792 2189261 40.08% 5.174%
20 15.892 2341 2347 2353 rVB 140960 216356 3.96% 0.511%

21 16.386 2425 2431 2440 rVB2 64276 118843 2.18% 0.281%

Sum of corrected areas: 42315484
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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

Abundance TIC: BF114485.D
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4000000 6.60 6.99

3000000 5.47 6.47 7.39

2000000

1000000
2.16 5.06

r—r = A e

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: BF114485.D
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Abundance TIC: BF114485.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 5

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

2.16 2.96 ng 183663 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 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF114485.D (-10) (-) m/z 73.10 100.00%
741
5000 430 J\\
T
2.20 2.30 2.40 2.50 2.60
0....,....|,|-.|..'.-,..|:'.,.|.95.'?....,....,....,....,....,297.'.0. m/z 43.00 50.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RN IR IR U U
43.0 2.20 2.30 2.40 2.50 2.60
m/z 55.05 32.10%
27,0 J
o SE— .”. e
I I I I | | I | | |
m/z--> 80 100 120 140 160 180 200
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
2.20 2.30 2.40 2.50 2.60
m/ 87.10 24 .68Y%
5000 55.0 Z 0
27.0
0----.----.----.----.---9?'.0--1?“7"?----.----.----.----.----
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #7506: 2-Methyl-5-hexen-3-ol R Bama s o
73.0 2.20 2.30 2.40 2.50 2.60
56.0 m/z 41.05 14 .56%
5000
39
0'E??'”'J'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' U U IR UL
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

506 6.77ng 419621  1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 53

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 505 (5.057 min): BF114485.D (-501) (-) m/z 42.95 100.00%

43.0
59.0
5000
T T
| 83.0 101.0 480 5.00 5.20 5.40
oSS RS 1| R M M. m/z 59.00 54.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 520 5.40
0
150 1010 m/z 101.00 15.64%
s1.0 83.0
1| N | . |
o] SN O A N1 BB MR NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
R L L Eams o
570 4.80 500 520 5.40
5000 m/z 57.95 14.16%
20.0 101.0
150 1 Il 730 850
e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40
m/z 41.10 8.93%
5000 41.0
o T O =Y 1260 1420
R B B e EAAAaRamazsamay b R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 3 unknown6.60 Concentration Rank 2

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

6.60 53.52 ng 3318820 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 767 (6.598 min): BF114485.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 go || R0 620 om0 &) o 700
o R/ NSO S 1| PO -5 B 71— | N m/z 68.10 45.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A I AR A
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.59%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.73%
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e A P
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.17%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 5 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.34 ng 256070 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2155 (14.762 min): BF114485.D (-2149) (-) m/z 57.05 100.00%
57.0
5000 8.0
411 14.40 14.60 14.80 15.00
o...l,.-llllll-'1 269 212 2670 | "m/z 71.05 66.55%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
85.0 14.40 14.60 14.80 15.00

m/z 43.05 63.46%
ﬂ130141016901970225025302810 323.0351.0380.0

29.0l
0l b T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
 RARENEERE
14.40 14.60 14.80 15.00
5000 m/z 85.05 51.89%
85.0
29.0 13.0
oL ﬁ 141.0169.0197.0225.0253.0281.0309.0338.0
...,. e e
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0 14.40 14.60 14.80 15.00
m/z 41.00 20.89%
5000 85.0
29.0
. ||| ) A301410160.0107.0 2400
-ttt R AREEEERE R S
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114485.D

Aca On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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 6 Octacosane Concentration Rank 4

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

15.09 3.16 ng 346401 Perylene-d12 15.47

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2211 (15.092 min): BF114485.D (-2204) (-) m/z 57.10 100.00%
51.1
5000
99.1
| | 1411 177 0207.0  252.0283.0 14.80 15.00 15.20 15.40
ob—i, O Bt - S m/z 71.10 63.98%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
14.80 15.00 15.20 15.40
m/z 43.05 63.20%
99.0
0 2§0| L J | 1410 1830 225.0 267.0 323.0 380.0
bt T e L B
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e AR R
14.80 15.00 15.20 15.40
5000 m/z 85.10 48.73%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
o s e B e
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.05 24 .18%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
— T T T T e T i
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052219\
Data File : BF114485.D

Acq On : 22 May 2019 14:58

Operator : JU/SJ

Sample : PB119674BL

Misc :

ALS Vial : 3 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... 2.16 3.0 ng 183663 1 6.83 1240290 20.0
2-Pentanone, 4-hy... 5.06 6.8 ng 419621 1 6.83 1240290 20.0
unknown6 .60 6.60 53.5 ng 3318820 1 6.83 1240290 20.0
Heptacosane 14.76 2.3 ng 256070 6 15.47 2189260 20.0
Octacosane 15.09 3.2 ng 346401 6 15.47 2189260 20.0
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