LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\

Data File : BF115514.D

Aca On 12 Jul 2019 00:14 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3621-03 5X OK-03-071019-B

ALS Vial : 14 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-BF070519 .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 2.140 4 9 16 rVB 165928 212314 19.98% 2.417%
2 3.969 315 320 329 rVB 235034 307165 28.90% 3.497%
3 5.504 577 581 594 rBV 250721 251678 23.68% 2.865%
4 6.510 748 752 766 rBV 304293 285541 26.87% 3.251%
5 6.657 774 777 784 rBV 366551 302464 28.46% 3.443%
6 6.892 814 817 821 rBV 880705 747143 70.31% 8.505%
7 7.051 840 844 852 rBV 313197 250285 23.55% 2.849%
8 7.445 908 911 918 rBV 185512 165067 15.53% 1.879%
9 8.175 1032 1035 1039 rBvV 1086437 959391 90.28% 10.921%
10 9.251 1214 1218 1230 rBV 435659 373468 35.14% 4_.251%
11 9.639 1282 1284 1290 rBV 44168 47706 4._.49% 0.543%

12 9.933 1330 1334 1348 rvB 1237702 1062715 100.00% 12.098%
13 10.716 1463 1467 1478 rBV 172092 167388 15.75% 1.905%
14 10.857 1489 1491 1498 rVB2 14221 14863 1.40% 0.169%
15 11.416 1582 1586 1590 rBV 1104696 997659 93.88% 11.357%

16 11.939 1670 1675 1679 rBV5 27772 37592 3.54% 0.428%
17 12.027 1686 1690 1693 rBV6 10654 17207 1.62% 0.196%
18 12.404 1750 1754 1756 rBV5 12102 17211 1.62% 0.196%
19 12.468 1762 1765 1768 rBV2 14304 16932 1.59% 0.193%
20 12.516 1768 1773 1777 rVB4 27279 47960 4_.51% 0.546%
21 12.598 1783 1787 1790 rBV6 9257 16502 1.55% 0.188%
22 12.627 1790 1792 1794 rVvV 19975 17539 1.65% 0.200%
23 12.727 1806 1809 1814 rBV6 17504 30975 2.91% 0.353%
24 12.857 1829 1831 1833 rBV 23333 21138 1.99% 0.241%
25 12.880 1833 1835 1839 rVB 24697 21921 2.06% 0.250%
26 12.998 1852 1855 1864 rVB 433522 380454 35.80% 4_.331%
27 13.580 1952 1954 1956 rBV 37349 32034 3.01% 0.365%
28 14.057 2031 2035 2039 rBV 1049105 924564 87.00% 10.525%
29 14.221 2061 2063 2070 rVB2 74469 81489 7.67% 0.928%
30 14.527 2113 2115 2118 rBV 89853 85384 8.03% 0.972%

31 14.839 2166 2168 2172 rVB 118317 107891 10.15% 1.228%
32 15.186 2225 2227 2232 rVB 139798 136748 12.87% 1.557%
33 15.533 2283 2286 2290 rBV 528733 646082 60.80% 7.355%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 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\HPCHEM1I\BNA F\METHODS\8270-BF070519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 8784470
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115514.D
1200000
1000000
6.89
800000
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1200000

15.53

1000000

800000

600000

400000

13.58
200000

77—

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\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.14 5.68 ng 212314 1,4-Dichlorobenzene-d4 6.89
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF115514.D (-4) (-) m/z 73.00 100.00%
73.0
5000
43.0 55.0 87.0 O
2.20 2.30 2.40 2.50 2.60
Olrr et et et e e e e || M7z 43.00  32.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 USRS U AR LU
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.00 24.83%
29.0
0 L AN ,
USRS IURLE UL U UL UL UL B B B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U A A UL UL
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 55.00 23.29%
29.0
o TR ‘ Ly “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- TP T
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.78%
5000
45.0
29.0
0% '|"'h“ BRRARAS '|??'q|" RARRRRA ""l"'%ql'p" T T T U AR A UL UL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.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 1,3,5-Cycloheptatriene Concentration Rank 1

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

3.97 8.22 ng 307165 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 Spirol2.41hepta-4.6-diene 92 C7HS8 000765-46-8 81
4 Tetracvclol3.2.0.0(2.7).0(4.6)1h... 92 C7H8 000278-06-8 72
5 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26CI2Mo2 035625-66-2 72

Abundance Scan 320 (3.969 min): BF115514.D (-315) (-) m/z 91.00 100.00%
91.0
5000
20 g0 B0 35 3k 40 450 44
] Sy FOOY N 2 N | P m/z 92.00 56.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2455: Toluene
91.0
5000 AR I I L

360 3.80 4.00 4.20 4.40
m/z 65.00 11.45%

39.0 51.0 65.0

0 27.0 N AL 74.0 L
L e e B A o o o o o NI
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2470: 1,3,5-Cycloheptatriene
91.0
R e N R
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 9.14%
39.0 65.0
o 20 | ;e Ll mo
ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2472: Spiro[2,4]hepta-4,6-diene R EE L e A REaE
91.0 3.60 3.80 4.00 4.20 4.40
m/z 63.00 7.80%
5000
65.0
0'"I"'W""I”"I'"W""I”"I"'W""I“"I' R e RN EmE
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.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 3 unknown6.66 Concentration Rank 2

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

6.66 8.10 ng 302464 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 777 (6.657 min): BF115514.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 510 |l g %l'o 640 6.60 6.80 7.00
Obrrrrrrrrrr e e S e e e e e m/z 68.00 39.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o ol o o T
4o o m/z 134.00 32.49%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
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
9.0 1000 Tou ok 680 750
5000 ' m/z 66.00 26.23%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole —— A, e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.42%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.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 5 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.84 3.34 ng 107891 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2168 (14.839 min): BF115514.D (-2166) (-) m/z 57.00 100.00%
57.0
5000
st " 14:60 14.80 15.00 15.20
41. 1 253 1 : : : :
ol .l, ll LA 18312151 2531 2031 3291 31924102 oo G5 76 85k
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LR B B UL B
14.60 14.80 15.00 15.20
99.0 m/z 43.00 55.99%
027,|0. L] ) 1420 1830 2250 2810 337.0 3940
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
' 14:60 14.80 15.00 15.20
5000 m/z 85.10 51.12%
99.0
0 ‘ ’ Iy }4}0 183.0  239.0  296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane b RREmE EE e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 26.82%
5000
99.0
027@‘ L | L 140 1830 2250 2020
mz-> 50 100 150 200 250 300 350 400 " 14:60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115514.D

Aca On 12 Jul 2019 00:14

Operator : HP/JU

Sample : K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.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 6 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.23 ng 136748 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2228 (15.192 min): BF115514.D (-2225) (-) m/z 57.10 100.00%
511
5000
je1.0 1831 - o 1480 15,00 1520 15,40 1560
— ﬂ Lk 2233 T 3441 SRRIAZB20 /7 71.05  89.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R UM SRR BRI B
14.80 15.00 15.20 15.40 15.60
99.0 m/z 85.10 66 .95%
ol | J ) ﬂ | }4}0 183.0 225.0 2670 300.0 367.0
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.10 60.11%
99.0
ol 1. ]“ [ | 1410 1830 2250 281.0 387.0 3940
m/z--> 55 100 150 260 250 300 350 400
Abundance #141426: Heneicosane A B R e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 69.00 26 .69%
5000
99.0
0150 ] ‘ [J 141.0 1830 225.0 296.0
m/z--> 50 100 1&'30 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071119\
Data File : BF115514.D

Acq On 12 Jul 2019 00:14

Operator : HP/JU

Sample - K3621-03 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.M
Quant Title : 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... 2.14 5.7 ng 212314 1 6.89 747143 20.0
1,3,5-Cycloheptat. ... 3.97 8.2 ng 307165 1 6.89 747143 20.0
unknown6 .66 6.66 8.1 ng 302464 1 6.89 747143 20.0
Octacosane 14.84 3.3 ng 107891 6 15.54 646082 20.0
Hexacosane 15.19 4.2 ng 136748 6 15.54 646082 20.0
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