LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 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-BF091319.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 2.151 3 11 20 rvB 79215 110518 4._.06% 0.520%
2 5.457 568 573 576 rBVY 2072279 2082271 76.41% 9.797%
3 6.463 738 744 747 rBVY 2168693 2226441 81.70% 10.476%
4 6.598 762 767 770 rBVY 2481540 2363986 86.75% 11.123%
5 6.822 801 805 817 rBV 563434 477199 17.51% 2.245%

6.981 828 832 835 rBV 2106931 1804885 66.23% 8.492%
7.386 895 901 915 rBV 1297636 1447262 53.11% 6.810%
8.104 1018 1023 1038 rBvV 534396 609649 22_.37% 2.869%
9.175 1199 1205 1208 rBV 3067901 2725087 100.00% 12.822%
9.851 1315 1320 1335 rBV 726682 722940 26.53% 3.402%

=
QO ~NO®

11 10.639 1449 1454 1474 rBV 1563967 1604711 58.89%% 7 .550%
12 11.333 1568 1572 1594 rBV 613105 709748 26.04% 3.340%
13 12.915 1836 1841 1844 rBV 2921843 2721564 99.87% 12.805%
14 13.962 2015 2019 2031 rBV 461544 546667 20.06% 2.572%
15 14.427 2092 2098 2103 rBvV 51836 53837 1.98% 0.253%

16 14.727 2144 2149 2156 rBV 86386 88395 3.24% 0.416%
17 15.056 2198 2205 2212 rBV 97271 121149 4._.45% 0.570%
18 15.415 2260 2266 2276 rBv2 303711 545828 20.03% 2.568%
19 15.839 2332 2338 2345 rBV2 89583 146337 5.37% 0.689%
20 16.327 2414 2421 2430 rBV2 57513 101113 3.71% 0.476%

21 16.898 2512 2518 2525 rBV5 18875 43519 1.60% 0.205%

Sum of corrected areas: 21253106
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117053.D
3000000

2500000 6.60

5.46 6.46 6.98
2000000

1500000
7.39

1000000

500000

2.15 L

L
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: BF117053.D
3000000 9117 12.92

2500000

2000000

10.64
1500000

1000000
11.33

500000 A\
o I\ L \_ L

T 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: BF117053.D
3000000

2500000

2000000

1500000

1000000

500000 13.96

M“1T31MG H 1%4 16.33 16.90

Nt tr———_r—

1
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

!
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 4

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

2.15 4.63 ng 110518 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 11 (2.151 min): BF117053.D (-3) (-) m/z 73.00 100.00%
73
5000
43 55 87
| 2.20 2.30 2.40 2.50 2.60
Obrrrprrrr e ey ey e et e e e | M7z 43.000 28-04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.25%
fg A, 80
G R R R AR AR RS RS RS RN LA RARSN SARRN LA
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 U R R U UL U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.10 19.52%
29 ‘
o 1L \‘\ Joesll s | o7 w2 a2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N-Ethylformamide e ARA RS EaL
30 2.20 2.30 2.40 2.50 2.60
73 m/z 71.10 10.85%
5000
44 58
il |
0'”I”““'J'"”w“wW'“'P'“I”'W'”'P'“P'“I“'W'”'P'“ AN R R U UL U
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.60 Concentration Rank 1

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

6.60 99.08 ng 2363990 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 767 (6.598 min): BF117053.D (-762) (-) m/z 132.00 100.00%
132
5000 68
96 [Trrrprrrrp e e T
40 54 - 06 J 6.20 6.40 6.60 6.80 7.00
o} B e e m/z 68.10 41.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRRSE AR RARSS LA RN
620 640 6.60 6.80 7.00
104 m/z 134.00 33.15%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.36%
41 97
53 ‘ 117
Ouuuluuuu‘l‘...‘. ‘H“..‘.‘.|].-0.7..‘|..H.|....|....|....
m/z--> 20 80 100 120 140 160 180
Abundance #52379 Tranylcypromine-propiony! e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.39%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SR 1 U | EN—
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF091319.M Tue Sep 17 12:55:31 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.24 ng 88395 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
Abundance Scan 2149 (14.727 min): BF117053.D (-2144) (-) m/z 57.10 100.00%
57
85
5000
113
141 14.40 14.60 14.80 15.00
I ” 'l At At a8 m/z 71.10 95.41%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 85.10 74.45%

29
o LA [ D00 a07 25 omg 20
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 63.39%
113
oL 2] [ | 141 169 197 225 253 281 309 337 365 393 422
R e R Bhira
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 27 .12%
5000 a5
29
oL /113 141 169 197 225 253 281 309 337 365 394
e e O e L S
miz--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecane, 3-ethyl-5-(2-et... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.44 ng 121149 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2206 (15.062 min): BF117053.D (-2198) (-) m/z 57.10 100.00%
57
85
5000
113
l| 7141169 07 281 14.80 15.00 15.20 15.40
ob— it Ay g m/z 71.05 88.66%
m/z--> 50 100 150 200 250 300 350
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43
71
5000
14.80 15.00 15.20 15.40
3 m/z 85.10 72.67%
o I %27 155 183 511931951 281 310 337 364
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 57 .51%
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 83.10 26 .50%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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.
15.84 5.36 ng 146337 Perylene-d12 15.41
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 87
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 80
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2338 (15.839 min): BF117053.D (-2332) (-) m/z 57.10 100.00%
57
85
5000
| 1 l| 13311111 169 209 15.60 15.80 16.00 16.20
Ol At m/z 71.10 89.69%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85

15.60 15.80 16.00 16.20
m/z 85.10 72.54%

113
o 200 || |10, 169 197 225 267 295 365 393
e I e e e LA B e o e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.00 59.67%
29 113
oL L by | 717 141 160 197 225 53 296
L e LA e o o e L B s e s e o |
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecy! ester
43 15.60 15.80 16.00 16.20
m/z 55.00 29.66%
5000 &
0 i \‘ ‘ J‘ \\1%5 154 182 217
e I B e e e B L
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\BF091619\
Data File : BF117053.D

Aca On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Sulfurous acid, butyl dodec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.70 ng 101113 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 2-methviltetracosane 352 C25H52 1000376-72-6 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2422 (16.333 min): BF117053.D (-2414) (-) m/z 57.05 100.00%
57
85
5000
111
141 43 16.00 16.20 16.40 16.60
ol .l, . .-'.”, LAf e 281 w/z 71.05  87.66%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 A RARRRARARAN AR RARAN
16.00 16.20 16.40 16.60
113 m/z 85.05 76.83%
o 20| | || ' 241 169 197 205 267 208 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.10 65.29%
29 113
oLl L7 24T 169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57 16.00 16.20 16.40 16.60
m/z 55.00 26.88%
5000
85
29
oL H | J |12 139 169 5
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091619\
Data File : BF117053.D

Acq On : 16 Sep 2019 10:48

Operator : HP/JU

Sample : PB123079BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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... 2.15 4.6 ng 110518 1 6.82 477199 20.0
unknown6 .60 6.60 99.1 ng 2363990 1 6.82 477199 20.0
Heneicosane 14.73 3.2 ng 88395 6 15.41 545828 20.0
Octadecane, 3-eth... 15.06 4.4 ng 121149 6 15.41 545828 20.0
2-methyloctacosane 15.84 5.4 ng 146337 6 15.41 545828 20.0
Sulfurous acid, b... 16.33 3.7 ng 101113 6 15.41 545828 20.0
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