LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample : PB125538BL

Misc :

ALS Vial : 5 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-BF120619 .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 5.087 506 510 524 rVB 422490 556471 11.52% 1.597%
2 5.493 574 579 582 rBVY 3179252 2915484 60.36% 8.366%
3 6.498 745 750 753 rBVY 2980246 3038669 62.91% 8.719%
4 6.634 768 773 776 rBVY 3637434 3361012 69.58% 9.644%
5 6.863 808 812 815 rBV 876425 754237 15.62% 2.164%

7.022 834 839 842 rBV 2735183 2655122 54.97% 7.619%
7.428 902 908 911 rBV 1932687 1935308 40.07% 5.553%
8.145 1026 1030 1045 rBV 938447 992409 20.55% 2.848%
4466517 4083568 84.54% 11.718%
9.910 1325 1330 1342 rVB 1328902 1200270 24.85% 3.444%
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11 10.710 1460 1466 1482 rBV 2746534 2953910 61.15% 8.476%
12 11.404 1580 1584 1593 rBV 1428661 1275397 26.40% 3.660%
13 12.998 1850 1855 1858 rBV 4890087 4830206 100.00% 13.860%
14 14.057 2031 2035 2045 rBV 1002306 1040451 21.54% 2.986%
15 14.210 2057 2061 2066 rVB 50669 50194 1.04% 0.144%

16 14.515 2108 2113 2117 rBV 124976 122215 2.53% 0.351%
17 14.827 2160 2166 2171 rBV 232595 259721 5.38% 0.745%
18 15.174 2218 2225 2232 rBV 353264 448747 9.29% 1.288%
19 15.557 2284 2290 2303 rBV2 905642 1367708 28.32% 3.925%
20 16.009 2360 2367 2381 rVB 341083 564640 11.69% 1.620%

21 16.527 2447 2455 2464 rBV 175947 350916 7.27% 1.007%
22 17.133 2552 2558 2563 rBV2 45964 93288 1.93% 0.268%

Sum of corrected areas: 34849943

8270-BF120619.M Thu Dec 19 14:32:10 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\

BF118253.D

18 Dec 2019 12:08

Ju

PB125538BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF118253.D

6.63
5.49

6.50
7.02

6.86
5.09

7.43

0
Time-->

I
4.50 5.00
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4000000

3000000

2000000

1000000

0

TIC: BF118253.D

10.71

9.91 11.40

Time-->

12.00

12.50

T
10.00

9.50 10.50 11.00 11.50

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118253.D

14.06

14.52
[Lml h

15.56
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 14.76 ng 556471 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF118253.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101 SN | U
480 5.00 520 5.40
83
o...,....,....,....','::..?.1.~:~Ii...‘??....,.-...,...:,....,....,....,....,...., m/z 59.00 63.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 A UL UL LIS I
59 480 500 520 5.40
m/z 101.00 26 .80%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
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
480 500 520 540
5000 M m/z 58.00 15.92%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime Ol R e B
43 480 5.00 520 5.40
m/z 41.10 9.00%
5000
101
15 58
L2l 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY U R U S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 89.12 ng 3361010 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF118253.D (-768) (-) m/z 132.00 100.00%
5000 68
40 %6 620 640 6.60 6.80 7.00
54 . . . :
o [ | Weus | m/z 68.10 39.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 I UL RN IR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.42%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.30%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e RERmEREmmE AT S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.61%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | S | O | S
m/z--> 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\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.35 ng 122215 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2.6.10.14-tetramethvl- 324 C23H48 055124-80-6 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2114 (14.521 min): BF118253.D (-2108) (-) m/z 57.00 100.00%
g7
85
5000
LN DU SRR BRI
141 14.20 14.40 14.60 14.80
163183 207 239 295 324
0 ...JJ. m/z 71.05 69.97%
m/z--> 50 100 150 200 250 300 350
Abundance #164587: Nonadecane, 2,6,10,14-tetramethyl-
7
113 14.20 14.40 14.60 14.80
0
l 141 239 224 m/z 43.10 66.19%
. l 1 ll 2 T 206 295 %
m/z--> 55 150 200 2éo 360 3éo '
Abundance #209565: Octacosane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.05 61.63%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 41.00 21.23%
85
5000 vwkmjkmﬂvdvﬂANMMNMwJkﬂwww
29 113
ol |1 J | 11?1 169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 14&0 1!40 14%0 1480 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.80 ng 259721 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2166 (14.827 min): BF118253.D (-2160) (-) m/z 57.05 100.00%
g7
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
\ L 11}3 141 169 19779 267 205 14.60 14.80 15.00 15.20
Ot b, L A m/z 71.05  71.74%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.60 14.80 15.00 15.20
m/z 43.10 67.71%
29 113 449
oLt bbb ” Lt 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 58.18%
o 29 | I ] M2 141 169 197 205 267 205 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 14.60 14.80 15.00 15.20
m/z 55.05 26.71%
5000 85 dww\ﬂwnﬂwﬂmjﬂwﬂwwwhjﬂva
o3 J LA M1%3J1%1 169 197 %9 267 204 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.17 6.56 ng 448747 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2224 (15.168 min): BF118253.D (-2218) (-) m/z 57.10 100.00%

57
85
5000
11 14.80 15.00 15.20 15.40
141 169
oLl ||ﬂ A0 A97 225 267295 | 3%6 | m/z 71.05 72.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 43.05 65.68%

29
AR Uk U T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
A ERREEEE RS S
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 54 _.81%
113
oL 2] [ | 141 169 197 225 253 281 309 337 365 393 422
....,.... L B e e LA A H i o s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 25.53%
5000 85
113
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
B B o o e L A e e e o ML AN B o e o R R SR
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.01 8.26 ng 564640 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2367 (16.009 min): BF118253.D (-2360) (-) m/z 57.10 100.00%
57
85
5000
AL NN SUNRRA B
141 169 15.60 15.80 16.00 16.20 16.40
ol Lk " ll o197 225 253 283 323 m/z 71.10 76.36%
m/z--> 50 1 o 150 200 250 300 350
Abundance #194493: Hexacosane
57
15.60 15.80 16.00 16.20 16.40
m/z 43.10 63.36%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 1%0 260 250 360 350
Abundance #105886: Octadecane
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 55.59Y%
29
L T [P 24 169 197 255 254
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #141426: Heneicosane O DL B e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.10 25.25%
85
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 15|60 15. 80 16. 00 16. 20 16|40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118253.D

Aca On : 18 Dec 2019 12:08

Operator :© JU

Sample - PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 8 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 5.13 ng 350916 Perylene-di12 15.55
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 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2455 (16.527 min): BF118253.D (-2447) (-) m/z 57.10 100.00%
57
1 LJV\L
5000
13 141 16.20 16.40 16.60 16.80
183 : : : :
oL , y .J.ll L 1631, 225258 205 3% | 77 71.05  72.06%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 USSR SRR AR AR
16.20 16.40 16.60 16.80
m/z 43.10 60.87%
oL 314 |13 141 160 17 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 16.20 16.40 16.60 16.80
5000 m/z 85.00 51.99%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane B A e
57 16.20 16.40 16.60 16.80
m/z 55.00 25.91%
” I \Wmvﬁwdmvwwm/kﬁ\#WM#V%ﬂVWN
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121819\
Data File : BF118253.D

Acq On : 18 Dec 2019 12:08

Operator : JU

Sample : PB125538BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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]
2-Pentanone, 4-hy... 5.09 14.8 ng 556471 1 6.86 754237 20.0
unknown6.63 6.63 89.1 ng 3361010 1 6.86 754237 20.0
Nonadecane, 2,6,1... 14.52 2.4 ng 122215 5 14.06 1040450 20.0
Hexacosane 14.83 3.8 ng 259721 6 15.55 1367710 20.0
Heneicosane 15.17 6.6 ng 448747 6 15.55 1367710 20.0
Octadecane 16.01 8.3 ng 564640 6 15.55 1367710 20.0
Heptadecane, 9-oc... 16.53 5.1 ng 350916 6 15.55 1367710 20.0
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