LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On > 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

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-BF090518 .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 4.942 438 443 450 rvVB 138216 187004 3.52% 0.426%
2 5.354 508 513 516 rBY 4564844 4388888 82.68% 10.002%
3 6.372 680 686 689 rBY 4701599 4523925 85.22% 10.310%
4 6.507 704 709 712 rBVY 4802987 4535047 85.43% 10.335%
5 6.736 744 748 751 rBVY 1607428 1285029 24.21% 2.929%

6.895 770 775 778 rBV 3955667 3644474 68.65% 8.306%
7.295 837 843 846 rBV 3091689 2947351 55.52% 6.717%
8.019 961 966 969 rBV 1715188 1646152 31.01% 3.752%
9.095 1143 1149 1152 rBV 6018958 5308539 100.00% 12.098%
9.766 1259 1263 1267 rBV2 2231687 1870936 35.24% 4.264%

=
QO ~NO®

11 10.548 1392 1396 1400 rBV 3225469 2921256 55.03% 6.657%
12 11.242 1510 1514 1517 rBV 2380996 1925795 36.28% 4 _.389%
13 12.830 1779 1784 1787 rBV 5198753 5131540 96.67% 11.695%
14 13.865 1956 1960 1964 rBV 1731949 1529667 28.82% 3.486%
15 14.654 2092 2094 2104 rVB 96939 119082 2.24% 0.271%

16 14.971 2145 2148 2156 rVB 79907 93829 1.77% 0.214%
17 15.271 2194 2199 2204 rBV 1095169 1275362 24.02% 2.907%
18 15.330 2206 2209 2215 rVvB2 120702 146648 2.76% 0.334%
19 15.736 2274 2278 2283 rBV 139622 212398 4._00% 0.484%
20 16.206 2354 2358 2365 rVB2 111143 186468 3.51% 0.425%

Sum of corrected areas: 43879390
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
6000000 TIC: BF108859.D

5000000 51
535 6.3P

4000000 6.90

7.30
3000000

2000000
6.74

1000000

4.94
A

s SECBSSUMUEEEEREEEEES - - —r
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
6000000 ol10 TIC: BF108859.D

12.83
5000000

4000000

10.55
3000000

9.77 11.24

2000000] g o2

1000000

0 ———7 T T T T T T T T

[T | T U 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 ;
6000000 TIC: BF108859.D

5000000
4000000
3000000
2000000 13.87

15.27
1000000

14.65 14.97 .33 15/.\74 16.21

O===—
Time--> 13.50

L T
14.50 15.00

T I I N
15.50 16.00 16.50 17.00 17.50 18.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5

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

4.94 2.91 ng 187004 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 443 (4.942 min): BF108859.D (-438) (-) m/z 43.00 100.00%
43.0
5000 59.0
o 75 2k 5 sk T
83.0 : : : :
....,....',':..~:|,....,'....,|....,....,....,....,....,297.-9. m/z 59.00 51.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L L UL
59.0 460 480 500 520
0
150 1010 m/z 101.10 18.95%
wl ) ) 83.0 !
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
4.60 480 500 520
5000 410 m/z 58.00 16.98%
'"'|'"'Mm"dW""|""|""%%99%1%9"|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- e B B
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.64%
5000 101.0
42.0
I I I I "?4'9" |"¥1Piq UL L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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

Concentration Rank 1

Peak Number

2 unknown6.51

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

6.51 70.58 ng 4535050 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 710 (6.513 min): BF108859.D (-704) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 el eho AEY ARy
400 540 6.20 6.40 6.60 6.80
.,....,...:;':...,::..,.:In.',..zf?',o....,..J.,.*??:?....,....,"...,.. m/z 134.00 34.37%

m/z--> 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
5000 LINLINLI BRI L L BRI BB |
6.20 6.40 6.60 6.80
0
310 510 m/z 68.10 31.74%
.,....,'...'!-,.:..,'....,....,...7{3',9...,....,....,....,...., | N—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
R R ma e
6.20 6.40 6.60 6.80
5000 m/z 66.00 19.38%
63.0 81.0
3L.0 50.0 “ | ‘ 101.0 112.0
B o e B o e e REARRRESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B
132.0 6.20 6.40 6.60 6.80
m/z 96.10 12.59%
117.0
5000
39.0 910
o womo | umo |
\ Il

27.0 ‘
\ \\\ m L. 5 \

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 6
R.T. EstConc Area Relative to ISTD R.T.
15.33 2.30 ng 146648 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
3 Hexadecane 226 C16H34 000544-76-3 70
4 Octacosane 394 C28H58 000630-02-4 68
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2209 (15.330 min): BF108859.D (-2206) (-) m/z 57.10 100.00%
57.1
85.1
5000

13.1 15.00 15.20 15.40 15.60
1411 1832 2331 295.0 337.1
L -FM b s 267.02950 38TL 1 Tnyz 71,10 71.92%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB |
15.00 15.20 15.40 15.60
m/z 43.10 60.20%
29.0 113.0
| ] jljlll 34101690197022502530 296.0
i e B L B e o e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
R R S REEEEmas ey
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 55.62%
113.0 155.0
183.0
....‘th:“MﬂJ.'..,L —— 250 —
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane B B
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.80%
5000 85.0
29.0 | | 11113 0141 0169 0197 0226 0

T
m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.33 ng 212398 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2279 (15.742 min): BF108859.D (-2274) (-) m/z 57.10 100.00%
57.1
5000
st 15.40 15.60 15.80 16.00
155.2 252.1 . . : : :
ol ,-.I WAy foo2 2021 2821 20113231 3651 | m o0 1 Gog,
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R DAL UL UL UL
15.40 15.60 15.80 16.00
99.0 m/z 85.10 54 _.51%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 51.85%
99.0
Cl Ll 2o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R R EaaEE
57.0 15.40 15.60 15.80 16.00
m/z 69.10 21.61%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108859.D

Aca On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.92 ng 186468 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2359 (16.212 min): BF108859.D (-2354) (-) m/z 57.10 100.00%
57.1
5000 /\wL/v
99.1 LSRR PRI SRR I BN

15.80 16.00 16.20 16.40 16.60
41 l 175.0 207 0235 1 270 9 323.1352.0
...J;. LA 175020702351 2709 | 2313820 1 sz 71.10 81.02%

T
m/z--> 50 100 150 200 250 300 350

Abundance #202661: Heptacosane
57.0
5000 LA L L L L L L L LB
15. 80 16. 00 16. 20 16 40 16. 60
m/z 43.10 58.77%
27,0| . ‘ “ L 141. 0. 183 0 225.0 267.0 309.0 351.0380.0
il { T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
R o R e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 56.93%
99.0
L B o e e A I B e e e I LA e o e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A EE o R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 20.16%
5000
99.0
270, | | 1410 1830 2250 267.0296.0

L
m/z--> 50 100 150 200 250 300 350 15. 80 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\BF090718\
Data File : BF108859.D

Acq On : 7 Sep 2018 14:38

Operator : JU/SJ

Sample : PB112638BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.94 2.9 ng 187004 1 6.74 1285030 20.0
unknown6 .51 6.51 70.6 ng 4535050 1 6.74 1285030 20.0
Heneicosane 15.33 2.3 ng 146648 6 15.27 1275360 20.0
Hexacosane 15.74 3.3 ng 212398 6 15.27 1275360 20.0
Heptacosane 16.21 2.9 ng 186468 6 15.27 1275360 20.0
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