LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 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-BF073019.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 5 11 24 rVB 105450 166071 3.79% 0.491%
2 5.451 568 572 603 rBY 3059247 3369899 76.97% 9.953%
3 6.463 739 744 762 rBVY 2967589 3483612 79.57% 10.289%
4 6.592 762 766 783 rVB 3719130 3469582 79.25% 10.248%
5 6.816 801 804 821 rVB 785305 768859 17 .56% 2.271%

6.975 827 831 851 rBV 2989782 2914069 66.56% 8.607%
7.381 896 900 926 rBV 2211917 2370023 54.13% 7.000%
941271 966764 22.08% 2.855%
9.169 1200 1204 1221 rBV 4010004 4270583 97.54% 12.614%
9.851 1316 1320 1339 rBV 1066743 1145537 26.16% 3.384%

=
QOO ~NO®
oo
o
(o]
(00]
=
(@]
=
©
=
(@]
N
N
=
o
N
()]
=
os]
<

11 10.639 1450 1454 1474 rBV 2296878 2583965 59.02% 7.632%
12 11.339 1569 1573 1594 rBV 965546 1156587 26.42% 3.416%
13 12.915 1836 1841 1859 rBV 4052940 4378296 100.00% 12.932%
14 13.980 2018 2022 2039 rBV 741731 936187 21.38% 2.765%
15 14.427 2091 2098 2106 rBV 46910 53439 1.22% 0.158%

16 14.727 2143 2149 2157 rBV 109973 123311 2.82% 0.364%
17 15.051 2198 2204 2215 rBV 174805 214590 4_.90% 0.634%
18 15.421 2260 2267 2268 rBV 213636 250871 5.73% 0.741%
19 15.445 2268 2271 2291 rVB 446174 802646 18.33% 2.371%
20 15.839 2330 2338 2349 rBvV 160237 268051 6.12% 0.792%

21 16.327 2413 2421 2429 rBV 85421 163606 3.74% 0.483%

Sum of corrected areas: 33856548
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116313.D

4000000
6.59

5.45
3000000 6.46 6.97

7.38
2000000

1000000 6.82

L ALL SUNUIME LS -

I
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: BF116313.D
4000000 9|17 12,92

3000000

10.64

2000000

9.85
1000000 8.10 11.34

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: BF116313.D
4000000

3000000
2000000

1000000 13.98

15.44
15042
1473 15.05 /ﬁ‘ 15.84
14.43 " A A 16.33

e N S —

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\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.15 4.32 ng 166071 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (2.151 min): BF116313.D (-5) (-) m/z 73.00 100.00%
74.0
5000
43.0 e 870
| 2.20 2.30 2.40 2.50 2.60
Ot e bbb e e | Mz 43.00  33.04%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.00 25.85%
29.0
0 L AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 g 87.0 1220 2.30 2.40 250 2.60
5000 ' m/z 55.00 22 .02%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1997: Silane, tetramethyl- B R A
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.53%
5000
45.0
0 29.0 37.0 || 59.0 L 88.0
m/z--> 10 20 30 40 50 60 70 8 90 100 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.59 Concentration Rank 1

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

6.59 90.25 ng 3469580 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 766 (6.592 min): BF116313.D (-762) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AR BREE RE SU
40.0 540 J 6.20 6.40 6.60 6.80 7.00
0 S0 T .2 | m/z 68.00 42.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NS RS R L
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.11%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.35%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl T ./.L.  Rmmen TS
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.40%

74.0

5000 98.0 116.0

L 1580  189.0

0....,...tquu.uM..ﬂ., el

I T
m/z--> 40 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\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3.07 ng 123311 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2149 (14.727 min): BF116313.D (-2143) (-) m/z 56.95 100.00%
57.0
85.0
5000
13.0
141.0 14.40 14.60 14.80 15.00
- ~.l 1d l,rl Lo 209t 2070 2809 0 Tnzz 71.00 77.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
14.40 14.60 14.80 15.00
m/z 43.00 59.18%
29.0 13.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.00 55.61%
o J}Jfﬁ%@ﬁm%mn)z%%mmmnMM%m
N R e
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R AaE s LR REY
43.0 14.40 14.60 14.80 15.00
m/z 55.00 25.19%
71.0
5000
99.0
o ‘ | J‘ | 21015501830 22502530 2950 3370
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF073019.M Wed Aug 21 01:04:26 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.05 5.35 ng 214590 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2204 (15.051 min): BF116313.D (-2198) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.80 15.00 15.20 15.40
141.1 . : : :
ol Lpd g 24s s asoe 000 73 51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.00 59.56%
Lo ||y 149 1830 2250 ass02e60
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 54 .55%
99.0
N |4, 1410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .99%
5000
99.0
0 27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.84 6.68 ng 268051 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2338 (15.839 min): BF116313.D (-2330) (-) m/z 57.00 100.00%
57.0
5000
%90 15.60 15.80 16.00 16.20
141.1 . . . .
ol 1] .J.||, Ly 831 2251 2810 ' m/z 71.00 75.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.00 55.44Y%
Lo ||y 149 1830 2250 ass02e60
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.00 55.33%
99.0
N |4, 1410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.00 22.07%
5000
99.0
0 2700 | || |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116313.D

Aca On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.33 4.08 ng 163606 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2422 (16.333 min): BF116313.D (-2413) (-) m/z 57.00 100.00%
57.0
5000
99.0

141.0 282.0 16.00 16.20 16.40 16.60
0 |, .J.ll, Liop o0 0 2820 m/z 71.00 72.33%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
T ]\\_

5000 P T T
16. 00 16 20 16. 40 16.60

m/z 43.00 56 .52%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e B : I e e B e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.05 53.39%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
— . T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 16.00 16.20 16.40 16.60
m/z 99.00 20.59%
5000
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
A A A e e e e e R
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\HPCHEM1\BNA_F\DATA\BF081619\
Data File : BF116313.D

Acq On : 16 Aug 2019 11:05

Operator : HP/JU

Sample : PB122249BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 4.3 ng 166071 1 6.82 768859 20.0
unknown6 .59 6.59 90.3 ng 3469580 1 6.82 768859 20.0
Heneicosane 14.73 3.1 ng 123311 6 15.44 802646 20.0
Hexacosane 15.05 5.3 ng 214590 6 15.44 802646 20.0
Octacosane 15.84 6.7 ng 268051 6 15.44 802646 20.0
Hentriacontane 16.33 4.1 ng 163606 6 15.44 802646 20.0
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