LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70519\

Data File : BG041614.D

Aca On 5 Jul 2019 16:40 Instrument :

Operator : HP/JU BNA_G

Sample  : K3668-01 Gl

Vi : TRANSFORMER-1
isc _

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 G\METHODS\8270-BG062619 .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 5.555 414 420 432 rBV 418180 710632 31.34% 6.256%
2 7.177 689 696 714 rVB 449560 813272 35.86% 7.159%
3 7.547 752 759 774 rVB 438579 784162 34.58% 6.903%
4 8.017 833 839 845 rBV 111073 191983 8.47% 1.690%
5 8.340 887 894 906 rVB 358714 620636 27.37% 5.463%
6 9.198 1033 1040 1053 rBV 268337 501379 22.11% 4.414%
7 10.843 1313 1320 1329 rBV 127791 231960 10.23% 2.042%
8 13.281 1728 1735 1744 rBV 834531 1283561 56.60% 11.299%
9 14.110 1871 1876 1884 rBV 68379 102703 4_.53% 0.904%
10 14.662 1963 1970 1977 rBvV2 237100 379057 16.71% 3.337%

11 16.154 2216 2224 2238 rBV 753079 1155178 50.94% 10.169%
12 17.412 2431 2438 2453 rBvV2 358923 540252 23.82% 4._.756%

13 19.462 2783 2787 2794 rVB 27223 37259 1.64% 0.328%
14 19.827 2845 2849 2854 rVB2 26693 34099 1.50% 0.300%
15 20.015 2875 2881 2888 rBY 1744444 2267829 100.00% 19.963%
16 21.284 3091 3097 3098 rBVv4 18710 30579 1.35% 0.269%
17 21.683 3157 3165 3172 rBvV 394460 694479 30.62% 6.113%
18 21.818 3185 3188 3195 rvB4 23108 30528 1.35% 0.269%
19 22.424 3286 3291 3298 rVB4 31572 52169 2.30% 0.459%
20 23.117 3404 3409 3415 rBv4 34473 64199 2.83% 0.565%
21 23.922 3539 3546 3553 rBV2 51548 118356 5.22% 1.042%
22 24.868 3703 3707 3713 rVV5 17673 31957 1.41% 0.281%
23 24.950 3713 3721 3735 rVB2 219078 613414 27 .05% 5.400%
24 25.996 3892 3899 3905 rBVS 24955 70457 3.11% 0.620%
Sum of corrected areas: 11360100
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO70519\

Data File : BG041614.D

Aca On 5 Jul 2019 16:40

Operator : HP/JU

ﬁ?ggle i K3668-01 TRANSFORMER-1
ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG062619 .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: BG041614.D

1500000
1000000

500000 5.56 7.18 7.55

I 8.34
9.20
8.02 10.84
_ \

T P T T T T T T T R R TR R R T R e e

Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041614.D

2001

1500000

1000000

13.28
16.15

500000
17.41 21.68

14.66

14.11 22.42
0 A 191:461%@}_ 21.28 P1.82

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041614.D

1500000
1000000

500000

24.95

23.12 23.92 2& 26.00
e A A

e e e e e e e R

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70519\
Data File : BG041614.D

Aca On 5 Jul 2019 16:40

Operator : HP/JU

Sample - K3668-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.55 81.69 ng 784162 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
Abundance Scan 760 (7.553 min): BG041614.D (-752) (-) m/z 131.95 100.00%
132
5000 68 j\_
0 54 ‘ % 103 7.20 7.40 7.60 7.80
S LAY .11 |,..':.,..f.‘?,..!.,.'!..,....,....,"...,.. m/z 68.00 43.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R RARRA NSRS SR AR

7.20 7.40 7.60 7.80
70 m/z 66.00  32.55%

31 60
Lm0 T | |
B R e A o o o e  EAREEE SRS RS s E s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69

104 7.20 7.40 7.60 7.80
5000 m/z 134.00 32.50%

78
3‘1 3\\8 Sﬁ- | I

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile B e R
132 7.20 7.40 7.60 7.80

m/z 69.00 21.64%

5000
92
65
39 105
27 0 Stes ) A ur )
B R o o I AN B b e e e e R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70519\

Data File : BG041614.D

Aca On 5 Jul 2019 16:40

Operator : HP/JU

Sample - K3668-01 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 3 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.92 3.86 ng 118356 Perylene-di12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 56
Abundance Scan 3546 (23.922 min): BG041614.D (-3539) (-) m/z 57.00 100.00%
57
252
5000
3 113 141 169,g7207225 2£|;1 311 23.60 23.80 24.00 24.20 :
e o m/z 43.05 70.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AU SN B
23.60 23.80 24.00 24.20
m/z 252.00 63.75%
29 ‘ 13 .
L L a4 169 197 225 53 282
m/z--> 50 160 150 200 250 360 3éo
Abundance #105884: Octadecane
57
23.60 23.80 24.00 24.20
5000 85 m/z 71.05 60.90%
29
TL L [T 169 107 205 254
m/z--> éo 160 150 200 250 360 3éo
Abundance #83026: Hexadecane AR R B L
57 23.60 23.80 24.00 24.20
m/z 85.05 45 _.80%
5000 85
29 113
CL L[ . 160 g7 226
m/z--> éo 160 150 200 250 300 350 23.60 23.80 2450 24.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70519\

Data File : BG041614.D

Aca On 5 Jul 2019 16:40

Operator : HP/JU

Sample - K3668-01 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
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 4 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.00 2.30 ng 70457 Perylene-di12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hentriacontane 437 C31H64 000630-04-6 64
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 58
Abundance Scan 3900 (26.002 min): BG041614.D (-3892) (-) m/z 57.00 100.00%

85
5000

189210031253 282 25.60 25.80 26.00 26.20 26.40
m/z 43.10 88.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
5|7
85
5000 TT T T[T T I T [T T T T[T T TT[TT
25. 60 25 80 26 00 26. 20 26. 40
m/z 71.05 76.94%
ﬁgl ] | 4 169 197 225 253 282
...,....,... L A o o o e o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
T T
25.60 25.80 26.00 26.20 26.40
5000 85 m/z 85.00 60.39%
113 141
Ll 77,14 169 197 225 253 281 309 337 365 437
L e e o o e o L o e e RS B o oy o o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #153231: 5-Ethyl-5-methylnonadecane e
57 25.60 25.80 26.00 26.20 26.40
m/z 55.00 33.53%
5000 85
113

J } 155 183 211 253 2§1

[

m/z--> 50 100 150 200 250 300 350 400 25. 60 25 80 26 00 26. 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO70519\

Data File : BG041614.D

Acg On : 5 Jul 2019 16:40

Operator : HP/JU

Sample - K3668-01 TRANSFORMER-1
Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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]
unknown? .55 7.55 81.7 ng 784162 1 8.02 191983 20.0
Octadecane 23.92 3.9 ng 118356 6 24.96 613414 20.0
Eicosane 26.00 2.3 ng 70457 6 24.96 613414 20.0
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