LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO73018\

Data File : BG035992.D

Aca On - 31 Jul 2018 2:42 Instrument :

Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol

agmple : J4219-03 0nm1&oséipos
isc :

ALS Vial : 24 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-BG071218 .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 5.602 388 394 407 rBV 234197 402762 11.06% 2.747%
2 7.188 657 664 678 rBV 161584 306877 8.43% 2.093%
3 7.558 718 727 740 rBV 429150 756417 20.78% 5.160%
4 8.022 799 806 814 rBV 136036 231531 6.36% 1.579%
5 8.345 853 861 872 rVB 594102 1045212 28.71% 7.130%
6 9.185 996 1004 1018 rBV 462038 901914 24.77% 6.152%
7 10.824 1274 1283 1292 rBV 155605 307440 8.44% 2.097%
8 13.268 1692 1699 1710 rBVY 1505644 2408659 66.15% 16.431%
9 14.649 1927 1934 1944 rBV2 300937 527944 14 .50% 3.601%
10 15.935 2148 2153 2159 rBvV 28073 38802 1.07% 0.265%

11 16.135 2180 2187 2202 rBV 728231 1240663 34.07% 8.463%
12 17.392 2393 2401 2417 rBV 442641 725231 19.92% 4.947%
13 19.994 2838 2844 2856 rBV 2669488 3640981 100.00% 24.837%
14 21.651 3117 3126 3139 rBV2 455218 830313 22.80% 5.664%
15 22.432 3253 3259 3264 rBV4 32272 53905 1.48% 0.368%

16 23.114 3370 3375 3382 rVB2 49740 89684 2.46% 0.612%
17 23.913 3504 3511 3518 rBV2 65379 128013 3.52% 0.873%
18 24.847 3659 3670 3683 rBV2 289457 857915 23.56% 5.852%

19 25.957 3851 3859 3860 rBV3 40195 75121 2.06% 0.512%
20 27.290 4077 4086 4100 rBV5 24114 90219 2.48% 0.615%
Sum of corrected areas: 14659603
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO73018\

- BG035992.D

- 31 Jul 2018 2:42

- JUu/SJ

: J4219-03 072618-DBRI-F-D-S
24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035992.D

8.35

7.56 9.19

5.60

7.19 8.02 10.82

0
Time-->

350 4.00 450 5.00 550 6.00

650 7.00 7.50 8.00 8.50

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

13.27

TIC: BG035992.D

19,99

16.13

17.39 21.65

14.65
22.43

A
LIS B B

15.9

0
Time-->

A
LN B e N e B N O I B D D B D N B

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

2500000

2000000

1500000

1000000

500000

TIC: BG035992.D

24.85

23.11 25.96

23.91 27.29

(oL
Time--> 23.00 2350 24.00 2450 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\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035992.D

Aca On - 31 Jul 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J4219-03 072618-DBRI-F-D-S
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : 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 1 unknown7.56 Concentration Rank 2

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

7.56 65.34 ng 756417 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.558 min): BG035992.D (-718) (-) m/z 132.15 100.00%
139.2
5000 68.2 j\\
96.2 LIS I R L
40.1 997 7.20 7.40 7.60 7.80
0 : m/z 68.15 49_.43%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LIS I UL L
7.20 7.40 7.60 7.80
33.0 105.0 m/z 66.15 34 .85%
L | o P60 |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
A
69.0 104.0 7.20 7.40 7.60 7.80
5000 m/z 134.15 33.37%
31.0 510
0"LMI'HW'““L"'W“L'W"‘w"'w"“l"”l"“l"“
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine  REaa e S R
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.12%
97.0
5000
70.0
31.0
0 \5]\-\.0 P A ! 116.0 | /\
m/z--> 40 60 80 100 120 140 160 180 200 220 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035992.D

Aca On - 31 Jul 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J4219-03 072618-DBRI-F-D-S
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : 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 3 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.11 2.16 ng 89684 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 74
Abundance Scan 3374 (23.108 min): BG035992.D (-3370) (-) m/z 57.25 100.00%
571.3 T
5000
1413 1803 2221 2821 3413 429.3 22.80 23.00 23.20 23.40
otk m/z 71.20 76.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57.0
5000
22.80 23.00 23.20 23.40
m/z 43.20 69.83%
S5 [ 1] 120 w10 1m0
miz-> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.20 64 .18%
99.0
NEE'E S 141.0 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2%0 300 350 460
Abundance #164584: Heptadecane, 9-hexyl-
43.0 22.80 23.00 23.20 23.40
m/z 55.15 28.42%
5000 35.0
210.0
oL Ay 1210 1690 T | 2670 3230
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 3&1;0 4(')0 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\
Data File : BG035992.D

Aca On 31 Jul 2018 2:42

Operator : JU/SJ

Sample : J4219-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.91 2.98 ng 128013 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Triacontane 422 C30H62 000638-68-6 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 87

Abundance Scan 3511 (23.913 min): BG035992.D (-3504) (-) m/z 57.20 100.00%
5%.2
5000 A
IIJIIIIIIII|IIIIIIII
141.3 183.3 221.2 266.9 23.60 23.80 24.00 24.20
ol 3131 3671 m/z 71.25 86.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
51.0
5000 AU L IR
23.60 23.80 24.00 24.20
99.0 m/z 43.15 61.82%
o159 L || [1) 1410 1830 2400
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #219831: Triacontane
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.10 58.40%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #129490: Eicosane
57.0 23.60 23.80 24.00 24.20
m/z 55.15 25.63%
5000
99.0
0 l J i J 4\-} 0\ 1183 0 225.0 282.0
m/z--> 5'0 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035992.D

Aca On - 31 Jul 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J4219-03 072618-DBRI-F-D-S
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : 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 5 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.29 2.10 ng 90219 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 70
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 53
3 Nonadecane. 2.3-dimethvl- 296 C21H44 075163-99-4 53
4 Tritetracontane 605 C43H88 007098-21-7 52
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 52
Abundance Scan 4086 (27.290 min): BG035992.D (-4077) (-) m/z 57.25 100.00%
57.3
5000
21.2 253.3283.1 341.4 27.00 27.20 27.40 27.60
O m/z 71.20 83.21%
m/z--> 0 50 100 150 200 250 300
Abundance #105886: Octadecane
57.0
5000 85.0
27.00 27.20 27.40 27.60
0.0 m/z 85.15 56.29%
oL Il g [P 0141.0169.0107.0295 02540
m/z--> 6 §o 160 1%0 260 2%0 360 '
Abundance #48851: Dodecane, 2-methyl-
43.0
27.00 27.20 27.40 27.60
5000 710 m/z 43.15 53.31%
} 990 1410
oz L d gL, fee0
m/z--> 0 50 100 150 200 250 300
Abundance #141439: Nonadecane, 2,3-dimethyl-
43.0 27.00 27.20 27.40 27.60
71.0 m/z 99.25 41 .00%
5000
99.0 253.0
0 i || l‘ H 12\17.011515'0\18\3'0‘ 225'0 A A
m/z--> c') 5'0 1(')0 150 2(')0 250 3(')0 ' 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO73018\

Data File : BG035992.D

Acq On 31 Jul 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J4219-03 072618-DBRI-F-D-S
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : 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? .56 7.56 65.3 ng 756417 1 8.02 231531 20.0
Tetradecane 23.11 2.2 ng 89684 5 21.65 830313 20.0
Heptadecane 23.91 3.0 ng 128013 6 24.85 857915 20.0
Octadecane 27.29 2.1 ng 90219 6 24.85 857915 20.0
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