LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN041019\
Data File : BN0O05130.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2343-07

Misc :

ALS Vial : 8 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\HPCHEM1I\BNA N\METHODS\8270-BN032619.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 5.246 378 384 392 rBB 124296 171952 45.32% 7.988%
2 6.834 647 654 662 rBB 121455 185248 48.82% 8.606%
3 7.187 708 714 721 rBB 135864 204347 53.86% 9.493%
4 7.652 788 793 798 rBB 23948 34520 9.10% 1.604%
5 7.969 841 847 853 rBB 99547 152309 40.14% 7.076%
6 8.816 985 991 998 rBB 73717 112478 29.65% 5.225%
7 10.434 1260 1266 1273 rBB 33456 51399 13.55% 2.388%
8 12.916 1681 1688 1694 rBB 215372 301840 79.55% 14.022%
9 13.757 1827 1831 1836 rBB 12838 15222 4.01% 0.707%
10 14.298 1918 1923 1929 rBB2 48532 69968 18.44% 3.250%
11 15.798 2173 2178 2185 rBB 166195 217656 57.37% 10.111%
12 17.051 2386 2391 2397 rBB2 60367 77285 20.37% 3.590%
13 19.686 2834 2839 2844 rBVY 315483 379414 100.00% 17.626%
14 21.251 3100 3105 3110 rBV 60463 73940 19.49% 3.435%
15 21.810 3198 3200 3204 rBV 5172 5116 1.35% 0.238%
16 22.268 3275 3278 3282 rBVY 7261 7602 2.00% 0.353%
17 22.768 3359 3363 3367 rBVY 6760 8135 2.14% 0.378%
18 23.321 3454 3457 3462 rVB 6305 7632 2.01% 0.355%
19 23.480 3478 3484 3492 rVB2 40498 71275 18.79% 3.311%
20 23.957 3561 3565 3569 rBvY 3477 5287 1.39% 0.246%

Sum of corrected areas: 2152625
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

K2343-07

LSC Report - Integrated Chromatogram

8 Sample Multiplier: 1

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

- Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN041019\
- BN0O05130.D
: 10 Apr 2019 16:30
Operator : JU/SJ

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN032619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
300000

250000

200000

150000

100000

50000

5.25

TIC: BN005130.D

7.19

6.83

7.97
8.82

7.65

10.43

Time--> 3.00 3.50

4.00

4.50

5.00

5.50 6.00

6.50

700 750 800 850 9

00

9.50

L L

T
10.00 10.50 11.00 11.50

Abundance
300000

250000

200000

150000

100000

50000

12.92

13.76

14.30

TIC: BN005130.D

15.80

17.05

19,69

] —

Time-->  12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
300000

250000

200000

150000

100000

21.25
50000

01—y

23.48

21.81 22.27 22.77 23.3
A A A A

23.96

TIC: BN005130.D

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN041019\
Data File : BN0O05130.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2343-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN032619_.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 unknown7.19 Concentration Rank 1

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

7.19 118.39 ng 204347 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 715 (7.193 min): BN005130.D (-708) (-) m/z 132.00 100.00%
32
5000
68
o s || 7 9|6 104 6.80 7.00 7.20 7.40 7.60
TIPS MRS S MBS M ASERUR || MM m/z 134.00 32.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL LN UL L R
6.80 7.00 7.20 7.40 7.60
2 78 m/z 68.10 32.73%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SRR LARES RN RERAS R
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.00 20.58%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L BB B
132 6.80 7.00 7.20 7.40 7.60
m/z 96.00 14.28%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN041019\
Data File : BN0O05130.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2343-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN032619_.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 Hentriacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22 .27 2.06 ng 7602 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 10-MethvlInonadecane 282 C20H42 056862-62-5 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 74
Abundance Scan 3278 (22.268 min): BN005130.D (-3275) (-) m/z 57.00 100.00%
57
85
5000
| | | 207 22,00 22.20 2240 22.60
r—r-r--——— m/z 71.10 77 .79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 L UL BULEUN ISR UL
22.00 22.20 22.40 22.60
113 m/z 85.10 59.37%
0 Ty A e 197 225 253 281 309 337 365 437
m/z--> 55 160 150 200 2%0 360 3%0 460 !
Abundance #129494: 10-Methylnonadecane
57
o 22,00 22.20 2240 22.60
5000 m/z 43.00 56.16%
154
29
113
0"{'I{i"q""lk"'l"" 2'6'7"|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane Ty
57 22.00 22.20 22.40 22.60
m/z 55.00 23.47%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 22.00 22.20 22.40 22.60

8270-BN032619.M Thu Apr 11 18:26:56 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN041019\
Data File : BN0O05130.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2343-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN032619_.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 Octadecane, l-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.28 ng 8135 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
2 Hexacosane 366 C26H54 000630-01-3 74
3 10-MethvlInonadecane 282 C20H42 056862-62-5 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 74
Abundance Scan 3363 (22.768 min): BN005130.D (-3359) (-) m/z 57.10 100.00%
57
85
5000
] 2 2540 22,60 22,80 2300
-t m/z 71.10 77 .94%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57
5000 85 L DU SRR BN SN I
29 22.40 22.60 22.80 23.00
m/z 85.10 60.75%
ol I G TP~
m/z--> §o 160 1%0 200 2%0 360 3%0
Abundance #194493: Hexacosane
57
2240 22.60 22.80 23.00
5000 85 m/z 43.00 56.04%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane e e
57 22.40 22.60 22.80 23.00
m/z 55.00 25.98%
85
5000
154
29
113
Ouuuul’.'[.J.lL.Lutuuluu..|.... ?6.7..|....|.. e e
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN041019\
Data File : BN0O05130.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2343-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN032619_.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 unknown23.32 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.14 ng 7632 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 40
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 9
3 Ether. heptvl hexvl 200 C13H280 007289-40-9 9
4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
5 BH-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
Abundance Scan 3457 (23.321 min): BN005130.D (-3454) (-) m/z 57.00 100.00%
57
71
43 85
5000
9 AR DA SRR

| | 23.00 23.20 23.40 23.60
LA RARA RARAN NARAS SRARI NRARARARLS SARAN NLARN SRAAS SARSS RARAS LS UARAI NAARN SARA A m/z 71.00 77.05%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28445: Octane, 2,4,6-trimethyl-
57
43
5000 LA L L L L L L LB L |

23.00 23.20 23.40 23.60
185 m/z 85.10 58.40%

29 99
o | ) M ) D113 127 141 156
e A e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
B maa
23.00 23.20 23.40 23.60
5000 57 71 g5 m/z 43.00 55.71%
2
VS ™ 128
O e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #61346: Ether, heptyl hexy! e B
43 5 23.00 23.20 23.40 23.60
m/z 55.00 25.34%
5000 85
29
9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 23.00 23.20 23.40 23.60

8270-BN032619.M Thu Apr 11 18:26:57 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN041019\
Data File : BN0O05130.D

Acq On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample - K2343-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN032619_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]
unknown7 .19 7.19 118.4 ng 204347 1 7.65 34520 20.0
Hentriacontane 22 .27 2.1 ng 7602 5 21.25 73940 20.0
Octadecane, 1-i1odo- 22.77 2.3 ng 8135 6 23.48 71275 20.0
unknown23.32 23.32 2.1 ng 7632 6 23.48 71275 20.0
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