LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample : K3552-11

Misc :

ALS Vial : 9 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

4 _559 246 250 258 rvB2 17960 25967 1.18% 0.232%
5.569 415 422 432 rBvY 452588 767661 34.97% 6.844%
rBv 512104 907095 41.32% 8.087%
7.555 753 760 775 rVB 487891 876723 39.94% 7.817%
8.031 835 841 849 rBvV 94396 167037 7.61% 1.489%
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8.348 888 895 904 rBV 365084 644858 29.37% 5.749%
9.212 1034 1042 1051 rBV 309638 571951 26.05% 5.099%
rBv 107774 201493 9.18% 1.796%
13.295 1730 1737 1750 rBV 823070 1262271 57.50% 11.254%
14.124 1872 1878 1888 rBVY 89045 141046 6.42% 1.258%
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11 14.676 1966 1972 1981 rBV2 209301 327833 14.93% 2.923%
12 16.169 2219 2226 2241 rBV 755329 1172953 53.43% 10.458%
13 17.426 2432 2440 2452 rBV 291293 455663 20.76% 4._.063%
14 18.284 2579 2586 2592 rBV3 21958 40669 1.85% 0.363%
15 20.023 2876 2882 2898 rBV 1804683 2195282 100.00% 19.573%

16 21.697 3157 3167 3176 rBV 329140 553029 25.19% 4_.931%

17 21.832 3186 3190 3196 rvB2 21463 32319 1.47% 0.288%
18 22.444 3289 3294 3301 rVB3 27822 44751 2.04% 0.399%
19 23.137 3406 3412 3419 rvB2 37201 76170 3.47% 0.679%
20 23.331 3440 3445 3451 rVB3 16023 28031 1.28% 0.250%
21 23.948 3543 3550 3556 rBV3 34858 75899 3.46% 0.677%
22 24.899 3706 3712 3717 rBV5 29468 69753 3.18% 0.622%
23 24.982 3717 3726 3736 rVB2 172096 494819 22.54% 4_.412%
24 26.045 3900 3907 3913 rVB3 20475 45500 2.07% 0.406%
25 27.397 4131 4137 4149 rVB10 10490 37358 1.70% 0.333%
Sum of corrected areas: 11216131
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062719\

BG041499.D

27 Jun 2019 22:07

HP/JU

K3552-11

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG062619 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG041499.D
1500000
1000000
7.18
500000 5.57 7.56 635
i 9.21
8.03 10.85
o 4.56
R i e e L R e M
Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041499.D
20.02
1500000
1000000
13.30
16.17
500000
17.43 21.70
14.68
1412 18.28 1.83  22.44
O e o A i L e L i i s i
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: BG041499.D
1500000
1000000
500000
24.98
233433 2395 24.Ao 26.05 27.40
O R L L e e e e e e e
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

8270-BG062619.

M Fri Jun 28 16:34:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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 Arsenous acid, tris(trimeth... Concentration Rank 3

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

4._.56 3.11 ng 25967 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Arsenous acid. tris(trimethvisil... 342 C9H27As03Si3 055429-29-3 78
2 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 78
3 Indole-2-one. 2.3-dihvdro-N-hvdr... 207 C11H13NO3 1000129-52-1 64
4 Anthracene. 9.10-diethvl-9.10-di... 236 C18H20 046868-29-5 56
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39

Abundance Scan 250 (4.559 min): BG0414(1|)99.D (-246) (-) m/z 206.95 100.00%
207
5000
a4 96 133 ., 191 l 420 4.40 4.60 4.80
Olrrrprerepbtrrprrrrprr bbb b e || M/z 208.00 20 53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, trls(trl(rl')nethylsnyl) ester
207
5000 ARARERARSE L LR o

420 4.40 4.60 4.80
m/z 208.90 14.06%

73 105 133 191
2745 ] | 149165 ol 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207
B R e e N I
420 4.40 4.60 4.80
5000 m/z 190.90 11.21%

9
2845 75 | 115138 163 191 |

L LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66750: Indole-2-one, 2,3-dihydro-N-hydroxy-4-methoxy-3,3-... e e
207 4.20 4.40 4.60 4.80
m/z 132.90 8.12%
5000
104 131
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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 2 unknown7.56 Concentration Rank 1

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

7.56 104.97 ng 876723 1,4-Dichlorobenzene-d4 8.03
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 761 (7.561 min): BG041499.D (-753) (-) m/z 132.00 100.00%
132
5000 68 /\_
26 rrrrrTpTTr T T T T T T T
48 62 ‘ | g7 | 10 7.20 7.40 7.60 7.80
o....,...!!'!...".:!-.'.,..':-.,....,....,.'!..,....,....,"...,.. m/z 68.00 45.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AT

7.20 7.40 7.60 7.80
70 m/z 66.00 33.03%

31 60
A A |
L o o e e RS N S S s
m/z--> 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 32.57%
78
31 g ,,
0 ‘ T H I 1
L B e B R Rl BAREE & L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R L o R

132 7.20 7.40 7.60 7.80
m/z 69.00 20.88%

5000
67
45 54 80 91
106
0 | AL 60\\\ 74H ‘ ‘\ 97 al 117 Al
----|----|----|----|----|----|----|----|----|----|----| T

m/z--> 30 40 50 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\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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 4 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.14 2.75 ng 76170 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 3413 (23.143 min): BG041499.D (-3406) (-) m/z 57.10 100.00%

85
5000

127 155 180 208 55 20T 355 22.80 23.00 23.20 23.40

0! m/z 43.05 84 .56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 T{T I T[T rrprrrrprrrr
22.80 23.00 23.20 23.40
113 m/z 71.05 71.51%
o |y 1At e 197 225 253 281 309 337 365 437
,....,....,. A e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
22.80 23.00 23.20 23.40
5000 g5 m/z 84.95 58.37%
29 113 141
ol 1] |77, 4 169 197 225 253 281 309 337 380
e A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57 22.80 23.00 23.20 23.40
m/z 40.95 27 .74%
5000 85
29 s 295
o) — | 141169 197 225 266 | 323 435
L e o o LA e e o e I LA LA A e o e
m/z--> 0 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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 5 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.95 3.07 ng 75899 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexacosane 366 C26H54 000630-01-3 76
3 Tetracosane 338 C24H50 000646-31-1 74
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72

Abundance Scan 3550 (23.948 min): BG041499.D (-3543) (-) m/z 57.00 100.00%

57

5000
23.60 23.80 24.00 24.20
Oty m/z 71.00 66.91%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
5|7
5000 85

23.60 23.80 24.00 24.20
m/z 43.00 61.42%

f 1}3 ) 14‘11 . 1(‘59 197 225 253 2§2
T

29
oﬂJLl,.JnJ o e

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

Abundance #194493: Hexacosane
57
T T T
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 51.45%
29
L. j Iy 13,141 160 197 225 253 295 323 367
——p—t e 7
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.00 29.17%
85
5000
29 } 113
141
ol L7 M 160 107 205 sy 8B
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041499.D

Aca On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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 6 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.90 2.82 ng 69753 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 64
2 Tetracosane 338 C24H50 000646-31-1 64
3 2-methvloctacosane 408 C29H60 1000376-72-8 62
4 10-MethvlInonadecane 282 C20H42 056862-62-5 58
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 3712 (24.899 min): BG041499.D (-3706) (-) m/z 57.00 100.00%
g7
85
5000
127 208 24.60 24.80 25.00 25.20
0 155 179 265 295
o/ '--H'-' Sl N S U . m/z 43.00 78.65%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 R SN DR UL MR
2460 24.80 25.00 25.20
m/z 71.00 62.02%
127 155 295
ol I 183202 225 253 337
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57
85 24.60 24.80 25.00 25.20
5000 m/z 85.00 56.54%
29
. | ‘}““ |13 141 169 107 225 253 281 309 338
s o o oo oo s ma
Abundance #215181: 2-methyloctacosane
57 24.60 24.80 25.00 25.20
m/z 55.00 26 .45%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062719\
Data File : BG041499.D

Acq On 27 Jun 2019 22:07

Operator : HP/JU

Sample - K3552-11

Misc :

ALS Vial : 9 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]
Arsenous acid, tr... 4._.56 3.1 ng 25967 1 8.03 167037 20.0
unknown7 .56 7.56 105.0 ng 876723 1 8.03 167037 20.0
Hentriacontane 23.14 2.8 ng 76170 5 21.70 553029 20.0
Eicosane 23.95 3.1 ng 75899 6 24.98 494819 20.0
Heneicosane, 11-(... 24.90 2.8 ng 69753 6 24.98 494819 20.0
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