Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\

BG035939.D

27 Jul 2018 16:05
JuUssJ

J4189-07

11 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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 5.141 308 315 324 rBV 104446 167301 4._.40% 0.924%
2 5.605 387 394 407 rBV 786336 1322439 34.76% 7.306%
3 7.197 653 665 676 rBV 813599 1507016 39.61% 8.326%
4 7.561 720 727 739 rBV 816296 1393086 36.61% 7.697%
5 8.025 798 806 813 rBV 141634 238167 6.26% 1.316%
6 8.348 853 861 871 rBV 595293 1047271 27.53% 5.786%
7 9.188 996 1004 1016 rBV 466181 893925 23.49% 4 .939%
8 10.827 1277 1283 1300 rBV 155029 304152 7.99% 1.680%
9 13.271 1691 1699 1711 rBV 1410360 2244456 58.99% 12.400%
10 14.105 1835 1841 1854 rBvV2 55468 117008 3.08% 0.646%
11 14.652 1926 1934 1947 rBV2 284861 494497 13.00% 2.732%
12 16.138 2180 2187 2201 rBVY 1181024 1892327 49.74% 10.455%
13 17.395 2394 2401 2416 rBV2 419726 705336 18.54% 3.897%
14 20.003 2838 2845 2857 rBVY 2739829 3804793 100.00% 21.021%
15 21.296 3059 3065 3069 rBvV2 56324 86605 2.28% 0.478%
16 21.654 3119 3126 3134 rBvV 486668 833729 21.91% 4 .606%
17 22.435 3255 3259 3264 rBV5 27436 44415 1.17% 0.245%
18 23.122 3370 3376 3384 rVB3 26781 49859 1.31% 0.275%
19 23.915 3505 3511 3520 rBV4 27694 57161 1.50% 0.316%
20 24.855 3659 3671 3684 rBv2 285361 837835 22.02% 4.629%
21 25.972 3852 3861 3870 rVBS8 18524 58719 1.54% 0.324%

Sum of corrected areas: 18100097
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035939.D

Aca On 27 Jul 2018 16:05

Operator : JU/SJ

Sample = J4189-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035939.D

2500000
2000000
1500000

1000000
5.60 7.20 7.56

500000 9.19

5.14 8.03 10.83

C|||||||||||||||||||||||||||||||||||||| LI L I I L L L L |

T ! T T T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG035939.D
20,00

2500000
2000000

1500000413.27
16.14

1000000

500000 17.39 21.65
14.65

rjt 14.11 ﬂ 21.30 22.44

0 LN R e L e N N N N B B O L O B

Time--> 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: BG035939.D

2500000
2000000
1500000
1000000

500000
24.86

23.12 23.92 JL 25.97

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\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035939.D

Aca On 27 Jul 2018 16:05

Operator : JU/SJ

Sample = J4189-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 14.05 ng 167301 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
4 2.5.8.11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 17

Abundance Scan 315 (5.141 min): BG035939.D (-308) (-) m/z 43.15 100.00%
43.1
5000
101.2
T T
480 5.00 520 5.40
60.1 83.3
O el e e e e e e | m/z 59.15  66.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA RS S LR
480 5.00 520 5.40
m/z 101.15 28.44%
ol 260 | epo 83010
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12814: Dimethadione
43.0
480 500 520 540
5000 m/z 58.15 19.05%
129.0
J 50 L sho o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8102: 4-Hydroxy-3-hexanone
59.0 480 5.00 520 5.40
m/z 41.15 9.49%
5000 31.0
ol 140 || | 87.0 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035939.D

Aca On 27 Jul 2018 16:05

Operator : JU/SJ

Sample = J4189-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

7.56 116.98 ng 1393090 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 727 (7.561 min): BG035939.D (-720) (-) m/z 132.15 100.00%
132.2
5000 68.2 ]\_
40.1 ‘ | %2 720 7.40 7.60 7.80
54.1 . . ) )
Obrrprrrrprerr e :.'-.'.,..'.--.,*??.9,..]'.,.1?97.,3....,....,"...,... m/z 68.15 51.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.20 7.40 7.60 7.80
310 510 m/z 134.15 33.62%
0 | - ‘ 1, 1
LR A AR RS NS AR RLARE NLARS RERRN RSN SRRAS RSN SRS SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 33.04%
150 280 390 520 030 770 900 1040 .0, |
s B B B e 7o 8 a0 100 110 130 Tho 130
Abundance #14144: 5-Fluoro-2-chloropyrimidine T R B e R
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22.99%
5000
33.0 44.0 0.0 105.0
0"|“"w"w"“|'“'|§qﬂ"“{'“llﬁqﬂ"Jw'Jml'“'l“"l"w"' L L L L
m/z--> 10 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\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035939.D

Aca On 27 Jul 2018 16:05

Operator : JU/SJ

Sample = J4189-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.08 ng 86605 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 87
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 86
4 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 86
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 86
Abundance Scan 3066 (21.301 min): BG035939.D (-3059) (-) m/z 57.25 100.00%
5.3
97.3
5000
ob—dk : m/z 83.15 78.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
5000
970 21.00 21.20 21.40 21.60
m/z 97.25 67.32%
27|10
LI 20 se20 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #119525: 1-Decanol, 2-octyl-
57.0
21.00 21.20 21.40 21.60
5000 m/z 55.15 65.85%
97.0
139.0
0 %Zfoxlp. e l*.‘.é ,499'9 2100 2520 —————
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0 21.00 21.20 21.40 21.60
m/z 85.25 62.52%
5000 97.0
39.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72718\
Data File : BG035939.D

Acq On 27 Jul 2018 16:05

Operator : JU/SJ

Sample - J4189-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]|
2-Pentanone, 4-hy... 5.14 14.1 ng 167301 1 8.03 238167 20.0
unknown? .56 7.56 117.0 ng 1393090 1 8.03 238167 20.0
1-Decanol, 2-hexyl- 21.30 2.1 ng 86605 5 21.65 833729 20.0
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