LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090319\
Data File : BG042692.D

Aca On : 3 Sep 2019 17:12

Operator : HP/JU

Sample : K4622-10

Misc :

ALS Vial : 11 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 G\METHODS\8270-BG082219 .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 3.117 3 5 20 rvB 115333 147121 9.55% 1.548%
2 5.550 413 419 431 rBV 297590 496124 32.20% 5.219%
3 7.160 685 693 708 rBV 316656 583489 37.87% 6.139%
4 7.530 748 756 769 rBV 342712 598223 38.83% 6.294%
5 7.994 828 835 844 rBV 99299 168539 10.94% 1.773%
6 8.323 882 891 902 rVB 281417 491222 31.88% 5.168%
7 9.163 1027 1034 1053 rBV 182536 358004 23.24% 3.766%
8 10.820 1306 1316 1327 rBV 118774 236722 15.37% 2.490%
9 13.276 1725 1734 1749 rBV 579565 947363 61.49% 9.967%
10 14.104 1868 1875 1885 rBvV 69260 119843 7.78% 1.261%

11 14.657 1958 1969 1978 rBV2 241092 404707 26.27% 4.258%
12 16.149 2217 2223 2238 rBV 538445 939000 60.95% 9.879%
13 17.412 2432 2438 2443 rBvV2 315271 510948 33.17% 5.375%

14 19.463 2784 2787 2793 rVB 34977 51440 3.34% 0.541%
15 19.827 2846 2849 2853 rVB 32655 41411 2.69% 0.436%
16 20.021 2876 2882 2892 rBVY 1132236 1540608 100.00% 16.208%
17 21.325 3101 3104 3111 rBV5 25019 38809 2.52% 0.408%
18 21.684 3158 3165 3178 rVB 410854 744749 48.34% 7.835%
19 21.872 3193 3197 3202 rVB5 21847 30384 1.97% 0.320%
20 22.483 3297 3301 3307 rVB3 22792 37984 2.47% 0.400%
21 23.182 3414 3420 3426 rBV2 25889 49632 3.22% 0.522%
22 23.893 3534 3541 3542 rBV 16011 24028 1.56% 0.253%
23 23.993 3553 3558 3564 rVB3 24826 53551 3.48% 0.563%
24 24.622 3659 3665 3673 rVB2 10057 24972 1.62% 0.263%
25 24.768 3685 3690 3701 rVB3 13696 39854 2.59% 0.419%
26 24.927 3705 3717 3735 rBV2 244262 790130 51.29% 8.312%
27 26.084 3906 3914 3925 rVvB4 11832 36513 2.37% 0.384%
Sum of corrected areas: 9505370
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042692.D

Aca On : 3 Sep 2019 17:12

Operator : HP/JU

Sample : K4622-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
1200000 TIC: BG042692.D

1000000
800000
600000
400000

716 7-53

5.55 8.32

200000 9.16
.12 7.99 10.82

Time--> 350 4.00 450 500 550 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: BG042692.D
1200000

20.02

1000000

800000

600000{ 13.28 16.15

21.68
400000 17.41

14.66

200000
19.4619.83

14.10 2133 |b187 2048

O o L e o o L5 L e e s s e s L e e e e
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 : .
1200000 TIC: BG042692.D

1000000

800000

600000

400000

24.93
200000

23.18 22399 o 26.08

R R T e e R R L e AR s ma L e o 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042692.D

Aca On : 3 Sep 2019 17:12

Operator : HP/JU

Sample : K4622-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 17.46 ng 147121 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 5 (3.117 min): BG042692.D (-3) (-) m/z 73.10 100.00%
7B

5000
43 55 87

i

3.20 3.30 3.40 3.50
"I""I'"'I""Ill:'l"l""I'"'Il'!"I""I'"'I""I""I""I""I""I"' m/z 43.10 32.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
sl
5000 LA INL I L L L L LB LN I
43 55 3.20 3.30 3.40 3.50
7 87 m/z 87.10 29.91%
Lol el | o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether
3

;::::::>

3.20 3.30 3.40 3.50

5000 m/z 55.10 27.58%
45 99
s 2 ] 87 103 130 147
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R R b
73 3.20 3.30 3.40 3.50
87 m/z 71.10 13.03%
5000 41 55
29 H
Lol el Lo a9
T e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042692.D

Aca On : 3 Sep 2019 17:12

Operator : HP/JU

Sample : K4622-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 70.99 ng 598223 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 756 (7.530 min): BG042692.D (-748) (-) m/z 132.00 100.00%
132
5000
68
0 52 || s %10 J 720 7.40 7.60 7.80
AN W - N | R m/z 134.00  34.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 AR L LR LR
7.20 7.40 7.60 7.80
104 m/z 68.10 31.83%
51 66 77
14 27 39 2% | Y89 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 740 7.60 7.80
5000 gg 116 m/z 66.10 21.40%
S ”qu .JM . Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance #14145. 4 Chloro—2—f|u0r0—pyrimidine . . e EEmae
132 720 7.0 7.60 7.80
o7 m/z 69.10 13.90%
5000 0
31 52
T |"k '|l"l'| "“"l?g' T '}%ﬁ R P S R R A L R LR
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042692.D

Aca On : 3 Sep 2019 17:12

Operator : HP/JU

Sample : K4622-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknownl19.46 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.46 2.01 ng 51440 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 81
2 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 74
3 Pvrene 202 C16H10 000129-00-0 74
4 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 60
5 Pyrene, 10b,10c-dihydro-10b,10c-... 288 C22H24 028816-94-6 39

Abundance Scan 2787 (19.463 min): BG042692.D (-2784) (-) m/z 202.00 100.00%

202

5000

19.20 19.40 19.60 19.80
m/z 203.00 18.02%

101 127 151 174

51 218 239 266 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

75

Abundance #62827: Fluoranthene
202
5000 LIS L L L L L L
19.20 19.40 19.60 19.80
m/z 200.00 17.82%
101
51 75 122 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202
19.20 19.40 19.60 19.80
5000 m/z 201.00 16.51%

101 150 ‘
27 51 75 % 126 20 174 M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62822: Pyrene R Ra a m A S S
202 19.20 19.40 19.60 19.80

m/z 100.90 5.29%

5000

101
51 75 | 122 150 174 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090319\
Data File : BG042692.D

Acq On : 3 Sep 2019 17:12

Operator : HP/JU

Sample - K4622-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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]
Butane, 2-methoxy... 3.12 17.5 ng 147121 1 7.99 168539 20.0
unknown7 .53 7.53 71.0 ng 598223 1 7.99 168539 20.0
unknown19 .46 19.46 2.0 ng 51440 4 17.41 510948 20.0
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