LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\

Data File : BG029023.D

Aca On : 4 Oct 2017 3:14 Instrument :
Operator : SJ/JU BNA_G

Sample - 15496-06 ClientSampleld :
Misc - PAMT-COMP-DUP-D
ALS Vial : 20 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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 5.340 292 298 304 rBV2 38404 67160 3.49% 0.710%
2 5.810 373 378 390 rVB 78035 139729 7.25% 1.478%
3 7.402 643 649 662 rBv4 46416 133276 6.92% 1.410%
4 7.772 706 712 725 rBV 123768 227850 11.83% 2.410%
5 8.237 783 791 801 rBV 168654 306132 15.89% 3.238%
6 8.566 840 847 855 rBV2 301933 538342 27.94% 5.695%
7 9.412 983 991 1002 rBV 238362 464372 24.10% 4.912%
8 11.057 1263 1271 1285 rVB 210899 412832 21.43% 4_.367%
9 13.483 1677 1684 1693 rBV 696285 1099836 57.09% 11.635%
10 14.306 1817 1824 1832 rBV 69726 117602 6.10% 1.244%
11 14.864 1910 1919 1928 rBV2 364806 622458 32.31% 6.585%
12 15.669 2051 2056 2060 rvB2 21283 28195 1.46% 0.298%
13 16.080 2117 2126 2129 rBVvV4 8159 20403 1.06% 0.216%
14 16.127 2129 2134 2139 rVVv 46805 63425 3.29% 0.671%
15 16.356 2168 2173 2181 rBV2 158644 283254 14.70% 2.996%
16 16.533 2198 2203 2214 rBvV2 29852 56298 2.92% 0.596%
17 17.326 2334 2338 2343 rBvV2 18115 26673 1.38% 0.282%
18 17.614 2380 2387 2397 rBV2 537103 865317 44.92% 9.154%
19 18.477 2530 2534 2540 rBV4 19602 41658 2.16% 0.441%
20 19.735 2743 2748 2755 rBV10 9016 24377 1.27% 0.258%

21 20.205 2820 2828 2834 rBV 1441556 1926522 100.00% 20.380%
22 21.509 3046 3050 3054 rBV6 12915 22688 1.18% 0.240%
23 21.926 3113 3121 3131 rBV 597586 1045284 54.26% 11.058%
24 25.346 3691 3703 3715 rBV 308705 919426 47.72% 9.726%

Sum of corrected areas: 9453109
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\

Data File : BG029023.D

Aca On : 4 Oct 2017 3:14

Operator : SJ/JU

Sample = 15496-06 O
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG029023.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\

Data File : BG029023.D

Aca On : 4 Oct 2017 3:14

Operator : SJ/JU

Sample = 15496-06 O
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 unknown5.34 Concentration Rank 3

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

5.34 4.39 ng 67160 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 39
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28

Abundance Scan 298 (5.340 min): BG029023.D (-292) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 0 530 50 5o
83.2 : : : :
”.,.”.d.uli.”.,u”.J.”.,.”.,.”.,.”.,..”?9?9 m/z 59.10  79.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol
43.0 59.0
5000 A S I L L
5.00 5.20 5.40 5.60
m/z 58.10 27.25%
85.0
...,”w.ML.Hi”UM,L.#?R..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
5.00 5.20 5.40 5.60
5000 43.0 m/z 101.10 21.45%
27.0 87.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- EAa e e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 12.07%
5000 41.0
LT
E%?M"M'NL'm”l'”'|“"w"w"“|'“'|“"w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\

Data File : BG029023.D

Aca On : 4 Oct 2017 3:14

Operator : SJ/JU

Sample = 15496-06 O
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 2 unknown7.77 Concentration Rank 2

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

7.77 14.89 ng 227850 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 16
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 712 (7.772 min): BG029023.D (-706) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /\
| vono |10 7ED 7ho b0 85D
o -k m/z 68.10 44 .58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 66.05 33.30%
63.0
}ﬁQHpWMNN” LRI DAL S UARLLEL SRR WL S O
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 30.11%
77.0
39.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- e P
56.0 132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 19.34%
5000
}ﬁ%'lkh'l”'hl”"l”"I”"I”"P"'P"'P"'P
miz--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\

Data File : BG029023.D

Aca On : 4 Oct 2017 3:14

Operator : SJ/JU

Sample = 15496-06 O
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 4 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.04 ng 63425 Acenaphthene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 80
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 Ouinoline. 2.4-dimethvl- 157 C11H11IN 001198-37-4 40
4 Piperazine-1-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 25
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 25
Abundance Scan 2134 (16.127 min): BG029023.D (-2129) (-) m/z 157.10 100.00%
157.1
SECE 2091 S,
SRS SN R | SR AV S U 2 m/z 115.10 39.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 RN R e e e
5000 115.0 15.80 16.00 16.20 16.40
203.0 m/z 43.10 15.44%
‘ 600 87.0 ‘ 231.0 277.0
m/z--> 25 45 éo 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
15.80 16.00 16.20 16.40
5000 43.0 115.0 m/z 203.10 11.28%
87.0
188.0
wmwwmmwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29213: Quinoline, 2,4-dimethyl- U UL B o e [T
157.0 15.80 16.00 16.20 16.40
m/z 111.00 8.01%
5000
115.0
27.0 510‘770 “ L
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100317\

Data File : BG029023.D

Acg On : 4 Oct 2017 3:14

Operator : SJ/JU

Sample - 15496-06 PAMT-COMP-DUP-D
Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
unknown5.34 5.34 4.4 ng 67160 1 8.24 306132 20.0
unknown7 .77 7.77 14.9 ng 227850 1 8.24 306132 20.0
Triethyl citrate 16.13 2.0 ng 63425 3 14.86 622458 20.0
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