LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010886.D

Aca On 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

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:\HPCHEM1I\BNA M\METHODS\8270-BM071217.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

4.640 291 298 306 rBV 190691 273857 1.05% 0.165%
5.081 366 373 380 rBV 3166219 4260792 16.34% 2.571%
1913605 2835444 10.88% 1.711%
6.981 689 696 705 rBV 5877995 8800770 33.76% 5.310%
7.439 767 774 780 rVB 1315390 1955472 7.50% 1.180%
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7.757 817 828 839 rBV 5622722 8689569 33.33% 5.243%
8.586 960 969 981 rBV 4819865 7702546 29.55% 4.647%
1666542 2688013 10.31% 1.622%
10.251 1247 1252 1259 rVB 1521096 2495974 9.57% 1.506%
11.874 1520 1528 1535 rBV 2559174 4020010 15.42% 2.425%
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11 12.098 1556 1566 1573 rBV 2000277 3102710 11.90% 1.872%
12 12.704 1661 1669 1676 rBV 13455653 18940375 72.65% 11.428%
13 13.804 1850 1856 1866 rVB 1553865 2324472 8.92% 1.402%
14 14.092 1898 1905 1911 rBV2 2513793 3715894 14.25% 2.242%
15 14.157 1911 1916 1924 rVB 1458455 2103540 8.07% 1.269%

16 15.151 2078 2085 2091 rBV 4737985 6622408 25.40% 3.996%
17 15.592 2152 2160 2177 rBV 11365088 16037623 61.52% 9.676%
18 16.845 2365 2373 2376 rBV 3157347 4435750 17.02% 2.676%
19 16.892 2376 2381 2388 rVV 11324936 15398171 59.07% 9.290%
20 16.980 2388 2396 2405 rVB 1407464 1971340 7.56% 1.189%

21 18.921 2718 2726 2734 rBV 5879278 7896828 30.29% 4_765%
22 19.280 2780 2787 2794 rBV 2015805 2755647 10.57% 1.663%
23 19.509 2819 2826 2834 rBV 21293234 26069126 100.00% 15.729%
24 21.062 3083 3090 3093 rBV 3571126 4856650 18.63% 2.930%
25 21.097 3093 3096 3103 rVB 1008804 1224438 4._70% 0.739%

26 22.556 3341 3344 3348 rBV 304047 420530 1.61% 0.254%
27 22.597 3348 3351 3355 rvB2 235941 349697 1.34% 0.211%
28 23.191 3446 3452 3460 rVB 2133880 3794521 14.56% 2.289%

Sum of corrected areas: 165742167
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BMO71817\
Data File : BM010886.D

Aca On : 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method

> Z:\HPCHEM1\BNA M\METHODS\8270-BM071217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010886.D

6.98 7.76

8.59

6.63 7.44 100205

4.64 A A

0
Time-->

3.00

10.00 10.50 11.00 11.50

8.00

3.50 4.00

450 5.00 5.50

6.00 6.50 7.00 7.50

8.50 9.00 9.50

Abundance

2e+07

1.5e+07

le+07

5000000

0

11.85 19

TIC: BM010886.D
1951

12.70

15.59 16.89

18.92
15.15

16/84

14.09
FL6-98 19.28

13.801p.16

Time-->

12.00 1250 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

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010886.D

21.06
23.19

21.10 2059

Time-->

O

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010886.D

Aca On 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Nonanone, 9-hydroxy- Concentration Rank 4

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

4.64 2.80 ng 273857 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 298 (4.640 min): BM010886.D (-291) (-) m/z 42.95 100.00%
43.0
5000
440 460 480 5.00
Ot il m/z 59.00 66.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0
5000 URREE ISR S R
4.40 4.60 4.80 5.00
71.0 m/z 101.00 33.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
440 460 4.80 5.00
5000 m/z 58.00 15.30%
101.0
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 440 4.60 4.80 5.00
m/z 39.00 9.00%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010886.D

Aca On 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.98 Concentration Rank 1

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

6.98 90.01 ng 8800770 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
4 Xenon 132 Xe 007440-63-3 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 696 (6.981 min): BM010886.D (-689) (-) m/z 132.00 100.00%
132.0
68.1
5000
960 Trrrrryrrrryrrrryrrrrro
40.1 | I 1929 571 6.60 6.80 7.00 7.20 7.40
o b A e 2k m/z 68.10 55.74%
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SRS S L S
6.60 6.80 7.00 7.20 7.40
70.0 m/z 66.10 42 .76%
31.0
0.‘.‘l“l“l‘.‘.‘luuuuluu..|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
RN MRS RS R
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.56%
69.0
39.0 103.0
e L L L L I L
m/z--> 50 100 150 200 250 300 350
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- A R e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 28.60%
5000 67.0
103.0
e L — 0L N L G
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010886.D

Aca On 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.10 23.09 ng 3102710 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 97
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
3 1H-Indene. l1l-ethvlidene- 142 C11H10 002471-83-2 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 1566 (12.098 min): BM010886.D (-1556) (-) m/z 142.10 100.00%
1491
115.0
5000
o1 630 890 i, | 1180 100 1730 o
o} e o e m/z 141.10 91.02%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 L SRR SN SN B
115.0 11/80 12.00 12.20 12.40
m/z 115.00 56.36%
oL 390 0630 880 |
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance
142.0
11.80 12,00 12.20 12.40
5000 m/z 139.00 13.20%
115.0
390 630 890
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18503: 1H-Indene, 1-ethylidene- B
141.0 11.80 12.00 12,20 12.40
m/z 143.10 12.00%
5000 115.0
39.0 63‘-0‘ 89.0 |
0 ||||‘||H||“|‘|“||||‘|||||l|||||||||||||||||||||| AR R mEE R
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12,20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71817\
Data File : BM010886.D

Acq On 19 Jul 2017 00:30

Operator : SJ/JU

Sample : 14199-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Nonanone, 9-hyd... 4.64 2.8 ng 273857 1 7.44 1955470 20.0
unknown6 .98 6.98 90.0 ng 8800770 1 7.44 1955470 20.0
Naphthalene, 1-me... 12.10 23.1 ng 3102710 2 10.20 2688010 20.0
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