LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM032917\
Data File : BM009440.D
Aca On : 29 Mar 2017 19:47 Instrument :
Operator : SJ/MA EFAﬁg el

- _ lentosampleld :
a?zgle : 12437-02 (ONWP8-MW30S-GW
ALS Vial : 10 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-BM032217 .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 4_.975 316 321 327 rBV 132872 193832 1.53% 0.348%
2 5.422 389 397 406 rBVY 1743421 2497715 19.76% 4.481%
3 7.010 660 667 675 rBV 999346 1608778 12.73% 2.886%
4 7.381 722 730 739 rBY 3008184 4659580 36.87% 8.359%
5 7.851 799 810 817 rBV 649917 1025183 8.11% 1.839%

8.169 857 864 872 rBV 2654116 4269030 33.78% 7.658%
9.016 1000 1008 1016 rBV 2513431 4049368 32.04% 7.264%
10.645 1278 1285 1292 rBV 750727 1323003 10.47% 2.373%
5368299 7715003 61.04% 13.840%
14.492 1932 1939 1945 rBV2 1084734 1675711 13.26% 3.006%
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11 14.557 1945 1950 1957 rVB 287804 418156 3.31% 0.750%
12 14.892 2001 2007 2016 rVB 147739 227801 1.80% 0.409%
13 15.986 2187 2193 2200 rBV 4051876 5627230 44.52% 10.095%
14 16.186 2223 2227 2232 rBV2 84410 141971 1.12% 0.255%
15 17.245 2401 2407 2412 rBV2 1378261 1997632 15.80% 3.584%

16 18.115 2552 2555 2560 rBV4 89989 133917 1.06% 0.240%
17 19.862 2846 2852 2859 rBV 10855275 12639443 100.00% 22.674%
18 21.109 3060 3064 3069 rBv2 233728 299311 2.37% 0.537%
19 21.415 3112 3116 3121 rVB 2029499 2619391 20.72% 4._.699%
20 23.744 3505 3512 3521 rVB 1291952 2622489 20.75% 4._.704%

Sum of corrected areas: 55744544
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Ouant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM032917\
BM0O09440.D

29 Mar 2017 19:47

SJ/MA

12437-02

QONWPS-MW30S-GW

10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA M\METHODS\8270-BM032217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

hod
le

ry C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM009440.D

7.38
9.02

7.01 785 10.65

A

4.98

0
Time-->

T I T
9.50 10.00 10.50 11.00 11.50

350 400 450 5.00 5.50

6.00 650 700 750 8.00 850

9.00

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM009440.D

19,86

13.11

15.99

14.49 17.24

%56141A.89

16.19 18.12

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BM009440.D

21.42
23.74

L

21.11
A

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BM032917\

Data File : BM009440.D

Aca On : 29 Mar 2017 19:47

Operator : SJ/MA

ﬁ?ggle i 12437-02 ONWP8-MW30S-GW
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 3.78 ng 193832 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
4 Dimethadione 129 C5H7NO3 000695-53-4 42
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32

Abundance Scan 322 (4.981 min): BM009440.D (-316) (-) m/z 43.10 100.00%
43.1
5000

A
L LN L N L |

4.60 4.80 5.00 5.20 5.40

0 m/z 59.10 58.79%
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
5000 LA LI L L L L LB L B}
4.60 4.80 5.00 5.20 5.40
m/z 101.00 18.96%
101.0
ATl 70 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
IIIIIIIIIIIIAIIIIIIIIIIII
4.60 480 5.00 5.20 5.40
5000 m/z 58.05 13.92%
29.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 8.66%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032917\

Data File : BM009440.D

Aca On : 29 Mar 2017 19:47

Operator : SJ/MA

ﬁ?ggle i 12437-02 ONWP8-MW30S-GW
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.38 Concentration Rank 1

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

7.38 90.90 ng 4659580 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 730 (7.381 min): BM009440.D (-722) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 LRI LI UL UL I
40.0 14 2065 7.00 7.20 7.40 7.60 7.80
o} : : m/z 68.10 58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 S S UL L
69.0 7.00 7.20 7.40 7.60 7.80
39.0 m/z 66.10 41.96%
: 890
0 ”II””H‘HIMMH H \‘\ ” 1@50 R B A eI
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 97.0 m/z 134.00 32.92%
70.0
310 519
S L L I UL B B S S L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R e
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 25.35%
5000
63.0
150 390 0 g70'%0 |
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032917\

Data File : BM009440.D

Aca On : 29 Mar 2017 19:47

Operator : SJ/MA

ﬁ?ggle i 12437-02 ONWP8-MW30S-GW
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.11 2.29 ng 299311 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 96
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 76
Abundance Scan 3064 (21.109 min): BM009440.D (-3060) (-) m/z 43.05 100.00%
43.0, 83.0
5000
20.80 21.00 21.20 2140
ob—— ik m/z 55.10 97 . 75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
69.0
5000 UV UMV IR SR
29.0 110 20.80 21.00 21.20 21.40
m/z 57.05 95 .49%
oL \\h m “\ 15401060 220
m/z--> 50 150 200 250 300 350 400
Abundance
43.0
83.0 SN BN B
20.80 21.00 21.20 21.40
5000 m/z 83.05 87 .33%
125.0
196.0
L L U UL WU WU L U L
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene L B A
43.0 97.0 20.80 21.00 21.20 21.40
m/z 69.00 74 .18%
5000
o L] | 1198 1820 5240 266.0
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032917\

Data File : BM009440.D

Acg On : 29 Mar 2017 19:47

Operator : SJ/MA

ﬁ?ggle i 12437-02 QNWP8-MW30S-GW
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hy... 4.98 3.8 ng 193832 1 7.85 1025180 20.0
unknown? .38 7.38 90.9 ng 4659580 1 7.85 1025180 20.0
3-Octadecene, (E)- 21.11 2.3 ng 299311 5 21.42 2619390 20.0
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