LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 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-BG041316.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 3.096 38 44 63 rvB 1318854 1950420 100.00% 17.052%
2 5.288 411 417 426 rVB 77505 123843 6.35% 1.083%
3 5.763 490 498 507 rBV 387286 638728 32.75% 5.584%
4 7.367 762 771 784 rBV 419222 745068 38.20% 6.514%
5 7.743 826 835 843 rBV 401179 711777 36.49% 6.223%
6 8.213 907 915 921 rBV 119576 206608 10.59% 1.806%
7 8.537 962 970 978 rBV 302687 530725 27.21% 4 .640%
8 9.377 1103 1113 1123 rBV 261640 471490 24.17% 4.122%
9 11.028 1387 1394 1402 rBV 175748 319297 16.37% 2.792%
10 13.449 1796 1806 1813 rBvV 706101 1101376 56.47% 9.629%
11 14.259 1939 1944 1951 rBvV 62496 92895 4_.76% 0.812%
12 14.823 2033 2040 2049 rVB2 251882 432292 22.16% 3.780%
13 15.634 2173 2178 2182 rVB2 24409 32351 1.66% 0.283%
14 16.040 2237 2247 2251 rBV5 8407 19974 1.02% 0.175%
15 16.298 2285 2291 2299 rBvV 478675 741921 38.04% 6.487%
16 16.492 2318 2324 2327 rBV 31014 42943 2.20% 0.375%
17 17.279 2455 2458 2464 rBV 16452 21824 1.12% 0.191%
18 17.555 2499 2505 2511 rBV2 313339 483897 24.81% 4.231%
19 19.324 2802 2806 2810 rBvV3 17075 23150 1.19% 0.202%
20 19.594 2848 2852 2857 rVB 21406 33827 1.73% 0.296%
21 19.953 2909 2913 2917 rBV 27838 35710 1.83% 0.312%
22 20.141 2939 2945 2951 rBVY 1076258 1408263 72.20% 12.312%
23 20.423 2990 2993 2998 rBV3 38944 49730 2.55% 0.435%
24 20.922 3075 3078 3084 rVB 39156 52177 2.68% 0.456%
25 21.433 3162 3165 3170 rVB 68643 95682 4.91% 0.837%

26 21.827 3227 3232 3238 rVB2 323548 541626 27.77% 4_.735%
27 25.170 3793 3801 3813 rVB2 176272 530165 27.18% 4_.635%

Sum of corrected areas: 11437759
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG021781.D
3{10

5.76 737 7.74

8.54 0.38
11.03

599 8.21

0

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BG021781.D

20.14

13.45

16.30 21.83

17.56
14.82

14.26

9.94
15.6316,04/[L6:49 17.28 19.39,59

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

1000000

800000

600000

400000

200000

TIC: BG021781.D

25.17

U

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:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.10 188.80 ng 1950420 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 45 (3.102 min): BG021781.D (-38) (-) m/z 73.00 100.00%
73
43
5000
rrrTrT T T T T
55 300 320 3.40
O e L8 e Tm/z 43.00 54.20%
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 N L L AL
3.00 320 3.40
a1 89 m/z 89.00 30.30%
O~ ---.--%QJJ---3§J--“ﬁ8u-v??|-- "|l*"| R U
m/z--> 10 20 30 40 50 60 70 8 90
Abundance
43
3 300 320 340
5000 m/z 41.00 10.49%
27
59 74
e L S L UL S IR S I UL
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #719: N-Ethylformamide e e e
30 73 3.00 320 3.40
m/z 45.00 8.41%
5000
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l A
LR FRELEL AN SN SR SUNLELELS SR FURLELL SURLELELS UL SURL U L N I
m/z--> 10 20 30 40 50 60 70 8 90 300 320 3.40

8270-BG041316.-M Thu Apr 21 16:09:47 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.29 11.99 ng 123843 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 417 (5.288 min): BG021781.D (-411) (-) m/z 43.00 100.00%
a3
59
5000
1 500 520 540 560
o...,....,....,....-,'::..‘??.':!i....,....,E.‘?..,....,|....,....,....,....,...., m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URE UL S R UL
5.00 520 5.40 5.60
59 101 m/z 101.00 18.85%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
500 520 540 560
5000 m/z 58.00 14 _.38%
101
o 1B 31 508 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester S e R mmn
59 5.00 520 5.40 5.60
m/z 41.00 8.24%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 3 unknown7.74 Concentration Rank 2

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

7.74 68.90 ng 711777 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 834 (7.738 min): BG021781.D (-826) (-) m/z 132.00 100.00%
5000 68
40 54 % J 7.40 760 7.80 8.00
ol |.7=7,?.7.I,1'9‘L?..,.. S m/z 68.00  46.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS S RS AR
7.40 7.60 7.80 8.00
2 51 78 m/z 134.00 30.91%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.40 760 7.80 8.00
5000 gg 116 m/z 66.00 29.49%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal o R RN
132 7.40 7.60 7.80 8.00
m/z 69.00 18.15%
5000 67
41 97
53
‘ o ‘ 117
ol bl ie8 a0 | /AU | S
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021781.D

Aca On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample = H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 5 Nonadecane, 1l-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.43 3.53 ng 95682 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 86
4 Pentadecane 212 C15H32 000629-62-9 64
5 Hexadecane 226 C16H34 000544-76-3 60
Abundance Scan 3164 (21.427 min): BG021781.D (-3162) (-) m/z 57.00 100.00%
57
31120 21140 2160 2130
131 155 181 214 274 302 343 : . : :
o 240 i m/z 43.05  80.62%
m/z--> 50 100 150 200 250 300 350
Abundance #118727: Nonadecane, 1-chloro-
57
5000 L S BRI I BU
mmmmmmmm
29 m/z 55.00 64.81%
0 1] ‘ \‘ \ ﬂ‘ L 138 161183203 231 260 99
m/z--> 55 150 260 2%0 360 3%0
Abundance
57
2120 21.40 2160 21.80
5000 m/z 71.00 55.78%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 150 200 250 300 350
Abundance #110992: Octadecane, 1-chloro- R ARARREEE EE S
57 21.20 21.40 21.60 21.80
m/z 83.00 40.27%
o 1 “MNW«MNWWNNMVJ\“”VNWWLAM”“W
29 05
0 \‘ “ Al “‘ ‘ﬂli I 1 -}J? 161 189 217 245 288
m/z--> % ﬁo 1m @ 250 3m 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042116\
Data File : BG021781.D

Acq On : 20 Apr 2016 12:26

Operator : UM/SJ

Sample : H2589-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.M
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]
Propane, 2,2-dime... 3.10 188.8 ng 1950420 1 8.21 206608 20.0
2-Pentanone, 4-hy... 5.29 12.0 ng 123843 1 8.21 206608 20.0
unknown7 .74 7.74 68.9 ng 711777 1 8.21 206608 20.0
Nonadecane, 1-chl... 21.43 3.5 ng 95682 5 21.83 541626 20.0
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