LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On : 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.904 6 11 28 rvB 766754 1222348 61.28% 10.322%
2 5.131 384 390 402 rVB 19837 37871 1.90% 0.320%
3 5.613 465 472 491 rBV 347166 667354 33.46% 5.636%
4 7.235 740 748 761 rBV 433627 840859 42.15% 7.101%
5 7.599 803 810 819 rBV 431453 834641 41.84% 7.048%

8.069 880 890 897 rBvV 65876 126265 6.33% 1.066%
8.392 937 945 956 rBV 286504 565832 28.37% 4._.778%
225407 475790 23.85% 4.018%
10.895 1363 1371 1381 rBV 115759 239439 12.00% 2.022%
13.327 1778 1785 1800 rBV 842322 1460525 73.22% 12.333%
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11 14.150 1917 1925 1934 rBV 116805 194744 9.76% 1.645%
12 14.708 2013 2020 2029 rBV2 242437 431379 21.63% 3.643%

13 15.525 2154 2159 2164 rVB2 22121 30081 1.51% 0.254%
14 16.195 2267 2273 2288 rBV 590806 1011664 50.72% 8.543%
15 16.383 2301 2305 2313 rBV 22359 42545 2.13% 0.359%

16 17.452 2480 2487 2501 rBV2 264601 471781 23.65% 3.984%
17 20.049 2923 2929 2944 rBV 1428021 1994744 100.00% 16.845%
18 20.719 3037 3043 3048 rBvV 46846 102163 5.12% 0.863%
19 21.336 3143 3148 3156 rBV5 18659 39512 1.98% 0.334%
20 21.723 3206 3214 3227 rBV 254210 501424 25.14% 4._.234%

21 23.369 3487 3494 3501 rBV7 10431 23855 1.20% 0.201%

22 24.990 3759 3770 3787 rVB2 145850 460544 23.09% 3.889%

23 26.077 3948 3955 3963 rVB7 11674 30173 1.51% 0.255%

24 27.440 4174 4187 4194 rBV7 8451 36423 1.83% 0.308%
Sum of corrected areas: 11841956
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022351.D
1400000

1200000
1000000
800000290

600000

7.23 7.60

400000 5.61
8.39
9.24

200000 10.90

8.07

513

e I e S L o 1 D = e | SN

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 0. OO 9. 50 10. OO 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG022351.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.90 Concentration Rank 1

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

2.90 193.62 ng 1222350 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Methane. i1sothiocvanato- 73 C2H3NS 000556-61-6 7
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 10 (2.898 min): BG022351.D (-6) (-) m/z 73.00 100.00%
78 i
5000
43 89
37| 55 2.90 3.00 3.10 3.20 3.30
O e e e e e e e m/z 43.00 36.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 43 L R B R
2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 30.20%
Lo ws g s | o
miz--> D H % 4 e e b 8 9% 10 110
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.00 7 .66%
29
0 5 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #703: Methane, isothiocyanato-
78 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.66%
5000
45
2\8 \3‘5 ‘ ! 58 [l
e S L UL UL SR UL UL S IULILN S N SN UL SR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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.

5.13 6.00 ng 37871 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 390 (5.131 min): BG022351.D (-384) (-) m/z 43.00 100.00%
43
59
5000
101
| 51 I| 83 . 480 5.00 5.20 5.40
-ttt m/z 59.00 73.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I I
59 480 500 520 540
m/z 101.00 33.62%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
31 59
480 500 520 540
5000 m/z 58.00 19.83%
41
o 25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 5.20 5.40
m/z 41.00 9.61%
5000 101
28 59
70 84
0 "'I'%?'I"lMW"' Nﬂ.l..,?ﬂlli....l.H.Zﬁ 'l"l'?§'|""|' ISR SRR SRS AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.60 Concentration Rank 2

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

7.60 132.21 ng 834641 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 810 (7.599 min): BG022351.D (-803) (-) m/z 131.90 100.00%
132
5000 K
68
96 9 740 760 7RO 800
40 54 720 7.40 7.60 7.80 8.00
o....~;--..:-.,:|-.|.'.,5?5..!,1.0.7..,..~.,....,....,....,....,... m/z 68.00  33.79%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AL I R L
a1 o7 7.20 7.40 7.60 7.80 8.00
‘ 53 - 117 m/z 133.90 32.68%
‘ ‘ LLi “

Abundance

| N S S S —
mz--> 40 60 80 100 120 140 160 180 200 220
132

A e e e s
69 104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 21.42%
31 51
Ol T [T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil

132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 12.96%

5000
91 105
oL 3951 65 7 | 117 ) 146159 178 208 222
SN A SR ! S RO CANEUL NN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022351.D

Aca On 15 Jun 2016 2:41

Operator : UM/SJ

Sample = H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.72 4.07 ng 102163 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 56
Abundance Scan 3043 (20.719 min): BG022351.D (-3037) (-) m/z 59.00 100.00%

59

5000

-

41
20.40 20.60 20.80 21.00

81 98
114 137154 177193 221

265282

0 m/z 71.95 67.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 |||||||||||||||||||||

20.40 20.60 20.80 21.00
m/z 55.00 35.85%

281
0 H\\ Udrmisn e gz 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R EREREEEEEE RSy
20.40 20.60 20.80 21.00
5000 m/z 41.00 25.73%

41 240
o 86 114 1472 170 195212 262278 304321

mrmmmwﬁmwwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...

T%

20.40 20.60 20.80 21.00
m/z 69.00 22 .47%

5000

83
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111 141157 180196212229
R e N AEEEEEmEm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061416\
Data File : BG022351.D

Acq On : 15 Jun 2016 2:41

Operator : UM/SJ

Sample - H3492-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown2 .90 2.90 193.6 ng 1222350 1 8.07 126265 20.0
2-Pentanone, 4-hy... 5.13 6.0 ng 37871 1 8.07 126265 20.0
unknown? .60 7.60 132.2 ng 834641 1 8.07 126265 20.0
9-Octadecenamide, ... 20.72 4.1 ng 102163 5 21.72 501424 20.0
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