LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 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-BG032017.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 5.141 344 349 361 rBV 107989 169409 1.71% 0.364%
2 5.617 423 430 442 rBV 1002003 1688158 17.04% 3.624%
3 7.203 693 700 714 rBV 586822 1042745 10.53% 2.238%
4 7.573 756 763 774 rBV 1936569 3422895 34.56% 7.348%
5 8.043 833 843 850 rBV 477245 832516 8.41% 1.787%

8.366 889 898 912 rBV 1924972 3398507 34.31% 7.295%
9.201 1032 1040 1053 rBV 1355553 2436966 24.60% 5.231%
10.605 1273 1279 1289 rBV3 88749 209584 2.12% 0.450%
10.840 1312 1319 1330 rVB 647398 1172864 11.84% 2.518%
13.272 1725 1733 1748 rBV 4237235 6843099 69.09% 14.690%

=
QO ~NO®

11 14.647 1958 1967 1979 rBvV2 990602 1604642 16.20% 3.445%
12 16.128 2211 2219 2235 rBV 3286516 5081385 51.30% 10.908%
13 17.379 2423 2432 2444 rBV2 1334043 2096358 21.17% 4 _500%
14 19.841 2846 2851 2861 rBV 274514 374973 3.79% 0.805%
15 19.982 2868 2875 2883 rBV 7040800 9904578 100.00% 21.262%

16 20.863 3020 3025 3034 rBvV 444383 612723 6.19% 1.315%
17 21.627 3148 3155 3170 rBV 1709149 2812437 28.40% 6.037%
18 24.806 3685 3696 3717 rBVv2 1009785 2880684 29.08% 6.184%

Sum of corrected areas: 46584523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG026575.D
7000000

6000000
5000000
4000000
3000000

2000000 7.57 8.37
9.20

5.62
1000000 720 604 10.84
5.14 106ﬂ

e T

Time--> 3.50 4.00 450 500 5.50 600 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance TIC: BG026575.D
7000000 1998

6000000

5000000
13.27
4000000
16.13
3000000

2000000 21.63

17.38

1000000 14.65

19.8h 20.86

O LA A s o e R LA s o o e e B L BB
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 TIC: BG026575.D
7000000

6000000

5000000

4000000

3000000

2000000

1000000 2481

T e

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\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

5.14 4_.07 ng 169409 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 25

Abundance Scan 349 (5.141 min): BG026575.D (-344) (-) m/z 43.05 100.00%
43.0
5000
101.1
- pis 480 500 520 540
Oy Al S e e m/z 59.10 88.00%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS SR LR

480 5.00 520 5.40
m/z 101.10 32.13%

‘ 101.0
NN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59.0
R REEEEEEE s n e o
480 5.00 5.20 5.40
5000 101.0 m/z 58.05 21.44%
159.0
199.0 244.0
0 T e L o o LA B e o o B L e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8358: 2-Hexanol, 2-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.10 7.85%
5000
101.0
015Q\‘ d“ h | :

T
m/z--> 0 50 100 150 200 250 300 350 400

T
450 4.80 5.00 5.20 5.40

8270-BG032017.-M Fri Apr 07 15:02:50 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.57 Concentration Rank 1

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

7.57 82.23 ng 3422900 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (7.567 min): BG026575.D (-756) (-) m/z 132.10 100.00%
13p.1
5000
68.0
96.1 SRR AS S RN
401 7.20 7.40 7.60 7.80 8.00
0 0 22l Tm/z 68.05  33.85%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A I U L

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.53%

31.0 510
0..‘..”‘,l.H.,.l..‘,....,....,.. e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
R e
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 21.89%
41.0 97.0
117.0
82.0
Ol el e, e i

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R L man
132.0 7.20 7.40 7.60 7.80 8.00

m/z 96.10 13.35%
5000 104.0
52.0 78.0

.??‘*?..“l.,“w‘...‘H,....,.‘...,.. I— IS i G—
m/z--> 40 60 100 120 140 160 180 200 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\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.57 ng 209584 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 86
2 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 83
3 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 64
4 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 50
Abundance Scan 1278 (10.599 min): BG026575.D (-1273) (-) m/z 57.20 100.00%
51.2
5000 /\\\A~_~\
8t 10.20 10.40 10.60 10.80 11.00
131.1 : : : : :
I ,M.-Il. b 3421 38620 Thyz 45.10 0 70.52%
m/z--> 50 100 150 200 250 300 350
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 LN VN SRR B
10.20 10.40 10.60 10.80 11.00
‘ 87.0 m/z 41.10 26.43%
27.0 :
oL .“}.‘ ‘I‘\IM\ .““‘.‘H. l\ . :!'3;\29::-6'39 e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 75.10 20.54%
27.0
87.0 132.0
L L L WL UL WL R
m/z--> 50 100 150 200 250 300 350
Abundance #75669: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0 10.20 10.40 10.60 10.80 11.00
m/z 56.10 19.81%
5000
101.0
oL e
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 2,3:4,5-Bis-0O-isopropyliden... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.84 2.67 ng 374973 Chrysene-d12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3:4.5-Bis-0O-isopropvlidene-_be... 339 C12H21N0O8S 1000148-85-3 81
2 .beta.-D-Fructopvranose. 2.3:4.5... 260 C12H2006 020880-92-6 16
3 .alpha.-D-Galactopvranose. 1.2:3... 260 C12H2006 004064-06-6 14
4 4-Chlorophenol . heptafluorobutvrate 324 C10H4CIF702 959051-46-8 10
5 7H-Furo[3",2":4,5]furo[2,3-c]xan... 324 C18H1206 010048-13-2 10
Abundance Scan 2851 (19.841 min): BG026575.D (-2846) (-) m/z 43.10 100.00%
431
324.1
5000 1104
69.1 ' 1711 206.0 LRI SULLN UL SN I
38.1 2300 2861 50,0 19.60 19.80 20.00 20.20
Obprrrofis b~ "m/z 324.10 70.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175619: 2,3:4,5-Bis-O-isopropylidene-.beta.-d-fructopyran...
43.0 324.0
5000 LR SUASULN UL UL SUAS
19.60 19.80 20.00 20.20
69.0  110.0 189.0 m/z 59.10 40.46%
“ ‘ PM | 229.0 266.0
0 |....|....|.l‘..l“....“,‘..‘.‘.,.... SN Sl
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
245.0
69.0 19.60 19.80 20.00 20.20
5000 1270 m/z 110.10 33.45%
' 171.0
o 99.0 203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110353: .alpha.-D-Galactopyranose, 1,2:3,4-bis-O-(1-methy... T e
43.0 19.60 19.80 20.00 20.20
m/z 127.10 27 .42%
5000 245.0
100.0
69.0
127.0
ot tgs0 02120
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026575.D

Aca On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Carbamazepine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.86 4.36 ng 612723 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamazepine 236 C15H12N20 000298-46-4 99
2 Iminostilbene 193 C14H11N 000256-96-2 83
3 Benzonitrile. 2-(4-methviphenvl)- 193 C14H11IN 114772-53-1 68
4 Acridine. 9-methvl- 193 C14H11IN 000611-64-3 64
5 3-Methyl-acridine 193 C14H11N 004740-12-9 60

Abundance Scan 3024 (20.858 min): BG026575.D (-3020) (-) m/z 193.10 100.00%

193.1
5000
236.1

20. 60 20. 80 21. 00 21. 20

1391 | |
ot RO N1 2821 3430 4301 57795 05 43.65%
mz--> 50 100 150 200 250 300 350 400
Abundance #90697: Carbamazepine
193.0 A¥
5000 A BB AR RS
236.0 20.60 20.80 21.00 21.20

‘ m/z 191.10 25.64%

o 440 89.0 139.0 i ‘
B e o B T e B B L LA o BB B
m/z--> 50 100 150 200 250 300 350 400
Abundance

193.0

20.60 20. 80 21. 00 21.20

5000 m/z 236.05 21.28%
o 51.0 90 1390
T B B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #55512: Benzonitrile, 2-(4-methylphenyl)- R B
193.0 20. 60 20. 80 21. 00 21. 20

m/z 165.05 21.27%

5000
3%.0 96.0 1400 J
0 L) LA Ly | [,

Ly u
|||||||||||||||||||||||||||||||||||||||||| LA AL L I L I L B B

m/z--> 50 100 150 200 250 300 350 400 20. 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040617\
Data File : BG026575.D

Acq On : 6 Apr 2017 21:01

Operator : SJ/MA

Sample : 12532-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .M
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]
2-Pentanone, 4-hy... 5.14 4.1 ng 169409 1 8.04 832516 20.0
unknown? .57 7.57 82.2 ng 3422900 1 8.04 832516 20.0
Ethanol, 1-(2-but... 10.60 3.6 ng 209584 2 10.84 1172860 20.0
2,3:4,5-Bis-0O-iso... 19.84 2.7 ng 374973 5 21.63 2812440 20.0
Carbamazepine 20.86 4.4 ng 612723 5 21.63 2812440 20.0
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