LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 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 F\METHODS\8270-BF013017.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 1.978 6 8 18 rVB 89896 180511 3.15% 0.367%
2 4.253 204 207 220 rBV 119514 246898 4 _.30% 0.502%
3 4.927 264 266 277 rBV 667094 1320634 23.02% 2.686%
4 5.373 302 305 307 rBVY 4430149 5400240 94.15% 10.984%
5 6.425 394 397 405 rBVY 4611883 5575404 97.20% 11.340%

6.539 405 407 410 rBV 4380218 4763105 83.04% 9.688%
6.767 425 427 430 rBV 1237558 1116292 19.46% 2.270%
438 441 443 rBV 4180390 4121515 71.85% 8.383%
7.339 475 477 480 rBV 2681983 3471163 60.52% 7.060%
8.059 537 540 542 rBV 1340334 1423202 24.81% 2.895%

=
QO ~NO®
(9}
O
N
\l

11 9.133 631 634 636 rBY 5392833 5735969 100.00% 11.667%
12 9.533 666 669 671 rBv 275261 338655 5.90% 0.689%
13 9.739 684 687 690 rBvV 81702 164670 2.87% 0.335%
14 9.808 690 693 695 rvB 1645172 1600868 27.91% 3.256%
15 10.231 726 730 732 rBV 58336 83256 1.45% 0.169%

16 10.596 759 762 765 rBV2 2428183 3073094 53.58% 6.251%
17 10.711 770 772 776 rVB 87518 121363 2.12% 0.247%
18 11.156 808 811 812 rBV 66740 62769 1.09% 0.128%
19 11.294 820 823 825 rBV 1588491 1597741 27.85% 3.250%
20 12.882 959 962 964 rBV 4694248 5642642 98.37% 11.477%

21 13.762 1037 1039 1045 rBV 72808 125027 2.18% 0.254%
22 13.934 1051 1054 1056 rBV 1179469 1506123 26.26% 3.063%
23 15.271 1164 1171 1174 rBvV4 28986 107271 1.87% 0.218%
24 15.340 1174 1177 1182 rVB 968914 1225445 21.36% 2.493%
25 15.694 1201 1208 1214 rBV3 31388 161257 2.81% 0.328%

Sum of corrected areas: 49165114
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF093401.D

5000000 6.42
5.37 '%54
6.93

4000000

3000000 734

2000000

1000000 403
1.98 4.25 K L

0% A

A e e e L e L e B e e e e B L e LA B e e = L e e
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093401.D

9|13
5000000 12.88

4000000

3000000
10.60

2000000
9.81 11.29

1000000

9. 10.23 0.71 11.1

Or——"trr— 77— e e T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093401.D

5000000

4000000

3000000

2000000

13,93 15.34
1000000 1

3.76 15. 15.69

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, 1,1-dimethoxy- Concentration Rank 5

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

1.98 3.23 ng 180511 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 16
3 Glvcine 75 C2H5NO2 000056-40-6 9
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9

Abundance Scan 8 (1.978 min): BF093401.D (-6) (-) m/z 75.10 100.00%
79.1
5000 45.0
57.0 2.00 2.10 2.20 2.30 2.40
..,....,.?‘?9,‘...|.,...'.,....,-.::.,8?-.0..,....,....,. m/z 73.10 75.00%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0 L I UL UL UL AR
2.00 2.10 2.20 2.30 2.40
m/z 45.00 41.71%
w\‘ 370 | 570 | 870 103.0
A s'o 60 70 80 90 100 110
Abundance
73.0
1200 2.10 2.20 2.30 2.40
5000 m/z 41.05 32.58%
45.0
29.0
37.0 55.0 101.0
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #854Glycme L L I L B LI R
30.0 2.00 2.10 2.20 2.30 2.40
m/z 47.05 21.15%
5000
75.0
| 450 57
m/z--> 20 30 40 50 60 70 8 90 100 110 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.25 4.42 ng 246898 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 207 (4.253 min): BF093401.D (-204) (-) m/z 55.05 100.00%
54.0 83.1
5000 431 061 k
| 671 400 420 440 4.60
SRS ¥ 1 R CEMEDY I ¥ VSN CJSROD M RSB PR m/z 83.10 95.22%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
20,0 43.0 98.0 400 420 440 4.60
m/z 43.10 42 _.41%
‘ ‘ ‘ [y Il ‘ | 67.0 75.0 | L
O " P S R N R N
Abundance
83.0
5.0 "Tabo 450 a0 ako
5000 43.0 m/z 98.10 34 .99%
98.0
29.0
69.0
HLIN IR UL FUELELL SULELELE LR SURLILL SIS S UL DU
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- R Aa e EAS.
55.0 4.00 4.20 4.40 4.60
83.0 m/z 39.10 28.91%
5000 41.0
27.0 9.0
mo |l @
\ 1 | I I
m/z--> 10 0 30 40 5'0 i 70 80 90 100 4.00 4.20 4.40 4.60

8270-BF013017.M Tue Mar

07 03:07:17 2017

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 23.66 ng 1320630 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 266 (4.927 min): BF093401.D (-264) (-) m/z 43.10 100.00%
431
59.1 s
5000
101.1
4.60 4.80 5.00 5.20
et 20Nl 91 831 | 57 59,10 54.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L IS U
59.0 460 480 500 520
m/z 101.10 14 .95%
S R I -1 b e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.10 14._.77%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- —
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.74%
5000 41.0
31.0
69.0 87.0
15.0 M L] sof] ‘ |90
LI LIS LIS O O S I B I I mrﬁﬁﬂrﬁ-
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 unknown6.54 Concentration Rank 1

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

6.54 85.34 ng 4763110 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 407 (6.539 min): BF093401.D (-405) (-) m/z 132.10 100.00%
13R.1
5000 68.1
I N | T 550 6k oo ok
reprrrrprree e e o b el .| M7z 68.10  46.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0
5000 LU S SRR
6.20 6.40 6.60 6.80
104.0 m/z 134.10 32.16%
120 270 390 5.0 00770 o060 55 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.05 29.95%
63.0 81.0
31.0 50.0 101.0112.0
wwwwmwﬁwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B B R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.92%
117.0
5000
39.0 910
o | S0 @omo | wso || |
| ! | Jl M Ay | | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 7

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

9.74 2.06 ng 164670 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 50
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 38
3 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 37
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 25
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 22

Abundance Scan 687 (9.739 min): BF093401.D (-684) (-) m/z 60.00 100.00%

q.0
5000 431
73.0

851 TT{rrrr[rrrrprrrrprroroga
9.40 9.60 9.80 10.00

98.1
131 m/z 57.05 91.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
5000 LI L L L L LB LB B}
73.0 9.40 9.60 9.80 10.00
29.0 m/z 43.10 45 .54%
15.0 ‘ 98.0
..,....,....,‘....,‘Hl‘.‘. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
29.0
57.0 e R AR REEE R R
9.40 9.60 9.80 10.00
5000 43.0 m/z 71.10 30.20%
71.0
86.0 116.0
WTWWTWWWWHTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32138: .beta.-D-Ribopyranoside, methy! L AV il Al
60.0 9.40 9.60 9.80 10.00

m/z 73.00 29.51%

5000
43.0 730
‘ ‘H ”‘ \H 86.0 100.0 114.0 133.0 163.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093401.D

Aca On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample : 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 7 Dibenzylidene 4,4"-biphenyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.63 ng 161257 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B0O6 1000150-23-7 43
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 38
5 Benzoic acid, 4-(3,4-dihydro-2,4... 361 C20H15N304 317326-96-8 35
Abundance Scan 1208 (15.694 min): BF093401.D (-1201) (-) m/z 360.20 100.00%
360.2
152.1
5000
180.1 Y A -
40.0 75.0103.0 254.1283.1 15.40 15.60 15.80 16.00
2.1 L. 'm/z 152.10 56.48%
m/z--> 50 100 150 200 250 300 350
Abundance #145065: Dibenzylidene 4,4'-biphenylenediamine
360.0
152.0
5000 L B UM UL UL
7.0 18h.0 15.40 15.60 15.80 16.00
' m/z 179.10 33.08%
‘ 2280 |

380‘ ‘ 272.0
m/z--> 50 10 150 200 250 300 350
Abundance
360.0

15.40 15.60 15.80 16.00

5000 m/z 359.20 29.35%
207.0
332.0
39.0 67.0 9501230 164.0 257.0285.0
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #144845: 1,3,2-Dioxaborolane, bis(spiro[4-2':5-2"]indane),... T
104.0 360.0 15. 40 15. 60 15. 80 16. 00
m/z 361.20 28.58%
5000
132.0
a0 76‘ ° ‘ 16T0 220.0 276.0 316 0
MW L e i i ENSSSSNSS B U6 epeens
m/z--> 5 150 200 250 300 350 15.40 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030617\
Data File : BF093401.D

Acq On : 6 Mar 2017 15:28

Operator : SJ/MA

Sample - 12076-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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, 1,l1-dime... 1.98 3.2 ng 180511 1 6.77 1116290 20.0
3-Penten-2-one, 4... 4.25 4.4 ng 246898 1 6.77 1116290 20.0
2-Pentanone, 4-hy... 4.93 23.7 ng 1320630 1 6.77 1116290 20.0
unknown6 .54 6.54 85.3 ng 4763110 1 6.77 1116290 20.0
1,6-Anhydro-_beta. .. 9.74 2.1 ng 164670 3 9.81 1600870 20.0
Dibenzylidene 4,4_... 15.69 2.6 ng 161257 6 15.34 1225450 20.0
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