LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 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-BG091217.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

5.379 300 305 312 rBV 29319 45045 1.13% 0.315%
5.844 378 384 397 rBV 280865 490890 12.30% 3.438%
rBv 192778 368685 9.24% 2.582%
7.812 711 719 732 rBV 475553 859187 21.52% 6.017%
8.276 792 798 804 rBV2 94342 165117 4.14% 1.156%
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6 8.605 845 854 863 rBvV 412476 765348 19.17% 5.360%
7 9.445 988 997 1010 rBV 339240 660451 16.54% 4.625%
8 11.096 1270 1278 1290 rBV 120589 227490 5.70% 1.593%
9 13.511 1680 1689 1700 rBV 1055165 1693752 42.43% 11.861%
10 14.892 1918 1924 1936 rVvB2 217891 360060 9.02% 2.521%
11 15.280 1977 1990 1997 rBV2 58848 87724 2.20% 0.614%

12 15.656 2050 2054 2058 rBV 118652 148253 3.71% 1.038%
13 16.384 2170 2178 2190 rBV 1217802 1903052 47.67% 13.327%
14 17.642 2385 2392 2402 rBV 386976 593216 14.86% 4.154%
15 18.288 2493 2502 2510 rBV2 142666 209506 5.25% 1.467%

16 19.886 2767 2774 2782 rBV 131680 171479 4 _30% 1.201%
17 20.233 2826 2833 2840 rBV 2956418 3992223 100.00% 27.957%

18 21.960 3121 3127 3136 rVB 442441 774346 19.40% 5.423%
19 25.415 3704 3715 3727 rVB 243294 763992 19.14% 5.350%

Sum of corrected areas: 14279816
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA G\DATA\BG092217\
: BG028889.D

: 23 Sep 2017 00:38

: SJ/JU

: 15301-13

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG028889.D

7.81
7.43

8.61
5.84 9.45

8.28 11.10

538

0
Time-->

950 1000 10.50 1100 1150 1200 1250 1300

4.00 4.50 500 550 600

6.50 7.00 750 8.00 8.50 9.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG028889.D

20123

16.38
13.51

17.64 21.96

14.89

15.66 18.29
A 15 28 n

19.89

—

0
Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BG028889.D

25.41

Time--> 23.

07

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\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 Guanidine Concentration Rank 5

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

5.38 5.46 ng 45045 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
3 3-Hexanol 102 C6H140 000623-37-0 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 28
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 28

Abundance Scan 305 (5.379 min): BG028889.D (-300) (-) m/z 43.10 100.00%
43.1
5000
101.1
5139 5.00 5.20 5.40 5.60 5.80
O b e e m/z 59.10 88.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #256: Guanidine
59.0
5000 RN RS L U

5.00 5.20 5.40 560 5.80
m/z 101.10  27.56%

N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
S N S
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 17.44%
15.0
O e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4417: 3-Hexanol
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 10.63%
5000
o 101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.81 Concentration Rank 1

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

7.81 104.07 ng 859187 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 719 (7.812 min): BG028889.D (-711) (-) m/z 132.10 100.00%
13p.1
5000 68.1
o1 s |l )
0..“”.“”.“”.M”.HL.ﬁ!m“J”“.”“.”“W““.”,“”,h”,” m/z 68.10 46 .44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 USRS SRS RS RN
7.40 7.60 7.80 8.00 8.20
70.0 m/z 66.10 31.70%
310 440
0 | L, [ ! | 860 | 116.0 !
iz 1 5 3 o B b 70 b % 150 130 130 1% 150
Abundance
132.0
9.0 1000 TR T S
5000 ' m/z 134.10 31.54%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI B L L D
132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 20.51%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7h0 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknownl5.28 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.28  4.87ng 87724  Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2¢1H)-Ouinolinone. 4-phenvi- 221 C15H1INO 005855-57-2 49

037760-72-8 38
1000327-01-8 35
1000308-85-9 35

2 9-0x0-9.10-dihvdroacridine-4-car... 238 C14H10N202
3 2-0xo0-6-phenvl-1.2-dihvdro-3.4-p... 221 C13H7N30
4 2-0Oxa-1.3-disilacvclohexane. 1.1... 236 C12H200Si2

5 1H-1,2,3-Triazole, 4,5-diphenyl- 221 C14H11N3 005533-73-3 30
Abundance Scan 1990 (15.280 min): BG028889.D (-1977) (-) m/z 57.10 100.00%
57.1
221.2
5000 179.1
111.1 4371
39{ 791 ‘ | | 15.00 15.20 15.40 15.60
() S— Iill||||| ...I| I| | | | ' |||| |.||I|| ! |I.| .I.|F' 1” . ||20?|2| .Il. - |2.5.O.9 m/z '221'_20 : 72.88%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #78345: 2(1H)-Quinolinone, 4-phenyl-
221.0
5000 LA L L L L L B L LB LB (LB
165.0 193.0 15.00 15.20 15.40 15.60
m/z 179.10 36.85%
390 630 %0 mso 190
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
221.0
R E e
15.00 15.20 15.40 15.60
5000 m/z 111.10 28.69%
1640 1930
oL 390 630 g0  117.0 1380 2390
I o B L L i o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78278: 2-Ox0-6-phenyl-1,2-dihydro-3,4-pyridinedicarbonitrile
221.0 15.00 15.20 15.40 15.60
m/z 193.10 25.57%
5000 51.0 193.0
77.0
‘ | 1040 1390 1650
NN 1 W WP YO VPR OIS MUY NN AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 Pentanoic acid, 2,2,4-trime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 8.23 ng 148253 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2.2.4-trimethvl-... 286 C16H3004 1000140-77-5 64
2 Butvric acid. thio-. S-decvl ester 244 C14H280S 002432-55-5 59
3 Propanoic acid. 2-methvl-. 2-(hyv... 216 C12H2403 074367-32-1 53
4 Fumaric acid. nonvl tetrahvdrofu... 326 C18H3005 1000330-58-3 53
5 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 53
Abundance Scan 2055 (15.662 min): BG028889.D (-2050) (-) m/z 71.05 100.00%
71.0
43.1
5000
111 1 155.1173.0 2431 15.40 15.60 15.80 16.00
Ob b BOL 11283 ORI 2162 SRD Tn/z 43.10 53.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132856: Pentanoic acid, 2,2,4-trimethyl-3-carboxyisopropy...
71.0
43.0
5000 UL D SN SRR SURE
15.40 15.60 15.80 16.00
m/z 41.10 9.67%
NI “ Ly, 90 1p70 1590 1850 2150 243.0
m/z--> ﬁo Jo éo éo 160 120 150 1éo 180 200 220 250
Abundance
71.0
15.40 15.60 15.80 16.00
5000 43.0 m/z 56.15 8.47%
o 105.0 140.0 ﬂ30 201.0 2%0%40
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250
Abundance #74088: Propanoic acid, 2-methyl-, 2-(hydroxymethyl)-1-pro...
71.0 15.40 15.60 15.80 16.00
m/z 55.10 8.12%
5000 43.0
89.0
0 I"”iw"hl'ﬂl'N'L'I""lg?P'P"'I""I""""I""I"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 7.06 ng 209506 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 90
2 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 53
3 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 42
4 Thiophene. 2-(4-nitrophenvl)- 205 C10H7NO2S 059156-21-7 38
5 2,6-Bis(1,1-dimethylethyl)-4-met... 262 C18H300 004278-82-4 30
Abundance Scan 2502 (18.288 min): BG028889.D (-2493) (-) m/z 205.10 100.00%
5000
261.2
18.00 18.20 18.40 18.60
0 b M08 T 57.10  79.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000
18.00 18.20 18.40 18.60
910 ‘ m/z 217.10 62 .79%
ob— I\H m H\H Mm U‘\HH\MH\ \HI \H\ ‘h ‘” U H ‘\ R I B
m/z--> 50 100 250 300 350 400 450
Abundance
205.0
163.0 18.00 18.20 18.40 18.60
5000 m/z 175.20 58.28%
67.0
121.0
o L L L UL U UL UL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87768: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... A e e A RRRE
217.0 18.00 18.20 18.40 18.60
175.0 m/z 55.10 52 .06%
5000
57.0
| ‘ 9L.0 1290 ‘
Ol H‘ H Il “.‘..l“...‘. S
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028889.D

Aca On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample : 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 7 Adipic acid, butyl 2-octyl ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.89 4.43 ng 171479 Chrysene-di12 21.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. butvl 2-octvl ester 314 C18H3404 1000324-44-6 64
2 Butvl citrate 360 C18H3207 000077-94-1 64
3 Adipic acid. butvl isobutvl ester 258 C14H2604 1000324-09-3 64
4 Adipic acid. isobutvl 3-pentvl e... 272 C15H2804 1000324-60-4 50
5 Adipic acid, butyl 3-hexyl ester 286 C16H3004 1000353-62-3 50
Abundance Scan 2775 (19.892 min): BG028889.D (-2767) (-) m/z 185.10 100.00%
185.1
129.1
5000
57.0
[ 102 2oL 15160 1980 2000 20120
. 157.0 223.2 . . . .
0 N O i LA e 222, | [ m/z 129.10  66.33%
m/z--> 50 100 150 200 250 300 350
Abundance #156291: Adipic acid, butyl 2-octyl ester
129.0
185.0
5000 LI BULILN UL SULIULE UL
19.60 19.80 20.00 20.20
570 101 m/z 57.05 27 .30%
: . 156.0
o ?%‘%JIHM | T P NP~ L
m/z--> 50 100 150 200 250 300 350
Abundance
185.0
129.0 19.60 19.80 20.00 20.20
5000 259.0 m/z 259.10 17 .34%
570 o0 157.0
o 231.0 287.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #108847: Adipic acid, butyl isobutyl ester T e S R
185.0 19.60 19.80 20.00 20.20
129.0 m/z 186.10 12.10%
5000
200 570 1OLT 156.0
oLy ,\‘Ia\, il ;t b a0
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092217\
Data File : BG028889.D

Acq On : 23 Sep 2017 00:38

Operator : SJ/JU

Sample - 15301-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
Guanidine 5.38 5.5 ng 45045 1 8.28 165117 20.0
unknown7 .81 7.81 104.1 ng 859187 1 8.28 165117 20.0
unknownl15.28 15.28 4.9 ng 87724 3 14.89 360060 20.0
Pentanoic acid, 2... 15.66 8.2 ng 148253 3 14.89 360060 20.0
7,9-Di-tert-butyl... 18.29 7.1 ng 209506 4 17.64 593216 20.0
Adipic acid, buty... 19.89 4.4 ng 171479 5 21.96 774346 20.0
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