LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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
1 5.380 300 305 312 rBV2 27970 46964 1.41% 0.351%
2 5.844 377 384 397 rBV 238702 422343 12.71% 3.154%
3 7.430 647 654 669 rBV 170231 331919 9.99% 2.478%
4 7.812 712 719 733 rBV 406121 744826 22.41% 5.562%
5 8.276 791 798 803 rBV2 92250 160035 4.82% 1.195%

8.600 846 853 865 rVvB 368187 671148 20.19% 5.011%
9.446 989 997 1006 rBV 298821 579456 17 .44% 4.327%
11.097 1271 1278 1285 rBVY 113863 211769 6.37% 1.581%
13.512 1680 1689 1702 rBV 944423 1489866 44.83% 11.125%
14.399 1836 1840 1844 rVv2 28376 36389 1.09% 0.272%

=
QO ~NO®

11 14.892 1917 1924 1931 rBV 211650 342184 10.30% 2 .555%
12 15.280 1984 1990 2001 rBV2 70303 106954 3.22% 0.799%
13 15.656 2049 2054 2058 rBV 185472 239087 7.19% 1.785%
14 16.155 2134 2139 2150 rVB 220214 292741 8.81% 2.186%
15 16.385 2169 2178 2194 rBV 1075317 1647849 49.58% 12.305%

16 17.642 2385 2392 2400 rBV 371846 579987 17.45% 4_.331%
17 18.288 2494 2502 2507 rBv4 91379 139434 4._.20% 1.041%
18 19.886 2768 2774 2784 rVB 259167 328704 9.89% 2.454%
19 20.227 2826 2832 2841 rBV 2398227 3323503 100.00% 24.817%
20 21.796 3093 3099 3107 rVB 212207 290596 8.74% 2.170%

21 21.960 3120 3127 3137 rBV 417035 726288 21.85% 5.423%
22 25.409 3704 3714 3725 rVB2 222882 680179 20.47% 5.079%

Sum of corrected areas: 13392221
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On : 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG028885.D

2000000

1500000

1000000

500000 7.81 8.60

5.84 9.45

7.43
538 8.28 11.10

T T ST N | LRSI SRRRRSRN LIRSS | RS SRS SRR | . RN

Time--> 4.00 4.50 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 1000 10.50 1100 1150 1200 1250 1300
Abundance TIC: BG028885.D

2023

2000000

1500000

16.38
10000001 13.51

500000 17.64 21.96

14.89 15.66 16.1 19.89 21.8
1w | /28| ) 18.29

L0 B e A (5L e o e e B LA o B B B B U

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 TIC: BG028885.D

2000000

1500000

1000000

500000
25.41

T T T e e e e T e e 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\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 unknown5.38 Concentration Rank 7

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

5.38 5.87 ng 46964 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
2 Silane. trimethvl- 74 C3H10Si 000993-07-7 23
3 3-Pentanol 88 C5H120 000584-02-1 23
4 2-Nonanone 142 C9H180 000821-55-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 305 (5.380 min): BG028885.D (-300) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
5.00 520 5.40 5.60 5.80
bttt 889 | 18 89 10 70.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8367: n-Propy| t-butyl ether
59.0
5000 A LS RS AR
41.0 101.0 500 5.20 540 5.60 5.80
29.0 m/z 101.10 25.01%
o 130 I \‘ llj 730 870 117.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
250 500 520 540 560 580
5000 ' m/z 58.10 15.45%
43.0
0 31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2090: 3-Pentanol
59.0 5.00 520 5.40 5.60 5.80
m/z 41.10 9.33%
5000 31.0
o150 ||| B0 | 700 870
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 93.08 ng 744826 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 Pvraclostrobine 387 C19H18CIN304 175013-18-0 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 719 (7.812 min): BG028885.D (-712) (-) m/z 132.10 100.00%
130.1
5000 68.1 /\
| tors sope | 740 7.60 780 800 820
ol At b e e e m/z 68.10 46.30%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 UBRAE SRS RS RN
7.40 7.60 7.80 8.00 8.20
m/z 66.10 33.33%
OI"Mihuk'ﬂ"'l'”'l""""I”"I"”I""P"'I'”
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 31.74%
33.0
78.0
L S B B B B L WL I B W
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R RN R
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 18.66%
5000
63.0
Oﬂ?gﬁfﬂ“'w" L SN L AL SR UL LR S USRS SRS RS RN
m/z-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 9H-Fluorene, l1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.13 ng 36389 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 1l-methvl- 180 C14H12 001730-37-6 58
2 3" .5"-Dimethoxvacetophenone 180 C10H1203 039151-19-4 52
3 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 52
4 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 50
5 Phenol, 3-(1,1-dimethylethyl)-4-_._. 180 C11H1602 000088-32-4 49
Abundance Scan 1840 (14.399 min): BG028885.D (-1836) (-) m/z 57.10 100.00%
5000
221.1
193.1 266.0 | 14.00 14.20 14.40 14.60 14.80
01 m/z 165.10 80.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45771: 9H-Fluorene, 1-methyl-
165.0
5000 A SRR I B B
14.00 14.20 14.40 14.60 14.80
89.0 m/z 180.20 48_.84%
0 39 O 63 0 1 \\‘ 115 0 139. O\\‘ ! ‘
m/z--> 20 45 eb 85 100 150 140 160 180 200 220 240 260
Abundance
165.0
A
14.00 14.20 14.40 14.60 14.80
5000 137.0 m/z 43.10 34 .38%
430 770 1570
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45450: 3-tert-Butyl-4-hydroxyanisole
165.0 14.00 14.20 14.40 14.60 14.80
m/z 137.00 23.98%
5000 131.0

150 40 650 90 1150

1 b, | Wl 1 | \ l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60 14.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 unknownl5.28 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.28 6.25 ng 106954 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-3-trifluoromethviphenvl... 221 C8H3CIF3NO 000327-78-6 38
2 1H-1.2.3-Triazole. 4.5-diphenvl- 221 C14H11IN3 005533-73-3 38
3 3-Benzvlidene-2-indolinone 221 C15H11NO 003359-49-7 38
4 2-(Trifluoromethvl)-7H-1.3.4-thi... 221 C6H2F3N30S 094605-13-7 38
5 BH-Pyrano[2,3,4,5-Imn]phenanthri... 221 C14H7NO2 004733-28-2 35

Abundance ‘Scan 1990 (15.280 min): BG028885.D (-1984) (-) m/z 57.10 100.00%

> 221.1
5000 191

911 109.1 1371

39{? |||I [l il |||I. u||.|| | |.|||.|.||I.|.|||||. IL.|H5?|1.I ||. . 203.1 /150202]:-L52fc;[540 ;EG%BW
0,....,... ....,....,....,....,....,....,..h“‘v—r*r“v—v—vd‘uv—v—ﬁ—p m/z - - 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78443: 4-Chloro-3-trifluoromethylphenyl isocyanate

221.0

5000 IIIIMllllllllIIIII‘IIIIII
15.00 15.20 15.40 15.60

193.0 ‘ m/z 179.10 48.70%
|

124.0 158.0
‘ 175.0 “ |

37.0 wosm

0 1, ‘\‘\ 1060 Il n |
s B R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
221.0
15.00 15.20 15.40 15.60
5000 m/z 165.10 31.96%
165.0
77.0 118.0
0l 280 510 95.0 1390 193.0
e I o R A s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78342: 3-Benzylidene-2-indolinone e e
221.0 15.00 15.20 15.40 15.60
m/z 91.10 26.17%
5000
144.0 193.0
165.0
39.0 . 63\0 \89\\0\ 11\0 01270 . u‘\ H\‘\
A B B B LB,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.66 13.97 ng 239087 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 64
3 DiethvImalonic acid. monochlorid... 262 C12H19CI104 1000370-65-0 53
4 Methvlamine. N-(l-methvlhexvlide... 127 C8H17N 022058-71-5 53
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 50
Abundance Scan 2055 (15.662 min): BG028885.D (-2049) (-) m/z 71.05 100.00%
71.0
43.1
5000
111.1 159.1 2432 15.40 15.60 15.80 16.00
Ob bbb B 2188 SR n/z 43.10  65.58%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000 LA BRI BN BN SUNRE
15.40 15.60 15.80 16.00
m/z 41.10 12 .44%
ol b L P00 s 1730 1980 243.0
miz-> 20 Jo 60 80 100 120 1&0 160 180 200 220 240
Abundance
71.0
15.40 15.60 15.80 16.00
5000 m/z 56.10 11.97%
43.0
0 89.0 111.0 159.0 243.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111984: Diethylmalonic acid, monochloride, tetrahydrofurf... L o LS B )
71.0 15.40 15.60 15.80 16.00
m/z 69.10 9.52%
5000
43.0
P IV ! 970 1280  161.0 1990 227.0
mz-> 20 Jo 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 : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 17.11 ng 292741 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 58
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 36
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 33
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-80-2 33
Abundance Scan 2140 (16.161 min): BG028885.D (-2134) (-) m/z 157.10 100.00%
157.1
5000
115.1
43|-° 87.1 20?1 15.80 16.00 16.20 1640
] PSSR TS 1 ML MVTHER MM S E—— m/z 115.05 31.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 T T
2000 115.0 15. 80 16IOO 16|20 16|4O '
203.0 m/z 43.05 14.13%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
15.80 16.00 16.20 1640
5000 m/z 203.10 13.21%

128.0
27.0 51.0 77.0 102.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester s e R o
157.0 15.80 16.00 16.20 16.40
m/z 111.10 8.46%
5000
196.0
43.0 wo‘ﬂo 129.0 229.0
o R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 8 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.29 4.81 ng 139434 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 95
2 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 81
3 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 49
4 1-Ethvl-2-methvIiphenanthrene 220 C17H16 061983-53-7 42
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 38

Abundance Scan 2502 (18.288 min): BG028885.D (- 2494) ) m/z 205.10 100.00%

5000

91.1
115.1137.1

18.00 18.20 18.40 18.60

0 m/z 57.10 84 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000
175.0 18.00 18.20 18.40 18.60
m/z 217.10 63.57%
H1501350 ‘ 232.0 261.0
0 II”I”\M\ I\‘I\”Hm Mm \ 1 lali H\H\ \Hh \H\ [l .‘.‘.‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
217.0
175.0 R B S
18.00 18.20 18.40 18.60
5000 m/z 175.10 53.13%
57.0
91.0 1150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H... e
43.0 205.0 18.00 18.20 18.40 18.60
m/z 55.10 48 .20%
177.0
5000
910 1210 149.0
0 |.‘.‘..|‘. \\\ M\\?H ‘H ‘MIM“\ Mh M \I‘H , \ .‘... .‘... \””  RARRERRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BG028885.D

Aca On 22 Sep 2017 21:59

Operator : SJ/JU

Sample : 15301-09

Misc :

ALS Vial : 9 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 9 Butyl citrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.89 9.05 ng 328704  Chrysene-di2 21.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Butvl citrate 360 C18H3207 000077-94-1 83
2 Adipic acid. cvclohexvl isobutvl... 284 C16H2804 1000324-25-8 72

270 C15H2604
342 C20H3804
286 C16H3004

1000354-11-9 64
1000353-59-7 56
1000353-66-7 56

3 Adipic acid. butvl pent-4-en-2-v...
4 Adipic acid. butvl 2-decvl ester
5 Adipic acid, 3,3-dimethylbut-2-y. ..

Abundance Scan 2775 (19.892 min): BG028885.D (-2768) (-) m/z 185.10 100.00%
185.1
129.0
5000
57.1 Trryrrrr|yrrrryrrrryprrrr
| 1 102. 157.0 213.1 25?'2 263.1 19.60 19.80 20.00 20.20
oL L e e m/z 129.00 65.89%
m/z--> 50 100 150 200 250 300 350
Abundance #190470: Butyl citrate
185.0
129.0
5000 2590 LN L N I B
19.60 19.80 20.00 20.20
57.0 870 157.0 m/z 57.10 25.38%
I J | . 2310 | 2870 360.0
o——r—r et e
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
19.60 19.80 20.00 20.20
5000 m/z 41.10 16.27%
185.0
. 28.0 55.0 83.0 156.0 211.0
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #119034: Adipic acid, butyl pent-4-en-2-yl ester
129.0 185.0 19.60 19.80 20.00 20.20
m/z 259.20 15.07%
5000 69.0
410 71 101,
ol w,xh‘.J.‘.L‘.w,’ e
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 : BG028885.D

Acq On 22 Sep 2017 21:59

Operator : SJ/JU

Sample - 15301-09

Misc :

ALS Vial : 9 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]
unknown5 .38 5.38 5.9 ng 46964 1 8.28 160035 20.0
unknown7 .81 7.81 93.1 ng 744826 1 8.28 160035 20.0
9H-Fluorene, 1-me... 14.40 2.1 ng 36389 3 14.89 342184 20.0
unknown15.28 15.28 6.3 ng 106954 3 14.89 342184 20.0
2,2,4-Trimethyl-1_... 15.66 14.0 ng 239087 3 14.89 342184 20.0
Triethyl citrate 16.16 17.1 ng 292741 3 14.89 342184 20.0
7,9-Di-tert-butyl... 18.29 4.8 ng 139434 4 17.64 579987 20.0
Butyl citrate 19.89 9.1 ng 328704 5 21.96 726288 20.0
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