LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 rVvB2 27870 44516 1.16% 0.329%
2 5.844 377 384 396 rBV 244959 424510 11.09% 3.141%
3 7.431 648 654 665 rBV 177372 346350 9.05% 2.563%
4 7.813 711 719 731 rBV 401008 737917 19.28% 5.460%
5 8.277 791 798 803 rBV2 77141 139527 3.65% 1.032%
6 8.600 846 853 864 rVB2 351107 646981 16.91% 4_.787%
7 9.446 989 997 1012 rBV 300694 574483 15.01% 4_.251%
8 11.097 1270 1278 1289 rBV 97561 191426 5.00% 1.416%
9 11.896 1406 1414 1419 rBV2 31594 55156 1.44% 0.408%
10 13.512 1678 1689 1699 rBvV 912958 1511509 39.50% 11.184%
11 14.399 1835 1840 1847 rVB4 27121 42938 1.12% 0.318%

12 14.893 1918 1924 1931 rBV2 184561 310291 8.11% 2.296%
13 15.280 1984 1990 1997 rBV2 85764 119285 3.12% 0.883%
14 15.656 2049 2054 2059 rBV 231281 292955 7.65% 2.168%
15 16.385 2170 2178 2192 rBV 1125487 1786984 46.69% 13.222%

16 17.642 2386 2392 2404 rVB2 348156 552776 14.44% 4 _.090%
17 18.283 2493 2501 2508 rBV2 109447 166516 4 _.35% 1.232%
18 19.887 2766 2774 2779 rBV 226335 285113 7.45% 2.110%
19 20.233 2826 2833 2840 rBV 2910913 3827072 100.00% 28.317%
20 21.391 3025 3030 3037 rBV6 20880 54231 1.42% 0.401%

21 21.961 3119 3127 3140 rVB2 403866 725273 18.95% 5.366%
22 25.410 3704 3714 3726 rVB2 223606 679465 17.75% 5.027%

Sum of corrected areas: 13515274
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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

Abundance TIC: BG028888.D
2500000
2000000
1500000
1000000

500000 7.81 8.60
- 9.45
5.84 7.43

i 8.28 A 1110
538 | L 11.90

S M | || Vo Nuh| WSS S S

T T T T T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028888.D

20123

2500000
2000000

1500000

16.39
1000000{ 13.51

500000 17.64 21.96
1489 1566 19.89

O e L e o o o o L I o e LA o B U L L BRRE

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: BG028888.D

2500000

2000000

1500000

1000000

500000
25.41

RS Rk R R R maaa B L AN EARRA mammama o s 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 : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.38 6.38 ng 44516 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 23
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 12
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 12
5 3-Pentanol 88 C5H120 000584-02-1 10

Abundance Scan 305 (5.380 min): BG028888.D (-300) (-) m/z 43.05 100.00%
43.0
59.2
5000
101.1
| 83.1 5.00 520 5.40 5.60 5.80
S | RN 1| S TSRS 1 RN m/z 59.20 62.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR RAERE SRR ARREN
59.0 500 520 540 5.60 5.80
0
150 a0 1010 m/z 58.10 23.60%
: 83.0
0 | i . .
R IS SO SUIL UL SO SUL SO SURLL IULILS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
5.00 520 5.40 5.60 5.80
5000 410 1010 m/z 101.10 23.47%
29.0
o 15.0 73.0 WO 117.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4769: 1-Butanol, 3—methoxy L AL L L BN B
59.0 5.00 520 5.40 5.60 5.80
m/z 41.10 14.41%
5000
31.0
oL 180 [ B0 | 70 80 4
m/z--> 10 20 ' 40 50 6|0 7'0 80 90 100 110 120 5.00 520 5.40 5.60 5.80

8270-BG091217.M Mon Sep 25 11:30:35 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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.
7.81 105.77 ng 737917 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 3-Ethylphenyl isocyanate 147 C9HONO 023138-58-1 10
Abundance Scan 719 (7.813 min): BG028888.D (-711) (-) m/z 132.10 100.00%

13p.1
5000 68.1

740 760 780 800 820

ol Oy Lu 1789 8007 M67 Tnsz 68.10  47.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 | LILINLE LI L LI L L LI L B

7.40 7.60 7.80 8.00 8.20
m/z 134.10  33.95%

31.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
e
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 33.34%
63.0
0 28.0 100.0
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl VAR I S ——
57.0 132.0 740 760 780 800 820

m/z 69.10 20.69%

5000 98.0 j\
i il 890
0

T
m/z--> 50 100 150 200 250 300 350 400 740 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 : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 unknownl11.90 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1190 5.76 ng 55156  Naphthalene-ds 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 exo-2-Bromonorbornane 174 C7H11BF 002534-77-2 47

085866-02-0 40
002808-76-6 38
051065-64-6 38

-Octene-1.2-diol 144 C8H1602
.3-Dimethvl-1-cvclohexene 110 C8H14
-Methvl-2-heptyne 110 C8H14

abrwNPE
NOFRPN®

-Norbornyl bromide 174 C7H11Br 029342-65-2 38
Abundance Scan 1415 (11.902 min): BG028888.D (-1406) (-) m/z 95.10 100.00%
95.1
5000
41.2 67.1
55.
84.0 113.1 11.60 11.80 12.00 12.20
0! vaT‘v'v-rvTrlv-rv-rr"rv-v-rrv-rv-rﬂ-hTr m/z 41._20 35.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #41312: exo-2-Bromonorbornane
95.0
5000
67.0 11.60 11.80 12.00 12.20
30,0 m/z 67.10 34.18%
150 270 ~ 7 580 | 790 | 1950 1100 134.0
L L LA N B L S e R R R R LSRR e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95.0
11.60 11.80 12.00 12.20
5000 41.0 69.0 m/z 57.00 34.14%
55.0
29.0 113.0
ol 150 §2.0 127.0 143.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95.0 11.60 11.80 12.00 12.20
m/z 69.10 29.79%
5000 67.0
110.0
55.0
27.0 41.0 82.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20

8270-BG091217.M Mon Sep 25 11:30:37 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 3-Buten-2-one, 4-(4-chlorop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.77 ng 42938 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(4-chlorophenvl)- 180 C10H9CIO 003160-40-5 68
2 Thiazolol5.4-dlpvrimidine. 5-(et... 180 C7H8N4S 019835-21-3 58
3 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 52
4 Ethanone. 1-(3.4-dimethoxvphenvl)- 180 C10H1203 001131-62-0 50
5 (3,3-Dimethyl-5-methylthio-3,4(2... 180 C9H12N2S 1000186-20-1 43
Abundance Scan 1840 (14.399 min): BG028888.D (-1835) (-) m/z 165.10 100.00%
165.1
57.0 ’
5000
137.1
910 1930 T T 1T TTrrir[rrrrrrrri TT
16. 2211 266.0 14.00 14.20 14.40 14.60 14.80
0 m/z 57.05 77.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45391: 3-Buten-2-one, 4-(4-chlorophenyl)-
165.0
5000
137.0 14.00 14.20 14.40 14.60 14.80
102.0 m/z 180.20 51.79%
43.0 75.0 H
SR A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165.0
|
14.00 14.20 14.40 14.60 14.80
5000 m/z 43.05 38.67%
44.0
84.0 111.0 1360
o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45775: 9H-Fluorene, 9-methyl-
165.0 14.00 14.20 14.40 14.60 14.80
m/z 41.20 32.25%
5000
89.0
0 410 630\‘ \\‘ 11501390\ h‘ h“
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

8270-BG091217.M Mon Sep 25 11:30:37 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 unknownl5.28 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.28 7.69 ng 119285 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Oxa-1.3-disilacvclohexane. 1.1... 236 C12H200Si2 1000308-85-9 38
2 4(1H)-OQuinolinone. 2-phenvl- 221 C15H11NO 014802-18-7 37
3 1H-1.2.3-Triazole. 4.5-diphenvl- 221 C14H11N3 005533-73-3 37
4 4-Chloro-3-trifluoromethvlphenvl... 221 C8H3CIF3NO 000327-78-6 37
5 But-2-en-1-one, 1-(2-hydroxy-4,5... 236 C13H1604 1000305-06-7 37

Abundance Scan 1990 (15.280 min): BG028888.D (-1984) (-) m/z 57.10 100.00%
571.1 221.2
5000
179.1
137.2
o1 i1 15.00 15.20 15.40 15.60
i ||| I 9 250.2 551 90 93
o S 4 V) M [N m/z 221.20 93.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90380: 2-Oxa-1,3-disilacyclohexane, 1,1,3-trimethyl-3-pheny!
221.0
5000 1930 LN B U N B I B
15.00 15.20 15.40 15.60
158.0 m/z 179.10 32.99%
89.0 135.0 : ‘
20 00 M9 b b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
221.0
193.0 15.00 15.20 15.40 15.60
5000 : m/z 41.10 28.57%
165.0
89.0
0l27.0 510 799 115.0 139.0
B e R o e R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78284: 1H-1,2,3-Triazole, 4,5-diphenyl-
221.0 15.00 15.20 15.40 15.60
m/z 137.20 22.04%
5000
165.0
77.0 118.0
ol B0,y L ge L e | R0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60

8270-BG091217.M Mon Sep 25 11:30:38 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 Pentanoic acid, 2,2,4-trime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 18.88 ng 292955 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2.2.4-trimethvl-... 286 C16H3004 1000140-77-5 90
2 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 83
3 Fumaric acid. nonvl tetrahvdrofu... 326 C18H3005 1000330-58-3 59
4 Methvlamine. N-(l-methvlhexvlide... 127 C8H17N 022058-71-5 53
5 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 50
Abundance Scan 2055 (15.662 min): BG028888.D (-2049) (-) m/z 71.10 100.00%
711
43.0
5000
1111 15,40 15.60 15.80 16.00
159.1 243.2
Obprrrrr b b b L 2382 T00° 1849 2154 CAC 2831 Tn/z  43.05  54.09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132856: Pentanoic acid, 2,2,4-trimethyl-3-carboxyisopropy...
71.0
43.0
5000 A AU B SURIR SR
15.40 15.60 15.80 16.00
m/z 56.10 13.57%
ol “ 970 1970 1590 1850 2150 2430
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
71.0
15,40 15.60 15.80 16.00
5000 m/z 41.05 12.37%
43.0
. 111.0 159.0 243.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165761: Fumaric acid, nonyl tetrahydrofurfuryl ester
71.0 15.40 15.60 15.80 16.00
m/z 111.10 8.97%
5000
mz-> 20 Jo eb 85 160 120 1&0 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BG091217.M Mon Sep 25 11:30:39 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 7
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.02 ng 166516 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 93
2 Ethanone. 1-(9-anthracenvl)- 220 C16H120 000784-04-3 43
3 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 38
4 2-Phenazinecarbonitrile 205 C13H7N3 006479-93-2 35
5 9-Acetylphenanthrene 220 C16H120 002039-77-2 30

Abundance

Scan 2501 (18.283 min): BG028888.D 2493) ) m/z 205.10 100.00%

5000

%

115.1

147.1 18.00 18.20 18.40 18.60

01 m/z 57.10 97 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
5000
205.0 18.00 18.20 18.40 18.60
91.0 175.0 m/z 217.20 58.27%
oL 34 115.0135.0, 2320 561
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
I‘IIIIIIIIIIIIIIAIIIIIIII
177.0 18.00 18.20 18.40 18.60
5000 m/z 189.10 52.72%
88.0
43.0 63.0 110.0 151.0
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...
43.0 205.0 18.00 18.20 18.40 18.60
m/z 175.20 49 .25%
177.0
5000

910 121.0 149.0

“m‘m%\‘u me il M \u ]

%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

8270-BG091217.M Mon Sep 25 11:30:39 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028888.D

Aca On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample : 15301-12

Misc :

ALS Vial : 12 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 4
R.T. EstConc Area Relative to ISTD R.T.
19.89 7.86 ng 285113 Chrysene-di12 21.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 72
2 Adipic acid. 3.3-dimethvlbut-2-v... 286 C16H3004 1000353-66-7 64
3 Adipic acid. butvl trans-2-methyv... 298 C17H3004 1000324-74-6 64
4 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 64
5 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 50
Abundance Scan 2775 (19.893 min): BG028888.D (-2766) (-) m/z 185.10 100.00%
185%.1
129.0
5000
57.0 S & V-
| 91.9 223.125?2 3412 454.4 19,60 19.80 20.00 20.20
ob—bpde AL b LR L S e m/z 129.00 57.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #190470: Butyl citrate
185.0
129.0
5000 259.0 RS NN SRR
19.60 19.80 20.00 20.20
57.0 m/z 57.05 22.71%
o llsoL | amo moo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
129.0
19.60 19.80 20.00 20.20
5000 185.0 m/z 259.20 15.17%
430 0
O T 2'7'1"0'|'"'l""l""l'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142853: Adipic acid, butyl trans-2-methylcyclohexyl ester A e
129.0 19.60 19.80 20.00 20.20
185.0 m/z 41.10 14 .64%
5000
55.0
96.0
10
0.‘..||.'..‘.|.|. |“|“||||IH||‘||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 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 : BG028888.D

Acq On : 22 Sep 2017 23:58

Operator : SJ/JU

Sample - 15301-12

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 5.38 6.4 ng 44516 1 8.28 139527 20.0
unknown7 .81 7.81 105.8 ng 737917 1 8.28 139527 20.0
unknownl11.90 11.90 5.8 ng 55156 2 11.10 191426 20.0
3-Buten-2-one, 4-... 14.40 2.8 ng 42938 3 14.90 310291 20.0
unknownl15.28 15.28 7.7 ng 119285 3 14.90 310291 20.0
Pentanoic acid, 2... 15.66 18.9 ng 292955 3 14.90 310291 20.0
7,9-Di-tert-butyl... 18.28 6.0 ng 166516 4 17.64 552776 20.0
Butyl citrate 19.89 7.9 ng 285113 5 21.96 725273 20.0
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