LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 height area % max. total
1 3.995 190 197 202 rBV2 61241 113711 1.39% 0.243%
2 5.158 390 395 400 rBvV 195322 304567 3.73% 0.652%
3 5.564 456 464 470 rBV 78976 149894 1.84% 0.321%
4 5.634 470 476 482 rVV 1126158 1889788 23.14%  4.046%
5 5.716 482 490 497 rVB 224519 600667 7 .35% 1.286%
6 5.945 522 529 536 rVB5 48401 91052 1.11% 0.195%
7 6.075 541 551 559 rBvV2 77449 157737 1.93% 0.338%
8 6.339 589 596 604 rvVB 45723 84111 1.03% 0.180%
9 7.250 740 751 764 rBV 778902 1498140 18.34% 3.207%
10 7.467 780 788 794 rBV 248555 438562 5.37% 0.939%

11 7.620 807 814 826 rVV 1999724 3407506 41.72% 7.295%
12 7.725 826 832 839 rvB 149695 243253 2.98% 0.521%
13 8.090 885 894 899 rBvV 481630 863686 10.57% 1.849%
14 8.131 899 901 908 rvv2 92934 129667 1.59% 0.278%
15 8.201 908 913 923 rVB 149975 257523 3.15% 0.551%

16 8.419 943 950 955 rBV 1586730 2809367 34.39% 6.015%
17 8.466 955 958 967 rVB 303593 487240 5.97% 1.043%
18 8.742 996 1005 1011 rBVS8 31391 91713 1.12% 0.196%
19 9.206 1078 1084 1088 rBV3 68225 115161 1.41% 0.247%
20 9.270 1088 1095 1105 rVB 1529752 2812390 34.43% 6.021%

21 9.376 1107 1113 1124 rBV 72085 164288 2.01% 0.352%
22 9.729 1167 1173 1178 rVB 67025 116604 1.43% 0.250%
23 9.787 1178 1183 1189 rBvV 68042 115201 1.41% 0.247%
24 9.993 1210 1218 1228 rVB3 49868 120779 1.48% 0.259%
25 10.310 1258 1272 1279 rBV2 177670 362865 4._.44% 0.777%

26 10.921 1368 1376 1391 rVB 686474 1307294 16.00% 2.799%
27 12.889 1708 1711 1723 rVB5 40139 85637 1.05% 0.183%
28 13.377 1787 1794 1804 rVB 3705159 5860500 71.75% 12.547%
29 14.205 1928 1935 1940 rBV 132507 197447 2.42% 0.423%
30 14.763 2019 2030 2040 rBV2 1087692 1797583 22.01% 3.848%

31 16.261 2277 2285 2300 rBV 3118030 4862036 59.52% 10.409%
32 17.524 2492 2500 2511 rBV2 1349671 2195394 26.88% 4_.700%
33 19.668 2861 2865 2870 rBv4 51144 83252 1.02% 0.178%
34 20.132 2938 2944 2950 rBV 5930320 8168165 100.00% 17.487%

8270-BG080116.M Fri Aug 26 13:29:15 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.836 3228 3234 3244 rBV2 1317547 2373616 29.06% 5.082%

36 25.219 3796 3810 3825 rBV 776342 2353360 28.81% 5.038%

Sum of corrected areas: 46709756
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023902.D

5000000

4000000

3000000

7.62

2000000
9.27
5.63

1000000 10.92

a7
4,00 516 583 6%, & 874 913 97D 04031

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 650 700 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023902.D

20113

5000000

4000000 13.38

16.26
3000000

2000000
17.52 21.84

14.76
1000000

2.89 14.20 19.67

O R B B e L B B e e B B T R e e e

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: BG023902.D

5000000
4000000
3000000
2000000
1000000 25.22

A

T T T T e T e o T T o T T T e e T 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\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclobutane, (1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

400 263ng 113711 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87

2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 83
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 81
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 80
Abundance Scan 198 (4.001 min): BG023902.D (-190) (-) m/z 81.05 100.00%
5000

3.60 3.80 4.00 4.20 4.40

121149 207 242 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 96.15 28.02%

Abundance #2926: Cyclobutane, (1-methylethylidene)-

81

5000
3.60 3.80 4.00 4.20 4.40

79 ‘ m/z 39.15 17.12%
‘\ | LL‘ \‘\ \‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

81

3.60 3.80 4.00 4.20 4.40

5000 m/z 79.05 17.09%

39
14

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #2929: Cyclopropane, 1-methyl-1-isopropeny!-
81 3.60 3.80 4.00 4.20 4.40
m/z 67.05 14 _.23%
5000
41
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.16 7.05 ng 304567 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 395 (5.158 min): BG023902.D (-390) (-) m/z 43.05 100.00%
43
5000
101
4.80 5.00 5.20 5.40
" :7.°.~.-,|. e 238 m/z 59.05  60.61%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 G SR UL UL
4.80 5.00 5.20 5.40
m/z 101.00 21.00%
“ 101
"wwfp?““L"'I""I"'W""I""I"'W""
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
43
480 500 520 540
5000 m/z 58.05 17.12%
129
15 70
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4417: 3-Hexanol
9 4.80 5.00 5.20 5.40
m/z 41.00 8.08%
5000{ 31
'hil"§4|""|""|"" Y U DA UL G S R UL
m'z-> 0 50 100 150 200 250 300 350 400 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.95 Concentration Rank 16

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

5.95 2.11 ng 91052 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone, 2-propenylhydrazone 112 C6H12N2 019031-79-9 49
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 43
3 3,3-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 104518-71-0 43
4 2-Heptene, 6-methyl- 112 C8H16 073548-72-8 38
5 3-Octene, (E)- 112 C8H16 014919-01-8 38

Abundance Scan 530 (5.951 min): BG023902.D (-522) (-) m/z 57.05 100.00%

5000

5.60 5.80 6.00 6.20

m/z 56.10 75.19%

mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #6308: 2-Propanone, 2-propenylhydrazone

% 112
28
5000
83 5.60 5.80 6.00 6.20

m/z 41.10 59.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57
B RAREE R
5.60 5.80 6.00 6.20
5000 m/z 83.05 56.29%
27
83
112
s B e A B B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6324: 3,3-Dimethyl-1,5-diazabicyclo[3.1.0]hexane R E R B e R
56 5.60 5.80 6.00 6.20
m/z 55.05 52.11%
5000
112
82

| § |
LN B L B L B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500

5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,3-trimethyl- Concentration Rank 5

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

7.47 10.16 ng 438562 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance SC%)n 789 (7.473 min): BG023902.D (-780) (-) m/z 105.05 100.00%
105
5000
o1 17 lze 152 222 273295 402 7.20 7.40 1.60 7.80
et o 326152 222 278295 402 n,777120.05  28.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
5000
7.20 7.40 7.60 7.80
m/z 77.05 13.85%
39 7
}Q“bf““Mjﬂ“q"l""l"" U DAL PRI BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 91.05 11.96%
39 77
mz-> 50 100 150 200 250 300 350 400
Abundance #9401: Mesitylene
105 7.20 7.40 7.60 7.80
m/z 79.05 9.86%
5000
77
}5”%?f”'H}|““"'l""l UL ALY WU SR U
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80

8270-BG080116.-M Fri Aug 26 13:29:20 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 8 unknown7.62

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

7.62 78.91 ng 3407510 1,4-Dichlorobenzene-d4 8.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 14
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 814 (7.620 min): BG023902.D (-807) (-) m/z 132.00 100.00%
132
68
5000
a0 | % 720 7.40 7.60 7.80 8.00
W .l,l. A i8207 281 342 382 429 AT 'm/z 68.00 57.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 [ryrrrrrrrprrrr[rrrr|rrs
7.20 7.40 7.60 7.80 8.00
- 70 m/z 66.00 38.94%
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69 R EEERE RN EE R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 33.81%
31
B o o N L e e o LA e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- L o R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 24 .00%
5000
8 104
0 \
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Mesitylene Concentration Rank 7

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

8.20 5.96 ng 257523 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 913 (8.201 min): BG023902.D (-908) (-) m/z 105.05 100.00%
105
5000
39 77 J 7.80 8.00 8.20 8.40 8.60
kel 160 210 254 m/z 120.05 35.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9401: Mesitylene
105
5000 I R UL R
7.80 8.00 8.20 8.40 8.60
m/z 119.05 10.23%
39 17
bdoo B L
mz-> 0 §0 160 150 200 250 300 350 400 450 500
Abundance
105
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.05 9.89%
39 77
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 7.80 8.00 8.20 8.40 8.60
m/z 79.05 9.81%
5000
39 77
iz 0 100 1% 20 20 o 3o @0 4 566 | | 750 600 820 640 8.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 4

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

8.47 11.28 ng 487240 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 72
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Indane 118 C9H10 000496-11-7 64
4 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9CI 001592-20-7 53
5 Indan, 1-methyl- 132 C10H12 000767-58-8 50

Abundance Scan 959 (8.471 min): BG023902.D (-955) (-) m/z 117.05 100.00%
117
5000 /\/\
3063 820 840 860 880
bt b 170 221 266 342 403 476 | Tn77z 118.05  45.61%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene J\
117
5000 91 RN U R R R
8.20 8.40 8.60 8.80
39 m/z 115.05 21.23%
] l\“\‘ [N

m/z--> 0 50 100 150 200 250 300 350 400 450

—

Abundance
117
T e
8.20 8.40 8.60 8.80
5000 o1 m/z 91.05 17.06%
51
27
T T T T T T T T T T T e T T e T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8951: Indane
117 8.20 8.40 8.60 8.80
m/z 63.05 9.19%
5000
91
39 63
O P
m/iz--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 unknown8.74 Concentration Rank 15

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

8.74 2.12 ng 91713 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 18
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 18
3 1,2-Dipropylcyclopropene 124 C9H16 010306-92-0 11
4 Undecanenitrile 167 C11H21N 002244-07-7 10
5 1,5-Pentanediol 104 C5H1202 000111-29-5 10

Abundance Scan 1005 (8.742 min): BG023902.D (-996) (-) m/z 57.05 100.00%

105
5000

8.40 8.60 8.80 9.00
m/z 41.05 70.02%

213242

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14840: Benzene, 1,4-diethyl-
105

5000 R e
134 8.40 8.60 8.80 9.00

m/z 105.05 60.74%

m/z--> O 50 100 150 200 250 300 350 400 450 500
Abundance

105

8.40 8.60 8.80 9.00
5000 134 m/z 39.05 57.41%

77
39

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10660: 1,2-Dipropylcyclopropene
81 8.40 8.60 8.80 9.00

m/z 81.05 56.46%
%4 124
J ‘ il | ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00

27
5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 unknown9.21 Concentration Rank 13

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

9.21 2.67 ng 115161 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 46
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 46
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 46
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 46
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 46

Abundance Scan 1085 (9.212 min): BG023902.D (-1078) (-) m/z 116.95 100.00%
117
81
5000
i 550 500 520 50 550
47 423 463 . . . . .
B e 220 Tn/z 119.00 80.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
5000
o1 8.80 9.00 9.20 9.40 9.60
. ‘ m/z 114.95 59.17%
BTV T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
117
8.80 9.00 9.20 9.40 9.60
5000 m/z 81.00 59.15%
91

39

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117 8.80 9.00 9.20 9.40 9.60
m/z 109.05 44 _42%
5000
91
51
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 1,4-Cyclohexanedimethanol, ... Concentration Rank 10

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

9.38 3.80 ng 164288 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Cyclohexanedimethanol, trans- 144 C8H1602 003236-48-4 78
2 Bicyclo[2.2.1]heptane, 2-(2-prop... 136 C10H16 002633-80-9 72
3 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 72
4 2-Norbornyl bromide 174 C7H11Br 029342-65-2 72
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 64

Abundance Scan 1114 (9.382 min): BG023902.D (-1107) (-) m/z 95.00 100.00%
95
5000
67
39 9.00 9.20 9.40 9.60 9.80
by d 190471 207 289 363 462 nso67.05  26.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20950: 1,4-Cyclohexanedimethanol, trans-
95
5000
67 9.00 9.20 9.40 9.60 9.80
a1 m/z 55.05 12.06%
:.I'S.“.".“l““.“‘.“l“.‘|‘.‘].-?.6.|....|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95
9.00 920 9.40 9.60 9.80
5000 m/z 39.05 11.33%
67
41
136
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41313: exo-2-Bromonorbornane e
95 9.00 9.20 9.40 9.60 9.80

m/z 79.05 9.80%

5000
67

41
15, | 4 1y 132

m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.31 5.55 ng 362865 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 62
5 Indan, l-methyl- 132 C10H12 000767-58-8 62
Abundance Scan 1272 (10.310 min): BG023902.D (-1258) (-) m/z 117.05 100.00%
117
5000
51 10.00 10.20 10.40 10.60
78
: ..k,*.l.‘l.-.',n. ﬂ.l,5.6.1.8.6 SR 2 A, m/z 119.05 47.39%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000

10.00 10.20 10.40 10.60
m/z 115.05  28.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
117
10.00 10.20 10.40 10.60
5000 m/z 132.05 28.49%
39 4
L o B I e o LI s o e o o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 10.00 10.20 10.40 10.60
m/z 91.05 19.31%
5000
77
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023902.D

Acq On : 25 Aug 2016 20:27

Operator : UM/SJ

Sample - H4592-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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]
Cyclobutane, (1-m... 4.00 2.6 ng 113711 1 8.09 863686 20.0
2-Pentanone, 4-hy... 5.16 7.0 ng 304567 1 8.09 863686 20.0
unknown5.95 5.95 2.1 ng 91052 1 8.09 863686 20.0
Benzene, 1,2,3-tr... 7.47 10.2 ng 438562 1 8.09 863686 20.0
unknown? .62 7.62 78.9 ng 3407510 1 8.09 863686 20.0
Mesitylene 8.20 6.0 ng 257523 1 8.09 863686 20.0
Tetracyclo[3.3.1.... 8.47 11.3 ng 487240 1 8.09 863686 20.0
unknown8.74 8.74 2.1 ng 91713 1 8.09 863686 20.0
unknown9.21 9.21 2.7 ng 115161 1 8.09 863686 20.0
1,4-Cyclohexanedi ... 9.38 3.8 ng 164288 1 8.09 863686 20.0
1H-Indene, 2,3-di... 10.31 5.5 ng 362865 2 10.92 1307290 20.0
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