LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG051315\

Data File : BG017113.D

Acq On : 13 May 2015 18:38 Instrument :
Operator : TP/I1Z BNA_G

Sample - 62194-08 ClientSampleld :
Misc : TUO021-TW-03
ALS Vial : 14 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-BG051315.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 2.798 14 19 28 rBv 190532 361614 1.66% 0.399%
2 2.875 28 32 42 rVB 431968 594423 2.72% 0.656%
3 5.301 439 445 451 rBVY 617556 878507 4_.03% 0.970%
4 6.905 712 718 728 rVB 432103 681586 3.12% 0.753%
5 7.252 770 777 783 rBV 1066325 1665035 7.63% 1.839%
6 7.710 842 855 859 rBV3 257635 537013 2.46% 0.593%
7 8.027 903 909 915 rVvB 770070 1209754 5.54% 1.336%
8 8.762 1013 1034 1039 rBV 503549 1671768 7.66% 1.846%
9 8.868 1046 1052 1061 rVV 761688 1316618 6.03% 1.454%
10 9.261 1113 1119 1126 rBV 202770 318872 1.46% 0.352%

11 9.702 1133 1194 1205 rVB2 2142010 21818716 100.00% 24.093%
12 9.913 1225 1230 1237 rVB4 215310 460482 2.11% 0.508%
13 10.054 1248 1254 1260 rVB3 130579 253392 1.16% 0.280%
14 10.501 1318 1330 1336 rBV 331451 612155 2.81% 0.676%
15 11.564 1505 1511 1515 rBV 132890 237267 1.09% 0.262%

16 11.705 1530 1535 1539 rVvVv 247560 360693 1.65% 0.398%
17 11.752 1539 1543 1544 rVV 210411 291989 1.34% 0.322%
18 11.770 1544 1546 1550 rvv2 252028 372765 1.71% 0.412%
19 11.817 1550 1554 1559 rvVv 228280 322740 1.48% 0.356%
20 11.958 1572 1578 1581 rVV 704159 1056436 4.84% 1.167%

21 11.999 1581 1585 1590 rVV2 726415 1208079 5.54% 1.334%
22 12.046 1590 1593 1603 rVB 189026 302704 1.39% 0.334%
23 12.228 1618 1624 1633 rVB 569169 931908 4.27% 1.029%
24 12.857 1716 1731 1742 rBV 2223921 5839754 26.76% 6.449%
25 12.986 1746 1753 1759 rVB 1759247 2617446 12.00% 2.890%

26 13.274 1790 1802 1806 rBV3 123383 253710 1.16% 0.280%
27 14.361 1977 1987 1996 rBV2 468976 837561 3.84% 0.925%
28 14.749 2033 2053 2056 rBV 3616450 11915526 54.61% 13.158%
29 15.201 2105 2130 2134 rBV 4729188 18330068 84.01% 20.241%
30 15.383 2156 2161 2169 rVB 600362 765661 3.51% 0.845%

31 15.607 2194 2199 2205 rBV 802054 986137 4._.52% 1.089%
32 15.865 2236 2243 2252 rBV 1767722 2553188 11.70% 2.819%
33 16.077 2274 2279 2290 rVB2 122528 220290 1.01% 0.243%
34 17.111 2447 2455 2460 rBV2 619762 923474 4.23% 1.020%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.016 2605 2609 2616 rVB 264169 338830 1.55% 0.374%

36 18.544 2695 2699 2710 rBV 254724 382792 1.75% 0.423%
37 18.768 2730 2737 2744 rBV2 284250 541768 2.48% 0.598%
38 18.897 2755 2759 2770 rVB3 277817 430383 1.97% 0.475%
39 19.302 2824 2828 2836 rVvB2 170793 228246 1.05% 0.252%
40 19.743 2898 2903 2909 rBV 3355259 4133478 18.94% 4._.564%

41 21.294 3162 3167 3173 rBVY 784808 911965 4.18% 1.007%
42 23.562 3546 3553 3560 rVB 477627 883842 4_05% 0.976%

Sum of corrected areas: 90558635
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acqg On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG017113.D
4000000
3000000
9.70
2000000
1000000
. 530 col 8.03 8 87
Ot e e e ....,....,....,.... L B B S ....,.#:‘T*,l’
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 850 900 950 10.00 10. 50 11.00
Abundance TIC: BG017113.D
1520
4000000
14.75
19.74
3000000
12.86
2000000 12.99 15.87
1000000 15.61
15.38 17.11
18.02 54818790
16.08 18.58187190 1q 35
0_l_|lllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllll|
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017113.D
4000000
3000000
2000000
1000000 21.29
23.56
0 |
B e o e e e B e B A e B e e e e e e e e e L R e e e e e e e R
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

2.87 22.14 ng 594423 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 31 (2.869 min): BG017113.D (-28) (-) m/z 73.10 100.00%

186 219 355 458 2.802.90 3.00 3.10 3.20 3.30
it m/z 43.00 54 _24Y%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 2.802.90 3.00 3.10 3.20 3.30
m/z 55.05 30.70%

A‘LM\‘
L o o e o e L B o O I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73

B
43
5000

41 2.802.903.003.103.20 3.30
5000 m/z 87.10 25.48%
15 97
L e N S L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1967: Silane, tetramethyl-
7. 2.802.903.003.103.20 3.30

m/z 41.05 15.26%

5000
43
5.1
e e

m/z--> 0 50 100 150 200 250 300 350 400 450 2.802.903.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.25 Concentration Rank 6

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

7.25 62.01 ng 1665040 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 28
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 777 (7.252 min): BG017113.D (-770) (-) m/z 132.00 100.00%
132
5000 68
T T 105 700 7.0 7.40 7.60
S, m/z 67.95 43.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R NI I UL I
69 7.00 7.20 7.40 7.60
39 m/z 66.00 33.80%
L
|M‘”|‘“|‘|“‘|L‘|Mu||||||||||||| B anaman s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
700 7.0 7.40 7.60
5000 97 m/z 134.00 32.37%
31 10
mz-> 50 100 150 200 250 300 350 400
Abundance #14013: 1H-Benzimidazole, 2-methyl- A L R RRE
132 7.00 7.20 7.40 7.60
m/z 69.10 21.46%
5000
15,391611;3. t\1?4
m/z--> 50 100 150 200 250 300 350 400 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 unknown8.76 Concentration Rank 5

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

8.76 62.26 ng 1671770 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 46
2 N-Methylpivalamide 115 C6H13NO 006830-83-7 43
3 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 28
4 Butyl glycolate 132 C6H1203 007397-62-8 25
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 25

Abundance Scan 1034 (8.762 min): BG017113.D (-1013) (-) m/z 57.10 100.00%

5000

8.40 8.60 8.80 9.00
...,1?1...,...."’,0.6...,....??9..,....,....,4.6?. m/z 41.05 60.84%
100 150 200 250 300 350 400 450

m/z-->
Abundance #13789: Butoxyacetic acid

5000
8.40 8.60 8.80 9.00
87 m/z 60.00 30.52%
H‘ 133
...,....,....,....,....,....,....,....,...

m/z--> 100 150 200 250 300 350 400 450
Abundance
57
R RRE R AN ne o
8.40 8.60 8.80 9.00
5000 g m/z 61.00 30.24%
115
83
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13023: Pentanoic acid, ethyl ester R R BARRE EEaay o
29 8.40 8.60 8.80 9.00
m/z 55.05 27.07%
57 85
5000
'M a5
- —-——T 7
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Cyclopenten-1-one, 2,3,4,... Concentration Rank 20

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

9.26 10.42 ng 318872 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 91
2 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 64
3 Ethanone, 1-(3-fluorophenyl)- 138 C8H7FO 000455-36-7 47
4 1-(2,4-Dimethyl-furan-3-yl)-etha... 138 C8H1002 032933-07-6 46
5 3-Acetyl-2,5-dimethyl furan 138 C8H1002 010599-70-9 43

Abundance Scan 1119 (9.261 min): BG017113.D (-1113) (-) m/z 123.00 100.00%
95
5000 67
39
9.00 9.20 9.40 9.60
oL dartes 201 A0 m/z 95.10 56.62%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #16989: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl-
123
5000 9%
9.00 9.20 9.40 9.60
m 87 m/z 138.10 54_.70%
|15|“| ‘!\IJ\‘\I“‘IHI“\I‘HI \l I‘I\\I T T
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
123
900 920 940 960
5000 m/z 67.00 45_.72%
o7
39
15
mz-> 0 50 100 150 200 250 300 350 400
Abundance #16859: Ethanone, 1-(3-fluorophenyl)-
123 9.00 9.20 9.40 9.60
m/z 38.95 33.10%
95
5000
43
75
1\5 N | i ‘ “
m'z--> 0 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 1

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

9.70 712.85 ng 21818700 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 90
3 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 32
4 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 27
5 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202 005434-57-1 25

Abundance Scan 1194 (9.702 min): BG017113.D (-1133) (-) m/z 57.10 100.00%
7
5000 83 J/////’///J\
]125 54 207 257283 430 500 9.40_9.60_ 980 10.00
el L Aot 207 257288 480 500 m/z 41.10 54.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 j
Abundance #28806: Hexanoic acid, 3,5,5-trimethyl-
57
5000
83 9.40 9.60 9.80 10.00
m/z 83.05 44 . 79%

29 125
B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

9.40 9.60 9.80 10.00

5000 83 m/z 56.10 28.02%
29
125158
e o B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3304: 1-Pentene, 4,4-dimethy!l- SN F A V-
57 940 960 980 1000

m/z 55.05 23.04%

5000
29

83

2,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Bicyclo[2.2_.1]heptan-2-one,... Concentration Rank 14

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

9.91 15.04 ng 460482 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 56
2 Camphor 152 C10H160 000076-22-2 51
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 021368-68-3 46
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-49-3 42
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 41

Abundance Scan 1229 (9.907 min): BG017113.D (-1225) (-) m/z 119.10 100.00%
119
5000 95 134
41 81
53 69 109 152 207 9.60 9.80 10.00 10.20
ol VRBE MMNEMIMB, L m/z 134.05  40.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 55 69 108 9.60 9.80 10.00 10.20
. ‘ 152 m/z 95.05 39.67%
.}?l.hﬂ Al |Jlu.H“..wl\ ....%%% }?T....l. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 95
81 9.60 9.80 10.00 10.20
m/z 117.00 39.00%
5000 o 69 108 z 4
152
27
121 137
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #24230: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.)
95 9.60 9.80 10.00 10.20
81 m/z 91.00 26.10%
5000 41 108
55 69 152
A gl L e BT
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
1171 11.78 ng 360693  Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 80
2 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 50

036805-97-7 47

3 N,N-Dimethylformamide-di-t-butyl._.. 203 C11H25N02

4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 42
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 40
Abundance Scan 1536 (11.711 min): BG017113.D (-1530) (-) m/z 59.00 100.00%
59
5000
d o 11.40 11.60 11.80 12.00
3 161 - : - -
il .1.8.7,1.|...,.l..1??....,....,....,....,40.8. m/z 45.05 43.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59734: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000
11.40 11.60 11.80 12.00
31 117 m/z 73.00 32.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
A mm e R
11.40 11.60 11.80 12.00
5000 m/z 41.05 23.76%
103
31
130
B A T B e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #57780: N,N-Dimethylformamide-di-t-butylacetal o EAEEa R B S
59 11.40 11.60 11.80 12.00
m/z 117.05 16.66%
5000
31
‘ \I‘ il \H] | 103 159
——— B L B A mam e e o
m/z--> 50 100 150 200 250 300 350 400 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Tri(l1,2-propyleneglycol), m... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.77 12.18 ng 372765 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 78
2 Tri(1,2-propyleneglycol), monome... 206 C10H2204 1000262-26-6 56
3 2,5,8,11-Tetraoxatetradecan-13-o0... 264 C13H2805 020324-34-9 50
4 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 43
5 1-Propanol, 2-(2-methoxy-1l-methy... 148 C7H1603 055956-21-3 40
Abundance Scan 1546 (11.770 min): BG017113.D (-1544) (-) m/z 59.10 100.00%
50
5000
117
87 161 507 11.40 11.60 11.80 12.00
S ..l.',|.l...,.l...,.... 2 Tm/z 73.10 67.72%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59734: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
50
5000
11.40 11.60 11.80 12.00
31 117 m/z 45.05 34 .98%
e e
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
59
11.40 11.60 11.80 12.00
5000 m/z 42.05 24 .15%
103
131161191
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96576: 2,5,8,11-Tetraoxatetradecan-13-ol, 4,7,10-trimethyl-
50 11.40 11.60 11.80 12.00
m/z 41.00 20.31%
5000
117
31
ety ‘4 161159219 566
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Ethane, 1,2-diethoxy- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.82 10.54 ng 322740 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 72
2 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 59
3 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 50
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 47
5 1-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603 013588-28-8 40

Abundance Scan 1555 (11.823 min): BG017113.D (-1550) (-) m/z 59.10 100.00%
59
5000 45 73
3 117
11.60 11.80 12.00 12.20
133 148 161
...,....',"...J,..:.,?“?..,'...'.|,....,.... 22l Tm/z 45.05  46.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000
45 73 11.60 11.80 12.00 12.20
m/z 73.05 39.75%
3 ‘ 103 117 161 |
15 Al Il [l | 87 ‘ ‘ 131143
L mn L A AAR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
31 59
11.60 11.80 12.00 12.20
5000 45 74 m/z 41.10 26.97%
15 85 97 118
s a2 e e I A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22089: Dipropylene glycol monomethy! ether e A e
59 11.60 11.80 12.00 12.20
m/z 117.10 20.21%
5000 25 s -
31
15 ﬂ M ‘ 89 M 117 130
e L e e LA B 2 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BG051315.M Thu May 14 13:38:13 2015
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownll.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.96 34.52 ng 1056440 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 47
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 43
3 4,6,9,11-Tetramethyl-1-oxa-4,6,9... 272 C12H24N403 1000139-36-0 35
4 Butane, 1,1"-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 32
5 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 27
Abundance Scan 1578 (11.958 min): BG017113.D (-1572) (-) m/z 73.05 100.00%
45
5000 115
159
11.60 11.80 12.00 12.20
0 wlld | 186 s 4l .77 45.05 | 88.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8162: Butane, 1-(1-methylethoxy)-
43
5000

11.60 11.80 12.00 12.20

73101 m/z 57.00  85.06%
R e e RS A AR Y

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
11.60 11.80 12.00 12.20
5000 m/z 43.00 51.37%
29 101
130
o B R B e o B s e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #101423: 4,6,9,11-Tetramethyl-1-oxa-4,6,9,11-tetraazacyclo... RS RS SR
57 115 11.60 11.80 12.00 12.20
m/z 41.05 49.53%
5000
85 140
m/z--> 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 unknownl12.00 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 39.47 ng 1208080 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 43
2 Di-sec-butyl ether 130 C8H180 006863-58-7 43
3 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202 000871-22-7 38
4 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 37
5 Phloroglucitol 132 C6H1203 002041-15-8 35
Abundance Scan 1585 (11.999 min): BG017113.D (-1581) (-) m/z 73.05 100.00%
45 57 78
5000 115
101
a5 181 e 1‘]39170 168 207 11.60 11.80 12.00 12.20 12.40
el b S5 i 145 L 170 198 207 1 sz 45.00 98.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8161: Butane, 1-(1-methylethoxy)-
43
56
31
5000
73 101 11.60 11.80 12.00 12.20 12.40
‘ m/z 57.00 89.43%
II:I-"SI""l"I“""”I""I""I":'I-:!-(?'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45 g7
11.60 11.80 12.00 12.20 12.40
5000 29 m/z 41.10 55.93%
101
72 83 115 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38507: Butane, 1,1'-[ethylidenebis(oxy)]bis- R e LB RA R
45 57 101 11.60 11.80 12.00 12.20 12.40
m/z 43.00 54 .53%
5000
29
‘ ‘ 159
LN R P N S (- HE AWTALVAVE AN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.23 30.45 ng 931908 Naphthalene-d8 10.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1,1"-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 59
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 56
3 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 50
4 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 47
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 46

Abundance Scan 1624 (12.228 min): BG017113.D (-1618) (-) m/z 59.05 100.00%
5o
5000
4 101
83 ‘ 131 161 12.00 12.20 12.40 12.60
—— »m,' A e 228 2ra | 3HS62 . Th/z 73.10  63.98%
m/z--> 50 100 150 200 250 300 350
Abundance #50888: 2-Propanol, 1,1-[(1-methyl-1,2-ethanediyl)bis(oxy...
59
5000
12.00 12.20 12.40 12.60
31 103 m/z 57.00 37.76%
u\l‘hmlu ..85.|‘..1:.3O.|1(.31...|....,....,....,..
m/z--> 50 100 150 200 250 300 350
Abundance
59
12.00 12.20 12.40 12.60
5000 m/z 43.00 37.10%
41 117
15 99 143161
m/z--> 50 100 150 200 250 300 350
Abundance #4657: 2-Butanol, 3-methoxy- B RaE s St e s
509 12.00 12.20 12.40 12.60
m/z 101.00 30.03%
5000
29
"MLJF“'“8?|"' RIS DU UL UL S R SUNILE SN B SUR
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60

8270-BG051315.M Thu May 14 13:38:17 2015
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 unknownl2.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.86 139.45 ng 5839750 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 43
2 Butane, 1,1"-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 40
3 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 38
4 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 37
5 Propanoic acid, 2,2-dimethyl-, h... 200 C12H2402 017660-61-6 35

Abundance Scan 1732 (12.863 min): BG017113.D (-1716) (-) m/z 57.05 100.00%

97
5000 4

12. 60 12. 80 13. 00 13. 20

117131145 284

171 190205 222 241256

0 m/z 45.05 56.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8141: 2-Pentanol, 4,4-dimethyl-
57
5000 LANLENL LI L L L L LB LB B

12.60 12.80 13.00 13.20
m/z 41.05 44 .24%

\T ‘\\ 8\3 101
,,,,,, R R R LR R RS R RS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57

12.60 12.80 13.00 13.20

5000 m/z 56.10 22.45%
41
75
101
I 117131145
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4366: 3,3-Dimethylbutane-2-ol
5[7 12.60 12.80 13.00 13.20

m/z 103.00 17.56%

5000 4
87
2 ‘102
‘K ‘ I 1l ?1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 1H-Benzotriazole, 5-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.75 284.53 ng 11915500 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 98
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 97
3 Benzene, 1l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 90
4 Benzene, l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 72
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 68
Abundance Sgan 2053 (14.749 min): BG017113.D (-2033) (-) m/z 104.00 100.00%
104
133
5000 51 78
e e
14.40 14.60 14.80 15.00
o,...'l,:'l...,...'.,1‘?9.1?,2..23.9,..2.8f‘,....,....,....,....,5.1.4. m/z 133.00 59.68%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14200: 1H-Benzotriazole, 5-methyl-
104
133
5000 5177 UL BRI SUNILE UL
14.40 14.60 14.80 15.00
‘ m/z 77.95  44_54%
2
= I\E“I i\ I\‘MI\\‘\I :
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
104

I
T

133 14.40 14.60 14.80 15.00

5000 78 m/z 77.00 43.79%
51

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

-

Abundance #14251: Benzene, 1-isocyanato-3-methyl-

133 14.40 14.60 14.80 15.00
0
104 m/z 50.95 38.23%

5000
78
51
I O N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 1H-Benzotriazole, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.20 437.70 ng 18330100 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 98
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 97
3 1H-Indol-5-0l 133 C8H7NO 001953-54-4 68
4 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 64
5 Benzene, l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 64
Abundance Scan 2130 (15.201 min): BG017113.D (-2105) (-) m/z 104.00 100.00%
104 ]
133
5000 77
51
14.80 15.00 15.20 15.40 15.60
o 3 149 171 190 207 267283 m/z 133.00 57 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14200: 1H-Benzotriazole, 5-methyl-
104
133
5000 51 7 R PRI SR SRR B
14.80 15.00 15.20 15.40 15.60
‘ m/z 77.00 44 . 44%
12 \‘M \“ ‘\ \‘u M‘ S "l"l""I""I""I""I'"'I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
104
133 14.80 15.00 15.20 15.40 15.60
5000 m/z 77.95 39.10%
g 7
27
mwwmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14215: 1H-Indol-5-ol
133 14.80 15.00 15.20 15.40 15.60
m/z 51.00 34 .49%
5000 104
'“wﬁgﬁ“mﬂ“Jw'“w“'VJM'“W“'W““l“”V'“v“'VHw'“w UL AR L BRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.30 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.38 18.28 ng 765661 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Hexestrol 270 C18H2202 005635-50-7 64
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 214 C10H15Br 000768-90-1 59
Abundance Scan 2160 (15.378 min): BG017113.D (-2156) (-) m/z 135.05 100.00%
135
5000
4t 107 1500 15.20 15.40 15.60 15.80
206 : : : : :
o...l.lﬁ?.. ,|.&.'1,5?..15?9,.... a2 m/z 107.00  17.25%
m/z--> 50 100 150 200 250 300 350
Abundance #60211: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 AR SURIR DL UL N

15.00 15.20 15.40 15.60 15.80
m/z 41.10 14.20%

57 107 206
20, | 7 | | s
LN s B e s s s e e e s B LA
m/z--> 50 100 150 200 250 300 350
Abundance
135
L e e B
15.00 15.20 15.40 15.60 15.80
5000 m/z 57.05  8.96%
107
a-n 165182 212 241 270
LN s s B s s e s B B S LA A e e s e e
m/z--> 50 100 150 200 250 300 350
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)- S e AR EE e ]
135 15.00 15.20 15.40 15.60 15.80
m/z 136.05 8.82%
5000 107
41 77 164
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Tributyl phosphate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.61 23.55 ng 986137 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 91
2 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 25
3 2,5-Pyrrolidinedione 99 C4H5NO02 000123-56-8 9
4 2H-Pyran-2-one, tetrahydro-6-octyl- 212 C13H2402 007370-92-5 9
5 Phosphoric acid, tris(2-ethylhex... 434 C24H5104P 000078-42-2 9
Abundance Scan 2200 (15.613 min): BG017113.D (-2194) (-) m/z 99.00 100.00%
99
5000
41 155 TIT [ Tr T rrrr[rrrrrr
57 211 T T T T T
12 15.20 15.40 15.60 15.80 16.00
o S ' .2 ....,...1.%9...[,?‘??.1,8.?.1?,7..[. L2 265281 .7 241.00  19.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97594: Tributyl phosphate
99
5000 AR DARRA PR AN
15.20 15.40 15.60 15.80 16.00
41 57 155 m/z 155.00 19.57%
125 211
27 | | 82 ] 139 | 169183 | 237
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
43 99 145
57 15.20 15.40 15.60 15.80 16.00
5000 m/z 57.05 15.21%
29 74
115129 169 187902
mmﬁmmmﬁwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3379: 2,5-Pyrrolidinedione B L e B B
o8 99 15.20 15.40 15.60 15.80 16.00
m/z 211.10 13.12%
56
5000

14 | 42 70

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1520 15.40 1560 1580 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017113.D

Acq On : 13 May 2015 18:38

Operator : TP/1Z

Sample : G2194-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknownl8.77 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.77 11.73 ng 541768 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isochroman 134 C9H100 000493-05-0 38
2 Ethotoin 204 C11H12N202 000086-35-1 30
3 2-Pyridinecarbonitrile 104 C6H4AN2 000100-70-9 30
4 Benzene, (2,4-dimethylcyclopentyl)- 174 C13H18 074421-27-5 27
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 27
Abundance Scan 2737 (18.768 min): BG017113.D (-2730) (-) m/z 104.00 100.00%
104
55
5000 o 233
131 174
204 18.40 1860 18.80 19.00
.JI-,M. b L1 257284 351 448 | 70 7105.05  93.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14752: Isochroman
104
5000 134 AU LR
18.40 18.60 18.80 19.00
l m/z 55.05 60.20%
htﬁ"WJI'HJ'I""I""I""I""I'"'I""I'
m/z--> 0 100 150 200 250 300 350 400 450
Abundance
104
204 AU SR
18.40 18.60 18.80 19.00
5000 -7 m/z 77.00 48.23%
51 133
29 161
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4748: 2-Pyridinecarbonitrile R B
104 18.40 18.60 18.80 19.00
m/z 91.00 42 .20%
5000 77
50
26
1 1 ‘
m'z--> 0 50 100 150 200 250 300 350 400 450 18,40 18,60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG051315\

Data File : BG017113.D

Acq On : 13 May 2015 18:38 Instrument :
Operator : TP/I1Z BNA_G

Sample - 62194-08 ClientSampleld :
Misc : TUO021-TW-03
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
Quant Title : 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]
Butane, 2-methoxy... 2.87 22.1 ng 594423 1 7.71 537013 20.0
unknown? .25 7.25 62.0 ng 1665040 1 7.71 537013 20.0
unknown8.76 8.76 62.3 ng 1671770 1 7.71 537013 20.0
2-Cyclopenten-1-o0... 9.26 10.4 ng 318872 2 10.50 612155 20.0
Hexanoic acid, 3,... 9.70 712.9 ng 21818700 2 10.50 612155 20.0
Bicyclo[2.2.1]hep... 9.91 15.0 ng 460482 2 10.50 612155 20.0
2-Propanol, 1-[2-... 11.71 11.8 ng 360693 2 10.50 612155 20.0
Tri(1,2-propylene... 11.77 12.2 ng 372765 2 10.50 612155 20.0
Ethane, 1,2-dieth... 11.82 10.5 ng 322740 2 10.50 612155 20.0
unknownll.96 11.96 34.5 ng 1056440 2 10.50 612155 20.0
unknown12 .00 12.00 39.5 ng 1208080 2 10.50 612155 20.0
2-Propanol, 1,1"-_.. 12.23 30.4 ng 931908 2 10.50 612155 20.0
unknownl12 .86 12.86 139.4 ng 5839750 3 14.36 837561 20.0
1H-Benzotriazole, ... 14.75 284.5 ng 11915500 3 14.36 837561 20.0
1H-Benzotriazole, ... 15.20 437.7 ng 18330100 3 14.36 837561 20.0
Phenol, 4-(1,1,3,... 15.38 18.3 ng 765661 3 14.36 837561 20.0
Tributyl phosphate 15.61 23.6 ng 986137 3 14.36 837561 20.0

4

unknown18.77 18.77 11.7 ng 541768 17.11 923474 20.0
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