LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 5.223 400 406 415 rBV 125092 203794 1.93% 0.384%
2 5.699 480 487 497 rVB 1092095 1811315 17.19% 3.410%
3 7.303 750 760 772 rBV 820029 1514425 14.37% 2.851%
4 7.532 793 799 807 rBV 281162 492431 4.67% 0.927%
5 7.685 816 825 832 rBVY 2025424 3590650 34.08% 6.761%
6 8.155 897 905 917 rVvVv 407511 771567 7.32% 1.453%
7 8.266 917 924 930 rVB 269147 465679 4._.42% 0.877%
8 8.478 954 960 967 rVB 1629332 2856017 27.11% 5.378%
9 9.177 1071 1079 1082 rBv3 120345 236400 2.24% 0.445%
10 9.330 1097 1105 1116 rVB 1685406 3237098 30.72% 6.095%

11 10.370 1277 1282 1290 rVB2 138146 247437 2.35% 0.466%
12 10.981 1377 1386 1393 rBV 664068 1231068 11.68% 2.318%
13 11.592 1487 1490 1497 rVB4 104154 179610 1.70% 0.338%
14 11.686 1500 1506 1513 rVB7 67498 139646 1.33% 0.263%
15 11.821 1522 1529 1535 rBV2 60211 133662 1.27% 0.252%

16 12.356 1613 1620 1625 rBV3 88501 167061 1.59% 0.315%
17 12.914 1708 1715 1724 rVB2 149659 316417 3.00% 0.596%
18 13.419 1794 1801 1808 rBV 4671554 7386671 70.11% 13.908%
19 13.648 1836 1840 1849 rVB9 52782 107253 1.02% 0.202%
20 14.242 1936 1941 1949 rBV 175455 281108 2.67% 0.529%

21 14.800 2026 2036 2043 rBV2 1183995 1955876 18.56% 3.683%
22 16.292 2283 2290 2301 rBV 4361409 6893155 65.42% 12.979%
23 17.555 2499 2505 2517 rBV2 1480272 2298937 21.82% 4_.329%
24 18.425 2649 2653 2661 rBV 341441 515275 4._.89% 0.970%
25 19.694 2865 2869 2876 rBV2 274544 377923 3.59% 0.712%

26 20.164 2943 2949 2955 rBV 7701052 10536555 100.00% 19.839%
27 21.868 3233 3239 3248 rVB2 1490836 2617729 24.84% 4._.929%
28 25.252 3805 3815 3828 rvVB2 812752 2545404 24.16% 4_.793%

Sum of corrected areas: 53110163
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG023016.D

7.68
8.48 9.33

7.30 . 10.98
522 75 /6? 91 1037 A 11@8%2 12, 36

0
Time-->

3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 1000 10.50 1100 1150 1200 1250

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG023016.D
20.16

13.42
16.29

17.56 21.87

14.80 ]L
18.42 19.69
12.91 4Jg355 14.24 L . A

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG023016.D

25.25

A

0

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\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.22 5.28 ng 203794 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 53
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 45
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 40
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 38

Abundance Scan 406 (5.223 min): BG023016.D (-400) (-) m/z 43.05 100.00%
a3
5000
101
480 5.00 520 5.40 5.60
Ol A23 4, 141 104 233 336 S8 4l4 M6 Tnyz 59.10  76.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS URAAS RS s

480 5.00 520 540 5.60
m/z 101.10 30.85%

15 ‘ 101
o,ﬂwi,”..k..w..” T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
IIIIIIIIIIIIIIIIIIIIIAIII
4.80 5.00 520 5.40 5.60
s000! 18 m/z 58.10 16.56%
O r T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 520 5.40 5.60
m/z 56.20 8.99%
5000 101
27
0 & ‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzene, l-ethyl-2-methyl- Concentration Rank 3

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

7.53 12.76 ng 492431 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 87
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 86

Abundance Scan 799 (7.532 min): BG023016.D (-793) (-) m/z 105.05 100.00%
105
5000
o1 ]91 129 180210 257283311 346 433 476 7.20 740 7.60 780
O rrrtfopdd 1429 180210 257283511 346 433 476 | s77120.10  26.65%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #9132: Benzene, 1-ethyl-2-methyl-
105
5000 T Tt "|""/}""|
7.20 7.40 7.60 7.80
7 m/z 91.10 16.58%
Zﬁﬁﬂwh I
L L L L L L L B UL WL
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 79.10 14.12%
39 77
15
L L L L L L B UL WL
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #9111: Benzene, 1,2,4-trimethyl-
105 7.20 7.40 7.60 7.80
m/z 77.00 12.10%
5000
28 77
0 “ih?%hll”mn'l"'W""I”"I"'W""I”"I"”
mz-> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.68 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.68 93.07 ng 3590650 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14

3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 824 (7.679 min): BG023016.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w | % 7.0 7.60 7.80 8.00
0 J-..l,l.. (Lesies22l o (3H37039%9 487 538 "m/z 68.10 60.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA L L L L L L L L
7.40 7.60 7.80 8.00
2 70 m/z 66.10 39.14%
0 ‘ Liligl, d
o B o L o e L O B B S I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
B S LRI e
% 7.40 7.60 7.80 8.00
5000 m/z 134.00 33.17%
31
e e e o = = S L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- L B o
132 7.40 7.60 7.80 8.00
m/z 69.05 27 .80%
5000
67
106
0..MWnu.ﬁm..,..”,....“...,.”.,...w....,”..,..”,
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 4 Benzene, 1,3,5-trimethyl- Concentration Rank 4

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

8.27 12.07 ng 465679 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance S(d:)an 925 (8.272 min): BG023016.D (-917) (-) m/z 105.10 100.00%
105
5000
R AR SR U L
39 l 8.00 8.20 8.40 8.60
Of b pielh L 429 195 237 267 324 357380 442 m/z 120.10 36.29%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #9122: Benzene, 1,3,5-trimethyl-
105
5000 & U U A L R
8.00 8.20 8.40 8.60
m/z 77.00 14.43%
39 77
0 '”'U“W'MJN“U"I""I""I""I""I""I""I
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
105
8.00 8.20 8.40 8.60
5000 m/z 91.10 12 .36%
39 77
15
O s U U WL WL WL UL S
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #9135: Benzene, 1-ethyl-4-methyl-
105 8.00 8.20 8.40 8.60
m/z 106.10 10.08%
5000
15 39 7Zt
mz-> 0 50 100 150 200 250 300 350 400 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown9.18 Concentration Rank 5

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

9.18 6.13 ng 236400 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol 116 C7H160 000589-82-2 43
2 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 40
3 Acetaldehvde N-formvl-N-methvlhv... 100 C4H8N20 016568-02-8 32
4 Pentan-2-ol. 4-allvloxy-2-methvl- 158 C9H1802 102840-52-8 32
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 25

Abundance Scan 1080 (9.183 min): BG023016.D (-1071) (-) m/z 59.00 100.00%
59
5000 87

8.80 9.00 9.20 9.40 9.60

11129 176 215244 318 352 384 418 534

0 b R e e e || M/Z 41.10 51.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8092: 3-Heptanol
59
31 87
5000 EAEE RN R

m/z 87.10 46.15%

‘ 8.80 9.00 9.20 9.40 9.60
\‘\H‘\

0 || 115
. R B L B i o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
8.80 9.00 9.20 9.40 9.60
5000 87 m/z 84.10 42 . 76%
128
oA A e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3547: Acetaldehyde N-formyl-N-methylhydrazone
30 59 8.80 9.00 9.20 9.40 9.60
m/z 43.10 39.79%
5000
100
0 i sl A L e S
m/z--> 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\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.37 4.02 ng 247437 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 58
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 58
3 1.3.8-p-Menthatriene 134 C10H14 021195-59-5 58
4 Benzene. l1-methvl-4-(1-methvleth... 134 C10H14 000099-87-6 52
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50
Abundance Scan 1282 (10.370 min): BG023016.D (-1277) (-) m/z 119.05 100.00%
119
5000
91
41 10.00 10.20 10.40 10.60
o 160 208 267 414 464 549 n/z 117.10 36 11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14406: Benzene, 1-methyl-2-(1-methylethy!l)-
119
5000
10.00 10.20 10.40 10.60
01 m/z 134.10 32.45%
» H ‘
0I"""I"""'I"""IIIII rrrTyrTTTTTTTT T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
119
10.00 10.20 10.40 10.60
5000 m/z 91.10 28.32%
91
41
O T T T i o e e e e L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14319: 1,3,8-p-Menthatriene
119 10.00 10.20 10.40 10.60
m/z 115.00 26.11%
5000
91
41
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl11.59 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.59 2.92 ng 179610 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanol. 1-methvl-4-(1l-meth... 154 C10H180 000586-81-2 30
2 1.3-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-86-5 25

3 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 25
4 Benzene. l-ethvl-4-methoxv- 136 C9H120 001515-95-3 25
5 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 25
Abundance Scan 1490 (11.592 min): BG023016.D (-1487) (-) m/z 121.05 100.00%
5000
48175 229 .59 301 353 451 503 11.20 11.40 11.60 11.80 12.00
o 220 m/z 91.05 72.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25650: Cyclohexanol, 1-methyl-4-(1-methylethylidene)-
121
93 "
5000 | BBLNLILINL BN L L L LB B
43 11.20 11.40 11.60 11.80 12.00
m/z 77.00 59.25%
3
I\ R A PO
T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
121
S SR SLABSRSLES
93 11.20 11.40 11.60 11.80 12.00
5000 m/z 133.05 49.86%
41
66
O T T o o e e I A S ma
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15871: Phenol, 3-(1-methylethyl)-
121 11.20 11.40 11.60 11.80 12.00
m/z 118.00 47 .00%
5000
39 77
On.h}LLLM T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownll1l.69 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.27 ng 139646 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-nitropropvl)- 165 C9H11NO2 017322-34-8 27
2 Benzenemethanol. 2.5-dimethvl- 136 C9H120 053957-33-8 27
3 Pvridine. 2-(3.3-dimethvibutvl)- 163 C11H17N 060263-44-7 22
4 p-Xvlene 106 C8H10 000106-42-3 11
5 o-Xylene 106 C8H10 000095-47-6 11

Abundance Scan 1507 (11.692 min): BG023016.D (-1500) (-) m/z 91.05 100.00%

Jgi

5000

68 207 11.40 11.60 11.80 12.00

253279 315 356

429 468

o} m/z 106.10 69.96%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #32781: Benzene, (2-nitropropyl)-
91
5000 118
11.40 11.60 11.80 12.00
4165 m/z 105.10 56.54%
0 L “ \‘ ‘ ‘u d \h
L LA e BB w i
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
118
11.40 11.60 11.80 12.00
5000 o1 m/z 118.10 49.55%
39 65
14
O T T T T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #31240: Pyridine, 2-(3,3-dimethylbutyl)-
106 11.40 11.60 11.80 12.00
m/z 77.00 37.60%
5000
41 78 134
0 162
a IIIIIIIIIIIIIIIIIIII
m/iz--> 0 50 100 150 200 250 300 350 400 450 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2-Indanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.17 ng 133662 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1Indanol 134 C9H100 004254-29-9 52
2 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 49
3 Benzene. l1-methvl-3-propvl- 134 C10H14 001074-43-7 47
4 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 43
5 Benzene, 1-(bromomethyl)-3-methyl- 184 C8H9Br 000620-13-3 43
Abundance Scan 1529 (11.821 min): BG023016.D (-1522) (-) m/z 105.10 100.00%
105
5000
134
202 500 534 11.60 11.80 12.00 12.20
Ol Hl .. 1 lo2 TUT 244 20826305 AT XM Twsz 134.10  31.55%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14750: 2-Indanol
105
5000
134 11.60 11.80 12.00 12.20
m/z 77.00 21.19%
39 77
I n M f h‘ “ 1
R R B S S S S A SN SR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105
"' 11/60 11.80 12.00 12.20
5000 m/z 90.95 19.73%
134
0 77
L S L B WL S BN WL S B SR
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14345: Benzene, 1-methyl-3-propyl- R Bama e e
105 11.60 11.80 12.00 12.20
m/z 115.10 18.89%
5000
134
39 77
0::‘:‘:“:”:::‘::::||||||||||||||||||||||||||||||||
mz—-> 0 5'0 1c')0 1&1;0 200 250 300 3&'30 4(')0 4&'30 5(')0 ! 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.71 ng 167061 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 93
2 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 58
3 Stvrene 104 C8HS8 000100-42-5 58
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 52
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
Abundance Sd():an 1621 (12.361 min): BG023016.D (-1613) (-) m/z 104.10 100.00%
104
132
5000 8
51
188 285 366 12.00 12.20 12.40 12.60
o 162188216 253 285312 424 460 526 n/z 13200 77 40%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14056: 1H-Inden-1-one, 2,3-dihydro-
104
132
5000 &
51 12.00 12.20 12.40 12.60
m/z 103.10 66.94%
0|:!4“.“‘£‘|‘.‘“”.M‘.‘. ...‘.l....l.... L = o o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
104
12.00 12.20 12.40 12.60
5000 78 m/z 78.00 51.74%
51
ol 25
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4758: Styrene
104 12.00 12.20 12.40 12.60
m/z 77.05 48.21%
5000 78
51
ol 25,
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 1200 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 o-Tolylacetic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.91 3.24 ng 316417 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Tolvlacetic acid 150 C9H1002 000644-36-0 91
2 Benzeneacetic acid. .alpha.-methvl- 150 C9H1002 000492-37-5 68
3 Benzeneacetic acid. .alpha.-meth... 150 C9H1002 007782-26-5 60
4 m-Tolvlacetic acid 150 C9H1002 000621-36-3 60
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 60
Abundance Scd?n 1714 (12.908 min): BG023016.D (-1708) (-) m/z 105.05 100.00%
105
5000
150
12.60 12.80 13.00 13.20
Ol J.-J,L.J.]. l, e l AL91 232 277301333 487 4801 n/z 150.00  28.05%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23315: o-Tolylacetic acid
105
5000 150
12.60 12.80 13.00 13.20
77 m/z 104.10 25 _.58%
m'??wﬁhk'It'”l""P"'l'”'I"'W""I”"I"”
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 77.05 22 _.37%
77
51 150
14
L S U B B L UL UL WL
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance #23444: Benzeneacetic acid, .alpha.-methyl-, (R)- e  aama
105 12.60 12.80 13.00 13.20
m/z 91.00 18.24%
5000
7 150
51 V ’
m'?ﬁwkh'Jw"'w"'w"'w"'w"'w"'w"'w"' RN PN SUNBA SRR
m/z-> 0 50 100 150 200 250 300 350 400 450 12/60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.42 4_.48 ng 515275 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 1-(p-Toluidino)-1-deoxv-.beta.-d... 269 C13H19NO5 1000226-06-4 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 42
Abundance Scan 2652 (18.419 min): BG023016.D (-2649) (-) m/z 73.00 100.00%
73
43
5000
18.20 18.40 18.60 18.80
o 285 341 374 409 475 531 n/z 43.10 76 _63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LI B BRI IR B
129 18.20 18.40 18.60 18.80
213 m/z 41.10 68.83%
| ml 1, | 157185
0 IIHI\ |“‘|M|L|‘“L|”= |‘|‘||‘|‘|”||‘|‘|| ‘|||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
"' 1820 18.40 18.60 18.80
5000 129 m/z 60.10 67.73%
199 242
101, | 157
e S B I L I WL I WL LI W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99737: 1-(p-Toluidino)-1-deoxy-.beta.-d-idopyranose T T T T TP
73 18.20 18.40 18.60 18.80
m/z 55.10 60.49%
43
5000
oLkl 297136160 269
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 4(')0 4&'10 5(')0 18.|20 18.I40 18.|60 18.I8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023016.D

Aca On 12 Jul 2016 1:18

Operator : UM/SJ

Sample = H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.69 3.29 ng 377923 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Lactose 342 C12H22011 000063-42-3 47

Abundance Scan 2868 (19.688 min): BG023016.D (-2865) (-) m/z 73.10 100.00%

5000

241 A e

284 19.40 19.60 19.80 20.00
311 347 402 437 493 529
ol 1€ m/z 60.00 92.60%

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

Abundance #108842: Octadecanoic acid
a3
284
5000
129 19.40 19.60 19.80 20.00
185 241 m/z 57.10 90.40%
ob 35 L) ﬁwm L O
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
43 73
A EEREE SRR SR
19.40 19.60 19.80 20.00
5000 m/z 43.10 89.41%
129 242
101 171199
O T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid N B EE

19.40 19.60 19.80 20.00
m/z 55.10 68.90%

5000
185 228

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19 60 19. 80 20 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71116\
Data File : BG023016.D

Acq On 12 Jul 2016 1:18

Operator : UM/SJ

Sample - H3967-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.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]
2-Pentanone, 4-hy... 5.22 5.3 ng 203794 1 8.15 771567 20.0
Benzene, l-ethyl-_.. 7.53 12.8 ng 492431 1 8.15 771567 20.0
unknown? .68 7.68 93.1 ng 3590650 1 8.15 771567 20.0
Benzene, 1,3,5-tr... 8.27 12.1 ng 465679 1 8.15 771567 20.0
unknown9.18 9.18 6.1 ng 236400 1 8.15 771567 20.0
Benzene, l-methyl... 10.37 4.0 ng 247437 2 10.98 1231070 20.0
unknownl1l.59 11.59 2.9 ng 179610 2 10.98 1231070 20.0
unknownll.69 11.69 2.3 ng 139646 2 10.98 1231070 20.0
2-Indanol 11.82 2.2 ng 133662 2 10.98 1231070 20.0
1H-Inden-1-one, 2... 12.36 2.7 ng 167061 2 10.98 1231070 20.0
o-Tolylacetic acid 12.91 3.2 ng 316417 3 14.80 1955880 20.0
n-Hexadecanoic acid 18.42 4.5 ng 515275 4 17.56 2298940 20.0
Octadecanoic acid 19.69 3.3 ng 377923 4 17.56 2298940 20.0
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