LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 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-BG083116.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 2.923 9 14 30 rvB 2651178 4034625 100.00% 12.115%
2 5.114 382 387 397 rVB 181530 314238 7.79% 0.944%
3 5.601 464 470 481 rBV 894791 1568830 38.88% 4.711%
4 7.223 739 746 762 rVB 977778 1826133 45.26% 5.484%
5 7.581 800 807 815 rBVY 1032606 1788605 44.33% 5.371%
6 8.045 881 886 899 rVB 325960 571953 14.18% 1.717%
7 8.374 935 942 950 rVB 746749 1308191 32.42% 3.928%
8 9.232 1079 1088 1100 rBV 666320 1253445 31.07% 3.764%
9 10.043 1219 1226 1238 rBV5 37056 102035 2.53% 0.306%
10 10.389 1280 1285 1294 rBV4 54548 104966 2.60% 0.315%

11 10.877 1362 1368 1374 rBV 425752 779719 19.33% 2.341%
12 10.930 1374 1377 1383 rVV 105190 166769 4._.13% 0.501%

13 11.029 1386 1394 1401 rVB 14851 44846 1.11% 0.135%
14 11.717 1503 1511 1519 rBV2 141525 258362 6.40% 0.776%
15 12.545 1646 1652 1657 rBV 47709 77249 1.91% 0.232%
16 12.762 1683 1689 1700 rBV3 32430 63048 1.56% 0.189%

17 13.332 1778 1786 1794 rBV 1629981 2624150 65.04% 7.880%
18 13.644 1834 1839 1847 rVB 141269 241437 5.98% 0.725%

19 13.896 1875 1882 1887 rBV10 16302 45172 1.12% 0.136%
20 14.037 1901 1906 1911 rBV5 29290 47202 1.17% 0.142%
21 14.166 1923 1928 1934 rVB 334243 482396 11.96% 1.449%
22 14.284 1941 1948 1951 rBVS8 22348 48636 1.21% 0.146%
23 14.460 1972 1978 1985 rBV10 25489 57669 1.43% 0.173%
24 14.583 1994 1999 2006 rVB6 32600 47945 1.19% 0.144%
25 14.724 2014 2023 2030 rBV 642397 1045748 25.92% 3.140%
26 14.789 2030 2034 2040 rVB4 25085 42815 1.06% 0.129%
27 15.124 2083 2091 2099 rBV5 27953 62895 1.56% 0.189%
28 15.535 2156 2161 2165 rBv4 73798 121505 3.01% 0.365%
29 15.776 2194 2202 2209 rBVS8 26137 67003 1.66% 0.201%

30 16.058 2245 2250 2257 rVB3 60242 105865 2.62% 0.318%

31 16.228 2272 2279 2288 rBV 1201848 1942980 48.16% 5.834%

32 16.410 2306 2310 2312 rBV3 38296 53071 1.32% 0.159%
33 17.203 2442 2445 2448 rBV4 49757 72573 1.80% 0.218%
34 17.309 2459 2463 2469 rVB2 35127 59032 1.46% 0.177%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 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

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.485 2488 2493 2497 rBV 743329 1143285 28.34% 3.433%

36 17.532 2497 2501 2507 rVB 532883 806053 19.98% 2.420%
37 17.626 2513 2517 2521 rVB 83783 117838 2.92% 0.354%
38 18.302 2629 2632 2638 rBV5 76898 138595 3.44% 0.416%
39 18.367 2638 2643 2647 rVV3 311787 524606 13.00% 1.575%
40 18.419 2648 2652 2660 rVB2 134271 288276 7.15% 0.866%

41 18.566 2671 2677 2680 rBV5 108475 242063 6.00% 0.727%
42 18.860 2724 2727 2731 rBV 81899 118086 2.93% 0.355%
43 19.271 2795 2797 2802 rVB4 88891 101137 2.51% 0.304%
44 19.547 2839 2844 2850 rVB 1120352 1527186 37.85% 4 _.586%
45 19.635 2856 2859 2862 rBvV4 133990 185171 4_59% 0.556%

46 19.876 2897 2900 2901 rBV 138726 164299 4_.07% 0.493%
47 19.912 2902 2906 2913 rVB 832310 1182070 29.30% 3.550%

48 20.099 2933 2938 2944 rVB 2425188 3266410 80.96% 9.809%
49 21.797 3220 3227 3232 rBV2 831728 2065452 51.19% 6.202%

Sum of corrected areas: 33301635
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG092116\
BG024056.D

21 Sep 2016 15:48

UM/SJ

H4819-04

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

P.92
2500000
2000000

1500000

1000000

500000

TIC: BG024056.D

7.58
5.60 7.22

8.37

8.05
5.11

_A

10.88

10 04039 '}

B3

11.72

12.55.

Ot
Time-->

3.00 350 4.00 450 5.00 550 6.00 650 700 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.33

TIC: BG024056.D

20.

14.72

14.17

3.6
Bt

284E8.745.12 15,35, 746,08

10

21.80

(O
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

2500000

2000000

1500000

1000000

500000

Ol

TIC: BG024056.D

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\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.92 141.08 ng 4034630 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 14 (2.923 min): BG024056.D (-9) (-) m/z 73.05 100.00%
73 ?
5000 43
2.90 3.00 3.10 3.20 3.30
o! Lk 197 126152 193219 249 278 309 357 A2 "m/z 43.05 51.45%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30
m/z 89.00 36 .33%
0 SRS WU WL UL LN WL UL L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
2.90 3.00 3.10 3.20 3.30
5000 m/z 41.05 8.91%
74
S L L W UL U L WL B
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #733: N-Ethylformamide R RaE s RRREARREEY
30 73 2.90 3.00 3.10 3.20 3.30
m/z 45.05 8.50%
5000 ”
0 J"FI""I'"'I""I""I'"'I""I""I"'
m/z--> 0 50 100 150 200 250 300 350 400 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 10.99 ng 314238 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 33

Abundance Scan 386 (5.108 min): BG024056.D (-382) (-) m/z 43.05 100.00%
43
5000
T 25 5ho sk 5w
Ol A A B 13575 222 281307 818 22| m/z 59.05 63.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS U N L L
480 5.00 520 5.40
m/z 101.05 21.84%
15 101
Olﬂﬂhuk"“w"'|“"|"“|"'w""|“"|"“l"'w"'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540
5000 m/z 58.10 13.27%
O L L I B L WL B L B WL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8346: 2-Hexanol, 2-methyl-
50 4.80 5.00 520 5.40
m/z 39.05 9.62%
5000
101
3
r—+-+-+ -7
mz> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.58 Concentration Rank 2

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

7.58 62.54 ng 1788610 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1H-Indenol 132 C9H80 056631-57-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 807 (7.581 min): BG024056.D (-800) (-) m/z 132.00 100.00%
132
68
5000
aw | 720 7.40 7.60 7.80 8.00
0 23S A 588 m/z 68.05  60.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 e
7.20 7.40 7.60 7.80 8.00
m/z 66.05 45 _44%
103
T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 134.05 33.48%
. og 63 104
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e ma e ]
132 720 7.40 7.60 7.80 8.00

m/z 69.05 29.13%

69
104
5000
31
0,..JH}..L.,....,.... L = e s e o

m/z--> 0 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\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 3-Hydroxy-4-methylbenzaldehyde Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.04 2.62 ng 102035 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-4-methvlbenzaldehyde 136 C8H802 057295-30-4 90
2 3.4-(Methvlenedioxy)toluene 136 C8H802 007145-99-5 72
3 Benzaldehvde. 2-hvdroxv-6-methvl- 136 C8H802 018362-36-2 70
4 2-Hvdroxv-5-methvilbenzaldehyde 136 C8H802 000613-84-3 60
5 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 52

Abundance Scan:t 1226 (10.043 min): BG024056.D (-1219) (-) m/z 136.05 100.00%
136
5000] 51 72
107
198 275 304 338 475 9.80 10.00 10.20 10.40
0 w—rv—v—v—erﬁ—v—v—v—rv—rH—v—'Jﬂ—v—errvﬂ—v—v—rv—v—v—v—rvﬂﬁ— m/z 135.05 95 _.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16329: 3-Hydroxy-4-methylbenzaldehyde
135
5000
107 9.80 10.00 10.20 10.40
77 m/z 79.05 49.96%
51 |
L L L A S B L UL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
135
9.80 10.00 10.20 10.40
5000 m/z 77.05 47 . 77%
77
51 106
L L A L L UL L L UL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16347: Benzaldehyde, 2-hydroxy-6-methyl-
135 9.80 10.00 10.20 10.40
m/z 51.00 42 .70%
5000 90
51
0'iﬁhh”'lyh"w"'|""|"”|""|"'w""|"' R RN SUNLILR SRR B
m/z--> 50 100 150 200 250 300 350 400 450 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Hydroxy-5-methylbenzaldehyde Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.39 2.69 ng 104966 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-5-methvlbenzaldehyde 136 C8H802 000613-84-3 72
2 2-Hvdroxv-3-methylbenzaldehvde 136 C8H802 000824-42-0 68
3 Benzaldehvde. 2-methoxv- 136 C8H802 000135-02-4 59
4 3.4-(Methvlenedioxv)toluene 136 C8H802 007145-99-5 53
5 Benzaldehyde, 2-hydroxy-6-methyl- 136 C8H802 018362-36-2 47

Abundance Scan$1285 (10.389 min): BG024056.D (-1280) (-) m/z 136.05 100.00%
136
77
5000 107
5 Trrr|frrrryrrrr|yrrrrp[rurr
10.00 10.20 10.40 10.60 10.80
o 193 280 417 455 534 /7 134.95 75 530
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #]:}_36334: 2-Hydroxy-5-methylbenzaldehyde
136
5000
107 10.00 10.20 10.40 10.60 10.80
77 ‘ m/z 77.00 60.22%
Ol'"N“mwwh”w"“l"“l'“'l“"w"w"'w"“l'“'l
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
136
10.00 10.20 10.40 10.60 10.80
5000 77 m/z 107.00 48 .65%
107
O U B S WL B BN I WL B B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16294: Benzaldehyde, 2-methoxy-
136 10.00 10.20 10.40 10.60 10.80
m/z 90.05 28.82%
77
5000
39 104
0<
miz--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2,6-Dimethyl-4-hydroxybenza... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.63 ng 258362 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvl-4-hvdroxvbenzaldehvde 150 C9H1002 070547-87-4 55
2 2-Hvdroxv-4.6-dimethvlbenzaldehvde 150 C9H1002 001666-02-0 53
3 2.4.6-Trimethvl-1.3-phenvlenedia... 150 C9H14N2 003102-70-3 50
4 4-Pvridinamine. N.N.2.6-tetramet... 150 C9H14N2 129384-12-9 49
5 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 43
Abundance Scan 1512 (11.723 min): BG024056.D (-1503) (-) m/z 150.05 100.00%
1%0
5000 "
121
o8 1140 11160 11150 12,00
0 180 231 279 310 342 370 431 n/z 149 05 80 04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #24506: 2,6-Dimethyl-4-hydroxybenzaldehyde
149
5000 B DAL UL SN UL
77 121 umumumnm'
2 m/z 77.05 47 .92%
0.1?..|....|........|........|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
11.40 11.60 11.80 12.00
5000 m/z 91.05 39.27%
77 104
01539
m/z--> 50 100 150 200 250 300 350 400
Abundance #24600: 2,4,6-Trimethyl-1,3-phenylenediamine
150 11.40 11.60 11.80 12.00
m/z 121.05 31.14%
5000
75 107
0?-5.‘.3‘.'9|“.*H.”‘..“ll.ilii“. T
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:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Naphthalene, 1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.62 ng 241437 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-chloro- 162 C1O0H7CI 000091-58-7 97
2 Naphthalene. 1-chloro- 162 C1O0H7CI 000090-13-1 96
3 2-Chloro-4-fluorothiophenol 162 C6HACIFS 175277-99-3 64
4 Pvridin-4-amine. 2.3-dichloro- 162 C5H4CI2N2 184416-83-9 42
5 6-Nitroindole 162 C8H6N202 004769-96-4 38
Abundance Scan 1838 (13.638 min): BG024056.D (-1834) (-) m/z 161.95 100.00%
162
5000 127 fj\_
74 og J 13140 13.60 13.80 14.00
ol by L 281 281818 355 464 5 107.00 42.78%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #32110: Naphthalene, 2-chloro-
162
5000 127
13.40 13.60 13.80 14.00
63 m/z 163.95 32.46%
Ol...3.8=‘.““.H“.‘“fl-ﬁ‘)]:.“‘..|....|....|....|....|....|....|....|
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
162
13.40 13.60 13.80 14.00
5000 127 m/z 126.05 24 .58%
38 O3 101
L S L L U L L WL UL WL
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #32516: 2-Chloro-4-fluorothiophenol
127 162 13.40 13.60 13.80 14.00
m/z 74.00 12.60%
5000 69
45J ﬂoo
OﬁghmkﬁwhﬂmkM"”l'”'l”"|”"w"w"”|'”'| HRIRA BN UL SR B
mz--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Naphthalene, 2,3-dichloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.32 ng 121505 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dichloro- 196 C10H6CI2 002050-75-1 91
2 Naphthalene. 1.4-dichloro- 196 C10H6CI2 001825-31-6 91
3 1-(1.2-Dichloroethenvl)-4-ethvnv... 196 C10H6CI2 1000283-76-7 90
4 Naphthalene. 2.7-dichloro- 196 C1lOH6CI2 002198-77-8 89
5 Naphthalene, 1,2-dichloro- 196 C1lOH6CI2 002050-69-3 87
Abundance Scan 2162 (15.541 min): BG024056.D (-2156) (-) m/z 195.95 100.00%
196
5000
57 126
85 161 '|"'”F""|"/¥|""|'
15.20 15.40 15.60 15.80
ol 233 276 327 391 491 7% 197 05 =9 570
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #57810: Naphthalene, 2,3-dichloro-
196
5000
126 15.20 15.40 15.60 15.80
74 161 m/z 57.00 29.63%
0"ﬁ{“M'I"k'Im"'l"'W""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
196
1520 15.40 15.60 15.80
5000 m/z 125.95 29.26%
126
5 74 161
mz-> 50 100 150 200 250 300 350 400 450
Abundance #57814: 1-(1,2-Dichloroethenyl)-4-ethynylbenzene
126 196 15.20 15.40 15.60 15.80
161 m/z 43.05 22 .46%
5000
63 og
0 '}ﬂjh*""IJ”'l""l”"l""P"'I"'W""I LSRR BRI SUNIL UL
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl18.30 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.42 ng 138595 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-n-Hexvlthiane. S.S-dioxide 218 C11H2202S 070928-52-8 15
2 Cvclopentaneethanol. .beta..2.3-... 156 C10H200 021721-18-6 12
3 Citronellol 156 C10H200 000106-22-9 12
4 Palmitoleic acid 254 C16H3002 000373-49-9 11
5 1,5-Heptadiene, 3-methyl- 110 C8H14 004894-62-6 10
Abundance Scan 2632 (18.302 min): BG024056.D (-2629) (-) m/z 55.05 100.00%
5000
163 211 247278 ll|llll|llll|llll|llll|
350 410 18.00 18.20 18.40 18.60
o 33 MIA% Wiz 69.05 54.67%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide
69
5000 97 LR DU BN DU B
mmmmmmmm
m/z 83.10 46.81%
201
0 1 ‘.‘ ‘HH\’lM ‘\‘175 \ ‘...l....l....l....l....l....
miz--> 0 50 150 200 250 300 350 400 450
Abundance
69
18,00 18.20 18.40 18.60
5000 41 o m/z 41.05 42 .08%
123
0 ”"I""I"'}Fﬁ'”I'"'I""I"”I""I""I"”
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #28226: Citronellol I R ma
69 18.00 18.20 18.40 18.60
41 m/z 81.05 38.21%
5000
95 103
[ l | 156
T — —
miz--> 0 50 100 150 200 250 300 350 400 450 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.37 9.18 ng 524606 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 66
2 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 64
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 60
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 51
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
Abundance Scan 2644 (18.372 min): BG024056.D (-2638) (-) m/z 192.05 100.00%
192
73
5000{ 43
95 165 llllllllllllllllll
129 18 00 18. 20 18. 40 18 60
227 256
0 31280 201 326 401420 458 oI 08 6o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
73
43
5000
18.00 18.20 18.40 18.60
‘ 120 . 214 m/z 191.05  58.48%
OI‘IU\I“MH‘\M\H ‘ ‘. ...‘.,.“...,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
192
18.00 18.20 1840 18.60
5000 m/z 60.05 44 _47%
165
115
39 63 g9 139
bt bt 0 L M
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #54734: Anthracene, 2-methyl-
192 18.00 18.20 18.40 18.60
m/z 43.05 38.16%
5000
96 165
o 63 , | 139 |
m/z--> 5'0 1(')0 1&1,0 200 25'30 3(')0 350 4(')0 4&'30 18 00 18. 20 18. 40 18 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1H-Indene, 2-phenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.42 5.04 ng 288276 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 90
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 90
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 81
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81

Abundance Scan 2652 (18.419 min): BG024056.D (-2648) (-) m/z 192.05 100.00%

2

5000

18.20 18.40 18.60 18.80
221 291
woiy Al T 346 1B 479510 | sz 191.05  57.23%

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

Abundance #54730: 1H-Indene, 2-phenyl-
192
5000 LA L L L L L L L LB
18.20 18.40 18.60 18.80
165 m/z 189.05 26.04%
‘6‘3 89 1]‘-5140‘ h‘w “
i e L o LA B i o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
192
18.20 18.40 18.60 18.80
5000 m/z 193.00 21.97%
165
27 63 96 139
L B i o o B e o e o S R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54746: Phenanthrene, 1-methyl- B Ra s BE e
192 18.20 18.40 18.60 18.80
m/z 165.05 17.42%
5000

165
27 63 9% 139 |

| T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl8.57 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.57 4.23 ng 242063 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 49
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
4 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 38
5 1-Aminocyclopentanecarboxylic ac... 347 C17H30CINO4 1000329-16-9 27
Abundance Scan 2678 (18.572 min): BG024056.D (-2671) (-) m/z 190.00 100.00%
190
5000
w% 18.20 18.40 18.60 18.80
41 122150 247 - : :
ol 19207, 281 SIT 354381 430457 524 n77 189.05  93.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189
5000 UV BN S
18.20 18.40 18.60 18.80
42 122 m/z 191.05 36.52%
ol14. | , 69 QS“\ 162
mz-> 0 55 100 150 200 250 300 350 400 450 500
Abundance
190
18.20 18.40 18.60 18.80
5000 m/z 192.05 34 .55%
94
o 31 63 137163
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- PP T T PR
190 18.20 18.40 18.60 18.80
m/z 94.65 18.38%
5000
95 134162
0,.”?155”,L5J.... L B e B R AR EEEEE
mz-> 0 50 100 150 200 250 300 350 400 450 500 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.86 2.07 ng 118086 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.1601".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 72
2 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 52
3 Di(1.2.3.5.6.7-hexahvdro-pvridol... 408 C24H28N2S2 222981-31-9 47
4 Acephenanthrvlene. 4.5-dihvdro- 204 C16H12 006232-48-0 46
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 38
Abundance Scan 2727 (18.860 min): BG024056.D (-2724) (-) m/z 204.05 100.00%
2
5000
55 101 18.60 18.80 19.00 19.20
128 164 247
Ol 4 i ufly S0 T 270301 336364 395 426 466 | 757502 05 40.67%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204
5000 R PN SUNILA SRR SR
18.60 18.80 19.00 19.20
m/z 203.05 33.99%
39 63 101176152176 313 408
mz-> 0 55 160 150 260 250 300 350 400 450
Abundance
204
18.60 18:80 19.00 19.20
5000 m/z 205.05 20.57%
101
o 51 76, | 126150176
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #215049: Di(1,2,3,5,6,7-hexahydro-pyrido[3.2.1-ijjquinolin... N EEE
204 18.60 18.80 19.00 19.20
m/z 101.10 9.49%
5000
15 39 77 103130 Llﬂo i 236 315 344 376 00
mz-> 0 55 160 1éo 200 250 300 350 400 450 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024056.D

Aca On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.64 3.24 ng 185171 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Heptadecanoic acid 270 C17H3402 000506-12-7 42
3 Docosanoic acid 340 C22H4402 000112-85-6 35
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 30
5 Tridecanoic acid 214 C13H2602 000638-53-9 30

Abundance Scan 2860 (19.641 min): BG024056.D (-2856) (-) m/z 73.05 100.00%

5000
203 o41
284 L o
327356 309 459 505 19.40 19.60 19.80 20.00
0! m/z 43.05 87.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131260: Octadecanoic acid
43 73
5000 LA L L L L LB
129 284 19.40 19.60 19.80 20.00
m/z 55.05 87.00%
‘ Hlfl 185213241
N LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 70 N —
19.40 19.60 19.80 20.00
5000 129 m/z 69.05 69.76%
227
99 171
18 199
L0 o LA o e e LB
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177130: Docosanoic acid e EREEsEEEE S

19.40 19.60 19.80 20.00
m/z 41.05 55.67%

5000

T T T I
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\BG092116\
Data File : BG024056.D

Acq On : 21 Sep 2016 15:48

Operator : UM/SJ

Sample : H4819-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
Propane, 2,2-dime... 2.92 141.1 ng 4034630 1 8.05 571953 20.0
2-Pentanone, 4-hy... 5.11 11.0 ng 314238 1 8.05 571953 20.0
unknown7 .58 7.58 62.5 ng 1788610 1 8.05 571953 20.0
3-Hydroxy-4-methy... 10.04 2.6 ng 102035 2 10.88 779719 20.0
2-Hydroxy-5-methy... 10.39 2.7 ng 104966 2 10.88 779719 20.0
2,6-Dimethyl-4-hy_.. 11.72 6.6 ng 258362 2 10.88 779719 20.0
Naphthalene, 1-ch... 13.64 4.6 ng 241437 3 14.72 1045750 20.0
Naphthalene, 2,3-... 15.54 2.3 ng 121505 3 14.72 1045750 20.0
unknown18.30 18.30 2.4 ng 138595 4 17.49 1143290 20.0
Tridecanoic acid 18.37 9.2 ng 524606 4 17.49 1143290 20.0
1H-Indene, 2-phenyl- 18.42 5.0 ng 288276 4 17.49 1143290 20.0
unknownl18.57 18.57 4.2 ng 242063 4 17.49 1143290 20.0
5,16[1",2"]:8,13[-.. 18.86 2.1 ng 118086 4 17.49 1143290 20.0
Octadecanoic acid 19.64 3.2 ng 185171 4 17.49 1143290 20.0
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