LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 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-BG050515.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 2.925 35 40 49 rBV 382493 671971 11.40% 1.735%
2 3.002 49 53 60 rvB 688644 892670 15.15% 2.305%
3 3.237 89 93 98 rBv 68646 95776 1.62% 0.247%
4 4_.529 306 313 329 rBVY 3840344 5893974 100.00% 15.217%
5 4.917 375 379 388 rVB 98900 150522 2.55% 0.389%
6 5.381 452 458 466 rBV 616265 901123 15.29% 2.327%
7 6.779 686 696 703 rBV 976902 1505826 25.55% 3.888%
8 6.891 709 715 721 rVB 208622 315280 5.35% 0.814%
9 6.962 721 727 736 rBV 455348 705120 11.96% 1.820%
10 7.332 780 790 799 rBV 977312 1559270 26.46% 4.026%

11 7.796 863 869 876 rvB 250922 401284 6.81% 1.036%
12 8.119 917 924 932 rBV 975928 1566442 26.58% 4.044%
13 8.519 985 992 997 rBv4 36674 69733 1.18% 0.180%
14 8.953 1058 1066 1073 rBV 916126 1579443 26.80% 4.078%
15 9.182 1100 1105 1116 rVB3 62968 131861 2.24% 0.340%

16 9.318 1123 1128 1133 rBV5 34375 62243 1.06% 0.161%
17 10.593 1337 1345 1351 rVB 351907 587652 9.97% 1.517%
18 10.839 1383 1387 1394 rBV3 48713 105697 1.79% 0.273%
19 10.904 1394 1398 1409 rvVvB10 38088 106357 1.80% 0.275%
20 11.069 1420 1426 1435 rVB2 113007 215364 3.65% 0.556%

21 11.221 1444 1452 1454 rBV5 36783 86291 1.46% 0.223%
22 11.268 1455 1460 1467 rVB5 64936 156663 2.66% 0.404%
23 11.374 1467 1478 1480 rBV5 163444 439923 7.46% 1.136%
24 11.427 1482 1487 1493 rVV3 252512 607627 10.31% 1.569%
25 11.492 1493 1498 1502 rVB 207496 322193 5.47% 0.832%

26 11.533 1502 1505 1510 rVB3 56181 88254 1.50% 0.228%
27 11.609 1510 1518 1520 rBV5 147215 316468 5.37% 0.817%
28 11.644 1521 1524 1527 rVVv4 136809 252578 4._.29% 0.652%
29 11.697 1528 1533 1535 rVV3 216781 476266 8.08% 1.230%
30 11.738 1538 1540 1545 rVB2 330431 443468 7.52% 1.145%

31 11.779 1545 1547 1556 rVB2 123691 159567 2.71% 0.412%
32 11.868 1556 1562 1564 rBV2 182395 298082 5.06% 0.770%
33 11.956 1571 1577 1579 rBV2 116749 185215 3.14% 0.478%
34 11.991 1579 1583 1586 rBvV4 81764 134287 2.28% 0.347%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.032 1586 1590 1592 rBV3 141073 230486 3.91% 0.595%

36 12.108 1598 1603 1610 rVB9 63566 154803 2.63% 0.400%
37 12.208 1610 1620 1626 rBV6 175244 512606 8.70% 1.323%

38 12.361 1643 1646 1651 rVB2 41009 60269 1.02% 0.156%
39 12.502 1662 1670 1677 rBV6 59785 156890 2.66% 0.405%
40 12.631 1689 1692 1699 rVBS8 46031 95471 1.62% 0.246%
41 12.708 1699 1705 1709 rBV5 40310 78174 1.33% 0.202%
42 12.802 1718 1721 1730 rVB9 31834 67261 1.14% 0.174%

43 13.060 1758 1765 1771 rVB 2204629 3183687 54.02% 8.220%
44 13.895 1900 1907 1914 rBV 63219 100194 1.70% 0.259%
45 14.435 1992 1999 2006 rBV2 541829 800703 13.59% 2.067%

46 14.964 2085 2089 2092 rBV4 49016 65142 1.11% 0.168%
47 15.152 2116 2121 2123 rBV3 51867 73822 1.25% 0.191%
48 15.193 2124 2128 2129 rVV3 49691 73109 1.24% 0.189%
49 15.211 2129 2131 2136 rVB3 69271 104846 1.78% 0.271%
50 15.416 2159 2166 2173 rVV8 33676 78308 1.33% 0.202%

51 15.669 2205 2209 2216 rBV3 81445 112551 1.91% 0.291%
52 15.922 2246 2252 2261 rBV 1543545 2147301 36.43% 5.544%
53 16.057 2270 2275 2281 rVB 70636 90665 1.54% 0.234%
54 16.944 2422 2426 2430 rBV2 96694 123028 2.09% 0.318%
55 17.179 2461 2466 2472 rBV 666421 975625 16.55% 2.519%

56 17.684 2549 2552 2555 rVB3 53095 61244 1.04% 0.158%
57 18.078 2614 2619 2626 rBV 308067 471297 8.00% 1.217%
58 19.359 2833 2837 2851 rBV2 231810 373854 6.34% 0.965%
59 19.811 2908 2914 2919 rBV 4046228 4797437 81.40% 12.386%
60 21.080 3126 3130 3141 rVB 134747 190305 3.23% 0.491%

61 21.362 3172 3178 3183 rBV 831490 1039787 17.64% 2.685%
62 23.671 3562 3571 3580 rBV2 513385 1029319 17.46% 2.657%

Sum of corrected areas: 38732674
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG016921.D
4000000 4.53
3000000
2000000
1000000{ 4 oo 678  7.33 8.12 8.95
| >.38 6.96
2.93 )
s do 780 10.59 1 43
3.24 4.92 I 8.52 9.9832 Al S
O T e e i o I e R S SIS = St
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 9.50 10.00 10.50 11.00
Abundance TIC: BG016921.D
4000000 1981
3000000
13.06
2000000
15.92
1000000

04
Time-->
Abundance TIC: BG016921.D
4000000

3000000
2000000

1000000 21.36

23.67
21.08 J
A

e e e R e e e R R e e e A BERBEE

Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 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:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 5

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

3.00 44 _49 ng 892670 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 53 (3.002 min): BG016921.D (-49) (-) m/z 73.10 100.00%

8B
5000 43

2.80 3.00 320 340
e b e 20 S 2. [ m/z 43.05  47.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 LB EEL I
280 3.00 3.20 3.40

m/z 55.10 27.61%

AL,
B o e o L LN B e o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

280 3.00 3.20 3.40

5000 m/z 87.05 24 _.16%
43
15
L B L B L B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7316: 2-Methyl-5-hexen-3-ol e A
73 2.80 3.00 320 340

m/z 41.05 15.32%

5000 43 M
15“ |

P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 280 3.00 320 340

8270-BG050515.M Fri May 08 16:27:41 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetrachloroethylene Concentration Rank 1

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

4.53 293.76 ng 5893970 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrachloroethvlene 164 C2Cl4 000127-18-4 98
2 Pvrimidine. 5-Ffluoro-2.4-dichloro- 166 C4HCI2FN2 002927-71-1 25
3 Quinazoline. 4-chloro- 164 C8H5CIN2 005190-68-1 9
4 2-Chloroauinoxaline 164 C8H5CIN2 001448-87-9 9
5 4,6-Dichloro-2-fluoropyrimidine 166 C4HCI2FN2 003824-45-1 9

Abundance Scan 313 (4.529 min): BG016921.D (-306) (-) m/z 165.80 100.00%
166
129
94
5000 47
R ERma S
ef | 420 4.40 4.60 4.80
el 289 267 77716380 80.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32046: Tetrachloroethylene
166
131
5000 94 LA L L L L L L LB LB |
420 4.40 4.60 4.80
47 m/z 128.90 76.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
166
e Ema T
131 420 4.40 4.60 4.80
5000 m/z 130.90 74.48%
31 78
44 62 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32330: Quinazoline, 4-chloro- e
129 420 4.40 4.60 4.80
164 m/z 93.90 55.74%
5000
102
75
SN VAR [N [N [N R (RSN & C—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.20 4.40 4.60 4.80

8270-BG050515.M Fri May 08 16:27:42 2015

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown4.92 Concentration Rank 19

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

4.92 7.50 ng 150522 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 28
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 10
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 380 (4.923 min): BG016921.D (-375) (-) m/z 43.00 100.00%
43 A
5000
101 IR RN LS AR
4.60 4.80 5.00 5.20
kA4 /7 59.00  52.38%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR '|"/>'|""| T
460 4.80 5.00 5.20
0
ﬁS ‘ 101 m/z 58.00 16.16%
ol i \‘
mz-> 0 50 100 150 200 250 300 350 400
Abundance
30
460 480 500 520
5000 m/z 101.10 16.12%
57 g
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 460 4.80 5.00 5.20
m/z 41.10 11.09%
B | AMM“AA«/VWANAMVMAMVmNu“JL
70
%9&‘VLMJ'|""|""|""|""|""|”"|"' IR AN RN AR
mz-> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Benzene, 1-chloro-2-methyl- Concentration Rank 4

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

6.78 75.05 ng 1505830 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-chloro-2-methvl- 126 C7H7CI 000095-49-8 96
2 Benzene. l1-chloro-3-methvl- 126 C7H7CI 000108-41-8 95
3 Benzene. l1-chloro-4-methvl- 126 C7H7CI 000106-43-4 81
4 Benzvl chloride 126 C7H7CI 000100-44-7 64
5 4-Azido-2-phenylmethanesulfinyl-._.. 282 C14H10N40S 1000294-18-3 12

Abundance Scan 696 (6.779 min): BG016921.D (-686) (-) m/z 90.95 100.00%
g1
5000
126
63 RS SN SN SRR
39 h L 150 210 6.40 6.60 6.80 7.00 7.20
gl 389 210 249 285 AL "m/z 126.00 29.74%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #10920: Benzene, 1-chloro-2-methyl-
il
5000 AR SRS S R
126 6.40 6.60 6.80 7.00 7.20
39 63 m/z 89.00 20.16%

m \h \ \‘\\

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

Abundance
91
R R
6.40 6.60 6.80 7.00 7.20
5000 m/z 63.00 17.93%
126
63
14 39
I L e B L B B e I
m/z--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance #10923: Benzene, 1-chloro-4-methyl- e Eamannns s B
o 6.40 6.60 6.80 7.00 7.20
m/z 90.00 12.21%
5000 196
39 63
m/z--> 0 50 100 150 200 250 300 350 400 450 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Benzene, 1-chloro-4-methyl- Concentration Rank 10

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

6.89 15.71 ng 315280 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-chloro-4-methvl- 126 C7H7CI 000106-43-4 97
2 Benzene. 1-chloro-3-methvl- 126 C7H7CI 000108-41-8 97
3 Benzene. 1-chloro-2-methvl- 126 C7H7CI 000095-49-8 91
4 Benzvl chloride 126 C7H7CI 000100-44-7 62
5 2-(3-Chlorophenyl)ethylamine 155 C8H1O0CIN 013078-79-0 32

Abundance Scan 715 (6.891 min): BG016921.D (-709) (-) m/z 90.95 100.00%
dq1
5000
126
63 660 6.80 7.00 7.20
b o5 a2 a5 505 o056 00 26.94%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10917: Benzene, 1-chloro-4-methyl-
91
5000 R R U R L
126 6.60 6.80 7.00 7.20
63 m/z 62.95 14.91%
|"??Lw“ti'wtw""|"“|""|'“'|""w"'|"'w"
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91
660 6.80 7.00 7.20
5000 m/z 89.00 14 _.45%
126
63
37
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10921: Benzene, 1-chloro-2-methyl- EREEE L, A e
il 6.60 6.80 7.00 7.20
m/z 125.00 11.80%
5000 126
63
3 1y
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.33 Concentration Rank 3

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

7.33 77.71 ng 1559270 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 790 (7.332 min): BG016921.D (-780) (-) m/z 132.00 100.00%
132
5000 68
40 “ % 700 7.20 7.40 7.60
gdd L W 267 307 355 431 489 | Lot g8 00 47.84%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #48639: Tranylcypromine-propiony!
57 132
5000 98 L AL UL IS LS
7.00 7.20 7.40 7.60
m/z 66.00 32.95%
Ilhu,hg N-Ml 158 }?% T o
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
700 7.20 7.40 7.60
5000 m/z 134.00 32.80%
104
66
14 39
mz-> 0 5 100 150 200 250 300 350 400 450 '
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R R REEEEEER s
132 7.00 7.20 7.40 7.60
m/z 69.00 19.63%
5000
67
91
'”4aWJJf“'Jw""w"'l”"|"”|"'w""w"'| A A I I R
mz-> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl11.07 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.07 7.33 ng 215364 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Decanone 156 C10H200 000624-16-8 27
2 4-Methvl(pentamethvlene)silvloxy... 312 C19H400Si 1000278-78-7 22
3 Heptanoic acid 130 C7H1402 000111-14-8 22
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 14
5 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 14
Abundance Scan 1426 (11.069 min): BG016921.D (-1420) (-) m/z 57.05 100.00%

5000

10.80 11.00 11.20 11.40
m/z 41.05  88.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26915: 4-Decanone
43
5000 71 L L I L
27 113 10.80 11.00 11.20 11.40
86 m/z 43.05 76.75%
..”P.”,””,””,”.q”.q.”q.”q.”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R RE SRR RS R
10.80 11.00 11.20 11.40
5000 m/z 71.10 66.32%
27 g5 113
61 185
129 157 211 241 269 97
mﬂmm‘wwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12980: Heptanoic acid
60 10.80 11.00 11.20 11.40
m/z 60.00 65.59%
5000
‘ 87
26 ||| ‘H\ | us1a
e e e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl11.37 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.37 14.97 ng 439923 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid. propvl ester 172 C10H2002 007778-87-2 27
2 Octane. 1-(ethenvlthio)- 172 C10H20S 042779-08-8 22
3 Oxirane-2-carboxvlic acid. 2-ami... 215 C10H17NO4 002907-73-5 22
4 Heptanedioic acid 160 C7H1204 000111-16-0 16
5 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 14

Abundance Scan 1477 (11.368 min): BG016921.D (-1467) (-) m/z 43.05 100.00%

48
60 g

5000

11.00 11.20 11.40 11.60
m/z 41.10 79.23%

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

Abundance #37246: Heptanoic acid, propyl ester
43
61
113
5000 131 LIS INLELILINL I LI LB LN LI I
11.00 11.20 11.40 11.60
m/z 60.00 77.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
11.00 11.20 11.40 11.60
5000 m/z 55.05 73.81Y%
87
101445 143 172
129 | 157

mwﬁmwwwwwmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66109: Oxirane-2-carboxylic acid, 2-aminocarbonyl-3-methy... I LS e e
11.00 11.20 11.40 11.60

m/z 87.05 71.62%

5000

Bl 172

198 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl11.43 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.43 20.68 ng 607627 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6-Di-O-methvl-_alpha.-d-agalactose 208 C8H1606 1000130-00-6 27
2 Heptane. 4-(bromomethvIl)- 192 C8H17Br 101654-29-9 14
3 4-sec-Butoxv-2-butanone 144 C8H1602 057545-63-8 14
4 7-Bromoheptanoic acid 208 C7H13Bro2 030515-28-7 14
5 2-Propenoic acid, 2-(acetylamino)- 129 C5H7NO3 005429-56-1 14
Abundance Scan 1488 (11.433 min): BG016921.D (-1482) (-) m/z 43.10 100.00%
69 87
5000
us "' 1120 11140 1160 11.80
144 : : : :
g e 392 3 Th/z 41.10  98.70%
m/z--> 50 100 150 200 250 300
Abundance #61887: 4,6-Di-O-methyl-.alpha.-d-galactose
87
45
5000 U SUNILE B BRI S
11.20 11.40 11.60 11.80
m/z 57.10 93.16%
6 114 144
—— |H Ih“‘l\ ‘:“: \‘L i Iu‘ul " I\‘\ Il?ll |1|91|20|8| — — ——
m/z--> 50 100 150 200 250 300
Abundance
57
"' 1120 11140 1160 11.80
5000 m/z 55.05 90.84Y%
113
21 83 149 192
m/z--> éo 160 1%0 260 2%0 300 '
Abundance #20002: 4-sec-Butoxy-2-butanone ARRaREEEE EEE A S
43 11.20 11.40 11.60 11.80
m/z 69.10 74 .65%
5000 71
115
Il\slt\;‘l\‘ HL'.‘J.I.%.8|.‘..1‘}O.... —— —— e AR EREAR SRt
m/z--> 50 100 150 200 250 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl11.49 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.49 10.97 ng 322193 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. dodecvl ester 296 C14H26C1202 083005-01-0 38
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 14
3 Propanedinitrile. cvclohexvl(2-m... 244 C16H24N2 074764-55-9 14
4 Heptane. 4-(bromomethvl)- 192 C8H17Br 101654-29-9 14
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 11
Abundance Scan 1498 (11.492 min): BG016921.D (-1493) (-) m/z 57.10 100.00%
57
43
73
5000
113 N MMM
‘ | | ” 157 - 11.20 11.40 11.60 11.80
“|. |I.|..u. |||I | .'.'l = —————— L m/z 55.00 82 _12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115091: Dichloroacetic acid, dodecy! ester

43 57

5000 LA L L L L L LB
11.20 11. 40 11. 60 11. 80
29 m/z 43.10 68.54%
Ll 168
I Lull
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
I AR maE s s
43 11.20 11.40 11.60 11.80
5000 28 m/z 41.10 66 .49%
113
14 85 99 135149 192
#Tmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84880: Propanedinitrile, cyclohexyl(2-methylcyclohexyl)- e ABRA RS R R
55 11.20 11.40 11.60 11.80
o7 m/z 73.00 54_.16%
83
5000
41
20 |1 89 || 110133147162176 201216 244
T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

8270-BG050515.M Fri May 08 16:27:49 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownll.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.61 10.77 ng 316468 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 4-methvl- 112 C7H120 000589-92-4 22
2 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 22
3 1-Eicosanol 298 C20H420 000629-96-9 22
4 4-Octene. (BE)- 112 C8H16 014850-23-8 18
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 18
Abundance Scan 1518 (11.609 min): BG016921.D (-1510) (-) m/z 43.10 100.00%
73
5000
11.20 11,40 11.60 11.80 12.00
m/z 41.05 98.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6345: Cyclohexanone, 4-methyl-
55
5000 AR BME B SURBLLN I
41 12 1120 11.40 11.60 11.80 12.00
- 70 8 m/z 55.10  92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 69
i 11.20 11,40 11.60 11.80 12.00
5000 m/z 73.00 76 .46%
112
27
83 o,
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116747: 1-Eicosanol AN B a s L e
43 11.20 11.40 11.60 11.80 12.00
7 m/z 69.10 67.20%
83
97
5000
29 111
T ‘12
16 | L 139153167181 106 252
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 1120 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownll.64 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.64 8.60 ng 252578 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-. ethvl ... 130 C7H1402 000108-64-5 27
2 3-Hexenoic acid. 5-hvdroxv-2-met... 158 C8H1403 123061-22-3 16
3 2-Pentadecanol acetate 270 C17H3402 1000245-62-0 16
4 2-Pentenal. 2-ethvl- 112 C7H120 003491-57-4 14
5 Octane 114 C8H18 000111-65-9 14
Abundance Scan 1523 (11.638 min): BG016921.D (-1521) (-) m/z 43.10 100.00%
48
5000
| 1o " 1140 11.60 1180 12,00
389 : : : :
, L ,....2,0?...,....,....,...-., m/z 41.00 87.29%
m/z--> 0 100 150 200 250 300 350
Abundance #13087: Butanoic acid, 3-methyl-, ethyl ester
29
57
88

11.40 11.60 11.80 12.00
m/z 85.10 68.08%

5000 } L B B i B B
‘H‘ ‘\

115
m/z--> 0 50 100 150 200 250 300 350
Abundance
43
RS maa
88 11.40 11.60 11.80 12.00
5000 m/z 55.05 59.89%
111
67 141
I H T LA A B e B B
m/z--> 0 50 100 150 200 250 300 350
Abundance #100688: 2-Pentadecanol acetate R s o
43 11.40 11.60 11.80 12.00
m/z 71.10 49.79%
5000
87
ST B G S - RN g A VAN M, VA
m/z--> 0 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl1l1l.70 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.70 16.21 ng 476266 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-(l1-methvlethv... 142 C9H180 1000292-98-8 27
2 5-Methoxvpvrimidine 110 C5H6N20 031458-33-0 25
3 4.5-Pvrimidinediamine 110 C4H6N4 013754-19-3 16
4 1-Hexadecene 224 C16H32 000629-73-2 12
5 1-Pentadecene 210 C15H30 013360-61-7 12
Abundance Scan 1533 (11.697 min): BG016921.D (-1528) (-) m/z 57.10 100.00%
5000
S NI AR SN B
143 11.40 11.60 11.80 12.00
Ao eor o see 431 o7 er 000 83,510
m/z--> 100 150 200 250 300 350 400
Abundance #19258: Tetrahydrofuran, 2-(1-methylethyl)-3,3-dimethyl-
5000 87 S NI AR SN SR
11.40 11.60 11.80 12.00
113 m/z 41.00 81.90%
IG‘J:M""""'""I""""I""I""I""
m/z--> 100 150 200 250 300 350 400
Abundance
110
11,40 11.60 11.80 12.00
5000 56 m/z 110.10 73.42%
83
mz-> 50 100 150 200 250 300 350 400
Abundance #5533: 4,5-Pyrimidinediamine
110 11.40 11.60 11.80 12.00
m/z 71.10 56.71%
5000 56 g3
m/z--> 100 150 200 250 300 350 400 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownll.74 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.74 15.09 ng 443468 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvilcvcloheptanol 128 C8H160 003761-94-2 37
2 Undeca-4.8-dione 184 C11H2002 013505-35-6 32
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 23
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 16
5 2-Octen-4-ol 128 C8H160 004798-61-2 16

Abundance Scan 1540 (11.738 min): BG016921.D (-1538) (-) m/z 55.10 100.00%

5000

11.40 11.60 11.80 12.00
m/z 57.10 72.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12091: 1-Methylcycloheptanol

5000{ 43 SN M e Sh
113 11.40 11.60 11. 80 12.00
WWWW‘J
ey

“ m/z 73.00 54 _.69%
‘\‘\ 19

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

43 71

113 11.40 11.60 11.80 12.00
5000 m/z 71.10 51.76%

141
184

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20287: 1-Pentanol, 3-methyl-2-propyl- R AR
57 11.40 11.60 11.80 12.00
m/z 43.10 39.24%
5000 o7 113
\ 84 | 143
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl11.87 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.87 10.14 ng 298082 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.2-dimethvl-3-ox... 158 C8H1403 000597-04-6 42
2 Hexanoic acid. 5-oxo-. ethvl ester 158 C8H1403 013984-57-1 37
3 Acetic acid. diethvl- 116 C6H1202 000088-09-5 27
4 2-Pentanol. acetate 130 C7H1402 000626-38-0 27
5 5-Hexen-3-ol, 2,3-dimethyl- 128 C8H160 019550-90-4 22

Abundance Scan 1562 (11.868 min): BG016921.D (-1556) (-) m/z 43.05 100.00%

5000

11.60 11.80 12.00 12.20
m/z 41.10 59.30%

295 341

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28660: Butanoic acid, 2,2-dimethyl-3-oxo-, ethyl ester
4
88
5000 116 LA L L L L L L
11.60 11.80 12.00 12.20
m/z 73.00 49 _.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
112 TT T[T r I rrrrrrrrprrrT
11.60 11.80 12.00 12.20
5000 gt m/z 87.00 47 .50%
15 158
i A B B e B R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7869: Acetic acid, diethyl- TR
43 11.60 11.80 12.00 12.20
88 m/z 87.95 46.23%
5000
“‘L 115
B B o B L e L s o AR et e S e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl12.03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.03 7.84 ng 230486 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Methoxv-N-acetvl-2-carbomethox... 175 C7H13NO4 078190-90-6 38
2 2H-1.2-Oxazine.tetrahvdro-2-methvl- 101 C5H11NO 022445-43-8 32
3 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 27
4 (RY-(-)-4-Methvlhexanoic acid 130 C7H1402 052745-93-4 27
5 Cyclododecane-1-carboxaldehyde, ... 255 C13H25N3S 1000293-93-7 22
Abundance Scan 1590 (12.032 min): BG016921.D (-1586) (-) m/z 43.10 100.00%
a6
101
5000 71
83 113 UL BRI SRR BRI B
11.80 12.00 12.20 12.40
,|,|| Lol 1 1s 77 60.00 99,500
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39490: N-Methoxy-N-acetyl-2-carbomethoxyethylamine
60 102 133
43
5000 74
11.80 12.00 12.20 12.40
144 m/z 55.10 84 .27%
"”l""ﬁ"'k'ww|""N"'|'”'|"'w"¥@|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
42 60 101
' 11.80 12,00 12.20 12,40
5000 m/z 101.00 73 .05%
2t 72 86
51
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3976: Thiazole, 4,5-dihydro-2-methyl-
60 11.80 12.00 12.20 12.40
m/z 41.00 64 .86%
101
5000
45
15 2 “‘ [, 73 8 |
m/z--> 20 40 60 80 100 120 140 160 180 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl2.21 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.21 17.45 ng 512606 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene. 7-methvl- 196 C14H28 024949-42-6 43
2 4-Octanol. 2.7-dimethvl- 158 C10H220 019781-11-4 35
3 4-Nonanol. 2-methvl- 158 C10H220 026533-31-3 35
4 Cvclohexane. 1-ethvl-1.4-dimethv... 140 C10H20 062238-32-8 27
5 Cyclohexanecarboxylic acid, 3-te... 324 C21H4002 1000280-59-7 22
Abundance Scan 1620 (12.208 min): BG016921.D (-1610) (-) m/z 69.05 100.00%
5000 115
43 11.80 12.00 12.20 12.40 12.60
b 2R 22 Tm/z 41.10 93.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53652: 6-Tridecene, 7-methyl-
55
5000 83 USSR AN
11/80 12.00 12.20 12.40 12.60
111 m/z 43.10 90.47%
“ 196
e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
i 11.80 12.00 12,20 12.40 12.60
5000 m/z 55.05 89.72%
101
140
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28229: 4-Nonanol, 2-methyl- A A WA s M
6 11.80 12.00 12.20 12.40 12.60
a1 m/z 83.10 62 .53%
5000
01
140
mz-> 0 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016921.D

Aca On : 7 May 2015 13:42

Operator : TP/1Z

Sample : 62071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.08 9.66 ng 471297 Phenanthrene-d10 17.18
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 1-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2619 (18.078 min): BG016921.D (-2614) (-) m/z 43.05 100.00%
8 78
5000 JJNAM
|17.80 18.00 18.20 18140
m/z 73.00 96.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
5000 256 LI UL SRR SO BULRA
129 ﬂmmmmmmm
213 m/z 55.00 80.33%
Uiz ]
HH ‘H‘\H\ \ \ ‘ ll“lll‘lll‘lll||||||||||||||||||||||
m/z--> 15 200 250 300 350 400 450
Abundance
43 73
|17.80 18.00 18.20 18140
5000 129 m/z 57.05 79.75%
97 199 242
157
miz-> 50 100 150 200 250 300 350 400 450
Abundance #65565: Tridecanoic acid e A AR
17.80 18.00 18.20 18.40
m/z 41.10 77 .09%
5000
171
214
j“ III'"'I'{"'I"''I""I""I""I""I TrTprTTTT T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 1780 1800 1820 1840
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050715\
Data File : BG016921.D

Acq On : 7 May 2015 13:42

Operator : TP/1Z

Sample - G2071-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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... 3.00 44.5 ng 892670 1 7.80 401284 20.0
Tetrachloroethylene 4.53 293.8 ng 5893970 1 7.80 401284 20.0
unknown4 .92 4.92 7.5 ng 150522 1 7.80 401284 20.0
Benzene, 1-chloro... 6.78 75.0 ng 1505830 1 7.80 401284 20.0
Benzene, 1-chloro... 6.89 15.7 ng 315280 1 7.80 401284 20.0
unknown7 .33 7.33 77.7 ng 1559270 1 7.80 401284 20.0
unknown1l1.07 11.07 7.3 ng 215364 2 10.59 587652 20.0
unknownl1l.37 11.37 15.0 ng 439923 2 10.59 587652 20.0
unknownll1.43 11.43 20.7 ng 607627 2 10.59 587652 20.0
unknownl11.49 11.49 11.0 ng 322193 2 10.59 587652 20.0
unknownll.61 11.61 10.8 ng 316468 2 10.59 587652 20.0
unknownll.64 11.64 8.6 ng 252578 2 10.59 587652 20.0
unknownl11.70 11.70 16.2 ng 476266 2 10.59 587652 20.0
unknownll.74 11.74 15.1 ng 443468 2 10.59 587652 20.0
unknownl1l .87 11.87 10.1 ng 298082 2 10.59 587652 20.0
unknown12.03 12.03 7.8 ng 230486 2 10.59 587652 20.0
unknownl12.21 12.21 17.4 ng 512606 2 10.59 587652 20.0

4

n-Hexadecanoic acid 18.08 9.7 ng 471297 17.18 975625 20.0
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