LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample > G4630-14

Misc :

ALS Vial : 44 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:\HPCHEM1I\BNA G\METHODS\8270-BG120215.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 5.188 395 400 408 rVB 39508 58925 2.01% 0.456%
2 5.658 472 480 490 rBV 269660 427814 14.60% 3.313%
3 7.256 745 752 760 rBV 186027 313278 10.69% 2.426%
4 7.638 810 817 828 rVB 481764 830246 28.34% 6.429%
5 8.114 891 898 905 rVB 115073 192181 6.56% 1.488%
6 8.437 946 953 964 rVB 427129 736880 25.15% 5.706%
7 9.283 1086 1097 1107 rBV 381450 669836 22.86% 5.187%
8 10.928 1370 1377 1385 rBV 161973 289634 9.89% 2.243%
9 13.366 1784 1792 1804 rBV 1118211 1751815 59.80% 13.565%
10 14.741 2020 2026 2034 rVB2 285810 456363 15.58% 3.534%

11 16.222 2270 2278 2290 rBV 962536 1498413 51.15% 11.603%
12 17.485 2486 2493 2502 rBV2 385689 595187 20.32% 4._.609%

13 18.355 2637 2641 2649 rBV2 41711 61922 2.11% 0.479%
14 19.624 2853 2857 2866 rBV2 44340 68696 2.34% 0.532%
15 19.759 2876 2880 2886 rVB 19595 29886 1.02% 0.231%
16 20.088 2929 2936 2942 rBV 2169425 2929591 100.00% 22.685%
17 20.288 2965 2970 2974 rBV 26928 37466 1.28% 0.290%
18 20.769 3048 3052 3057 rVB 49278 67172 2.29% 0.520%
19 20.840 3058 3064 3070 rVB5 26367 57098 1.95% 0.442%
20 20.981 3085 3088 3093 rBV2 33506 49358 1.68% 0.382%
21 21.028 3093 3096 3100 rVB 59807 72918 2.49% 0.565%
22 21.099 3105 3108 3113 rVB 28139 37088 1.27% 0.287%
23 21.398 3155 3159 3166 rVB7 16775 31614 1.08% 0.245%
24 21.545 3176 3184 3189 rBV 47095 85131 2.91% 0.659%
25 21.616 3193 3196 3206 rVB4 22958 48656 1.66% 0.377%

26 21.757 3213 3220 3227 rVB 463484 776491 26.51% 6.013%
27 22.091 3273 3277 3284 rVB2 20871 39918 1.36% 0.309%
28 25.035 3768 3778 3789 rBV2 247958 700883 23.92% 5.427%

Sum of corrected areas: 12914460
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample : G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019955.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample : G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown5.19 Concentration Rank 3

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

5.19 6.13 ng 58925 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 400 (5.188 min): BG019955.D (-395) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARRENAREESAREE RAREE BN
| 83.0 | 480 5.00 5.20 5.40 5.60
R e o o e e e m/z 59.00 54 _.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L R
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.80%
‘ 1l ‘. ‘ 83'0 ‘
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.87%
101.0
15.0 31.0 580 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.08%
5000
55.0
. 20 710 830 930
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample : G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 1

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

7.64 86.40 ng 830246 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 817 (7.638 min): BG019955.D (-810) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 so || %00 TR Tko 1k 850
o} N NSNS0 1. ML TV . S A0 m/z 68.00 48.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 U UL UL R
7.40 7.60 7.80 8.00
m/z 66.00 33.40%
150 280 390 520 %30 770 900 1040, |
“P'“P'”P'”P'”I””I””I””I“”I“'W”"”'W“'W"'”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R R
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.81%
w0 570 7
‘ 89.0 103.0
0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e
132.0 7.40 7.60 7.80 8.00
0
69.0 m/z 69.00 21.24%
104.0
5000
310 510 ‘
0 1 H 1 1
B A B L B B R Ra RN R R R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG120215.M Mon Dec 07 18:55:49 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample : G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.08 ng 61922 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2640 (18.349 min): BG019955.D (-2637) (-) m/z 73.00 100.00%
73.0
43.0
5000
156.9
185.1 2131 256.1 18.00 18.20 18.40 18.60
Ot el m/z 60.00 82.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 AU AR UARREE
129.0 18.00 18.20 18.40 18.60
97.0 o , m/z 55.00 79.93%
.0 185.0
0 Il‘l - i“" ||||| | HH‘ MH . H‘\ Iul |||‘| . |||||‘|| |‘| e |||“| ”2'353'(?'”" —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
18.|00 18.|20 18.40 18.|60 '
5000 m/z 57.00 71.21%
o 129.0 1710 214.0
0 7. 152.0 195.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid A RREEE R
43.0 73.0 18.00 18.20 18.40 18.60
m/z 43.00 63.43%
5000 129.0
97.0 199.0 242.0
OI H\ ’ M‘\ .....|..E-.8O.O...........|....|.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120515\
Data File : BG019955.D

Aca On : 5 Dec 2015 23:27

Operator : UM/NP

Sample : G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown2l1l.55 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.55 2.19 ng 85131 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 23
2 Methvl 4-oxo-2-pentenoate 128 C6H803 004188-88-9 17
3 .beta.-D-Fructopvranose. 2.3:4.5... 368 C17H30B207 1000156-76-8 17
4 2.5-Pvrrolidinedione. l-methvl- 113 C5H7NO2 001121-07-9 12
5 Phosphonofluoridic acid, ethyl-,... 238 C11H24FO02P 171741-07-4 12
Abundance Scan 3185 (21.551 min): BG019955.D (-3176) (-) m/z 57.05 100.00%
57.0
113.1
5000
85.0 169.1 5069 267.1 21.20 21.40 21.60 21.80
ol Al |',--.|' AL AR 349 Tz 113.10  59.36%
m/z--> 50 100 150 200 250 300 350
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 U BN BURUE UL I
21.20 21.40 21.60 21.80
‘ 113.0 m/z 111.00 23.50%
84.0
0|||||M‘|“u‘j‘|"||“uu||1|6‘8|.O|||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
113.0
43.0 LN BN SRS BN I
21.20 21.40 21.60 21.80
5000 m/z 97.00 20.37%
15.0 85.0
L s L WL L L L
m/z--> 50 100 150 200 250 300 350
Abundance #147476: .beta.-D-Fructopyranose, 2,3:4,5-di-O-(ethylboran... R R EE B
118.0 21.20 21.40 21.60 21.80
m/z 55.00 18.03%
5000 43.0
85.0 225.0
’ 169.0
o1 I\n‘, b ,‘,\.,1431;?, J, 980 | 2580 e
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120515\
Data File : BG019955.D

Acq On : 5 Dec 2015 23:27

Operator : UM/NP

Sample - G4630-14

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.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]
unknown5.19 5.19 6.1 ng 58925 1 8.11 192181 20.0
unknown? .64 7.64 86.4 ng 830246 1 8.11 192181 20.0
n-Hexadecanoic acid 18.35 2.1 ng 61922 4 17.49 595187 20.0
unknown21 .55 21.55 2.2 ng 85131 5 21.76 776491 20.0
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