LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.793 14 18 28 rvv 120681 210811 5.04% 1.005%
2 2.876 28 32 43 rVB 489950 606460 14.49% 2.891%
3 4.815 357 362 371 rVB 65492 93991 2.25% 0.448%
4 5.302 436 445 451 rBY 556676 802143 19.17% 3.824%
5 6.906 711 718 728 rBV 394643 591371 14.13% 2.819%

7.247 769 776 783 rBV 984795 1511845 36.13% 7.208%
7.705 848 854 861 rBvV 223336 355718 8.50% 1.696%
8.029 902 909 916 rVB 785438 1256751 30.03% 5.992%
743584 1200965 28.70% 5.726%
10.502 1322 1330 1340 rVB 317945 519983 12.43% 2.479%
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11 12.711 1699 1706 1711 rBV 149429 213883 5.11% 1.020%
12 12.982 1743 1752 1765 rVB 1962375 3004150 71.79% 14.322%
13 14.362 1981 1987 1994 rVB2 502294 732048 17.49% 3.490%
14 15.855 2235 2241 2248 rBV 1753474 2470690 59.04% 11.779%
15 17.106 2449 2454 2462 rBV2 664674 928956 22.20% 4._.429%

16 18.011 2603 2608 2614 rBvV2 106911 143137 3.42% 0.682%
17 19.292 2822 2826 2832 rBV3 62842 86002 2.06% 0.410%
18 19.744 2897 2903 2908 rBV 3440930 4184644 100.00% 19.950%
19 21.002 3114 3117 3123 rBV2 119569 145174 3.47% 0.692%
20 21.289 3161 3166 3171 rBV 760348 962143 22.99% 4_587%

21 23.557 3544 3552 3562 rBV2 486051 954678 22.81% 4_.551%

Sum of corrected areas: 20975543
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 3
R.T. EstConc Area Relative to ISTD R.T.

2088 34.10ng 606460  1,4-Dichlorobenzene-da 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
-Ethylformamide 73 C3H7NO 000627-45-2 9
ilane, tetramethyl- 88 C4H12Si 000075-76-3 9
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 33 (2.882 min): BG017129.D (-28) (-) m/z 73.05 100.00%

5000 43

-

i 2.802.903.003.103.203.30
e e 22 et 223t Tm/z 43.00 43.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-

Jﬁ

5000
2.802.903.003.10 3.203.30

m/z 87.10 23.87%

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

-

Abundance
73
41 2.802.903.003.103.203.30
5000 m/z 55.05 22.26%
14
T o o o e o MU s e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #720: N-Ethylformamide
30 2.802.903.003.103.203.30
73 m/z 41.00 14_.71%
5000
I“I IIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.903.003.103.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.81 5.28 ng 93991 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 361 (4.809 min): BG017129.D (-357) (-) m/z 43.00 100.00%
43
5000
101
4.40 4.60 4.80 5.00 5.20
,...'.,.6?.1.,|.1.2.8.,....,.2.21..,....,....,...3??....,..‘.‘?? m/z 59.00 57.04%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI SRR R RN

440 4.60 4.80 500 5.20
m/z 101.00  20.44%

101
e L e o o o o oI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.05 10.25%

101

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

Abundance #3955: 2,3-Butanedione, monooxime
3 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.27%
5000
101
B .
m/z--> 0 50 100 150 200 250 300 350 400 450 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 unknown7.25 Concentration Rank 1

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

7.25 85.00 ng 1511850 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 777 (7.253 min): BG017129.D (-769) (-) m/z 132.00 100.00%
132
5000 68
40 9 TN 25 7 7 Ra
54 7.00 7.20 7.40 7.60
I R J LSS 207 Thnz 68.10  42.59%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 U UL L L L
7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 33.16%
...‘.,.‘.‘.ﬁ(‘)..‘..$|0....‘|.“.1.1.5,.. et
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
700 7.0 7.40 7.60
5000 97 m/z 66.00 31.26%
70
31
44 60 86 116
m/z--> 4 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- T
132 7.00 7.20 7.40 7.60
m/z 69.10 19.35%
5000
69
9 57
H | g 8 109
T "'HM'””' |“"‘P?""J|H"%%5l" I AL SRR DAL DU U UL L L L
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 3-Hexenoic acid, 5-hydroxy-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 5.84 ng 213883 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 59
2 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 53
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 47
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 38
Abundance Scan 1706 (12.711 min): BG017129.D (-1699) (-) m/z 43.05 100.00%
B N
5000
| 98 IS I WS A W
143 173 12.40 12.60 12.80 13.00
A .-l.'“, b PO 286 3% 455 77 71.00  99.84%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #19878: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]-
43 71
5000 BRSNS SRR SRS
12.40 12.60 12.80 13.00
‘ 111 m/z 83.10 41.82%
|..H.‘.Hl“hh.“.“‘.‘”‘.“l.‘.‘.1.4?....|....|....|....|....|....|.
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
71
43 1240 12.60 12.80 13.00
5000 m/z 41.00 41.29%
% 143173
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #20036: Butanoic acid, butyl ester RN RN R R e S
7 12.40 12.60 12.80 13.00
m/z 56.10 37.31%
43
5000
1.51 Ly ot
mz-> 0 50 100 150 200 250 300 350 400 450 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.01 3.08 ng 143137 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Hexanoic acid 116 C6H1202 000142-62-1 30
Abundance Scan 2608 (18.011 min): BG017129.D (-2603) (-) m/z 43.10 100.00%
a8 B
5000 129
213 256
o7 ”1 ‘ | 17.60 17.80 18.00 18.20 18.40
149| g B [ m/z 73.00 99.26%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.60 17.80 18.00 18.20 18.40
213 m/z 60.00 96.47%
| L s
II‘I‘Iw‘I\\\\I\\‘\\H ‘H ‘\H\ I\III‘I‘IMI |‘|2|3|6 ‘||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
17.60 17.80 18.00 18.20 18.40
m/ 41.10 92 .26%
5000 129 z 0
185
97
18 157 228
m/z--> o 'go' B 160" "150" "260" "250" ' 560" ' ééo" -
Abundance #83686: Pentadecanoic acid
43 73 17.60 17.80 18.00 18.20 18.40
m/z 55.00 84 .36%
5000 129
‘ 97 199 242
157
: I{I LJI\HI ||‘H|JI|L Mlul I‘I‘I F‘?pl ‘i e — —— ——r— ——r—
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40

8270-BG051315.M Thu May 14 13:43:20 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
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 Isotridecanol- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.00 3.02 ng 145174 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isotridecanol- 200 C13H280 027458-92-0 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
3 1-Eicosene 280 C20H40 003452-07-1 89
4 Cycloeicosane 280 C20H40 000296-56-0 87
5 1-Eicosanol 298 C20H420 000629-96-9 87

Abundance Scan 3117 (21.002 min): BG017129.D (-3114) (-) 43.05 100.00%

69 97

5000

]

152 182208 244 280 20.60 20.80 21.00 21.20 21.40
m/z 55.10 91.09%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56261: Isotridecanol-
69
41

5000 R R RS
20. 60 2080 21. OO 21. 20 21. 40

m/z 57.05 82.73%

125

125 154

A \m P
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83
20.60 20.80 21.00 21.20 21.40
5000 11 m/z 69.05 69.64%
139 167 196200 266 294 300
L I o o i B A e o e I BN o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106396: 1-Eicosene
43 20.60 20.80 21.00 21.20 21.40
83 m/z 97.10 68.60%
5000 11
139 280
L i e e LA A s o o
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051315\
Data File : BG017129.D

Acq On : 14 May 2015 4:27

Operator : TP/1Z

Sample : G2173-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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... 2.88 34.1 ng 606460 1 7.71 355718 20.0
2-Pentanone, 4-hy... 4.81 5.3 ng 93991 1 7.71 355718 20.0
unknown? .25 7.25 85.0 ng 1511850 1 7.71 355718 20.0
3-Hexenoic acid, ... 12.71 5.8 ng 213883 3 14.36 732048 20.0
n-Hexadecanoic acid 18.01 3.1 ng 143137 4 17.11 928956 20.0
Isotridecanol- 21.00 3.0 ng 145174 5 21.29 962143 20.0
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