LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017957.D
Acq On 18 Jul 2015 11:08 Instrument :
Operator : TP/UM ?le\!A_(tSS el

- _ lentosampleld :
3?22'6 : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 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-BG071715_.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

2.786 13 17 23 rvv3 35218 58253 1.02% 0.158%
2.863 25 30 35 rBv 539880 633900 11.09% 1.722%
rvB 45329 57269 1.00% 0.156%
4.731 343 348 358 rvB 138907 209252 3.66% 0.568%
5.195 419 427 435 rBV 1843522 2644656 46.26% 7.184%

abrwNPE
N
O
o
IS
w
a1
w
\l
I
N

6 6.770 687 695 707 rBV 1881867 2939965 51.43% 7.986%
7 7.122 747 755 764 rBV 1947270 3072996 53.75% 8.347%
8 7.586 827 834 840 rBV 348703 562069 9.83% 1.527%
9 7.904 880 888 895 rBV 1339503 2183148 38.19% 5.930%
10 8.738 1022 1030 1039 rBV 1113716 1813625 31.73% 4.926%

11 10.366 1300 1307 1315 rBV 501986 858836 15.02% 2.333%
12 12.857 1724 1731 1740 rBV 2785653 4073954 71.26% 11.066%
13 13.703 1869 1875 1880 rBV 469284 613956 10.74% 1.668%
14 14.243 1960 1967 1975 rBvV2 778817 1224857 21.43% 3.327%
15 15.742 2215 2222 2233 rBV 2379999 3421042 59.84% 9.293%

16 15.977 2257 2262 2266 rBV 54182 89890 1.57% 0.244%
17 16.770 2393 2397 2402 rBV2 52950 70334 1.23% 0.191%
18 16.993 2429 2435 2442 rBV2 1028327 1448573 25.34% 3.935%
19 17.910 2586 2591 2602 rBV2 97962 175634 3.07% 0.477%
20 19.643 2880 2886 2896 rBV 4534017 5716682 100.00% 15.528%

21 20.342 2998 3005 3016 rBV 768846 1103375 19.30% 2.997%
22 20.924 3099 3104 3111 rBV 415377 541778 9.48% 1.472%
23 21.194 3145 3150 3160 rBV 1291329 1608099 28.13% 4_.368%
24 23.415 3520 3528 3536 rBV 861794 1585512 27.73% 4_.307%
25 24.055 3632 3637 3646 rVB7 50620 106829 1.87% 0.290%

Sum of corrected areas: 36814484
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Data Path :
Data File :
Acqg On :
Operator : TP/UM
Sample :
Misc :
ALS Vial :

G2996-

01

LSC Report - Integrated Chromatogram

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA_G\DATA\BGO71715\
BGO17957.D
18 Jul 2015 11:08

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M

Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

SOUTH-EAST-FLOOR1-071415

Abundance

4000000
3000000
2000000

1000000
2.86

2 deo

4.73
A

5.20

TIC: BG017957.D

6.77 712

7.90
8.74

7.59

10.37

o
Time->  3.00 3.0

4.00

4.50

5.00 5.50 6.00

6.50 7.00 7.50

8.00 850 9.00

T
9.50

T
10.00 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

12.86

13.70

14.24

TIC: BG017957.D

15.74

15.98

16.99

16.77 17.91

19.64

(.
LI

] R —

Time--> 12.00 1250 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

Abundance

4000000

3000000

2000000

21.19

1000000
20.92

23.41

24.06

TIC: BG017957.D

Ol T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 2500 2550 26.00 2650 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\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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.

2.86 22.56 ng 633900 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 30 (2.863 min): BG017957.D (-25) (-) m/z 73.05 100.00%
7B
5000
43 - 87
2.802.903.00 3.10 3.20 3.30
o....,....l,'-.'..|.,..'.-.,....1??...,.1??.,..1?.4,....,..1.9?,2]97.. m/z 43.05 30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.00 3.10 3.20 3.30
55 87 m/z 87.10 24.75%
29
0"”I'@”“”'WI'J“I'L”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.802.903.00 3.10 3.20 3.30
5000 m/z 55.05 20.79%
45
29
O '??""I" '}P}"'I" U N SRR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.802.903.00 3.10 3.20 3.30
m/z 71.10 11.17%
5000 43 87
15 72
0'"'|Jw'fh"ﬁg'l'l"“l""l“"l"'w""l“"l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 2.802.903.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 unknown4.73 Concentration Rank 5

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

4.73 7.45 ng 209252 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23

Abundance Scan 348 (4.731 min): BG017957.D (-343) (-) m/z 43.00 100.00%
43
59
5000
101 S ASSECESEREE
440 4.60 4.80 5.00
83
Ol Sl 8+ "m/z 59.00 56.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR IS AR
59 440 460 480 500
m/z 101.00 25.34%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 4.60 480 500
5000 m/z 58.00 16.18%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester T T T T T R
43 440 4.60 4.80 5.00
m/z 41.00 9.54%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

Sample - G2996-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 5 unknown7.12 Concentration Rank 1

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

7.12 109.35 ng 3073000 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 755 (7.122 min): BG017957.D (-747) (-) m/z 132.00 100.00%
132
5000 o8
0o || L% s | 8B Th0 750 T
o} m/z 68.10 36.26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR RARAE RS
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.97%
0I"L%H'H'IJTJI'”'IJ”'I"“I"”I"'W""P"'I”
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.00 23.77%
41 97
53
29 117
R L S L L B L B B B L W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13640: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L L L B B
132 6.80 7.00 7.20 7.40
m/z 69.10 15.54%
117
5000
39 91
a 1S er |us) )
Ol't'w”“”wﬂ"m"‘wv"ﬁ'” R S S B S S L R LR
mz-> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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.
17.91 2.42 ng 175634 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2591 (17.910 min): BG017957.D (-2586) (-) m/z 73.10 100.00%

43

5000

17.60 17.80 18.00 18.20
m/z 43.05 93.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92226: n-Hexadecanoic acid
43

5000 LA L L L L L LB L |
17.60 17.80 18.00 18.20
) 129 256 m/z 60.00 81.40%
L
Orrrrrrrr iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43
17.60 17.80 18.00 18.20
5000 12 m/z 41.00 64.07%
185 228
27 97

149166 211

O S A AN LA AL AN KARAS LALRS LARRS LALAS LUARS AN SALAN SRS SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65566: Tridecanoic acid L o R ama s B
73 17.60 17.80 18.00 18.20
m/z 57.05 59.01%
43
5000
129
) ‘ il 214
0..W.K.M”1.J‘ m.ﬂum...”‘“??.“..}??.l P el S o L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18. OO 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.34 13.72 ng 1103380 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Nonanamide 157 C9H19NO 001120-07-6 53
3 Dodecanamide 199 C12H25N0O 001120-16-7 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 38
Abundance Scan 3005 (20.342 min): BG017957.D (-2998) (-) m/z 59.00 100.00%
9
5000
83 126
3 154 281 20.00 20.20 20.40 20.60
ol Of | 27 189207 238 2% 300 357 415 | nsz 72.00  70.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106876: 9-Octadecenamide, (2)-
59
5000 ‘VWWVVLPWM
20.00 20.20 20.40 20.60
m/z 55.05 37.87%
‘ 86 126 154 281
) E— I\‘ H;\ \IM\‘I\M ‘:‘”:“‘: I le |1|8? IZEI'ZI |23|8 i I‘\I R e N
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
20.00 20.20 2040 20.60
5000 m/z 41.05 29.96%
o 29 86 114 157
mz-> 50 100 150 200 250 300 350 400
Abundance #55487: Dodecanamide T R
59 20.00 20.20 20.40 20.60
m/z 43.10 24 .59%
5000
28
oL L P 128156 109
m/z--> 5|0 1(I)O 1é0 2(I)O 25|O 3(I)O 35|O 4(I)O 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 9 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.92 6.74 ng 541778 Chrysene-d12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Octadecanol 270 C18H380 000112-92-5 94
Abundance ‘Scan 3103 (20.918 min): BG017957.D (-3099) (-) m/z 83.05 100.00%

5000

L

20 60 20. 80 21. 00 21 20
182
o 208224 244 265280 308 m/z 55.05 93.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 jL

Abundance #106398: 5-Eicosene, (E)-
55

83

5000

20 60 20. 80 21. OO 21 20
m/z 57.10 92 .31%

Ll 126 153168 196 223 252 280
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83

20.60 20.80 21.00 21.20
5000 m/z 97.05 87.11%

111

o

67
126 154 182 909224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R R e e ANE
20.60 20.80 21.00 21.20
m/z 43.05 84 .09%
5000
125
0 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\

Data File : BG017957.D

Acq On 18 Jul 2015 11:08

Operator : TP/UM

ﬁ?ggle : 62996-01 SOUTH-EAST-FLOOR1-071415
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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... 2.86 22.6 ng 633900 1 7.58 562069 20.0
unknown4 .73 4.73 7.5 ng 209252 1 7.58 562069 20.0
unknown7 .12 7.12 109.3 ng 3073000 1 7.58 562069 20.0
n-Hexadecanoic acid 17.91 2.4 ng 175634 4 16.99 1448570 20.0
9-Octadecenamide, ... 20.34 13.7 ng 1103380 5 21.19 1608100 20.0
5-Eicosene, (E)- 20.92 6.7 ng 541778 5 21.19 1608100 20.0
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