LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

3?22'6 i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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
1 2.782 13 16 21 rBV3 38782 66172 1.34% 0.176%
2 2.864 25 30 35 rBY 630999 776079 15.71% 2.063%
3 2.905 35 37 43 rvVB2 44134 53385 1.08% 0.142%
4 4.151 244 249 256 rBvY 65580 91627 1.85% 0.244%
5 4.738 342 349 358 rVvB 1180392 1658375 33.57% 4.409%
6 5.196 420 427 438 rBV 1844140 2660556 53.85% 7.073%
7 5.796 523 529 536 rBV 118534 169443 3.43% 0.450%
8 6.771 687 695 712 rVvB 1880895 2903875 58.78% 7.720%
9 7.123 747 755 765 rBV 1894797 3061801 61.97% 8.140%
10 7.582 827 833 843 rVB 326486 525411 10.63% 1.397%

11 7.905 880 888 896 rBV 1343710 2166383 43.85% 5.760%
12 8.739 1022 1030 1038 rBV 1109464 1800587 36.45% 4.787%
13 10.361 1299 1306 1314 rVB 463320 787288 15.94% 2.093%
14 12.858 1724 1731 1738 rBV 2648422 3982881 80.62% 10.589%
15 13.704 1868 1875 1885 rVB 576438 809835 16.39% 2.153%

16 14.245 1960 1967 1975 rBvV2 720354 1104701 22.36% 2.937%

17 15.079 2101 2109 2112 rBV2 37987 84115 1.70% 0.224%
18 15.737 2215 2221 2230 rBV 2059582 2964488 60.00% 7.881%
19 15.978 2258 2262 2274 rBV 51591 93756 1.90% 0.249%
20 16.771 2392 2397 2402 rBV2 67721 90871 1.84% 0.242%

21 16.994 2429 2435 2445 rBV2 916320 1296302 26.24% 3.446%
22 17.394 2496 2503 2514 rBV 216320 338710 6.86% 0.900%

23 17.511 2519 2523 2528 rVB 76954 89424 1.81% 0.238%
24 17.911 2587 2591 2597 rBV2 123148 187286 3.79% 0.498%
25 18.205 2636 2641 2646 rBV 56406 72562 1.47% 0.193%

26 18.340 2660 2664 2669 rBV2 115173 136291 2.76% 0.362%
27 18.775 2733 2738 2747 rBV 648189 845806 17.12% 2.249%
28 19.068 2782 2788 2797 rBVS 17501 50546 1.02% 0.134%
29 19.203 2807 2811 2817 rBV6 34033 56432 1.14% 0.150%
30 19.644 2879 2886 2897 rBV 3938034 4940439 100.00% 13.135%

31 20.296 2993 2997 3003 rBvV 63660 80157 1.62% 0.213%
32 20.919 3099 3103 3112 rBV 133364 207201 4._.19% 0.551%
33 21.195 3144 3150 3158 rBV 1160959 1452545 29.40% 3.862%
34 22.376 3346 3351 3361 rVB 387309 529410 10.72% 1.407%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.410 3520 3527 3540 rVB 749171 1420895 28.76% 3.778%

36 24.697 3741 3746 3747 rBVS5 39742 57952 1.17% 0.154%

Sum of corrected areas: 37613587
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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

Abundance TIC: BG017966.D

3500000
3000000
2500000
2000000 5.20 6.77 7.12

1500000 7.90
4.74 8.74

1000000
2.86

500000 J@; _— 10.36
e |

S T T e T s ) IS | MIISMBEMINS | SIS SN | S N

T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017966.D

19.64
3500000

3000000
12.86
2500000

15.74
2000000

1500000
1000000 16.99

14.24
13.70 18.77
500000

15.08 ﬂls.gs 16.77 17]'@951 17.9% 81834 1919720 20.30

Time--> 12.00 12.50 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 TIC: BG017966.D

3500000
3000000
2500000
2000000
1500000
21.20

1000000 23.41

500000 22.38

20.92 A
i | 2470

R AR RRRREEEEL L L s L e e SRR L L AABREAR

Time--> 21.00 2150 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 4

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

2.86 29.54 ng 776079 1,4-Dichlorobenzene-d4 7.59
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 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 29 (2.858 min): BG017966.D (-25) (-) m/z 73.10 100.00%
7B
5000
43
l 124 409 475 2.802.90 3.00 3.10 3.20 3.30
0 Lt 98 A5 Tm/z 43.05 29.32%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.90 3.00 3.10 3.20 3.30
m/z 87.10 25.24%
L S L UL UL L UL UL L B SR
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
73
2.802.90 3.00 3.10 3.20 3.30
5000 m/z 55.05 21.82%
45
101
L S L UL UL L UL UL S B B
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance #720: N-Ethylformamide
30 2.802.90 3.00 3.10 3.20 3.30
73 m/z 71.10 11.03%
5000
me AI”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z-> 0 50 100 150 200 250 300 350 400 450 2.802.90 3.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 3 Propane, 1,1-dimethoxy- Concentration Rank 14

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

2.90 2.03 ng 53385 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 56
2 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9CI102 000097-97-2 38
3 2H-Oxireno[3,4]cyclopenta[l,2-c]... 214 C10H1405 1000141-74-6 9
4 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11Cl102 035502-06-8 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

Abundance Scan 36 (2.899 min): BG017966.D (-35) (-) m/z 75.00 100.00%
75
5000
3 s 207 280 300 320
o A B e m/z 49.00 32.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 T L
280 300 320
H m/z 45.00 32.69%
OIII\IIIWH\IHHH ..‘l‘l|.8.8..]|-0.3...|....|....|....|....|....
m/z--> 20 80 100 120 140 160 180 200
Abundance
75
o 280 300 320
5000 43 m/z 47.00 16.60%
il WWM
58 123
G T UL I I WL WL B LI L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65233: 2H-Oxireno[3,4]cyclopenta[1,2-c]furan-2-one, 1a,1b... LI e e o e e
75 280 300 320
m/z 41.00 12 _.39%
5000
47
o || 58 || 95107 123 139 183
m/z--> 20 45 65 80 160 150 140 160 180 200 280 300 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4._.15 3.49 ng 91627 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 249 (4.151 min): BG017966.D (-244) (-) m/z 83.00 100.00%
g3
55
5000 98
43
TP R T
3.80 4.00 4.20 4.40
0 ...,....-Ll-‘..-d:'-: oL e 8% "m/z 55.00 78.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RS SRR LN IR
29 98 3.80 4.00 4.20 4.40
m/z 98.00 44 _98%
0 H \‘\\\ H‘ | 67 ! 1
L P PR SN FURLELEL UL AL SURLALELA SRR WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 380 4.00 420 440
5000 43 m/z 43.00 29_75%
98
29
69
L S S L L WL BN BRI WU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- B B
5 83 3.80 4.00 4.20 4.40
m/z 38.95 22 _.41%
5000 41 98
27 69
0 ||1|5||‘|‘||‘i“||‘|“l||‘|“|||‘l|||‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.74 63.13 ng 1658380 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 349 (4.738 min): BG017966.D (-342) (-) m/z 43.00 100.00%
43
59
5000
101
T
4.40 4.60 4.80 5.00
83
o....,....l,':..+|,..7.1.,~....',...1?‘,3....,....,....,....,2.97.. m/z 59.00 59.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN R SRR LS L
59 440 460 4.80 500
m/z 101.00 28.23%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500
5000 m/z 58.00 17.83%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e REEEEEEE R ./,\-
50 4.40 4.60 4.80 5.00
m/z 41.05 8.68%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 6 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.80 6.45 ng 169443 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 2,3-Pentanedione 100 C5H802 000600-14-6 22
3 6-Hydroxy-4,4,6-trimethyltetrahy... 191 C7H13N0OS2 016504-29-3 12
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 12
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 12

Abundance Scan 530 (5.802 min): BG017966.D (-523) (-) m/z 73.10 100.00%
73
43
5000
5 | g 100 1P 540 560 580 6.00 620
SNBSS ¥1 PSSR I S L m/z 43.00 73.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 USRI R RSN SRR R
5.40 5.60 5.80 6.00 6.20
115 m/z 115.00 14.61%
29 | 55 g5 0
O L T T o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
29 540 560 580 6.00 6.20
5000 57 m/z 41.10 9.04%
15 100
69 85
L L S S UL UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49935: 6-Hydroxy-4,4,6-trimethyltetrahydro-1,3-thiazin-2-...
43 5.40 5.60 5.80 6.00 6.20
m/z 100.00 8.05%
5000
76
‘ 58 99
o WLl | 86 M 113123133 157 191
m/z--> 20 40 6|0 80 100 120 140 160 180 ' 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 unknown7.12 Concentration Rank 1

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

7.12 116.55 ng 3061800 1,4-Dichlorobenzene-d4 7.59
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (7.118 min): BG017966.D (-747) (-) m/z 132.00 100.00%
132
5000 o8
B
40 54 6.80 7.00 7.20 7.40
Ot '|-|..8.2...l,':.1.1.?..~.,....,....,1.5?7..,2.9?.,....,....,....,..2]5’.?. m/z 68.10 36.43%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RARAS AR RS
6.80 7.00 7.20 7.40
31 51 ‘ m/z 134.00 33.15%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.00 24.46%
41 97
117
o 81
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl L EEmaA T E e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.58%
5000 og 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 Cyclotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.39 5.23 ng 338710 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 96
2 1-Heptadecanol 256 C17H360 001454-85-9 95
3 1-Tetradecene 196 C14H28 001120-36-1 94
4 Cyclohexadecane 224 C16H32 000295-65-8 94
5 1-Pentadecanol 228 C15H320 000629-76-5 94

Abundance Scan 2502 (17.388 min): BG017966.D (-2496) (-) m/z 55.05 100.00%

55
43 69

5000

125

224 17.00 17.20 17.40 17.60 17.80

140 155168 196 252

o} m/z 83.05 96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53623: Cyclotetradecane
55 83
41 69
97
5000 ||||||||||||||||||||||
111 196 17.00 17.20 17.40 17.60 17.80
m/z 43.05 82.16%
)L ) e s
o S Y e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55 69 83
RS RESEETee A
97 17.00 17.20 17.40 17.60 17.80
5000 m/z 69.05 78.38%
111
29
125

139 154 168 182 210 238

o e R

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

Abundance #53618: 1-Tetradecene

3 55 17.00 17.20 17.40 17.60 17.80
m/z 40.95 72.19%

5000

111

125140154 168 196
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 10 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.89 ng 187286 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 2591 (17.911 min): BG017966.D (-2587) (-) m/z 73.00 100.00%
43 B
129
5000
213 256
157 185
17.60 17.80 18.00 18.20
(o} m/z 43.10 82 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LR U SRR BN SULR L
17. 60 17. 80 18 00 18.20
129 - m/z 57.10 76.67%
. 1% Jton 7 152171 104213 2397
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance
a3 8
17.I60 17.|80 18.|00 18.|20 '
5000 m/z 60.00 68.26%
129
97 171 214
0 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37189: n-Decanoic acid
60 17.60 17.80 18.00 18.20
m/z 40.95 56.46%
5000 41
129
87
112 172
m/z--> 20meommmmmmmmmmnmm%wmmmm ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 11 Isopropyl Palmitate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.10 ng 136291 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Palmitate 298 C19H3802 000142-91-6 74
2 lIsopropyl Myristate 270 C17H3402 000110-27-0 43
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
4 Urea, (2-thiazolin-2-yl)- 145 C4H7N30S 015823-99-1 27
5 Silanamine, 1,1,1-trimethyl-N-[2... 281 C14H27NOSi2 054965-31-0 14
Abundance Scan 2664 (18.340 min): BG017966.D (-2660) (-) m/z 43.05 100.00%
43
102
5000
18.00 18.20 18.40 18.60
o} m/z 102.00 74 _.37%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #116646: Isopropy! Palmitate
43
60 102
5000 AR L BN IR
18.00 18.20 18.40 18.60
8 129 239 m/z 256.20 61.36%
o,uuﬂmyﬁh
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
a3 102
18.00 18.20 18.40 18.60
m/ 59.95 57.47Y%
5000 228 z 0
129 211
185
o2 83 150168
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43 18.00 18.20 18.40 18.60

m/z 41.00 48_.31%

5000

213

157 185

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 12 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.77 13.05 ng 845806 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 98
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 1-Octadecene 252 C18H36 000112-88-9 94
5 Cyclohexadecane 224 C16H32 000295-65-8 94
Abundance Scan 2737 (18.769 min): BG017966.D (-2733) (-) m/z 55.05 100.00%

5000

125 A’*‘-L#

) 139154 168182 196210224037 252 18.40 18.60 18.80 19.00

m/z 83.10 95.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89757: E-15-Heptadecenal

5000

18.40 18.60 18.80 19.00
m/z 69.10 90.63%

125
o ‘ 139 154168182196 210224238252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55

a1 69 83 18.40 18.60 18.80 19.00
5000 o m/z 57.05 87.06%
o 111
o 125139 154168181195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene . T TS SR

18.40 18.60 18.80 19.00
m/z 97.05  79.30%

125
139
154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 40 18 60 18 80 19. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 13 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.85 ng 207201 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Docosanol 326 C22H460 000661-19-8 87
3 Cycloeicosane 280 C20H40 000296-56-0 86
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 58
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 53
Abundance Scan 3103 (20.919 min): BG017966.D (-3099) (-) m/z 83.05 100.00%
57
5000 4 s
126 153 207 282 20.60 20.80 21.00 21.20
— 182, 234239 5% | "m/z 57.10 89.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 USRS SUNRE
29 20.60 20.80 21.00 21.20
195 m/z 43.05 82.74%
ol14 | | 153168
m/z--> 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 79 .36%
111 208
67
. 27 126 153168 195 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106397: Cycloeicosane
55 20.60 20.80 21.00 21.20
83 m/z 55.05 68.05%
B J&M‘M
29
ol Ll 126 153168 196 2024 252 280
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

ﬁ?ggle i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.38 7.45 ng 529410 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 99
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 64
Abundance Scan 3352 (22.382 min): BG017966.D (-3346) (-) m/z 69.10 100.00%
69
5000

41 95 137 [Trrrrrrrg

22.00 22.20 22.40 22.60
175 207 341
ol .1,*.' g dy 275207231 273200 341367 410 458 | o g1.05  50.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158504: Squalene
69
5000 41 [TrTr[rrrr[frrrprrrorpm
22.00 22.20 22.40 22.60
m/z 41.05 17.48%
N “M M il ;61 191217 273299 341367 410
e T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
R R
22.00 22.20 22.40 22.60
5000 m/z 137.10 14 .82%
41
% 121 19
o 175203 231 273 299 341367 410
T T T T e T T e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... RERREEEEEaEEEas LE
69 22.00 22.20 22.40 22.60
m/z 95.10 13.34%
50001 41
93
h 136,
ool bl g L2192 o1 273 G153 3 || el e e
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017966.D

Acq On 19 Jul 2015 20:34

Operator : TP/UM

3?22'6 i 62975-01 AB-SLOPE-FAIL-1(0-2
ALS Vial : 42 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 29.5 ng 776079 1 7.59 525411 20.0
Propane, 1,1-dime... 2.90 2.0 ng 53385 1 7.59 525411 20.0
3-Penten-2-one, 4. .. 4.15 3.5 ng 91627 1 7.59 525411 20.0
2-Pentanone, 4-hy... 4.74 63.1 ng 1658380 1 7.59 525411 20.0
2-Pentanone, 4-me. .. 5.80 6.5 ng 169443 1 7.59 525411 20.0
unknown7 .12 7.12 116.6 ng 3061800 1 7.59 525411 20.0
Cyclotetradecane 17.39 5.2 ng 338710 4 16.99 1296300 20.0
n-Hexadecanoic acid 17.91 2.9 ng 187286 4 16.99 1296300 20.0
Isopropyl Palmitate 18.34 2.1 ng 136291 4 16.99 1296300 20.0
E-15-Heptadecenal 18.77 13.1 ng 845806 4 16.99 1296300 20.0
1-Docosene 20.92 2.9 ng 207201 5 21.20 1452550 20.0
Squalene 22.38 7.5 ng 529410 6 23.41 1420900 20.0
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