LSC Area Percent Report

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

3?22'6 i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 2.864 26 30 45 rVB 385706 513963 10.13% 1.397%
2 3.270 96 99 106 rVB 47667 62567 1.23% 0.170%
3 4.151 244 249 255 rVB 64003 84656 1.67% 0.230%
4 4.739 342 349 358 rBV 1123010 1551925 30.58% 4.219%
5 5.197 420 427 438 rBV 1628345 2417153 47.62% 6.571%
6 5.796 524 529 534 rBV 111283 153679 3.03% 0.418%
7 6.772 687 695 709 rvB 1705736 2723214 53.65% 7.403%
8 7.124 746 755 763 rBV 1766102 2833169 55.82% 7.702%
9 7.582 826 833 843 rBVY 358516 576643 11.36% 1.568%
10 7.900 878 887 896 rvB 1257288 2066199 40.71% 5.617%

11 8.740 1020 1030 1039 rBV 1036852 1719366 33.87% 4.674%
12 10.362 1297 1306 1313 rBV 527434 892203 17.58% 2.425%
13 12.859 1721 1731 1739 rBV 2687091 4060356 80.00% 11.038%
14 13.705 1869 1875 1884 rVB 606689 825414 16.26% 2.244%
15 14.239 1960 1966 1973 rBvV2 812014 1285758 25.33% 3.495%

16 14.803 2054 2062 2072 rBV 70910 276502 5.45% 0.752%
17 15.080 2102 2109 2112 rBV2 53030 110499 2.18% 0.300%
18 15.738 2214 2221 2231 rBV 2289565 3229444 63.63% 8.779%
19 15.979 2257 2262 2265 rBV 57941 84269 1.66% 0.229%
20 16.772 2390 2397 2401 rBV2 80450 106529 2.10% 0.290%

21 16.995 2429 2435 2443 rBV2 1014060 1508772 29.73% 4.101%
22 17.395 2496 2503 2515 rBV3 149474 247320 4.87% 0.672%

23 17.512 2519 2523 2527 rVB 79279 90213 1.78% 0.245%
24 17.912 2587 2591 2598 rBV3 162903 256601 5.06% 0.698%
25 18.205 2637 2641 2646 rBV2 52474 82376 1.62% 0.224%
26 18.346 2661 2665 2670 rVB2 66111 81788 1.61% 0.222%
27 18.775 2735 2738 2745 rBV3 71609 116771 2.30% 0.317%
28 19.204 2808 2811 2820 rVB10 35472 57197 1.13% 0.155%
29 19.351 2833 2836 2841 rVB4 50033 68710 1.35% 0.187%

30 19.645 2880 2886 2893 rBV 4033534 5075644 100.00% 13.798%

31 20.920 3099 3103 3109 rBvV 109370 159949 3.15% 0.435%
32 21.196 3144 3150 3160 rBV 1330913 1626205 32.04% 4.421%
33 22.377 3347 3351 3358 rVB 108891 157272 3.10% 0.428%
34 22.753 3411 3415 3423 rVB4 42455 75505 1.49% 0.205%
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LSC Area Percent Report

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 23.411 3520 3527 3535 rBV2 863594 1608435 31.69% 4._.372%

Sum of corrected areas: 36786266
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO071915\

BG017969.D

19 Jul 2015 22:20

TP/UM

G2975-11

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

AB-SLOPE-FAIL-6(0-2

Abundance
4000000

3000000

2000000

1000000

!\ 3.27

TIC: BG017969.D

520 6.77 712

7.90

4.74 8.74

7.58

4.15 5.80

10.36

T
Time-->

3.00

A-

T
350 400 450 500 550 6.00 650 700 750 8.00 850

9.00

T
9.50 10.00 10.50 11.00

Abundance
4000000

3000000

2000000

1000000

TIC: BG017969.D

12.86
15.74

16.99
14.24
13.70

L15.98

14.805.08 16.77
Lo A

133%1 f&g]ls;l@}% 18.78 1912035

19.64

0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 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

1000000

20.92

TIC: BG017969.D

21.20

23.41

22.38
LTR22.75

0
Time-->

21.00 21.50 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 : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.86 17.83 ng 513963 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 17
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 29 (2.859 min): BG017969.D (-26) (-) m/z 73.05 100.00%
3
5000
43 - g7
2.802.903.00 3.10 3.20 3.30
0 ,....','-.'..|.,..|. N R S — m/z 43.05 31.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.00 3.10 3.20 3.30
55 87 m/z 87.05 24.08%
29
o) S —
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance
73
2.802.903.00 3.10 3.20 3.30
5000 m/z 55.00 20.88%
45
29
0 I""I'"??""I"'}?}"'I"" B SSRB SR SRR SRR
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #1855: Acetamide, N-ethyl-
30 2.802.903.00 3.10 3.20 3.30
m/z 71.10 11.38%
5000 43 87
72
bl 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BGO71915\
Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

Sample : G2975-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 2 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 10

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

3.27 2.17 ng 62567 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 64
2 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 47
3 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 45
4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 40
5 Propanamide, N,N-dimethyl- 101 C5H11NO 000758-96-3 38

Abundance Scan 99 (3.270 min): BG017969.D (-96) (-) m/z 43.00 100.00%
101
5000
R R AR RS EEARE
3.00 3.20 3.40 3.60
0 m/z 100.95 68.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7940: 1,3-Dioxolane, 2,2,4-trimethyl-
43
5000 LA L I L L L L L L LB
101 3.00 3.20 3.40 3.60
72 m/z 42.00 28.69%
27 ‘ 58
o | 86 115
e AL o e e o e o O L I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
R AR Sy S e
27 101 3.00 3.20 3.40 3.60
5000 m/z 72.00 24.97%
59 72 86
O T T T T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4167: 1,3-Dioxane, 4-methyl-
43 3.00 3.20 3.40 3.60
m/z 41.00 15.89%
101
5000 29 55
72
LAk LT
0.”.,”.ﬂﬂ..h.n”,.”.,”..“..w..” — R RIS
m/z--> 60 80 100 120 140 160 180 200 220 3.00 3.20 3.40 3.60
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Library Search Compound Report

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4._.15 2.94 ng 84656 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 64
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 56

Abundance Scan 249 (4.151 min): BG017969.D (-244) (-) m/z 83.00 100.00%
3
55
5000
3.80 4.00 4.20 4.40
ol .3H-¢AM. b h M9 a7 182 30 Tn/z 55.10  78.04%
m/z--> 50 100 150 200 250 300 350
Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83
5000 N R R UL
29 3.80 4.00 4.20 4.40
m/z 98.00 48.61%
0‘ H‘\ | L
JRLELEL UL UL UL SUNLELEL BUNLEL B
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
380 400 420 440
5000 m/z 43.00 30.70%
27
A L s [ W L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- B B
55 83 3.80 4.00 4.20 4.40
m/z 39.00 21.96%
5000
27
o ..JN.W.. E—
m/z--> 50 100 150 200 250 300 350 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 : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

Sample : G2975-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.74 53.83 ng 1551930 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 349 (4.739 min): BG017969.D (-342) (-) m/z 43.00 100.00%
43
59
5000
101
———
440 4.60 4.80 5.00
Okl 7283116166 22 | 77 59.00 58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS L R LR
59 440 460 480 500
m/z 101.00 27 .91%
15 4 101
D Y Y .-~ Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59
4.40 460 480 500
5000 M m/z 58.00 17.38%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3950: 2,3-Butanedione, monooxime T T
43 440 4.60 4.80 5.00
m/z 41.05 8.37%
5000
101
15 58
m/z--> 25 Jo 60 80 160 120 140 160 180 200 220 440 460 480 500
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Library Search Compound Report

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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-methoxy-4-me... Concentration Rank 5

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

5.80 5.33 ng 153679 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 2,3-Pentanedione 100 C5H802 000600-14-6 12
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10

Abundance Scan 530 (5.802 min): BG017969.D (-524) (-) m/z 73.10 100.00%
43 B
5000
w00 1 sk 560 5 680 620
55 - - - - -
O Sl 4000 63 | 8 el | m/z 43.00 84.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 SRR RS SRR AR N
5.40 5.60 5.80 6.00 6.20
m/z 115.00 13.59%
15 29 37 5 g 83 100 1}5
O R T i A e e S
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
30 73 .
43 540 560 580 6.00 6.20
5000 m/z 100.10 9.62%
o P 51 58 83 100 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4342: Pentane, 3-methoxy- T R b
78 5.40 5.60 5.80 6.00 6.20
m/z 41.00 8.36%
5000
45
29
o X 39‘\ % 67 |, 101
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 unknown7.12 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.12 98.26 ng 2833170 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 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9

5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 754 (7.118 min): BG017969.D (-746) (-) m/z 132.00 100.00%
132
5000
68
a0 | 9 6.80 7.00 7.20 7.40
o b 20 A8 521 Tn/z 68.10  34.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |{\|||||||||||||||||||||
6.80 7.00 7.20 7.40
31 m/z 134.00 33.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
T
6.80 7.00 7.20 7.40
5000 67 m/z 66.00 24.24%
41 97
e B T o T S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e N EEEREmEEEE S
132 6.80 7.00 7.20 7.40
m/z 69.10 15.33%
97
5000
70
31
Y P N — LU G —
m/z--> 50 100 150 200 250 300 350 400 450 500 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 : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.39 3.28 ng 247320 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 Cyclotetradecane 196 C14H28 000295-17-0 95
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 1-Pentadecanol 228 C15H320 000629-76-5 90
5 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 83
Abundance Scan 2502 (17.389 min): BG017969.D (-2496) (-) m/z 55.05 100.00%

5000

:

140153 168 196 211224 256 17.00 17.20 17.40 17.60 17.80
m/z 83.05 99.26%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72491: Cyclohexadecane

55
41 69 83

97

-

5000 LA L L L L L L L LB
17.00 17.20 17.40 17.60 17.80
) 195 m/z 69.10 95.48%
o IR 139153167181 106 224
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
41 69 83 e e T
17.00 17.20 17.40 17.60 17.80
5000 97 m/z 97.05  74.06%
111
27
125 139 153 168 196
T L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol AT e T
43 17.00 17.20 17.40 17.60 17.80
69 83 m/z 41.05  73.35%
5000
29
125
0 ‘L 1 140154168 182196 224
e bl
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

ﬁ?ggle i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 10 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.91 3.40 ng 256601 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Octane, 2,3,3-trimethyl- 156 Cl11H24 062016-30-2 11
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 11
Abundance Scan 2591 (17.912 min): BG017969.D (-2587) (-) m/z 73.00 100.00%
7B
43
5
5000 129
213
157171185
17.60 17.80 18.00 18.20
o 281 299 m/z 60.00 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000{ 29 256
17.60 17.80 18.00 18.20
m/z 43.05 77.66%
‘ 157171
0 ||‘l||‘il‘| IMIHII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 USRI BN SRR SRS
57 17.60 17.80 18.00 18.20
5000 m/z 55.00 62.76%
129
29 & 1 185 228

o 149166 | 199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65565: Tridecanoic acid B man B L
17.60 17.80 18.00 18.20

m/z 57.05 61.63%

5000

0 it S S Sl S

! T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG017969.D

Acq On 19 Jul 2015 22:20

Operator : TP/UM

3?22'6 i G2975-11 AB-SLOPE-FAIL-6(0-2
ALS Vial : 45 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 17.8 ng 513963 1 7.58 576643 20.0
1,3-Dioxolane, 2,... 3.27 2.2 ng 62567 1 7.58 576643 20.0
3-Penten-2-one, 4. .. 4.15 2.9 ng 84656 1 7.58 576643 20.0
2-Pentanone, 4-hy... 4.74 53.8 ng 1551930 1 7.58 576643 20.0
2-Pentanone, 4-me. .. 5.80 5.3 ng 153679 1 7.58 576643 20.0
unknown7 .12 7.12 98.3 ng 2833170 1 7.58 576643 20.0
Cyclohexadecane 17.39 3.3 ng 247320 4 17.00 1508770 20.0
n-Hexadecanoic acid 17.91 3.4 ng 256601 4 17.00 1508770 20.0
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