LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37 Instrument :
Operator : UM/IZ BNA_F

Sample - 63624-09 ClientSampleld :
Misc - ITALE-FILL-SOURCE-7
ALS Vial : 20 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_F\METHODS\8270-BF090115.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 1.440 8 9 15 rBv 133083 363635 17.72% 1.771%
2 1.531 15 17 49 rvVB 545947 1863758 90.82% 9.079%
3 3.280 168 170 182 rBB 40743 99333 4.84% 0.484%
4 4.491 270 276 298 rBVY 356836 1164357 56.74% 5.672%
5 5.349 348 351 372 rBVY 922262 1866827 90.97% 9.094%
6 7.612 544 549 552 rBV 942627 1869195 91.08% 9.105%
7 7.703 553 557 560 rvB 1089633 1900312 92.60% 9.257%
8 8.183 596 599 605 rvB 199032 317202 15.46% 1.545%
9 8.515 623 628 631 rBY 806259 1361436 66.34% 6.632%
10 9.486 708 713 716 rBY 635186 1223377 59.61% 5.959%

11 11.075 849 852 858 rBvV 220198 405433 19.76% 1.975%
12 13.727 1079 1084 1087 rBV 1049868 2052154 100.00% 9.997%
13 14.778 1172 1176 1186 rBB 210203 342808 16.70% 1.670%
14 15.212 1210 1214 1219 rBB 257503 433565 21.13% 2.112%

15 16.618 1333 1337 1340 rBB 16101 27939 1.36% 0.136%
16 17.121 1376 1381 1384 rBV 726304 1316969 64.17% 6.415%
17 17.750 1432 1436 1444 rBV 21506 54713 2.67% 0.267%
18 18.710 1516 1520 1524 rBV 256535 452544 22 .05% 2.204%
19 18.836 1528 1531 1534 rBV2 18768 33767 1.65% 0.164%
20 19.876 1618 1622 1625 rBB 10598 20702 1.01% 0.101%
21 20.482 1671 1675 1688 rBV 77141 177530 8.65% 0.865%
22 21.876 1794 1797 1803 rBV 17690 31439 1.53% 0.153%
23 22.082 1811 1815 1818 rBV 1385295 2004522 97.68% 9.765%
24 22.550 1850 1856 1858 rBV2 7645 20536 1.00% 0.100%
25 23.350 1917 1926 1929 rBV 416405 626281 30.52% 3.051%
26 24.013 1982 1984 1991 rBV2 21162 47952 2.34% 0.234%
27 24.368 2013 2015 2018 rBV 18287 26680 1.30% 0.130%
28 24.608 2034 2036 2038 rBV 27670 35824 1.75% 0.175%
29 24.791 2049 2052 2056 rVB 257255 268199 13.07% 1.306%
30 25.191 2084 2087 2089 rBV 19003 23180 1.13% 0.113%
31 25.236 2089 2091 2100 rVB3 24548 65704 3.20% 0.320%
32 26.219 2174 2177 2182 rBV4 10434 30785 1.50% 0.150%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial =: 20 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_F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 20528658
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081664.D

1200000
7.70

1000000 - 7d1

800000 8.51

9.49
600000{ 1.53

400000 4.49

200000} 818

3.28
R e L . 1 .

Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00
Abundance TIC: BF081664.D

1200000
13.73

1000000
800000 17.12

600000

400000

11.07 14.78 15.21 18.71

200000

L 16.62 k 17.75 8.84

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081664.D
22|08

1200000

1000000

800000

600000

23.35

400000

200000

20.48
19.88 A 21.8§ 22.55 26.22

R L R R e e SRR = aEaa e e

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.28 6.26 ng 99333 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
4 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 64

Abundance Scan 170 (3.280 min): BF081664.D (-168) (-) m/z 55.10 100.00%
55 33
5000 43 /\
98 SMMBSMEN M~ NN
3 50| 3.00 3.20 3.40 3.60
B L e B A B o m/z 83.10 84 .27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 L L UL L L
29 98 300 3.20 3.40 3.60
m/z 43.10 47 .48%
I 3?‘ [y 49\ | 62 67 7”7 | 89 L
mz-> 10 20 3'0 R A
Abundance
83
% IR SR RN RN S
43 3.00 3.20 3.40 3.60
5000 m/z 39.10 31.08%
29
98
37 49 62 69
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)-  E A Rmma L
55 83 3.00 3.20 3.40 3.60
m/z 98.10 25.41%
5000 41
o7 98
15 67
"I'm'I"L“"”Q'M'W“MIW"J'P'??IJ"I”"I”" IR SR RN R S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.49 73.41 ng 1164360 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 276 (4.491 min): BF081664.D (-270) (-) m/z 43.10 100.00%
a3
59
5000
. 53, | a3 wl 420 4.40 4.60 4.80
L AR MR H m/z 59.10 55.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 460 480
m/z 58.10 14 .06%
15 31 101
25 7 37, 53, 83
miz--> R P I NS N N N
Abundance
59
420 440 460 480
5000 m/z 101.10 14.01%
a1 101
15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-  E R L Al mam
59 420 440 4.60 4.80
m/z 41.10 8.72%
5000 41
31
| [
"'I'}é'I"'MI""Mlh"l?%lkl'"'M""I"j'l"??I""I' IR RN R LN
m/z--> 10 20 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 unknown7.70 Concentration Rank 1

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

7.70 119.82 ng 1900310 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 557 (7.703 min): BF081664.D (-553) (-) m/z 132.10 100.00%
132
5000 68
0 96 BRSSO RS R
47 %4 61 B 104 7.40 7.60 7.80 8.00
rerrrrrprerrreee AL SRl e 87 L Tm/z 68.10 48.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U L L R
7.40 7.60 7.80 8.00
a1 70 m/z 66.10 33.84%
4451 60 | 77 g5 | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 740 7.60 7.80 800
5000 m/z 134.10 32.10%
3144 51 &
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- T
132 7.40 7.60 7.80 8.00
m/z 69.10 19.99%
5000
63
15 27 3 82 7 77 R 104 g7 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 7 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.75 2.42 ng 54713 Phenanthrene-d10 18.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Undecane 156 C11H24 001120-21-4 64
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 56
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 42
Abundance Scan 1436 (17.750 min): BF081664.D (-1432) (-) m/z 57.10 100.00%
g7
43
5000 71
85 n/\I/\III/r\

17.40 17.60 17.80 18.00

99

.,.”.p”.h,”h.“L.w...w..”,.”.,.”.,”..“...“... m/z 43.10 74.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #73965: Hexadecane

57

5000 1

o 17.40 17.60 17.80 18.00

29 m/z 71.10 46 .28%
| ‘L .| 99 113 127 141 155 169 183 197 226

S| B N |

o R R e e s e e
m/z--> 20 40 60 80 100 120 140 160 180

|
200 220

Abundance
43 57
R S R
17.40 17.60 17.80 18.00
5000 7 m/z 41.10 32.85%
29 85

99 113 127 141 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27118: Undecane

43 57 17.40 17.60 17.80 18.00
m/z 85.20 23.62%

5000 71

29
N ‘h o ) 99 1183127 156

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18.00

85

8270-BF090115.M Thu Sep 17 14:27:42 2015 S Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 8 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.48 7.85 ng 177530 Phenanthrene-d10 18.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1675 (20.482 min): BF081664.D (-1671) (-) m/z 43.10 100.00%
73
5000
‘ 97 129 L e e e o B RS EES RS
213 20.20 20.40 20.60 20.80
157171185
...,....','..!,|.-.'|. ,l."...h,..'..,..|..1,‘F?..,.... 1499 | 227 2% | Tnzz 60.10  83.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000 29 R AR AR AU

20.20 20.40 20 60 20 80
| M 129 056 m/z 57.10 75.23%

o7
U5 1 143157171185 199213 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
20.20 20.40 20.60 20.80
5000 129 m/z 73.10 74.60%
29 87 185
115 143 __171 228
101
15 157 199,,,
R T T T T T T T T T P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid e B R
43 6073 20.20 20.40 20.60 20.80
m/z 55.05 73.05%
5000
29
129
“ T7 N ‘ 7 214
S W .~ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 20.20 20.40 20.60 20.80

8270-BF090115.M Thu Sep 17 14:27:44 2015 S Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 9 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.61 2.67 ng 35824 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Eicosane 282 C20H42 000112-95-8 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Hexadecane 226 Cl16H34 000544-76-3 78
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
Abundance Scan 2036 (24.608 min): BF081664.D (-2034) (-) m/z 57.10 100.00%
57 “/J\A’/\\‘
5000 g5
112 24,20 24.40 24.60 24.80 25.00
ey m/z 43.10 70.72%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LN LU SO B
85 24.20 24.40 24.60 24.80 25.00
m/z 71.10 50.34%
29 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
24,20 24.40 24.60 24.80 25.00
5000 m/z 85.10 37.12%
85
29
113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #64573: Pentadecane I RREEEEEES T
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 33.03%
5000 85 \,\/\/\N\/\’\/\’j\/\/\/\/j/\/\l\/\/
29
Ll 18 14 qeg 212
m/z--> 50 100 150 200 250 300 350 24:20 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 3-Chloropropionic acid, hep... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.24 4.90 ng 65704 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid, heptadec... 346 C20H39CI0O2 1000283-05-1 81
2 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 76
3 1-Docosene 308 C22H44 001599-67-3 76
4 1-Heptadecanol 256 C17H360 001454-85-9 76
5 1-Hexadecanol 242 C16H340 036653-82-4 76
Abundance Scan 2091 (25.236 min): BF081664.D (-2089) (-) m/z 55.10 100.00%
sb
8 f“ﬂAA“WJJ\MVWJNWM»
5000
3 207 ' 25.00 25.20 25.40 25.60
EEamanal Laas s m/z 57.10 99.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
3
5000 R S BRI B SURE
25.00 25.20 25.40 25.60
127 m/z 43.10 95 _.59%
154 182 210 238253

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 LA L L L L L L L L L
25.00 25.20 25.40 25.60
5000 m/z 69.05 70.29%
68 111
27

139 168 196 241

mmmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R AN EEEa T S S
25.00 25.20 25.40 25.60
m/z 83.10 60.98%

%

5000

-

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/I1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 11 unknown26.22 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.22 2.30 ng 30785 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene, 2-acetyl- 178 C12H180 1000151-09-7 27
2 2-(2,6,6-Trimethylcyclohex-1-eny... 222 C14H2202 1000185-64-1 23
3 (1R,4R)-p-Mentha-2,8-diene, 1-hy... 168 C10H1602 1000292-74-0 12
4 _.alpha.-Farnesene 204 C15H24 000502-61-4 10
5 Bronopol 199 C3H6BrNO4 000052-51-7 10
Abundance Scan 2177 (26.219 min): BF081664.D (-2174) (-) m/z 43.10 100.00%
43
107
91 121 147
5000
T 207 [rrrrrr T T
‘ I || ‘ | 081 25.80 26.00 26.20 26.40 26.60
PRSI P 1] S SRS NSNS =l m/z 107.00 65.97%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41214: (+)-2-Carene, 2-acetyl-
43
5000
25.80 26.00 26.20 26.40 26.60
m/z 55.10 61.03%
27 107121 135 163 178
w‘ﬁ?\\\ N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
o 25.80 26.00 26.20 26.40 26.60
0
5000 937 151 s 207 m/z 91.00 56.97%
55 79 -
27 161 193
Tﬁmﬁﬁmmwﬁ—wwm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34424: (1R,4R)-p-Mentha-2,8-diene, 1-hydroperoxide
43 29 B 135 25.80 26.00 26.20 26.40 26.60
107 m/z 121.10 56.75%
5000
6
II\H\ 152
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25,80 26,00 26,20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081664.D

Acq On : 17 Sep 2015 3:37

Operator : UM/1Z

ﬁ?ggle : 63624-09 ITALE-FILL-SOURCE-7
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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]
3-Penten-2-one, 4. .. 3.28 6.3 ng 99333 1 8.18 317202 20.0
2-Pentanone, 4-hy... 4.49 73.4 ng 1164360 1 8.18 317202 20.0
unknown7 .70 7.70 119.8 ng 1900310 1 8.18 317202 20.0
Hexadecane 17.75 2.4 ng 54713 4 18.71 452544 20.0
n-Hexadecanoic acid 20.48 7.8 ng 177530 4 18.71 452544 20.0
Heptacosane 24 .61 2.7 ng 35824 6 24.79 268199 20.0
3-Chloropropionic... 25.24 4.9 ng 65704 6 24.79 268199 20.0
unknown26.22 26.22 2.3 ng 30785 6 24.79 268199 20.0
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