LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/1Z

Sample - G3404-01

Misc :

ALS Vial : 18 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-BF081715_.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 3.063 113 116 119 rVB 11076 20414 1.24% 0.162%
2 3.829 181 183 188 rBvY 15286 28416 1.73% 0.225%
3 4._606 248 251 268 rVB 282002 416708 25.35% 3.304%
4 5.074 289 292 294 rBVY 739537 750490 45.65% 5.951%
5 5.497 327 329 332 rBY 29245 30983 1.88% 0.246%
6 6.160 385 387 391 rBVY 549902 478717 29.12% 3.796%
7 6.274 395 397 400 rVvV 1029526 1217496 74.06% 9.654%
8 6.377 403 406 408 rVB 27118 29890 1.82% 0.237%
9 6.515 416 418 420 rBV 389651 333248 20.27% 2.643%
10 6.675 429 432 434 rBV 1106929 1226741 74.62% 9.728%
11 7.086 465 468 470 rBV 1025682 995466 60.56% 7.894%
12 7.223 476 480 483 rVB 28320 30693 1.87% 0.243%
13 7.726 523 524 528 rBY 25111 32148 1.96% 0.255%

14 7.795 528 530 533 rvB 309647 391314 23.80% 3.103%
15 8.880 622 625 627 rBVY 1804878 1643890 100.00% 13.036%

16 9.018 634 637 639 rBvV 192256 190358 11.58% 1.509%
17 9.280 658 660 662 rvVB 55340 45467 2.77% 0.361%
18 9.543 681 683 685 rBvV 508322 453733 27.60% 3.598%
19 10.321 749 751 754 rBV2 749637 989315 60.18% 7.845%

20 10.469 762 764 767 rVB 25946 26680 1.62% 0.212%
21 10.538 767 770 773 rBV3 17072 41025 2.50% 0.325%
22 10.698 783 784 786 rVB 19074 19149 1.16% 0.152%
23 10.915 799 803 804 rBvV 21670 32752 1.99% 0.260%
24 11.006 809 811 813 rVB 459429 428461 26.06% 3.398%
25 11.281 832 835 838 rvB 13571 25938 1.58% 0.206%
26 11.418 845 847 849 rBV 41891 48832 2.97% 0.387%
27 11.566 858 860 864 rBvV 145808 148235 9.02% 1.175%
28 12.344 926 928 932 rBV 56050 63956 3.89% 0.507%
29 12.595 947 950 953 rBV 1536622 1507274 91.69% 11.952%
30 13.509 1028 1030 1034 rVB 21152 27861 1.69% 0.221%
31 13.624 1038 1040 1042 rBV 331552 381440 23.20% 3.025%
32 14.412 1105 1109 1111 rBV2 31128 39145 2.38% 0.310%
33 14.870 1143 1149 1152 rBV5 6167 17904 1.09% 0.142%

34 14.950 1153 1156 1158 rVvVv 235283 274305 16.69% 2.175%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/1Z

Sample - G3404-01

Misc :

ALS Vial : 18 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.995 1158 1160 1163 rVB 68825 99854 6.07% 0.792%
36 15.738 1221 1225 1229 rBV 39951 65320 3.97% 0.518%
37 16.733 1309 1312 1315 rBV 16545 31633 1.92% 0.251%
38 18.116 1426 1433 1441 rBV3 6588 25508 1.55% 0.202%

Sum of corrected areas: 12610759
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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:\HPCHEM1I\BNA_F\DATA\BF082615\

BF081232.D

27 Aug 2015 1:24

umsiz

G3404-01

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081232.D
1500000
6.67
6.27 7.09
1000000
5.07
6.16
500000 6.51
4.61 7.79
0 3.06 3.83 5.50 6.3 7.22 74\3
L e e e e L I e o o e o L e e e e e e e e e e e B e B LA B e e e e B LA e o s o
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081232.D
8(88
12.60
1500000
1000000
10.32
9.54
500000 11.01
13.62
14.
9.02 11.57
o A 9.28 1088070091 11384 1234 135 1441 144
N B L A o e s e s B e L o e s s o s e e e e e e ISR A A s e o s e s
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081232.D
1500000
1000000
500000
.00
I s e e o e e o e L o e e e e B T B i e e B T B e e e L B o e e o e O ML i
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.61 25.01 ng 416708 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
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 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 251 (4.606 min): BF081232.D (-248) (-) m/z 43.05 100.00%
43
59
5000
. s o 1‘|’1 420 440 460 480 500
ot e e e m/z 59.10 59.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R S U R
4.20 4.40 4.60 4.80 5.00
m/z 101.10 16.09%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480 500
5000 m/z 58.10 15.50%
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 #8114: 3-Hexanol, 4-methyl- e R AR
59 4.20 4.40 4.60 4.80 5.00
m/z 41.10 8.86%
5000 41
31
| [
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown6.27 Concentration Rank 2

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

6.27 73.07 ng 1217500 1,4-Dichlorobenzene-d4 6.51
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 397 (6.274 min): BF081232.D (-395) (-) m/z 132.10 100.00%
132
68
5000
40 54 ® 104 600 620 640 660
Obrrprrrr LA A SR T ,..?‘7,..!.,.'!..,....,...., b m/z 68.10 55.64%
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 RSN RS SR LR U
6.00 6.20 6.40 6.60
21 70 m/z 66.10 37.05%
. 4451 60 | 77 g5 | 105 116 |
mz> 10 20 % 4 50 60 7o 8 9 10 110 120 130 140
Abundance
132
69 o 600 620 640 660
5000 m/z 134.10 31.59%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R B e R
132 6.00 6.20 6.40 6.60
m/z 69.10 22_.07%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Pyridine, 2-butyl-, 1-oxide Concentration Rank 4

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

9.02 8.39 ng 190358 Acenaphthene-d10 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2-butyl-, l-oxide 151 C9H13NO 031396-32-4 53
2 Metacetamol 151 C8HONO2 000621-42-1 47
3 m-l1sopropoxyaniline 151 C9H13NO 041406-00-2 47
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 40
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 38

Abundance Scan 637 (9.018 min): BF081232.D (-634) (-) m/z 43.05 100.00%
43
109
5000
151 L
57 69 85 g5 8.60 880 9.00 9.20 9.40
123 : : : : :
I .',|.~ cothtl Lty 138188 169 1 757109.10 62.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23843: Pyridine, 2-butyl-, 1-oxide
109
5000 151 ----u-A-- RN R AN
8.60 8.80 9.00 9.20 9.40
93 122 m/z 151.20 32.22%
a2 mo
L L S L U UL L S
m/z--> 20 40 60 80 100 120 140 160
Abundance
109
8.60 880 9.00 9.20 9.40
5000 151 m/z 41.10 18.93%
43
oL 15 27 53 g5 o0 91 122 135
miz--> 20 40 60 80 100 120 140 160
Abundance #23822: m-Isopropoxyaniline BRA R e
109 8.60 8.80 9.00 9.20 9.40
m/z 85.10 12.92%
5000
151
o 15 27 41 53 € M 92 | 122 136 |
m/z--> 20 4'0 60 80 100 120 140 160 8.60 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.28 ng 48832 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 64
3 1,3-Pentadiene, 1,1-diphenyl-, (Z)- 220 C17H16 015295-31-5 42
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
5 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 35
Abundance Scan 847 (11.418 min): BF081232.D (-845) (-) m/z 205.10 100.00%
57 205
5000 1
41 189 0
109 3 149 061 AREESRRE £ N
! || i ||||| I
Obprrrr e L AL 1AL m/z 57.10 94.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 ABRALVARAA DA ARSA RO
175 11.00 11,20 1140 11.60 11.80
o1 189 m/z 55.10 55.67%
Tl e || T
0 II”I”\M\ \‘\ Hm ‘\\m U‘\ H\h H\H\ ﬂh \H\ h H H ; m ||‘|||||||‘||2|??|
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 205
11.00 1120 11.40 11.60 11.80
5000 17 m/z 175.10 53.98%

163 220

91 121 149
77 105 135
29 57 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69667: 1,3-Pentadiene, 1,1-diphenyl-, (2)- e e
205 11.00 11.20 11.40 11.60 11.80
m/z 217.20 53.27%
220
5000

91 115129,,, 165 1g9
27 L7 i
6 \ 1] h \‘ \‘H by n‘\ ‘H\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11. 60 11. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 6.92 ng 148235 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 D-Glucose, 4-0-_.alpha.-D-glucopy... 342 C12H22011 000069-79-4 43
4 Heptanoic acid 130 C7H1402 000111-14-8 35
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 30
Abundance Scan 860 (11.566 min): BF081232.D (-858) (-) m/z 43.10 100.00%
73
5000
129
5 97 R SN AR B DU I
115 143 157 171 185 19q 213 11.20 11.40 11.60 11.80
o} m/z 60.00 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46615: Undecanoic acid
60 73
5000 43 AR ARARSARARAN SRS &
11.20 11.40 11.60 11.80
29 s 129 143 156 m/z 73.10 89.84%
97
o ..??.U 1l ,¢‘M¢M\ HM..NJ....,.J..,k.}?7?§?. e e
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
60 73
43 11.20 11.40 11.60 11.80
5000 m/z 57.10 84 .57%
29 85 129 157 200
ot 15,
o 18 183
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #137742: D-Glucose, 4-O-.alpha.-D-glucopyranosyl- A REEEEEEt e
7 11.20 11.40 11.60 11.80
60 m/z 55.10 74 .54%
5000 43 o7
31 85
18
o 100 1° 15 163174 191504 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1120 1140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Tridecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.34 3.35 ng 63956 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 928 (12.344 min): BF081232.D (-926) (-) m/z 43.10 100.00%
57 73
5000
85 129
97 IUNASUNARSR AU
LJ‘“' 115 143 185 241 12.00 12.20 12.40 12.60
01 m/z 57.10 84 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65566: Tridecanoic acid
60 73
43
5000 AR BARRRRARES
129 12. OO 12. 20 12. 40 12.60
29 ”5 17 214 m/z 60.00 79.51%
‘ | ‘ 98 15 185
0::1:7||‘l||‘|‘|‘||”l” H M HM: Mulu‘:‘||‘||l“:‘|||||||‘|£|-|97||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73
60 A
43 IUNASUNARSR DAL
12.00 12.20 12.40 12.60
5000 129 m/z 73.10 76.08%
29 85 o7 185 228
. U5 143157171 199994
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46615: Undecanoic acid R EEam E S S AR
60 7 12.00 12.20 12.40 12.60
m/z 55.05 74 .43%
5000 43
29 129 4
97 115 186
0 I}?Ilullpﬁlﬂlﬂ il ﬂ\ e pj L.??????. e e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14._.41 2.85 ng 39145 Perylene-d12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 11-Tricosene 322 C23H46 052078-56-5 86
Abundance Scan 1109 (14.412 min): BF081232.D (-1105) (-) m/z 57.05 100.00%
g7
97
5000
s 14100 14120 14140 14,60 14180
| N m/z 43.05 87.73%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43
5000 69 LRI B IR SURILI S
14.00 14.20 14.40 14.60 14.80
97 m/z 55.10 76.94%
o1 Id‘,‘\l_‘\\\,‘\\‘l iPoass ae24
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
o7 14:00 14.20 14.40 14.60 14.80
5000 m/z 97.10 69 .66%
29
125
o 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 ' M
Abundance #168066: 17-Pentatriacontene e REEms e B A
43 14.00 14.20 14.40 14.60 14.80
m/z 83.10 67 .05%
5000 83
J 111
o | ||| 139167196224 267292 321 462 490 A
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 4.76 ng 65320 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 86
2 1-Docosene 308 C22H44 001599-67-3 74
3 1-Heptadecanol 256 C17H360 001454-85-9 72
4 1-Hexacosanol 382 C26H540 000506-52-5 72
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 64
Abundance Scan 1225 (15.738 min): BF081232.D (-1221) (-) m/z 57.10 100.00%
57
5000 97
4]
8
125 208 15.40 15.60 15.80 16.00
Obrrrprrrr el m/z 43.10 67.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 DU BN SN SRR
15.40 15.60 15.80 16.00
125 m/z 55.10 53.77%
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 15.40 15.60 15.80 16.00
5000 1 m/z 97.10 49.60%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92320: 1-Heptadecanol L
15.40 15.60 15.80 16.00
m/z 83.10 46 .34%
5000
o 139154 182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/I1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 1-Hexadecanesulfonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.73 2.31 ng 31633 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 87
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 74
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 74

Abundance Scan 1312 (16.733 min): BF081232.D (-1309) (-) m/z 57.10 100.00%
57
97
5000
‘ ] ‘175 2?8 le 16.40 16.60 16.80 17.00
obrr b e e ey m/z 43.10 66.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 SR B A A B
11 16.40 16,60 16.80 17.00
29 m/z 97.10 57.41%
‘ \ 139167196224 271 g
Olllwl‘lu\‘ \H‘\\hh\\ .|....|.7...|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
83 16.40 16.60 16.80 17.00
5000 m/z 55.10 57.28%
111
. 29 139 168 210238 g3
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene e ERALEER R
43 16.40 16.60 16.80 17.00
m/z 83.10 57.19%
5000 83
y 111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 16.40 16.60 16,80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081232.D

Acq On : 27 Aug 2015 1:24

Operator : UM/1Z

Sample - G3404-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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]
2-Pentanone, 4-hy... 4.61 25.0 ng 416708 1 6.51 333248 20.0
unknown6 .27 6.27 73.1 ng 1217500 1 6.51 333248 20.0
Pyridine, 2-butyl... 9.02 8.4 ng 190358 3 9.54 453733 20.0
7,9-Di-tert-butyl... 11.42 2.3 ng 48832 4 11.01 428461 20.0
Undecanoic acid 11.57 6.9 ng 148235 4 11.01 428461 20.0
Tridecanoic acid 12.34 3.4 ng 63956 5 13.62 381440 20.0
Pentafluoropropio... 14.41 2.9 ng 39145 6 14.95 274305 20.0
Trichloroacetic a... 15.74 4.8 ng 65320 6 14.95 274305 20.0
1-Hexadecanesulfo... 16.73 2.3 ng 31633 6 14.95 274305 20.0
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