LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?zgle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF072716.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 heiaht area % max. total
1 1.655 5 6 53 rvB 1298302 2963891 100.00% 20.125%
2 4_.593 260 263 276 rVB 207449 382291 12.90% 2.596%
3 5.062 302 304 323 rBV 960485 1250237 42.18% 8.489%
4 6.159 397 400 402 rBY 1067056 1335879 45.07% 9.071%
5 6.262 407 409 411 rBVY 1291174 1385293 46.74% 9.406%

6.490 427 429 440 rVB 213907 231992 7.83% 1.575%
6.650 440 443 445 rBvY 706081 968970 32.69% 6.579%
7.062 477 479 489 rBvV 627648 810714 27.35% 5.505%
7.770 539 541 549 rBV 206472 313827 10.59% 2.131%
8.856 633 636 639 rBV 1424240 1376263 46.43% 9.345%

=
QO ~NO®

11 9.256 669 671 674 rBvY 205408 179934 6.07% 1.222%
12 9.519 692 694 697 rBvV 412301 378348 12.77% 2.569%
13 10.308 761 763 765 rBV 684475 756033 25.51% 5.133%
14 10.445 773 775 778 rBV 39343 43140 1.46% 0.293%
15 10.994 820 823 833 rVvB 338617 372245 12.56% 2.528%

16 11.554 869 872 884 rBvV2 74802 114950 3.88% 0.781%
17 12.331 937 940 946 rBV 77293 95719 3.23% 0.650%
18 12.571 959 961 964 rBV 979025 1137175 38.37% 7.721%
19 13.485 1038 1041 1049 rBV2 99610 161348 5.44% 1.096%
20 13.611 1049 1052 1060 rVvVv 249643 276027 9.31% 1.874%

21 14.937 1166 1168 1171 rBV 168306 193232 6.52% 1.312%

Sum of corrected areas: 14727508
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089467.D

Aca On : 31 Jul 2016 13:21

Operator : UM/SJ

Sample : H4284-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 32.96 ng 382291 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 263 (4.593 min): BF089467.D (-260) (-) m/z 43.05 100.00%
48
59
5000
101 S
ﬂ| 83 4m M04mAm05m
ot e e e e e e e m/z 59.10 62 .86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR RS LA LR
420 4.40 4.60 4.80 5.00
59 101 m/z 101.10 23.14%
0 2l 35 | 51 | 67 83 91 ||
miz--> 10 20 3 40 50 60 70 80 60 100 110 130 130 140
Abundance
59
420 440 460 480 5.00
5000 M m/z 58.10 15.82%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime N . .
43 4m M04mAm05m
m/z 41.10 10.11%
5000
101
15 58
miz--> 5 % o 5 65 76 85 90 100 110 126 150 150 420 440 460 4.80 5'00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.26 Concentration Rank 2

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

6.26 119.43 ng 1385290 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 409 (6.262 min): BF089467.D (-407) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.00 6.20 6.40 6.60
ol Jrer [ sus W n/z 68.10  4l.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
2 78 m/z 134.00 33.46%
0 ‘ [ H 1L ‘ 1
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 6.20 640 6.60
5000 gg 116 m/z 66.10 27.10%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60

m/z 69.10 17.20%

117
5000
a0 91
27 7 51 65 77 ‘ 105 ‘
0 \‘\ M L \ ‘\ m ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6. 40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.32 ng 43140 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 775 (10.445 min): BF089467.D (-773) (-) m/z 57.10 100.00%
57
5000 85
|| 18 1a 1020 10.40 10.60 10.80
o —— b b m/z 43.10 72.90%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 UL UL SRR SULLL SR
mmmmmmmm
29 m/z 71.10 67.74%
0 \‘ \“ d‘ n‘\ \H\ H‘ 1?\-3 | 141 169 197 268
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 45 . 79%
29
. 113 141 169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57 10.20 10.40 10.60 10.80
m/z 41.10 32.73%
5000 85
. 29 j | J11}3J 141 169 197 225 253 295 323 367
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.55 6.18 ng 114950 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 18
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 872 (11.554 min): BF089467.D (-869) (-) m/z 73.00 100.00%
43 60 ®
5000 129

213 R R
227 256 11.20 11.40 11.60 11.80
m/z 60.00 78.38%

157171
143 185 199

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129

11.20 11.40 11.60 11.80
m/z 43.10 77.38%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R B e e R
11.20 11.40 11.60 11.80
5000 29 129 m/z 41.10 70.38%
87 242
143 199
115 185
101 157171 213
O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 11.20 11.40 11.60 11.80
m/z 57.10 66.35%
5000
29
129
“ T7 115 ‘ 71 214
I A A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089467.D

Aca On - 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.94 ng 95719 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 940 (12.331 min): BF089467.D (-937) (-) m/z 73.00 100.00%
43 73
57
5000 129
12.00 12.20 12.40 12.60
01 m/z 43.10 84 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 R AR BN LI B
12. 00 12. 20 12.40 12.60
m/z 60.00 73.30%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 RN BN IR
57 12.00 12.20 12.40 12.60
5000 m/z 57.05 72.02%
129
29 185 228

87
101115 143157171 199,14

FEE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 60 12.00 12.20 12.40 12.60

m/z 55.05 66.20%
5000
213
143157171185199
01 R o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089467.D

Aca On : 31 Jul 2016 13:21

Operator : UM/SJ

Sample : H4284-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 11.69 ng 161348 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 1041 (13.485 min): BF089467.D (-1038) (-) m/z 57.05 100.00%
87
o ‘J\/\W__/\\A——/\_
13.20 13.40 13.60 13.80
0 m/z 83.10 97 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)-
41 57
5000
13.20 13.40 13.60 13.80
m/z 55.05 91.77%
o 139 167 106 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 SRR BN BN BN
a 13.20 13.40 13.60 13.80
5000 m/z 43.10 87 .18%
125
ol 79 154 182 210 238 265283 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R e A B
13.20 13.40 13.60 13.80
. m/z 97.10 85.91%
5000
125
ol 154 179196 224 251269 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\

Data File : BF089467.D

Acg On : 31 Jul 2016 13:21

Operator : UM/SJ

a?ggle i H4284-19 AB-SLOPE(0-4)J
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.59 33.0 ng 382291 1 6.49 231992 20.0
unknown6 .26 6.26 119.4 ng 1385290 1 6.49 231992 20.0
Nonadecane 10.44 2.3 ng 43140 4 10.99 372245 20.0
n-Hexadecanoic acid 11.55 6.2 ng 114950 4 10.99 372245 20.0
Octadecanoic acid 12.33 6.9 ng 95719 5 13.61 276027 20.0
3-Eicosene, (E)- 13.49 11.7 ng 161348 5 13.61 276027 20.0
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