LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 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-BF092016.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 1.644 3 5 19 rVB 252623 573769 23.49% 2.762%
2 4_.536 255 258 269 rBV 301321 462484 18.94% 2.226%
3 5.016 298 300 303 rBY 1603864 2089338 85.54% 10.058%
4 6.124 393 397 399 rBY 1878264 2442402 100.00% 11.757%
5 6.227 403 406 408 rBV 2452550 2432298 99.59% 11.709%
6 6.456 424 426 429 rBV 769216 756509 30.97% 3.642%
7 6.616 437 440 442 rBV 1802447 1652009 67.64% 7.952%
8 7.027 474 476 479 rBV 959071 1341578 54.93% 6.458%
9 7.747 537 539 542 rBVY 1114535 981828 40.20% 4_.726%
10 8.833 631 634 636 rBY 2110312 1848964 75.70% 8.901%

11 9.233 667 669 671 rBvV 935749 770754 31.56% 3.710%
12 9.496 690 692 694 rBV 1212728 1040213 42.59% 5.007%
13 10.273 758 760 763 rBvV2 690660 947090 38.78% 4 _559%
14 10.422 772 773 780 rVB 29832 46006 1.88% 0.221%
15 10.959 818 820 823 rBV 615924 741516 30.36% 3.570%

16 12.548 956 959 961 rBV 961638 879810 36.02% 4_.235%

17 13.474 1037 1040 1047 rBV 45300 77825 3.19% 0.375%
18 13.577 1047 1049 1058 rVvVv 684567 672677 27 .54% 3.238%
19 14.102 1092 1095 1098 rBV 50937 76921 3.15% 0.370%
20 14.342 1114 1116 1118 rBV 21034 27110 1.11% 0.131%
21 14.514 1129 1131 1133 rBV2 35305 37838 1.55% 0.182%

22 14.674 1142 1145 1149 rBV 106089 137020 5.61% 0.660%
23 14.902 1162 1165 1168 rBV 466524 499943 20.47% 2.407%

24 15.131 1182 1185 1191 rBV 61036 78290 3.21% 0.377%

25 15.314 1199 1201 1203 rBV 49188 68292 2.80% 0.329%

26 15.920 1251 1254 1260 rBV 49051 91100 3.73% 0.439%
Sum of corrected areas: 20773584
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090307.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.54 12.23 ng 462484 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 258 (4.536 min): BF090307.D (-255) (-) m/z 43.10 100.00%
43
59
5000
101 S I S —
420 440 460 4.80
Ll 51 i | 8|3 | 0
G R R R R AL AN AR KRR RARAN EARAN LAASN SARS EAASE EARRY m/z 59.10 65.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L I I L
59 420 440 460 480
m/z 101.10 24 .44%
31 101
0"v'“w'”ﬂ““\“'w'“w'“'v“'ﬁ?'ﬁa'$'“v'“l“'WH'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 4.60 480
5000 M m/z 58.10 17.21%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e  Bammepaa
59 420 440 460 4.80
31 m/z 41.10 8.69%
5000 41 /\
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W""I”"I'”'I AN SRR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.23 Concentration Rank 1

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

6.23 64 .30 ng 2432300 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 406 (6.227 min): BF090307.D (-403) (-) m/z 132.10 100.00%
32
5000 68
6 e
40 54 104 5.80 6.00 6.20 6.40 6.60
o....,....:':..4.8,....,6.2.1.,....,..5.‘?,..!.,....,.1.1.5.,....,'...,.. m/z 68.10 40.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS A AR I
a1 o7 5.80 6.00 6.20 6.40 6.60
53 - 117 m/z 134.10 32.89%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 w8 7o 8 % 160 110 150 10 10
Abundance
132
69 [rr T
104 5.80 6.00 6.20 6.40 6.60
5000 m/z 66.10 24 .50%
78
31 38 4, 51
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R .A. mamaE R
132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 15.71%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""Ih" T
m/z--> 30 40 60 70 8 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Nonadecyl pentafluoropropio... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.31 ng 77825 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 1040 (13.474 min): BF090307.D (-1037) (-) m/z 57.10 100.00%
57
83
5000 111
\ | | 1 5130 1540 1560 1580
bt | m/z 43.10 77.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 LA SR UL SULRLN U
15 13.20 13.40 13.60 13.80
m/z 83.10 75.47%
LA ‘ \\ \h ‘\‘ ‘\‘1?3 182 210 238 266 311 412
m/z--> 50 250 300 350 400
Abundance
43
69
97 13.20 13.40 13.60 13.80
5000 m/z 71.10 71.38%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate
57 13.20 13.40 13.60 13.80
o7 m/z 55.10 66.52%
5000
125
0 ?9‘ i l \153 181 210 238 264 294 322 367 418
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Octatriacontyl pentafluorop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.29 ng 76921 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 80
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 64
5 1-Heptacosanol 396 C27H560 002004-39-9 60
Abundance Scan 1095 (14.102 min): BF090307.D (-1092) (-) m/z 57.10 100.00%
g7
97
5000
a1 200 13.80 14.00 14.20 14.40
Oyt m/z 71.10 74.10%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate
57
97
5000 SR U I B B
13.80 14.00 14.20 14.40
m/z 43.10 64 .09%
o 2q\“ d\‘}\‘ ;81 225 281 341376415 460 532 577 678
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 13.80 14.00 14.20 14.40
5000 m/z 97.10 63.75%
139
0l 20 181 222 264 306 348 391432 504 549 650
mﬁmﬁwﬁmﬁm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriaconty| pentafluoropropionate R E AR
57 13.80 14.00 14.20 14.40
m/z 83.10 60.52%
97
5000
39
O b 1} 181222264 320362 405 A7 s 622 e ——
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .67 5.48 ng 137020 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1145 (14.674 min): BF090307.D (-1142) (-) m/z 57.10 100.00%
57
85
5000
113 AR B SURBUL SURULE I
141 169 14.40 14.60 14.80 15.00
ol '.||-,~. J .UI, L Qe e m/z 71.10 79.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 HUL DAL SUNILN SUNILE I
14.40 14.60 14.80 15.00
m/z 85.10 57.76%
. il h | M3 141 169 197 205 253 205 323 367
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57
o 1440 14.60 14.80 15.00
5000 m/z 43.10 47 .98%
29
0 13 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #129498: Nonadecane, 2-methyl- R B B
57 14.40 14.60 14.80 15.00
m/z 99.10 20.70%
5000
85
29
Ll e e 10 29
m/z--> 50 1(')0 1éo 2(')0 250 3(')0 3&1;0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 8 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.13 ng 78290 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 16-Octadecenal 266 C18H340 056554-87-1 90
3 Pentadecanal- 226 C15H300 002765-11-9 87
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
Abundance Scan 1185 (15.131 min): BF090307.D (-1182) (-) m/z 82.05 100.00%
2
43
5000
137151 175 g 14.80 15.00 15.20 15.40
Orrrr—rrrfh— m/z 57.10 99.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43 57 2
5000 LN B SULLILE B B
14.80 15.00 15.20 15.40
110 250 m/z 43.10 74 .34%

124
138152166180194208222535

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 SN
96 14.80 15.00 15.20 15.40
5000 m/z 96.10 67.77%
i 110124 252
0l.15 138152168182 207 2245357 966
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82955: Pentadecanal- R R mEEE
14.80 15.00 15.20 15.40
m/z 83.10 65.69%
5000
2
124138152
o SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090307.D

Aca On : 30 Sep 2016 1:09

Operator : UM/SJ

Sample : H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.73 ng 68292 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 91
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 1201 (15.314 min): BF090307.D (-1199) (-) m/z 57.10 100.00%
57
85
5000
113 AL DA BN SRR SUNE
] | ] 141 169 11 282 15.00 15.20 15.40 15.60
ot ol oy oy o m/z 71.10 82.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 R AR DU SRR SUNLE
85 15.00 15.20 15.40 15.60
29 m/z 85.10 62.85%
0 | k L W (] J1}3\141.169 197 225 253 282
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 54 .62%
113
oL29 141 169 197 225 253 281 309 337 365 393 422 \ﬂA/\NWJ\\PU/\\A«J\-¢Nf\,,
m/z--> §o 160 1%0 260 2éo 360 3%0 460
Abundance #153228: 6,6-Diethylhoctadecane R R e R B
57 15.00 15.20 15.40 15.60
85 m/z 55.10 24 .86%
o \V\A/\,Wj\p\A/L\W»”\nAL/A«v
141
113 281
239
U |'J'*'l{ﬂ'J"|‘}§g'%97" '£| UL DN UL S R AU BRI B SUN
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090307.D

Acq On - 30 Sep 2016 1:09

Operator : UM/SJ

Sample - H5015-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.54 12.2 ng 462484 1 6.46 756509 20.0
unknown6.23 6.23 64.3 ng 2432300 1 6.46 756509 20.0
Nonadecyl pentafl... 13.47 2.3 ng 77825 5 13.58 672677 20.0
Octatriacontyl pe... 14.10 2.3 ng 76921 5 13.58 672677 20.0
Hexacosane 14.67 5.5 ng 137020 6 14.90 499943 20.0
Octadecanal 15.13 3.1 ng 78290 6 14.90 499943 20.0
Eicosane 15.31 2.7 ng 68292 6 14.90 499943 20.0
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