LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On > 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

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-BF032217.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 1.951 5 11 16 rVB 49461 60346 1.33% 0.171%
2 3.987 353 357 365 rBV 399453 439713 9.67% 1.249%
3 4.387 421 425 428 rVB 1922696 1775063 39.05% 5.042%
4 5.445 600 605 611 rVB2 1262041 1308133 28.78% 3.716%
5 5.586 624 629 633 rBY 3070521 3141449 69.10% 8.923%
6 5.839 668 672 676 rBY 1011493 974127 21.43% 2.767%
7 6.022 698 703 706 rBVY 2949965 3018973 66.41% 8.575%
8 6.051 706 708 711 rVB 474612 385728 8.49% 1.096%
9 6.139 717 723 728 rBV2 70935 75841 1.67% 0.215%
10 6.492 776 783 786 rBY 2076969 2482494 54.61% 7.051%
11 6.957 858 862 868 rVB2 37884 50032 1.10% 0.142%
12 7.033 868 875 883 rBV3 72696 123982 2.73% 0.352%
13 7.157 892 896 900 rVB 88039 89421 1.97% 0.254%

14 7.345 920 928 930 rBV 1261697 1385515 30.48% 3.935%
15 7.369 930 932 935 rvv 497597 455665 10.02% 1.294%

16 8.063 1044 1050 1054 rVvB3 47161 51231 1.13% 0.146%
17 8.210 1069 1075 1079 rBV 210586 225006 4_95% 0.639%
18 8.327 1090 1095 1101 rVB 174887 193186 4._.25% 0.549%
19 8.669 1146 1153 1157 rBV 3708728 4545951 100.00% 12.912%
20 8.786 1167 1173 1175 rBV 44264 45537 1.00% 0.129%

21 9.069 1216 1221 1224 rBV2 40565 52077 1.15% 0.148%
22 9.163 1231 1237 1241 rBV 284239 281529 6.19% 0.800%
23 9.486 1284 1292 1295 rBV2 1297962 1542415 33.93% 4_.381%
24 9.521 1295 1298 1302 rVB 552739 507086 11.15% 1.440%
25 9.733 1329 1334 1340 rBV 146003 156147 3.43% 0.444%

26 9.798 1340 1345 1350 rVB6 30071 46709 1.03% 0.133%
27 9.963 1364 1373 1376 rVB 209506 214628 4.72% 0.610%
28 10.080 1388 1393 1397 rVB 135073 134134 2.95% 0.381%
29 10.157 1402 1406 1410 rVB 207074 200121 4._.40% 0.568%
30 10.357 1432 1440 1447 rVB3 53168 101822 2.24% 0.289%

31 10.457 1447 1457 1461 rBV 2003022 2445344 53.79% 6.946%

32 10.604 1479 1482 1486 rBV3 46976 55549 1.22% 0.158%
33 10.663 1488 1492 1494 rBV 172662 177633 3.91% 0.505%
34 10.768 1507 1510 1516 rVB 37024 48363 1.06% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On > 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.221 1583 1587 1590 rVvVv 139447 138010 3.04% 0.392%

36 11.310 1596 1602 1604 rVV 1348896 1434187 31.55% 4._.074%
37 11.333 1604 1606 1610 rVvVv 271240 230573 5.07% 0.655%

38 11.598 1648 1651 1654 rBV 45357 47809 1.05% 0.136%
39 11.745 1673 1676 1681 rVB 116312 115116 2.53% 0.327%
40 12.063 1727 1730 1737 rVB2 45479 57414 1.26% 0.163%

41 12.798 1849 1855 1858 rBVY 120711 124472 2.74% 0.354%
42 13.068 1897 1901 1905 rVB 92788 96371 2.12% 0.274%
43 13.292 1931 1939 1942 rBV 3156578 3633428 79.93% 10.320%
44 14.451 2132 2136 2144 rBV2 236851 315715 6.94% 0.897%
45 14.556 2149 2154 2158 rBV 1202854 1284281 28.25% 3.648%

46 16.186 2426 2431 2438 rVB 787774 886543 19.50% 2.518%
47 16.309 2448 2452 2457 rBV3 38785 51931 1.14% 0.148%

Sum of corrected areas: 35206800
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance

3500000

TIC: BF094269.D

5.59
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1500000

5.45 7.35
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Time-->
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Time--> 9.50 12.00 12.50 13.00

Abundance

3500000

3000000
2500000
2000000

1500000
14.56

1000000 16.19
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T T T
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

3.99 9.03 ng 439713 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 358 (3.992 min): BF094269.D (-353) (-) m/z 43.00 100.00%
43
59
5000
T 350 350 400 420 4%
83 : : : : :
..,....,....,....',':...?.1.:!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 59.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I S L R R
3.60 3.80 4.00 4.20 4.40
59 101 m/z 101.10 22.14%
21 35 | 51 ‘ 67 8 91
mz> 10 2 % 40 % 60 70 80 90 100 110 120 130 140
Abundance
31 59
360 3.80 4.00 420 4.40
5000 m/z 58.00 16.37%
41
15 50 71 89
wmmmwwmmww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e T
59 3.60 3.80 4.00 4.20 4.40
m/z 41.05 8.75%
5000 41
68
"|'"w""|"“HIL'?g'l*l"wl""|'“'|""|“"|"'w'%%§|“"%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.59 Concentration Rank 1

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

5.59 64 .50 ng 3141450 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 630 (5.592 min): BF094269.D (-624) (-) m/z 132.00 100.00%
132
5000 68
© si |l g % 550 5w 560 k0 60
I B e B B m/z 68.10 35.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I U U
5.20 5.40 560 5.80 6.00
m/z 134.00 33.39%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
520 540 560 580 6.00
5000 m/z 66.10 21.62%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl RS ,f.\. e
57 132 520 5.40 5.60 5.80 6.00
24 m/z 69.10 13.86%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN | Y1 IN—
m/z--> 20 40 100 120 140 160 180 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzene, cyclopropyl- Concentration Rank 4

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

6.05 7.92 ng 385728 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 87
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 83
3 Indane 118 C9H10 000496-11-7 80
4 Deltacvclene 118 C9H10 007785-10-6 53
5 cis-.beta.-Methylstyrene 118 C9H10 000766-90-5 53

Abundance Scan 708 (6.051 min): BF094269.D (-706) (-) m/z 117.10 100.00%
117
5000
30 58 o1 580 6.00 620 640
51 65 71 77 103 : : :
SN el . £ LAY N | m/z 118.10 51.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8687: Benzene, cyclopropyl-
117
5000 S SRS AR AR AL
o1 5.80 6.00 6.20 6.40
m/z 115.10 32.52%
o7 39 51 53 65 77 ‘ 103 ‘
“l“'w'“'w'“H“'W““*wm“|“”U'“”H'“|A'W'J”w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
580 6.00 620 640
5000 o1 m/z 91.00 13.54%
27 39 51 58 65 78 103
"P'”I”'W'”'P4$W'”'P'”?%”'P'”I”'W"”I”'W'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane A P T e
117 5.80 6.00 6.20 6.40
m/z 57.90 8.16%
5000
91
s @ e ® 7 % oy
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,6-Dimethylphenyl i1socyanate Concentration Rank 7

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

9.96 2.78 ng 214628 Acenaphthene-d10 9.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethviphenvl isocvanate 147 C9HONO 028556-81-2 91
2 2-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-43-8 76
3 1H-Indole-1-carboxaldehvde. 2.3-... 147 C9HONO 002861-59-8 60
4 2H-1ndol-2-one. 1.3-dihvdro-1-me... 147 C9H9NO 000061-70-1 53
5 1H-Indole, 2,3-dihydro- 119 C8HON 000496-15-1 50

Abundance Scan 1373 (9.963 min): BF094269.D (-1364) (-) m/z 147.10 100.00%
118 147
5000
P s ” 128 9.60 9.80 10.00 10.20
..,....,....,....',....;!...', 18 ....,....':....,.--.-!. M A Tm/z 118.10  90.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21592: 2,6-Dimethylphenyl isocyanate
147
119
5000 AT
39 91 132 9.60 9.80 10.00 10.20
77 m/z 119.10 74.74%
‘ 105
.w}?P.HP“Mhnﬂmﬂ MLP. R[S R NS NN | —-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
e 147
9.60 9.80 10.00 10.20
5000 m/z 92.10 29.74%
91
39 5, 65 77 106 130
memwwwwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21627: 1H-Indole-1-carboxaldehyde, 2,3-dihydro- - e
118 9.60 9.80 10.00 10.20
m/z 91.10 23.97%
147
5000
91
39
2 | % M 7 gl 106 || 130 |
m/z--> 10 20 3'0 4'0 50 6|O 70 8IO 9'0 100 110 120 130 140 150 9.60 9.80 10.00 10.20

8270-BF032217.M Mon Apr 10 05:08:13 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.48 ng 177633 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1492 (10.663 min): BF094269.D (-1488) (-) m/z 57.05 100.00%
57
5000 85 _,MNJquvvtdv,ﬂ\\ﬁ,,wavux,m
3 113 10.40 10.60 10.80 11.00
,,I et e M7z 43.05 73.86%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #136481: Tetracosane
57
5000 85 LI L B SULRLLE L
mmmmmmnm
29 m/z 71.10 67 .64%
113
‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 1040 10.60 10.80 11.00
5000 m/z 85.10 43.32%
29 113

141 169 197 225 9253 296
mﬁwﬁw‘wﬁrwﬁwﬁwﬁwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #73965: Hexadecane B e R et At
57 10.40 10.60 10.80 11.00
m/z 41.05 31.51%
5000
85
29
I ‘ (113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094269.D

Aca On : 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.45 4.92 ng 315715 Chrysene-di12 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 95
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 1-Nonadecanol 284 C19H400 001454-84-8 93
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 2136 (14.451 min): BF094269.D (-2132) (-) m/z 57.05 100.00%
43 o7
125 et eeh A AN,
139153167181 208 14.20 14.40 14.60 14.80
S| 244 m/z 83.05 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100813: 1-Octadecanol
43 57
97
5000 LR SN B UL B
29 14.20 14.40 14.60 14.80
125 m/z 55.05 94 .39%
“ g 139153 168182196910224 252
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83 97
111 14.20 14.40 14.60 14.80
5000 m/z 43.05 92.83%
29 125
15 139154168182196210224238 266
WWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108955: 1-Nonadecanol I a BREmEEES
43 57 83 14.20 14.40 14.60 14.80
m/z 69.05 83.31%
5000
29
125
14 MM L 139 154168182196210224238 252266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094269.D

Acq On > 7 Apr 2017 13:27

Operator : SJ/MA

Sample : 12582-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.99 9.0 ng 439713 1 5.85 974127 20.0
unknown5 .59 5.59 64.5 ng 3141450 1 5.85 974127 20.0
Benzene, cyclopro... 6.05 7.9 ng 385728 1 5.85 974127 20.0
2,6-Dimethylpheny. .. 9.96 2.8 ng 214628 3 9.49 1542420 20.0
Tetracosane 10.66 2.5 ng 177633 4 11.31 1434190 20.0
1-Octadecanol 14 .45 4.9 ng 315715 5 14.56 1284280 20.0
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