LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 4.325 334 338 345 rVB 43558 53323 1.50% 0.180%
2 5.190 481 485 493 rVB 114302 121947 3.44% 0.411%
3 5.613 553 557 564 rBY 1403396 1568666 44.20% 5.283%
4 6.613 723 727 735 rBV 895008 1130384 31.85% 3.807%
5 6.748 746 750 753 rBVY 2968905 2612843 73.62% 8.800%
6 6.784 753 756 760 rVB 40217 38204 1.08% 0.129%
7 6.878 768 772 778 rVB2 36938 41881 1.18% 0.141%
8 6.966 783 787 790 rBVY 1111302 871746 24.56% 2.936%
9 7.125 809 814 817 rVB 2645672 2465801 69.48% 8.305%
10 7.354 851 853 857 rBV2 70995 76715 2.16% 0.258%
11 7.531 878 883 886 rVB 2246039 2147879 60.52% 7.234%
12 7.766 918 923 930 rVB5 24137 37797 1.07% 0.127%
13 7.990 958 961 963 rBV2 41310 37413 1.05% 0.126%
14 8.107 978 981 984 rBV 50568 40225 1.13% 0.135%
15 8.142 984 987 991 rBV3 38873 57681 1.63% 0.194%
16 8.248 1001 1005 1008 rBV 1404298 1124080 31.67% 3.786%
17 8.360 1021 1024 1029 rBV 98443 93031 2.62% 0.313%
18 8.525 1049 1052 1054 rVB2 66563 59345 1.67% 0.200%
19 8.660 1070 1075 1080 rVvB9 20153 47059 1.33% 0.158%
20 8.842 1103 1106 1113 rBV5 109850 154081 4.34% 0.519%
21 9.266 1173 1178 1180 rBV 72143 83329 2.35% 0.281%
22 9.325 1183 1188 1191 rVB 3867562 3548918 100.00% 11.953%
23 9.431 1201 1206 1208 rVB2 79376 88378 2.49% 0.298%
24 9.595 1226 1234 1236 rBV7 34753 79814 2.25% 0.269%
25 9.654 1241 1244 1248 rBV6 31951 50909 1.43% 0.171%
26 9.713 1251 1254 1256 rBV 576717 424799 11.97% 1.431%
27 9.772 1261 1264 1267 rVV3 62133 75880 2.14% 0.256%
28 9.813 1269 1271 1275 rVB4 45082 42294 1.19% 0.142%

29 9.919 1286 1289 1294 rVB 144940 125986 3.55% 0.424%
30 10.007 1300 1304 1308 rVB2 1418904 1227164 34.58% 4_.133%

31 10.154 1326 1329 1332 rBv4 37111 38287 1.08% 0.129%
32 10.207 1335 1338 1342 rVB3 40209 37797 1.07% 0.127%
33 10.266 1346 1348 1353 rVB2 41565 42657 1.20% 0.144%
34 10.378 1365 1367 1370 rBV 556357 47938 1.35% 0.161%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.419 1372 1374 1378 rVB2 198701 160970 4._.54% 0.542%

36 10.542 1393 1395 1404 rVB9 32428 66040 1.86% 0.222%
37 10.642 1406 1412 1414 rBV2 191074 211444 5.96% 0.712%
38 10.701 1419 1422 1424 rBV2 58057 49155 1.39% 0.166%

39 10.801 1435 1439 1442 rBV 2405305 2300589 64.83% 7.748%
40 10.895 1453 1455 1459 rBVY 145572 142467 4._.01% 0.480%

41 11.183 1502 1504 1509 rBV4 30433 42003 1.18% 0.141%
42 11.342 1528 1531 1534 rBV2 93649 90490 2.55% 0.305%
43 11.495 1554 1557 1561 rBV 1319839 1172233 33.03% 3.948%
44 11.666 1583 1586 1589 rVB 189723 155511 4._.38% 0.524%
45 12.013 1642 1645 1649 rBVY 269039 280741 7.91% 0.946%

46 12.213 1676 1679 1684 rVB2 50968 53053 1.49% 0.179%
47 12.795 1776 1778 1786 rBVY 61006 78051 2.20% 0.263%
48 12.966 1804 1807 1810 rBV 503510 411234 11.59% 1.385%
49 13.083 1823 1827 1830 rBV 3357033 3213081 90.54% 10.822%
50 13.630 1917 1920 1924 rBV 505821 402944 11.35% 1.357%

51 13.966 1974 1977 1981 rBV 137465 131807 3.71% 0.444%
52 14.142 2003 2007 2011 rBV 1096086 951560 26.81% 3.205%

53 15.001 2149 2153 2157 rBV 106395 108643 3.06% 0.366%
54 15.677 2262 2268 2274 rBV 725216 975373 27.48% 3.285%

Sum of corrected areas: 29691640
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106410.D

13 Jun 2018 23:53

JussJ

J3448-03

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.19 2.80 ng 121947 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 485 (5.190 min): BF106410.D (-481) (-) m/z 42.95 100.00%
a3
59
5000
101 B SARRE RN ULEE R
| 83 | 480 5.00 5.20 5.40 5.60
o} AP | S m/z 59.00 54.75%
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 AR R UL RS
4.80 5.00 5.20 5.40 5.60
59 m/z 101.10 18.33%
27 ‘ g3 o 101
0"w""v"“ﬂ§4'\l“'?%"w"q?v"'l“"?}“‘l"“l"'w""v"'l“"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 15.28%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A e
43 480 5.00 5.20 5.40 5.60
m/z 41.00 9.17%
5000
101
o 1B 3 508 60 86
m/z--> 10 20 30 4'0 50 6|O 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 59.95 ng 2612840 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.748 min): BF106410.D (-746) (-) m/z 132.00 100.00%
5000 68
40 % 640 660 680 7.00
54 : : : :
o [ | Weus | m/z 68.10 40.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS UL SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.96%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 25.81%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! AT
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.36%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | U |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4 Tricyclo[5-2.1.0(2,6)]dec-3... Concentration Rank 9

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

8.84 2.74 ng 154081 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.2.1.0(2.6)1dec-3-en-1... 150 C10H140 039852-87-4 64
2 4.7-Methano-1H-indenol. hexahvdro- 150 C10H140 037275-49-3 64
3 Tricvclol4.2.1.1(2.5)1dec-3-en-9... 150 C10H140 070220-93-8 64
4 Tricvclol5.2.1.0(2.6)1dec-3-en-1... 148 C10H120 1000289-10-5 64
5 Bicyclo[3.2.0]hept-2-ene, 6-meth... 106 C8H10 038695-51-1 53

Abundance Scan 1106 (8.842 min): BF106410.D (-1103) (-) m/z 66.00 100.00%
6b
5000
39
53 8.60 8.80 9.00 9.20
o} m/z 91.00 51.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23808: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-ol
66
5000 U U L L R
8.60 8.80 9.00 9.20
39 106 17 m/z 67.00 43.10%
29 55 “ ‘ ‘ 132 150
0'”P”W””P”4””ﬂm'J"”JL”P”'JW'”W””J”W””L”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
66
" '8.60 8.80 9.00 9.20
5000 m/z 79.00 36 .50%
39 77 a1 117
27 o 106 13, 180
0 15 47
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23881: Tricyclo[4.2.1.1(2,5)]dec-3-en-9-0l, sterecisomer N AR B S
66 8.60 8.80 9.00 9.20
m/z 77.00 35.48%
5000 o 9
104 117
0 "'I'"'I"""I"""I""'I"""" ” “...‘H‘lhn l‘“. .l‘l‘. ....|....|....|...1.5|.0...|. /‘-'H.I R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecane Concentration Rank 14

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

9.92 2.05 ng 125986 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 64
4 Oxalic acid. isohexvyl neopentvl ... 244 C13H2404 1000309-73-0 59
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 53

Abundance Scan 1289 (9.919 min): BF106410.D (-1286) (-) m/z 57.05 100.00%
57
43
71
5000 85

‘ 99 112 128 143 158 9.60 9.80 10.00 10.20
o...,....',':..|,..“:.,-!-...-l,...».,.... P m/z 43.00 74.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 71 LN L L L L L LB L |
85 9.60 9.80 10.00 10.20
29 m/z 71.10 59.93%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 197 226
T T R e e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57 71
e ABREESEERE RS
85 9.60 9.80 10.00 10.20
5000 126 m/z 85.10 37.92%

97 112 140 155 184

o} SRS | NN Y B T L2 AN,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #163874: Tetradecane, 1-iodo- B A Rn et
3 57 9.60 9.80 10.00 10.20
m/z 41.00 32.43%
5000 t
29
85
oL 15 il ‘L | ‘ 99 113 127 141 155 149 197
..w..”,.”.,”..“..w..”,.”.......” EA S RaE R EARE e e R
m/z--> 20 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzothiazole, 2-(methylthio)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.64 3.45ng 211444  Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzothiazole. 2-(methvithioy- 181 C8H7NS2 000615-22-5 96

015863-41-9 78
051333-80-3 68
002254-94-6 58

2 4-(Methvlthio)phenvl i1sothiocvanate 181 C8H7NS2
3 3-(Methvlithio)phenvl i1sothiocvanate 181 C8H7NS2
4 2(3H)-Benzothiazolethione. 3-met... 181 C8H7NS2
5 9-Amino-1-methyl-3,6-diazahomoad... 181 C10H19N3

1000216-24-2 47

Abundance Scan 1412 (10.642 min): BF106410.D (-1406) (-) m/z 181.00 100.00%
181
148
5000
10.40 10.60 10.80 11.00
o m/z 148.00 71.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46663: Benzothiazole, 2-(methylthio)-
148 181
5000 45 69 108 L o o
15 10.40 10.60 10.80 11.00
‘ 58 ‘ 82 122 136 166 m/z 57.10 48 .40%
! 32 \“ \‘\ M‘ \‘ M [Im “n “9\5 Ll \‘ \‘m ‘\ ‘ M
O L o o o e o LA e o o s o o A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
166 181
R REEEE R R
10.40 10.60 10.80 11.00
5000 108 m/z 108.00 33.74%
50 69 122
15 39 29 90 134 148
O L A o o e e I L e o o B o O R
m/z--> 20 40 80 100 120 140 160 180
Abundance #46667: 3-(Methylthio)phenyl isothiocyanate R e S e ettt
181 10.40 10.60 10.80 11.00
m/z 180.00 24 _.36%
148
5000 45 108
63 77 135
90 122
5 a2y b bl L 166
o IS N NP 0O Y PRIV PPN N U RN N
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Sulfurous acid, 2-ethylhexy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.43 ng 142467 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 90
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 72
Abundance Scan 1456 (10.901 min): BF106410.D (-1453) (-) m/z 57.00 100.00%
g7
71
5000
96 151 RN SR B
123
ol G 108 206 m/z 71.10 76.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57
43 71
5000 85 SRR IR B
10,60 10.80 11.00 11.20
113 m/z 43.00 64 .15%
S
A S U I W L S B W W IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
7 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 47.34%
99 140
o 113 127 154166 182195 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane B B S e
a3 57 10.60 10.80 11.00 11.20
m/z 41.00 34.62%
5000 n
85
29
o | L I w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9 Caffeine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.65 ng 155511 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 97
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 50
3 2H-Pvrazol-3-ol. 5-(2.5-dimethvl... 194 C9H10N20S 1000304-22-5 43
4 3(2H)-Benzofuranone. 4.6-dimethoxy- 194 C10H1004 004225-35-8 40
5 1H-Benzimidazole, 2-phenyl- 194 C13H10N2 000716-79-0 38
Abundance Scan 1587 (11.672 min): BF106410.D (-1583) (-) m/z 194.10 100.00%
194
5000 109
55 67
42 ‘ 8 11.40 11.60 11.80 12.00
136 165 . . . )
0 ...,....;-'...--:,....,]..?‘.‘,..-. 1230150 0180 | 218 243 1 sz 109.10  40.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56735:; Caffeine
194
109
5000 55 67 L B IR BN MR
82 11.40 11.60 11. 80 12. oo
m/z 67.00 29.34%
0 1\5 2\8 H‘ MH (N1 ‘\ 9\4 \‘ 122 137 150 6 179 H
m/z--> 25 45 éo éo 160 150 110 1éo 180 200 250 210
Abundance

194

11.40 11.60 11.80 12.00
5000 m/z 55.00 29.20%

109 138 165

55 67 82

o) MRS AN B ENNRMES NI NS MBS SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56918: 2H-Pyrazol-3-ol, 5-(2,5-dimethylthiophen-3-yl)- A o Al BRRmsma

194 11.40 11.60 11.80 12.00
m/z 82.00 19.82%
5000
137 150
‘ 97 109121 “ 1?5 179 ‘

o.n,n.wxm.“.”,”uh.m.w.” At e S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12. OO

8270-BF061118.M Thu Jun 14 14:37:00 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 10 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 4.79 ng 280741 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 18
Abundance Scan 1645 (12.013 min): BF106410.D (-1642) (-) m/z 73.00 100.00%
60 73
5000 vuNw,_ﬂﬁa,wﬂwﬂ\u“,*vun“ﬁdv%
129
97 115 213 TTTT llllllll llllll
143157171185 199 | 207 256 1160 1180 1200 1220 1240
0 m/z 43.00 96.56%
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 AR SRR B B B
umnmnmnmnm
m/z 60.00 91 .45%
o |

213
P 7 11
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73

_r'_'_'_'—l_'_'_'_'—l_'_’_'_'—l_'_'_'_'—r'_'_
43 11.60 11.80 12.00 12.20 12.40
5000 29 129 m/z 55.00 75.70%
87 15 oh 214
101 143157 | 185
Oyt bl Ll g e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid e B B e S o
43 60 73 11. 60 11. 80 12. 00 12. 20 12. 40

m/z 57.00 75.48%

wa

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40

5000

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 11 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.97 8.64 ng 411234 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
3 Decanedioic acid. diethvl ester 258 C14H2604 000110-40-7 50
4 2-Trimethvisilvl-3-trimethvisilv... 228 C8H20N4Si2 1000373-05-5 45
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 45
Abundance Scan 1808 (12.972 min): BF106410.D (-1804) (-) m/z 213.10 100.00%
213
5000
o1 ;o 10 228 o0 350 1300 133"
65 107 | 135 169 : : : :
o 3958 & 7o 1 107 | 1 ase teomsragr | | G0 08 10 16.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 U AR AR
12.60 12.80 13.00 13.20
119 228 m/z 119.00 15.06%
o 51 6§ 78 ‘ 107 | 135 152165
miz-> 20 40 60 éo 100 150 110 1éo 180 200 220 250 260
Abundance
213
12:60 12.80 13.00 13.20
5000 m/z 214.05 14.61%
167 196
o 51 64 77 98 115 139
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108833: Decanedioic acid, diethyl ester R B
29 171 213 12.60 12.80 13.00 13.20
55 125 m/z 91.00 8.29%
98
41
5000 69 84 138
111 158| | 184
ol 226 258
e e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13 00 13.20

8270-BF061118.M Thu Jun 14 14:37:01 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 12 Ethanol, 2-butoxy-, phospha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.63 8.47 ng 402944 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 2.5-Hexanediol 118 C6H1402 002935-44-6 38
3 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 38
4 2-Propanone. ethvlhvdrazone 100 C5H12N2 007422-99-3 25
5 Oxetane, 2,3,4-trimethyl- 100 C6H120 053778-61-3 22
Abundance Scan 1920 (13.630 min): BF106410.D (-1917) (-) m/z 57.05 100.00%
57
5000 85
125
| ] Yy
255 299 : : : :
bt b l, s d 170 |, b S 8% m/z 44.95  71.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57
85
5000 125 U AN B SR B
13.40 13.60 13.80 14.00
153 199 m/z 56.00 63.49%
29 M ‘ 227 299
' I“M,lyzfl 23| 825 35 300
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
P 13.40 13.60 13.80 14.00
5000 m/z 85.00 43.05%
65
L L L L WL L L UL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #12493: trans-2,3-Epoxyoctane B i e e
2 6 85 13.40 13.60 13.80 14.00
m/z 125.00 37.12%
5000
113
0 T ll"'I""I"" T T TTTT T T rrrrprrrr T T T T e T T e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 13 Trichloroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.77 ng 131807 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1978 (13.971 min): BF106410.D (-1974) (-) m/z 57.05 100.00%
AP
5000 4
139 163179107 227243 g, 13.60 13.80 14.00 1420
O m/z 83.10 79.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43

83

i

5000

13!60 13.I8O 14.IOO 14!20
m/z 43.05 71.63%

139155 182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 97.10 70.14%
125

0 27 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I I

Abundance #175127: Trifluoroacetoxy hexadecane T
13.60 13.80 14.00 14.20

m/z 69.05 67.72%

5000

125

:

154 180196 224 9251 269

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106410.D

Aca On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample : J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 14 Supraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.23 ng 108643 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 87
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2153 (15.001 min): BF106410.D (-2149) (-) m/z 69.05 100.00%
6o
5000 J
T 1] 14760 14580 15,00 1520 1540
149 . . . . .
b bl g 06 218 243 282 u7 g1 00 49.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 R A BRI SURBLL RO
14.60 14.80 15.00 15.20 15.40
41 o 137 m/z 41.00 22 .65%
bbb M7 1 (163 101 217 245 273209 341367 _ato
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20 15.40
so00l M m/z 68.00 11.22%
9% 137
Ot g 447 4 J1 191207 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl- i BB a e e o S S
69 14.60 14.80 15.00 15.20 15.40
m/z 95.05 10.73%
41
5000
0 L1 (T |9l5 1?3
mz-> 50 100 150 200 250 300 350 400 | | 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106410.D

Acq On : 13 Jun 2018 23:53

Operator : JU/SJ

Sample - J3448-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.19 2.8 ng 121947 1 6.97 871746 20.0
unknown6.75 6.75 60.0 ng 2612840 1 6.97 871746 20.0
Tricyclo[5.2.1.0(-.. 8.84 2.7 ng 154081 2 8.25 1124080 20.0
Hexadecane 9.92 2.0 ng 125986 3 10.01 1227160 20.0
Benzothiazole, 2-... 10.64 3.5 ng 211444 3 10.01 1227160 20.0
Sulfurous acid, 2... 10.90 2.4 ng 142467 4 11.50 1172230 20.0
Caffeine 11.67 2.6 ng 155511 4 11.50 1172230 20.0
n-Hexadecanoic acid 12.01 4.8 ng 280741 4 11.50 1172230 20.0
Phenol, 4,4"-(1-m... 12.97 8.6 ng 411234 5 14.14 951560 20.0
Ethanol, 2-butoxy... 13.63 8.5 ng 402944 5 14.14 951560 20.0
Trichloroacetic a... 13.97 2.8 ng 131807 5 14.14 951560 20.0
Supraene 15.00 2.2 ng 108643 6 15.68 975373 20.0
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