LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042318\
Data File : BF104720.D
Aca On : 23 Apr 2018 20:01 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2461-04 N-P001-S002-0001-02
ALS Vial : 23 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-BF040618.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 2.146 7 10 18 rVB 17731 28053 1.31% 0.122%
2 4.434 394 399 405 rBV2 26734 36536 1.70% 0.159%
3 5.010 493 497 503 rBV 78462 102163 4._.76% 0.445%
4 5.428 564 568 576 rBVY 2153487 2092416 97 .39% 9.115%
5 5.734 617 620 629 rVB2 26111 41195 1.92% 0.179%
6 6.239 700 706 710 rBV 24468 33097 1.54% 0.144%
7 6.451 738 742 751 rBV 1947543 2079930 96.81% 9.061%
8 6.581 760 764 767 rBVY 2402271 2097766 97 .64% 9.138%
9 6.675 777 780 787 rVB2 33553 36294 1.69% 0.158%
10 6.804 799 802 806 rBV 725223 662789 30.85% 2.887%

11 6.963 825 829 833 rBV 2089183 1747234 81.33% 7.611%
12 7.375 895 899 902 rBV 1332346 1116995 51.99% 4 _866%

13 7.445 908 911 913 rBV 40687 35405 1.65% 0.154%
14 7.545 925 928 935 rVB 23878 27368 1.27% 0.119%
15 7.828 973 976 980 rBV3 27859 39398 1.83% 0.172%
16 7.969 997 1000 1007 rBV 58441 83349 3.88% 0.363%
17 8.092 1017 1021 1024 rBV 995347 775787 36.11% 3.380%
18 8.122 1024 1026 1031 rVVv 32568 40594 1.89% 0.177%
19 8.169 1031 1034 1046 rVB 206283 207686 9.67% 0.905%
20 8.433 1076 1079 1081 rBV 28029 31603 1.47% 0.138%
21 8.869 1149 1153 1160 rBV 40231 60950 2.84% 0.266%
22 8.998 1173 1175 1180 rBvV4 25644 30478 1.42% 0.133%
23 9.104 1190 1193 1196 rVB3 25586 26317 1.22% 0.115%
24 9.169 1200 1204 1207 rBV 2542764 2148430 100.00% 9.359%
25 9.275 1218 1222 1226 rVB3 73866 82248 3.83% 0.358%
26 9.310 1226 1228 1234 rVB3 40257 34568 1.61% 0.151%
27 9.498 1257 1260 1262 rBV 33210 26733 1.24% 0.116%
28 9.557 1264 1270 1273 rBV 174745 177615 8.27% 0.774%
29 9.651 1284 1286 1290 rVB4 22508 25233 1.17% 0.110%
30 9.751 1298 1303 1304 rBV3 57947 56975 2.65% 0.248%
31 9.769 1304 1306 1310 rVB 98565 78747 3.67% 0.343%
32 9.845 1316 1319 1323 rBV 831422 760047 35.38% 3.311%
33 10.051 1351 1354 1358 rVB3 62383 60465 2.81% 0.263%
34 10.239 1383 1386 1388 rBV 28243 27283 1.27% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042318\
Data File : BF104720.D
Aca On : 23 Apr 2018 20:01 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2461-04 N-P001-S002-0001-02
ALS Vial : 23 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.269 1388 1391 1394 rVB 102517 77255 3.60% 0.337%
36 10.357 1403 1406 1409 rBV2 26493 26208 1.22% 0.114%
37 10.486 1425 1428 1431 rVB 33262 33539 1.56% 0.146%
38 10.569 1439 1442 1446 rBvV4 24703 33205 1.55% 0.145%
39 10.639 1450 1454 1460 rVV 1189143 1074477 50.01% 4.681%
40 10.716 1464 1467 1469 rBVY 75142 61635 2.87% 0.268%

41 10.745 1469 1472 1476 rBVY 99185 108575 5.05% 0.473%
42 10.833 1484 1487 1490 rVB4 33151 30689 1.43% 0.134%
43 10.886 1493 1496 1503 rVvVv2 174814 168529 7.84% 0.734%
44 10.998 1512 1515 1519 rBV 285006 260985 12.15% 1.137%

45 11.192 1545 1548 1551 rBV2 89736 86577 4._.03% 0.377%
46 11.222 1551 1553 1560 rVB2 42331 46571 2.17% 0.203%
47 11.286 1560 1564 1567 rBV3 51898 67191 3.13% 0.293%
48 11.339 1569 1573 1578 rVV 781709 764308 35.58% 3.330%
49 11.380 1578 1580 1584 rVB2 47886 45912 2.14% 0.200%
50 11.492 1597 1599 1604 rVB 26171 25279 1.18% 0.110%
51 11.539 1604 1607 1609 rBV 65542 66437 3.09% 0.289%
52 11.721 1635 1638 1639 rBV3 28075 25077 1.17% 0.109%
53 11.739 1639 1641 1646 rVB 35346 28531 1.33% 0.124%
54 11.863 1658 1662 1665 rBV 342592 363490 16.92% 1.583%
55 11.892 1665 1667 1670 rVB 58887 52336 2.44% 0.228%
56 12.027 1687 1690 1693 rBV2 46655 54638 2.54% 0.238%
57 12.133 1705 1708 1710 rBV 37714 29181 1.36% 0.127%
58 12.216 1720 1722 1725 rVB 34095 25991 1.21% 0.113%
59 12.380 1747 1750 1754 rBV3 35858 41904 1.95% 0.183%
60 12.745 1809 1812 1815 rBV2 70410 61811 2.88% 0.269%
61 12.810 1821 1823 1829 rVB2 49255 51079 2.38% 0.223%

62 12.927 1839 1843 1846 rVB 1932106 1681343 78.26% 7.324%
63 13.398 1920 1923 1926 rVB 307394 243715 11.34% 1.062%
64 13.815 1991 1994 2000 rVB 235801 233278 10.86% 1.016%
65 13.957 2014 2018 2020 rBV 765184 674961 31.42% 2.940%

66 13.986 2020 2023 2027 rVB 488181 412322 19.19% 1.796%

67 15.086 2207 2210 2215 rBV 450258 516596 24.05% 2.250%

68 15.462 2270 2274 2280 rVB 319717 400655 18.65% 1.745%

69 15.898 2345 2348 2352 rVB 140307 169444 7.89% 0.738%
Sum of corrected areas: 22955471

8270-BF040618.M Tue Apr 24 16:08:03 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104720.D

Aca On : 23 Apr 2018 20:01

Operator : JU/SJ

Sample : J2461-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M

CALIBRATION
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-S002-0001-02
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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-Pentanol, 2,4-dimethyl- Concentration Rank 10

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

5.01 3.08 ng 102163 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 497 (5.010 min): BF104720.D (-493) (-) m/z 43.00 100.00%
a3
59
5000
i k0 1 ok 8% S0
83 : : : :
el Sl e oS Tm/z 59.10 59.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
50
5000 SRR LU LU
4.60 4.80 5.00 5.20 5.40
43 101 m/z 101.00 22 .78%
31 ‘ 83
SN N 1 A NP o N
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
T A
4.60 4.80 5.00 5.20 5.40
5000 59 m/z 58.00 17.54%
25 3L 37 83 g3 1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- e AREEEE SR TS
50 4.60 4.80 5.00 5.20 5.40
m/z 41.05 10.10%
5000
y 4
102
T '|'}?'|" "|""|""|§?"| ""ITS" |"§?|' U S SRR UL SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 63.30 ng 2097770 1,4-Dichlorobenzene-d4 6.81
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 764 (6.581 min): BF104720.D (-760) (-) m/z 132.00 100.00%
5000 68
40 | o J 620 640 6.60 6.80 7.00
54 : : : : :
e 77 e L dpsus ) n7z 68.10  39.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR SRS S
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.87%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 65.95 25.16%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 2
Abundance #52379: Tranylcypromine-propiony! e s n sy )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.69%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SR | G | G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzenamine, 2-methoxy- Concentration Rank 16

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

7.97 2.15 ng 83349 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2-methoxv- 123 C7HONO 000090-04-0 97
2 1.2-Benzenediamine 108 C6H8N2 000095-54-5 74
3 1.4-Benzenediamine 108 C6H8N2 000106-50-3 74
4 Pvrazinamide 123 C5H5N30 000098-96-4 64
5 2-Pyridinamine, 5-methyl- 108 C6H8N2 001603-41-4 64

Abundance Scan 1000 (7.969 min): BF104720.D (-997) (-) m/z 108.00 100.00%
80 198 123
5000
53
a9 | 6|5 g2 1o 7.60 7.80 8.00 8.20 8.40
L 1 SO ISk Bt m/z 123.00 89.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10151: Benzenamine, 2-methoxy-
80 108 .o
5000 AR SRR RN LR
7.60 7.80 8.00 8.20 8.40
53 m/z 80.00 85.80%
39 ‘ 65 92
..,.%?.,..?ﬁ...:H....ﬂl..,.hh.,??..H... TWRMBMEINR | MNNM NS——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
108
7.60 7.80 8.00 8.20 8.40
5000 80 m/z 53.00 24 .24%
28 53
3 46 63 73 91 100
wwmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5302: 1,4-Benzenediamine
108 7.60 7.80 8.00 8.20 8.40
m/z 65.00 14 .64%
5000
80
28 41 M\ 67 91 M
mz-> 10 2% % 40 50 80 70 80 9 100 110 130 130 130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, l-isocyanato-2-met... Concentration Rank 8

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

8.17 5.35 ng 207686 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-isocvanato-2-methoxv- 149 C8H7NO2 000700-87-8 94
2 Benzene. 1l-isocvanato-4-methoxv- 149 C8H7NO2 005416-93-3 64
3 1H-Benzotriazole. 5-methoxv- 149 C7H7N30 027799-91-3 49
4 37 .47 -Formoxvlidide 149 C9H11NO 006639-60-7 43
5 Benzonitrile, 4-hydroxy-3-methoxy- 149 C8H7NO2 004421-08-3 43

Abundance Scan 1034 (8.169 min): BF104720.D (-1031) (-) m/z 149.00 100.00%
149
106 ., 134
5000 78
51
39 63 03 7.80 8.00 820 8.40 8.60
reprrrrprrerprebprre b b e e by | M/Z 10600 64 81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23540: Benzene, 1-isocyanato-2-methoxy-
149
5000 120 4 R N AR LR
106 7.80 8.00 8.20 8.40 8.60
51 8 m/z 134.00 61.20%
15 27 39 . 63 93 ‘ ‘
iz 10 3 40 B 80 T 80 8 100 110 130 130 180 1%
Abundance
149
134
7.80 8.00 8.20 8.40 8.60
5000 106 m/z 120.00 56.10%
78
52
15 26 39 63 920 121
wwmmmﬂﬁwmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23496: 1H-Benzotriazole, 5-methoxy- R R R
149 7.80 8.00 8.20 8.40 8.60
106 m/z 77.95 44 _94%
5000
51 79
121
"P"W"”I'”??”"P"W"”I'”'I”"P"W"”I'”'I”":?il'”'l”"l AR RSN LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.27 Concentration Rank 15

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

9.27 2.16 ng 82248 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole. 1-(2-furanvimethvl)- 147 CO9HONO 001438-94-4 46
2 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 45
3 2-0Octvne 110 C8H14 002809-67-8 43
4 1-Cvclohexene-1-methanol. 4-(1-m... 152 C10H160 000536-59-4 43
5 (2S,4R)-p-Mentha-[1(7),8]-diene ... 168 C10H1602 1000292-74-4 43

Abundance Scan 1221 (9.269 min): BF104720.D (-1218) (-) m/z 154.00 100.00%
1%4
5000
" 9.00 9.20 940 9.60
m/z 58.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22580: 1H-Pyrrole, 1-(2-furanylmethyl)-
81
5000 147
53 9.00 9.20 9.40 9.60
27 m/z 81.05 80.58%
. 40 | 67 | 117 ‘
m/z--> 25 45 éo 85 160 150 150 1éo 180 200 250 210 '
Abundance
81
96 RSN AR SRS RSN
39 9.00 9.20 9.40 9.60
5000 53 m/z 43.00 76.33%
67
15
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5887: 2-Octyne Ra R R B
81 9.00 9.20 9.40 9.60
41 95 m/z 91.00 63.12%
54
5000 68
2
14 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 "'5.66"5.56"é.hbllé.gblll
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecane Concentration Rank 17

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

9.77 2.07 ng 78747 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C16H34 000544-76-3 64
4 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 53
5 4,4-Dipropylheptane 184 C13H28 017312-72-0 50

Abundance Scan 1306 (9.769 min): BF104720.D (-1304) (-) m/z 57.05 100.00%
57
43 71
5000 85

99 9.40 9.60 9.80 10.00
| 112 126 141 155 168
...,....-,':..',..l'..,:...',....,.... MM m/z 43.05 59.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 LI L L B
9.40 9.60 9.80 10.00
29 m/z 71.05 55.31%
15 \‘ N Y %9 113 127 141 155 169 198
T I o o e o B AL B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
T
71 9.40 9.60 9.80 10.00
5000 m/z 85.05 38.71%
85
29
15 99 113 127 141 155 184
R B o o o N B I o i o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane e e
43 57 9.40 9.60 9.80 10.00
m/z 41.00 27.08%
5000 n
85
29
| L L w 99 113 127 141 155 169 183 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 940 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8 Hexadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.27 2.03 ng 77255 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Pentadecane 212 C15H32 000629-62-9 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 1391 (10.269 min): BF104720.D (-1388) (-) m/z 57.10 100.00%
57
2% i \u\,vwﬂva\nnJLuA,WJ\AﬂA«WJ\
|Il|l||l|III|II||||||
113 141 10.00 10.20 10.40 10.60
e e m/z 43.05  70.11%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 LI BUILN SULRULN BRI B
10.00 10.20 10.40 10.60
29 m/z 71.05 64 .88%
| ‘L [ 113 141 169 197 226
m/z--> 50 160 1éo 200 250 300 350
Abundance
57
10,00 10.20 10.40 10.60
5000 g5 m/z 85.05 49_.11%
29
113 141 169 212
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R B B
57 10.00 10.20 10.40 10.60
m/z 41.10 29.20%
5000
85
291 1 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 10,00 10,20 10.40 10.60

8270-BF040618.M Tue Apr 24 16:08:07 2018

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104720.D

Aca On : 23 Apr 2018 20:01

Operator : JU/SJ

Sample : J2461-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.84 ng 108575 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 78
Abundance Scan 1473 (10.751 min): BF104720.D (-1469) (-) m/z 57.10 100.00%
7
5000
143 10,40 10.60 10.80 11.00
m/z 71.05 84 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 R UL DU BUEE
4 mmmmmmnm
183 m/z 43.05 65.30%
e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.05 40.51%
41
113 155 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo- =
57 10.40 10.60 10.80 11.00
m/z 41.00 35.04%
4
5000 85
15 ‘ 1l ‘ J\ 1l \ 1:}3 \137 15\5 183 211 253
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 10 40 10. 60 10 80 11. 00 '

8270-BF040618.M Tue Apr 24 16:08:08 2018

N-P001-S002-0001-02

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104720.D

Aca On : 23 Apr 2018 20:01

Operator : JU/SJ

Sample : J2461-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 10 unknownl10.89 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.89 4.41 ng 168529 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxvhvdrostinine 205 C11H11NO3 000552-29-4 46
2 Phthalic acid. 2-isopropviphenvl._.. 298 C18H1804 1000315-52-2 27
3 2-Ethvl-3.5-dimethvlpvridine 135 C9H13N 001123-96-2 25
4 2H-1-Benzopbvran-2-one. 3.4-dihvd... 162 C10H1002 000092-47-7 25
5 2(3H)-Naphthalenone, 4,4a,5,6-te... 162 C11H140 034545-88-5 18
Abundance Scan 1497 (10.892 min): BF104720.D (-1493) (-) m/z 205.10 100.00%
163 205
43 77 134
5000
92
106120 TTr T [rrrr[rrrr[rrrrrrrr
6 || 148 10.60 10.80 11.00 11.20
bbbl "m/z 163.00 84.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65031: Oxyhydrostinine
134 162 205
5000 L SN U RN S
10,60 10.80 11.00 11.20
42 76 m/z 162.10 72 .38%
63
B o 2 20 - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163
10,60 10.80 11.00 11.20
5000 m/z 134.10 55.60%
50 17 92105120135 225 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15593: 2-Ethyl-3,5-dimethylpyridine
134 10.60 10.80 11.00 11.20
m/z 77.00 53.04%
5000
107
39 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20

8270-BF040618.M Tue Apr 24 16:08:08 2018

N-P001-S002-0001-02

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.00 6.83 ng 260985 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Silane. trichlorodocosvl- 442 C22H45CI13Si 007325-84-0 18
3 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 18
4 Oxalic acid. dodecvl 3.5-difluor... 370 C20H28F204 1000309-67-7 18
5 Cyclododecane 168 C12H24 000294-62-2 15
Abundance Scan 1515 (10.998 min): BF104720.D (-1512) (-) m/z 73.00 100.00%
78
43
5000 129
97 185
157 \ 228 10.60 10.80 11.00 11.20 11.40
8 m/z 60.00 80.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid
73
5000 129
185 10.60 10.80 11.00 11.20 11.40
228 m/z 43.05 64.77%
15“ \\\\HH‘HM‘ 157.|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400
Abundance
43
10,60 10.80 11.00 11.20 11.40
5000 m/z 57.00 57 .29%
71
97
125 154 196 224 266 294 398 442
m/z--> §0 160 1%0 260 250 300 3%0 460
Abundance #50326: n-PROPYL NONYL ETHER A Ea e o
43 10.60 10.80 11.00 11.20 11.40

m/z 55.05 55.85%

5000

! 17 2 1.

T
m/z--> 100 150 200 250 300 350 400 10. 60 10 80 11. OO 11. 20 11.40

8270-BF040618.M Tue Apr 24 16:08:09 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.27 ng 86577 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 59
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 53
3 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 50
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 50
5 Heptadecane 240 C17H36 000629-78-7 47
Abundance Scan 1548 (11.192 min): BF104720.D (-1545) (-) m/z 57.10 100.00%
57
43 71

5000

99

10.80 11.00 11.20 11.40 11.60
m/z 43.05 68.31%

125
113717139 157 172185 201

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane

43
71

5000 L e
85 1080 11,00 11.20 11,40 11.60

m/z 71.10 66 .57%

29 9
L4 ) 1}3127141155169183197211225239254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
57
43 R e o
71 10.80 11.00 11.20 11.40 11.60
5000 a5 m/z 85.05 52.86%
29 141
% 113 169
A A o e R R AmaRs RE TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48895: Decane, 2,3,8-trimethyl- A AR RREEs
43 57 10.80 11.00 11.20 11.40 11.60
71 m/z 41.00 41.04%
5000 85
29 ‘ ‘ 99111 141
.,ﬂknﬂ.ﬂh.h.,”.ﬂ“.L,.”.ﬂ”.w..” N M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 80 11. 00 11. 20 11. 40 11. 60

8270-BF040618.M Tue Apr 24 16:08:09 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 9.51 ng 363490 Phenanthrene-d10 11.34
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1662 (11.863 min): BF104720.D (-1658) (-) m/z 73.00 100.00%
43 60 3
5000 129
7 213 e ansemaas e EEeS S
01 M | 143157171185 10 o0y 256 11,60 11.80 12.00 12.20
m/z 43.10 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B B SULR AU
nmnmnmnm
m/z 59.95 80.82%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000 129 m/z 57.05 71.33%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid e  RRRaE Bam s
43 60 78 11.60 11.80 12.00 12.20
m/z 55.10 64 .83%
5000 - e
“ T7 Ol115 ‘ 171185 214
N 0 O 0 Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF040618.M Tue Apr 24 16:08:10 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl2.74 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.74 3.00 ng 61811 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlphosphonic acid. 2-chloroph... 290 C13H20CIO3P 1000315-13-2 22
2 2-Amino-6.7-dichloroauinazoline 213 C8H5CI2N3 076002-68-1 11
3 Chloroxine 213 C9H5CI2NO 000773-76-2 10
4 Acridine. 9-chloro- 213 C13H8CIN 001207-69-8 10
5 2-[2-Thienyl]cinchoninic acid 255 C14H9NO2S 031792-47-9 10
Abundance Scan 1811 (12.739 min): BF104720.D (-1809) (-) m/z 213.00 100.00%
2 255 383
5000
335 12.40 12.60 12.80 13.00
T m/z 255.00 94 _95%
m/z--> 50 100 150 200 250 300 350
Abundance #135748: Butylphosphonic acid, 2-chlorophenyl propyl ester
213
5000
255 12.40 12.60 12.80 13.00
128 m/z 383.00 79 .35%
41 65 99 || 152171191 1233 | 290
m/z--> 50 100 150 200 250 300 350
Abundance
213
12.40 1260 12.80 13.00
5000 m/z 77.00 76 .03%
186
43 74 107 434 159
m/z--> 50 100 150 200 250 300 350
Abundance #72137: Chloroxine R A REER R
213 12.40 12.60 12.80 13.00
m/z 256.90 64 .78%
5000
150
39 63 87 114 L 1?5 |
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF040618.M Tue Apr 24 16:08:10 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.81 2.48 ng 51079 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 90
2 2H.8H-Benzoll1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 64
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
4 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 50
5 4-Ethyl-2,2,4-trimethyl-1,2,3,4-_._. 242 C16H22N2 022315-84-0 47
Abundance Scan 1823 (12.810 min): BF104720.D (-1821) (-) m/z 213.05 100.00%
213
5000
N 119 228
65 77 107 136 153165 184 198 12.40 12.60 12.80 13.00 13.20
g3 BT ) SS 136 103100 108 |.,.I.~.,2f“.5..,. m/z 119.00 26.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
2
5000 U AR AR I

12. 40 12. 60 12. 80 13. 00 13 20
119 228 m/z 228.10 19.56%

2739 51 65 77 91 107 | 135 152165 181 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

213

12.40 12.60 12.80 13.00 13.20
5000 m/z 214.10 15.91%

185 228

36 50 63 77 93 115128 149163 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-
213 12.40 12.60 12.80 13.00 13.20

m/z 91.00 10.16%

5000

185 228

273951 69 92 114128141 157171 | 109

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

8270-BF040618.M Tue Apr 24 16:08:11 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.32 ng 233278 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 1995 (13.821 min): BF104720.D (-1991) (-) m/z 57.10 100.00%

57 83

5000

-

13.60 13.80 14.00 14.20
m/z 83.10 87.25%

218

250 271289 308 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55 g3

5

13.60 13.80 14.00 14.20
m/z 43.10 83.73%

5000

139 167 196 224

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 55.00 77 .44%
125
26 154 182 210 238 266

L O L R R R R RN RN RN ER R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1 RS EmmEs o L
83 13.60 13.80 14.00 14.20
m/z 97.10 77.10%
- /‘M’Mj\ww
h ‘ ‘ 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 17 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.09 25.79 ng 516596 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2211 (15.092 min): BF104720.D (-2207) (-) m/z 57.10 100.00%
57
85
5000
|113 141,169 197 225247266 296 323344 371 1480 1500 1520 15.40__
0 ....,.n. L U F e U RS o e BT m/z 71.10 74.73%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI UL B UL UL
Mmmmmmmm
m/z 85.10 56.55%
29 113
\‘ J ‘\ “\ ‘hw h‘ u‘ \1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 43.10 56.19%
29 113 141 160 107 225 253 205 323 367 ~w~/uw“h,,~J{,mﬂ*_~ka_w
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #209566: Octacosane AR EEREE L
57 14.80 15.00 15.20 15.40
m/z 55.10 19.61%
2000 8 V\/\’M«}L.\M\.A
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104720.D

Aca On - 23 Apr 2018 20:01

Operator : JU/SJ

3?22 le J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 18 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.90 8.46 ng 169444 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2348 (15.898 min): BF104720.D (-2345) (-) m/z 57.10 100.00%
57
85
5000
141 169 352 15.60 15.80 16.00 16.20
—_— ‘| L7200, 197 224245266 290 329392372 400 | 791 10 71.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
57
85
5000 L AR SULBUSN UL SURR
15 60 15. 80 16. oo 16. 20
1 160 m/z 85.10 58.53%
29 338
ANy 07,25 298 281 300 TR
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.10 52.97%
29 113 141 169 197 225 267 295 365 393 v/&rwRJMM,MMjtﬁ\mﬁMM\WWWW/
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #141426: Heneicosane R R e R
57 15.60 15.80 16.00 16.20
m/z 55.10 30.01%
85
5000
29 113
0 1)L 814 160 167 225 gsg 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 15. 60 15. 80 16. oo 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\
Data File : BF104720.D
Acqg On : 23 Apr 2018 20:01 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J2461-04 N-P001-S002-0001-02
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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-Pentanol, 2,4-d... 5.01 3.1 ng 102163 1 6.81 662789 20.0
unknown6 .58 6.58 63.3 ng 2097770 1 6.81 662789 20.0
Benzenamine, 2-me... 7.97 2.1 ng 83349 2 8.09 775787 20.0
Benzene, 1l-isocya... 8.17 5.3 ng 207686 2 8.09 775787 20.0
unknown9.27 9.27 2.2 ng 82248 3 9.85 760047 20.0
Tetradecane 9.77 2.1 ng 78747 3 9.85 760047 20.0
Hexadecane 10.27 2.0 ng 77255 3 9.85 760047 20.0
Tridecane, 1-iodo- 10.75 2.8 ng 108575 4 11.34 764308 20.0
unknown10.89 10.89 4.4 ng 168529 4 11.34 764308 20.0
Tetradecanoic acid 11.00 6.8 ng 260985 4 11.34 764308 20.0
Octadecane 11.19 2.3 ng 86577 4 11.34 764308 20.0
n-Hexadecanoic acid 11.86 9.5 ng 363490 4 11.34 764308 20.0
unknownl2.74 12.74 3.0 ng 61811 5 13.99 412322 20.0
Phenol, 4,4"-(1-m... 12.81 2.5 ng 51079 5 13.99 412322 20.0
Cyclohexadecane 13.82 11.3 ng 233278 5 13.99 412322 20.0
Heneicosane 15.09 25.8 ng 516596 6 15.46 400655 20.0
Tetracosane 15.90 8.5 ng 169444 6 15.46 400655 20.0
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