LSC Area Percent Report

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2493-01 RS-RO-RT-27438

ALS Vial : 10 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 5.016 495 498 506 rBV 58072 74056 3.52% 0.427%
2 5.434 565 569 582 rBVY 2041640 1991450 94.57% 11.491%
3 6.457 739 743 759 rBVY 2092750 2105882 100.00% 12.152%
4 6.587 760 765 768 rBVY 2198117 2022051 96.02% 11.668%
5 6.810 799 803 806 rBV 776572 619286 29.41% 3.573%
6 6.963 825 829 833 rBVY 1565286 1357966 64.48% 7.836%
7 7.375 895 899 902 rBVY 1235909 1047290 49.73% 6.043%
8 7.475 913 916 923 rVB2 17862 21170 1.01% 0.122%
9 8.092 1018 1021 1027 rBV 917260 776139 36.86% 4_479%
10 9.169 1200 1204 1212 rBvV 1715569 1454922 69.09% 8.395%
11 9.239 1213 1216 1219 rVB 45270 44487 2.11% 0.257%
12 9.563 1267 1271 1274 rBV 211981 208472 9.90% 1.203%
13 9.710 1293 1296 1298 rBV3 47040 50949 2.42% 0.294%
14 9.751 1301 1303 1305 rvv2 39975 42799 2.03% 0.247%
15 9.775 1305 1307 1309 rVB 46456 39519 1.88% 0.228%
16 9.851 1314 1320 1324 rVV 927103 802794 38.12% 4.632%
17 10.092 1359 1361 1365 rBVv4 47828 57458 2.73% 0.332%
18 10.251 1385 1388 1390 rBvV3 64857 71371 3.39% 0.412%
19 10.275 1390 1392 1394 rVB 83003 65614 3.12% 0.379%
20 10.492 1427 1429 1434 rVB 104910 98217 4 .66% 0.567%

21 10.645 1451 1455 1459 rBV 1013244 908585 43.15% 5.243%
22 10.757 1470 1474 1477 rBV 266815 303216 14.40% 1.750%
23 11.227 1551 1554 1559 rVB 272771 286267 13.59% 1.652%
24 11.345 1570 1574 1577 rBV 720226 710693 33.75% 4.101%
25 12.927 1840 1843 1846 rVB 1429965 1187793 56.40% 6.854%

26 13.815 1992 1994 2001 rVB4 89354 106507 5.06% 0.615%
27 13.992 2020 2024 2027 rBV 476463 498894 23.69% 2.879%
28 15.462 2271 2274 2281 rVB 286662 376297 17.87% 2.171%

Sum of corrected areas: 17330144
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LSC Report - Integrated Chromatogram

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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

Abundance TIC: BF104707.D
5.43 6.46]59
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Library Search Compound Report

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.02 2.39 ng 74056 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 499 (5.022 min): BF104707.D (-495) (-) m/z 43.00 100.00%
43
59
5000
101 e
4.60 4.80 5.00 5.20 5.40
el 49 88| n/z 59.00  65.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L U R
59 4.60 4.80 5.00 520 5.40
m/z 101.00 24 .80%
15 31 101
| 25 7 37, 53, 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
460 480 500 520 540
5000 m/z 58.10 17.04%
55 70 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one T BRamn )
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.99Y%
5000
55
21 37, | a9 65 71 77 83 98
miz--> B % % 4 % e b 8% 9 105 10| |4k B0 500 550 54
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Library Search Compound Report

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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 2 unknown6.59 Concentration Rank 1

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

6.59 65.30 ng 2022050 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 766 (6.592 min): BF104707.D (-760) (-) m/z 132.00 100.00%
5000
68
‘ % J 620 6.40 6.60 6.80 7.00
40 54 - - - - -
....~;--....,.|.|.7.7 & | %% o m/z 134.00 33.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN S IR AL R
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 29 .45%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
SRR AARSERRRAE SRRRE RN
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 18.54%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e A e EERE e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 12.26%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | SR
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 : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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 4 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.49 2.45 ng 98217 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72

Abundance Scan 1429 (10.492 min): BF104707.D (-1427) (-) m/z 57.10 100.00%
g7
71
5000
99 113 USSR N
127 141 155 169 10.20 10.40 10.60 10.80
141 193 203216230 m/z 71.10 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 LRI SN BN BN UL
1020 10,40 10.60 10.80
29 85 o m/z 43.10 40.10%
/ L I | ‘ | 1%31?7141155169183196211225239254
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260
Abundance
43 57 71
11020 10,40 10.60 10.80
5000 85 m/z 85.10 32.78%
99
5 2 113127141155169183197211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane R R W
43 57 10.20 10.40 10.60 10.80
m/z 41.10 24 .95Y%
71
5000 85
29 99
TN 1}3127141155169183197211225 254
m/z--> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 1020 10,40 10.60 10.80
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Library Search Compound Report

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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 5 Octadecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.76 8.53 ng 303216 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 76
4 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 74
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 74
Abundance Scan 1475 (10.763 min): BF104707.D (-1470) (-) m/z 57.05 100.00%
7 71
5000 43
85
991 n 10'en 10en 1100
127141 169183 10.40 10.60 10.80 11.00
Obe e ,..":.,:...=|,...l.,....,..1.5_??.... | 198 220244 m/z 71.10 84.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129505: Octadecane, 2,6-dimethyl-
43 57
71
5000 DAL AR UL B
10,40 10,60 10.80 11.00
m/z 43.10 49.66%
I “ 1L ‘ \ 127141155169 1?6211225239253267282

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

57
1 AN A SR

43 10.40 10.60 10.80 11.00
5000 m/z 85.05 33.39%

99 113127141 155169183197
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #59891: Tridecane, 7-methyl- B B e o
57 10.40 10.60 10.80 11.00
43 | 11 m/z 41.10 22.11%
5000
112
85
LS \ 127141155169183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

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

Data File : BF104707.D

Aca On - 23 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.23 8.06 ng 286267 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 78
Abundance Scan 1554 (11.227 min): BF104707.D (-1551) (-) m/z 57.10 100.00%
57 7
5000 43 85
99 113127 NN SN NN SN
141155 183 11.00 11.20 11.40 11.60
0 ,,I M 5060 97211226 244258 771 90 92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LR UL SRS UL I
85 nmnmnmnm
29 m/z 85.10 51.29%
99 113127
L M Lo 141155169183197211225239253267282
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 240 260 280
Abundance
57
43 7 "' 11.00 1120 11.40 11.60
5000 85 m/z 43.05 45 _99Y%
15 29 9911312714115516918319711 240
meﬁﬂ?mm‘wwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane R AEEmEEES L
43 57 74 11.00 11.20 11.40 11.60
m/z 41.10 27 .42%
5000 85
99
29 113
B I A e B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104707.D

Aca On : 23 Apr 2018 14:14

Operator : JU/SJ

Sample : J2493-01

Misc :

ALS Vial : 10 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 7 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.27 ng 106507 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 1-Heptadecene 238 C17H34 006765-39-5 90
5 Cyclotetradecane 196 C14H28 000295-17-0 78
Abundance Scan 1995 (13.821 min): BF104707.D (-1992) (-) m/z 97.10 100.00%
5000
"' 1360 13.80 14.00 14.20
—— m/z 83.10 96.65%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 R AN SR SO B
29 13.60 13.80 14.00 14.20
L e m/z 71.10  87.96%
N 11 -“-‘”‘. ,L AL - - R
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43
"' 1360 13.80 14.00 14.20
5000 69 m/z 43.10 84.88%
97
15 125 154 196 224 252 281
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460
Abundance #197885: Trichloroacetic acid, pentadecy! ester RS EmmEs o L
4 13.60 13.80 14.00 14.20
83 m/z 57.10 84.03%
5000
111
| ‘ § 139 182 210
miz--> 0 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\

Data File : BF104707.D

Acg On : 23 Apr 2018 14:14

Operator : JU/SJ

3?22'6 i J2493-01 RS-RO-RT-27438
ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 2.4 ng 74056 1 6.81 619286 20.0
unknown6 .59 6.59 65.3 ng 2022050 1 6.81 619286 20.0
Pentadecane, 2,6,... 10.49 2.5 ng 98217 3 9.85 802794 20.0
Octadecane, 2,6-d... 10.76 8.5 ng 303216 4 11.35 710693 20.0
Hexadecane, 2,6,1... 11.23 8.1 ng 286267 4 11.35 710693 20.0
1-Docosene 13.82 4.3 ng 106507 5 13.99 498894 20.0
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